SUPPLEMENTARY MATERIAL:

AntiHIV-Pred: Web-resource for in silico prediction of anti-
HIV/AIDS activity

© N o g b~ DR

Data Selection and CUration ...........cccooiviiie e 2
SeleCted DESCIIPIONS ... .iiiii ettt e e ae e arae e 3
QSAR Modeling Using GUSAR Program .........ccccceeeiieeiiieiiiee e ssiee e sine e 7
PASS (Prediction of Activity Spectra of Substances) Method.......................... 10
Qualitative Characteristics of the (Q)SAR ModElS .......c.ccccvevviiieiiniiieiiei, 13
List Of Predicted ACHIVITIES ........ccoeoiiee et 16
Examples of Predictions for the Widely Used Antiretroviral Drugs............... 20
THAINING SEES...itiiiiie ittt e et e et e e sba e e s re e e snaeeanneeanes 22
8.1 Protease traINING SEL ......eciuiiicie ettt ettt et et st e et e e e s ae et e s be e Rt e steete e besreena e renneens 22
8.2 Reverse transCriptase traiNiNg SEL..........cuiiiiiiierieieieise sttt bbbt sbe e 74
8.3 INLEGIase trAINMING SEL ....cveriiiieieiiei etttk b bbb et e sttt b e e 105
SR YA 1 =11 T =1 USSR 140

8.5 TAT TrAINING SEL....viiiviiii ettt ettt r et e e s b e s beete et e sbeese e besaeestesteeneesbesbeenbenreeneas 142



1. Data Selection and Curation

Experimental data for building models of quantitative structure-activity relationships were downloaded from
ChEMBL database (version 24) and then analyzed. Data containing about 50 thousand entries were derived from
scientific literature turned out to be highly heterogeneous having different experimental conditions and various
ligand efficiency indices were measured (Ki, IC50, percent of inhibition etc.). The curation process was realizied
according to the pipeline (Figure 1). It corresponds to the “Best QSAR practice” (Tropsha,A., et al. Molecular
Informatics, 2010, 29, 476; Fourches,D., et al. Journal of Chemical Information and Modeling, 2016, 56, 1243).
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Figure 1. Data curation process pipeline.

The process could be subdivided to two parts — chemical data curation and biological data curation.

Chemical data curation:

Deletion of incomplete and insufficient entries;

Deletion of inorganics, metallorganics, rare atom compounds;
Mixture and salt compunds processing and standartiztion;
Invalid structures recovery;

Standartization of structures kekulization;

Chemical groups normalization;

Tautomeric data handling;

Enantiomeric and stereomeric data inspection.

Biological data curation:

Deletion of entries for mutants, drug-resistant stamps and invalid targets;

Data split basing on experimental protocols;

Potential duplicates were checked either for equal compunds with different activity values or for
coumppounds having the same set of descriptors. Basing on each case the entries were deleted or the
median value was calculated;

External laboratory error estimation;

Handling activity cliff data

In addition, the data validity was verified by analysis of the information presented in the original publications.
Curated data were used to create training sets for HIV targets.



2. Selected Descriptors

The modelling was accomplished using two types of descriptors — Multilevel Neighborhoods Atoms (MNA)
and Quantitative Neighborhoods of Atoms (QNA) descriptors.

MNA descriptors are based on the molecular structure representation, which includes the hydrogen atoms
according to the valences and partial charges of other atoms and does not specify the types of bonds. MNA
descriptors are generated as recursively defined sequence:

- zero-level MNA descriptor for each atom is the mark A of the atom itself;

any next-level MNA descriptor for the atom is the sub-structure notation A(D,, Dy, ..., D;, ...), where D; is the
previous-level MNA descriptor for i—th immediate neighbor’s of the atom A.

The mark of atom may include not only the atomic type but also any additional information about the atom. In
particular, if the atom is not included into the ring, it is marked by «-». The neighbor descriptors Dy, D, ..., D, ...
are arranged in unique manner, e.g., in lexicographic order. Iterative process of MNA descriptors generation can
be continued covering first, second, etc. neighborhoods of each atom.

Descriptors for each molecule are generated on the basis of connectivity matrix C and table of atoms types A.
Connectivity matrix contains data on the covalent bonds in a molecule. Various bond types are not specified
(topological approximation). All hydrogens based on valences and partial charges of atoms are taken into account.
The types of atoms are specified according to the data presented in Table 1.

Table 1. Classification of different atom types used in calculation of descriptors

Class name Elements
H H

C C

N N

0] O

F F

Si Si

P P

S S

Cl Cl

Ca Ca

As As

Se Se

Br Br

Li* Li, Na
B B, Re
Mg” Mg, Mn
Sn” Sn, Pb




Te" Te, Po
I I, At
Os” Os, Ir
Sc” Sc, Ti, Zr
Fe’ Fe, Hf, Ta
Co” Co, Sh, W
Sr* Sr, Ba, Ra
Pd” Pd, Pt, Au
Be” Be, Zn, Cd, Hg
K" K, Rb, Cs, Fr
g V, Cr, Nb, Mo, Tc
Ni”* Ni, Cu, Ge, Ru, Rh, Ag, Bi
In* In, La, Ce, Pr, Nd, Pm, Sm, Eu
Al Al, Ga, Y, Gd, Th, Dy, Ho, Er, Tm, Yb, Lu, Tl
R" R, He, Ne, Ar, Kr, Xe, Rn, Ac, Th, Pa, U, Np, Pu, Am, Cm, BK, Cf, Es,
Fm, Md, No, Lr, Db, JI

Example of structure presentation by zero-, first- and second-levels MNA descriptors for the phenol's molecule is
shown in Figure 2.

OH
6 2
5 3
4
Atom MNA/O MNA/1 MNA/2
1 C C(CC-0O) C(C(CC-H)C(CC-H)-O(C-H))
2 C C(CC-H) C(C(CC-H)C(CC-0)-H(C))
3 C C(CC-H) cC(C(CC-H)C(CC-H)-H(C))
4 C C(CC-H) cC(C(CC-H)C(CC-H)-H(C))
5 C C(CC-H) cC(C(CC-H)C(CC-H)-H(C))
6 C C(CC-H) C(C(CC-H)C(CC-0)-H(C))
7 -0 -O(C-H) -O(C(CC-O)-H(-0))
8 -H -H(C) -H(C(CC-H))
9 -H -H(C) -H(C(CC-H))
10 -H -H(C) -H(C(CC-H))
11 -H -H(C) -H(C(CC-H))
12 -H -H(O) -H(C(CC-H))
13 -H -H(-O) -H(-O(C-H))

MNA descriptors for phenol.
MNA/O, MNA/1,MNA/2 - zero, first and second levels
of MNA descriptors.

Figure 2. MNA descriptors of 0, 1, 2 level calculated for an example structure.



QNA descriptors are calculated based on the connectivity matrix € and the standard values of ionization potential
IP and electron affinity EA of atoms in a molecule. For any given atom i QNA descriptors are calculated as

follow:
P, = B; Z <Exp (— % C)>ik B, (1)
Q: = B Z <Exp (—%c»ik Bedy  (2)

where

1 1 1
Ak :E(ka'i'EAk) Bkzz(lpk_EAk)_f

The values of EA and IP collected from many different sources and used in this work are represented in Table 2.

Table 2. Electron affinity (EA) and first ionization potential (IP), electron volts, and atomic radius (AR),
angstroms.

Atom EA IP AR Atom EA 1P AR Atom EA 1P AR
H 0.75 13.60 0.46 Kr -0.42  14.00 1.98 Lu 020  6.15 1.75
He 0.08 2459 122 Rb 049 418 248 Hf 033 7.50 1.59
Li 0.62 5.39 1.55 Sr -0.15 569 215 Ta 040 7.89 146
Be -0.20 932 1.13 Y 031  6.22 1.81 W 0.67  7.98 1.40
B 0.28 830 091 Zr 033 6.84 1.60 Re 023 7.88 1.37
C 1.26 1126 0.77 Nb 0.51 6.88 1.45 Os 1.44  8.73 1.35
N 044 1453 0.71 Mo 0.68  7.09 1.39 Ir 1.57  9.10 135
(0] 146 13.62 0.73 Te 054 723 1.36 Pt .10 896  1.38
F 345 1742  0.71 Ru .10  7.37 1.34 Au 1.25  9.23 1.44
Ne 0.00 2157 1.60 Rh 1.14  7.46 1.34 Hg -0.19 1044 157
Na 0.55 5.14 1.87 Pd .11 834 1.37 Tl 031  6.11 1.71
Mg -0.31 7.64 1.60 Ag 122 7.58 1.44 Pb 1.39 742 1.75
Al 0.30 5.99 1.43 Cd -0.43  8.99 1.56 Bi 097 729 1.82
Si 1.39 8.15 1.34 In 031 579 1.66 Po 1.97 842 1.56
P 0.75 1049 130 Sn 1.39 734 1.58 At 290 920 148
S 2.00 1036 1.04 Sb 090 8.64 1.61 Rn -0.15 1075 2.27
Cl 361 1297 099 Te 1.97 9.01 1.70 Fr 048 398 2.80
Ar -0.37 1576 1.92 I 323 10.45 1.53 Ra -0.15 528 235
K 0.50 434 236 Xe -0.25 12,13 2.18 Ac 0.80 520 2.03
Ca -0.19  6.11 1.97 Cs 047 389  2.66 Th 0.80 6.10 1.80
Sc 0.19 6.56 1.64 Ba -0.15 521 2.23 Pa 0.84 6.00 1.62
Ti 0.33 6.82 1.46 La 0.30  5.59 1.87 8] 082 6.19 1.53
v 0.53 6.74 1.34 Ce 025 554 1.83 Np 0.82 620 1.50
Cr 0.67 6.77 1.27 Pr 020 547 1.83 Pu 0.84 6.06 1.62
Mn -0.17  7.43 1.30 Nd 020 553 1.82 Am 0.85 6.00 1.70
Fe 0.50 7.90 1.26 Pm 0.20  5.58 1.81 Cm 0.85 6.09 1.55
Co 0.66 7.86 1.25 Sm 020 5.64 1.80 Bk 0.82 6.23 1.49
Ni 1.16 7.64 1.24 Eu 020 567 2.04 Cf 0.84 6.27 1.42
Cu 1.23 7.72 1.28 Gd 020  6.15 1.80 Es 0.86  6.47 1.43
Zn -0.44  9.39 1.39 Tb 020  5.86 1.78 Fm 0.86 6.60 1.38
Ga 0.30 6.00 1.39 Dy 020 594 1.77 Md 0.83  6.68 1.38



Ge 1.39 7.90 1.39 Ho 020  6.02 1.78 No 0.79 658 147

As 0.80 9.79 1.48 Er 020  6.11 1.76 Lr 0.85 6.69 1.30
Se 2.02 9.75 1.17 Tm 020  6.18 1.75 Db 046 643 1.14
Br 345 11.81 1.14 Yb 020 6.25 1.94 J1 0.50 6.78 1.01

Though the value u(P — Q) can be considered by convention as the partial atomic charge, where u is the
chemical potential, in general, the P and Q values are not the estimate of partial atomic charges, hardness or so
forth.

QNA describes each of the atoms in a molecule, and, at the same time, each of the P and Q values depends on the
whole composition and structure of a molecule (Figure 3).
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EA IP A B P Q
C 1263 1126 6262 0316 -0.00218 -0.1820
O 1461 13.62 7.541 0287 0.02944 0.3019
O 1461 13.62 7.541 0287 0.06199  0.5297
H 0754 13.60 7.177 0279 005812  0.4706
H 0754 13.60 7.177 0279 0.05304 03533

d)

Figure 3. Example of QNA description of formic acid: (a) structure diagram; (b) connectivity matrix; (c)
exponent of the connectivity matrix; (d) electron affinities, ionization potentials, variables of equations (1) and
(2), P and Q values for each atom of formic acid molecule.

From Figure 3c it is clear that any atom influences the others, though the influence decreases with the increase of
the distance between them; e.g. components of matrix Exp (—%C) for atom 1 (C) are: 1.40 for atom 1 itself, -0.59
for its immediate neighbor atom 2 (O), -0.57 for atoms 3 (O) and 4 (H), and 0.14 for atom 5 (H).

The algorithm of QNA descriptor calculation is quite simple due to uselessness of the matrix Exp (— % C) itself,

only product of Exp (— % C) by vector is necessary, and that matrix C consists of 0 and 1 only.



3. QSAR Modeling Using GUSAR Program

QNA describe each particular atom of a molecule, at the same time, each P or Q value depends on the total
molecule composition and structure. To use this molecule structure representation we have proposed to calculate
each f;(S) function of the structure of a molecule as the average value of g;(P, Q) function of P and Q variables
for those m atoms in a molecule, which have two or more immediate neighbors:

1
&= a0 @
k

1
Yprea = Qo + Zaiaz gi(P’ Q) 4)
i k

According to the equation (4) the estimate Y 4 for molecule can be interpreted as an average of values predicted

for particular atoms in a molecule. Formally, QNA descriptors represent a molecule structure by two descriptors
only (P and Q), in contrast to numerous traditional descriptors used in QSAR. Since P and Q values have
different scales (standard deviations are 0.023 and 0.208, respectively), we made the normalization to optimize a

family of functions g; (P, Q).

Normalization has been performed by calculation of the average values (Ep and Ej), standard deviations (Dp and
D) and correlation between P and Q values (Rpg):

_P-Ep B
Dy D,

PI

S L O ey N

/2(1+RPQ) /2(1—RPQ)

The orthonormal U and V have zero mean, unit variance and they are uncorrelated.

Chebyshev polynomials were chosen as the family of functionsg; (P, @), and the orthonormal U and V values
have been additionally transformed by using hyperbolic tangent, so, the “normalized QNA” vary from -1 to 1.
After this, the functions g; (P, Q) in equation (4) are represented using Chebyshev polynomials as:

gi(P,Q) =T,,(P,Q) = Cos (u * ArcCos(TanH(U))) * Cos (v * ArcCos(TanH(V))) 7

where the integer numbers u, v = 0,1,2 ... define 2-dimesional Chebyshev polynomial degree. The final equation
for estimate y,eq Using QNA descriptors is:

1
Ypred = Ez (ao + Z auvTuv(P: Q)) (8)
k uv

QNA descriptors and their polynomial transformations (5)-(7) do not provide information on the shape and
volume of a molecule although this information may be important for determination of the structure-activity
relationships. Therefore, these parameters were added to QNA descriptors. Topological length of a molecule was
calculated as the maximal distance between any two atoms and the volume of a molecule — as the sum of each
atom’s volume,

%nR3, where R is the atomic radius (see Table 2 (AR)).

The Chebyshev polynomials are arranged in ascending order of their degrees u + v. For u + v = 1 they are T, ,
Toq; foru+v =2theyare T, Ty 1, T, etc. The first, second and third power of topological length and volume



of a molecule were used. The number of initial variables equals to the number of Chebyshev polynomials plus the
number of the first, second and third power of topological length and volume of a molecule.

The number of initial variables depends on the number of compounds in the training set. If the number of
compounds in the training set less than 25, then the initial variables are 24. If the number of compounds in the
training set varied from 25 to 100, then the initial variables depends on the following equation:

A = (Ln(B) x 18.755) — 36.37,

where A — initial variables and B — the number of compounds in the training set. If the number of compounds in
the training set varied from 100 to 2000, then the number of initial variables equal to one-half of the number of
compounds in the training set. If the number of compounds in the training set exceeds 2000, then the initial
variables are 1000.

GUSAR algorithm uses three procedures described below for generation of different QSAR models based on
QNA descriptors.

1) U and V values from (7) are multiplied by value, which are randomly chosen from 0.98 to 1.09.
2) Coefficient before matrix C is randomly chosen from -0.1 to -0.9.

3) Calculation of QNA descriptors is randomly chosen from two cases. First case is when P and Q values are
calculated for all atom types. Second case is when P and Q values are calculated for each atom, which has
connection with more than one carbon.

All these procedures are used for creation of each QSAR model based on QNA descriptors. These procedures
allow obtaining the different QNA models.

Self-Consistent Regression (SCR)

The classical MLR has a number of limitations. Particularly, the number of objects in the training set
should significantly exceed the number of independent variables, and it is important to use the non-
collinear variables only. To overcome these limitations, we have employed the approach based on statistical
regularization of ill-posed problems. It has resulted in the regularized least-squares method:

n m 2 m
a = ArgMin Z <yl- - Z(xikak)) + Z(vkakz) 9

i=1 k=0 k=1

where a is the regression coefficient, n is the number of objects, y; is the response value of jth object, m is, here
and below, the number of the independent variables, x; is the value of Kk independent variable of ith object, a,
is the k™ value of the regression coefficients, v, is the k™ value of the regularization parameters. Equation (9) has
the following solution:

a=TX"y, T=X'X+V)1

where X7 is the transposed regression matrix X, V is a diagonal matrix of the regularization parameters. The
best regularization V satisfies to the equations:

ve(ag? +s%t) =%, k=1,..,m
where s is the standard deviation of residuals, t, is the k™ diagonal element of matrix T.
Use of Nearest Neighbours

Algorithm of GUSAR allows using nearest neighbours for improvement of prediction value obtained from
regression model. The corrected value is estimated by taking an average of the three chemicals values in
the training set that are the most similar to the chemical under study. Similarity of the any pair of chemical



compounds is estimated as Pirson’s coefficient calculated in the space of independent variables obtained
after SCR. This function usually increases the prediction accuracy for the external test sets for QSAR
models created on the basis of training sets with 500 and more structures. Sometimes the use of this
function may lead to decrease of accuracy prediction, which depends on the quality of the training sets.

Consensus method

The predicted value is estimated by taking into account a weighted average of the predicted values
from the obtained QSAR models (QSAR models provide the predictions that are within the respective
applicability domains). Prediction obtained from each developed model is weighted on its applicability
domain values (AD). GUSAR algorithm calculates the similarity value; leverage value and estimation
of three nearest neighbours’ accuracy of prediction for the applicability domain assessment (see AD
description, page 70). Weighting of the predicted value is performed using similarity and leverage values
only.

If all predicted values from the obtained QSAR models exceed the similarity threshold and leverage
threshold, then the consensus prediction value is calculated from similarity weighted predicted values. If
all predicted values from the obtained QSAR models are less than the leverage and similarity thresholds,
then the consensus prediction value is calculated from leverage weighted predicted values. If the
predicted values from the obtained QSAR models exceed similarity and is less than leverage thresholds,
then the consensus prediction value is calculated as average from leverage weighted predicted values
and similarity weighted predicted values. If the predicted values from the obtained QSAR models are less
than similarity and exceed the leverage thresholds, then the consensus prediction value is calculated as
average from all weighted predicted values.

Similarity

Three nearest neighbours from the training set are calculated for each chemical compound under study
using similarity estimation. Similarity of the pair of chemical compounds is estimated as Pirson’s
coefficient calculated in the space of independent variables obtained after SCR. The average similarity of
three nearest neighbours is used for assessment of the applicability domain (AD) of the model. If the
average similarity exceeds the threshold, then the studied chemical compound falls in AD of the model and

vice-versa. The higher value of the threshold was selected, the more similar compounds fell in AD of the
model.

Leverage

Hat value of leverage was used for domain applicability assessment. Hat values from the leverage matrix
representing the “distance” of the molecule to the model structural space were calculated as:

Leverage = xT (XTX) " 1x

where x is a vector of descriptors of a query compound, and X is a matrix formed with rows
corresponding to the descriptors of molecules from the training set. Hat value of leverage was calculated
for each compound of the training set and then a distribution of the obtained values was estimated.

A warning level of hat value was considered as percentile. The end-user could select 99", 95" and 90"
percentile. Therefore, if a chemical compound from the external test set has hat value exceeded this warning
level, then this compound is considered as being out of the applicability domain.

Accuracy of three nearest neighbours’ predictions
For the assessment of this type of the applicability domain the following equation is used:

RMSEsyy

ADpgie = ——om 2NN
value RMSEtram



where AD, 4,0 IS the applicability domain value, RMSE;yy is root mean square error of prediction of
three most similar compounds from the training set, RMSE, i, is root mean square error of predictions for
the training set.

Three nearest neighbours from the training set are calculated for each studied chemical compound using
similarity value. Similarity of the two chemical compounds is estimated as Pirson’s coefficient calculated in
the space of independent variables obtained by SCR.

If the AD, 4. 1S less than the threshold , then the studied chemical compound falls into AD of the model
and vice-versa. Therefore, any chemical compound, whose three nearest neighbours are predicted worse
than the prediction accuracy of the whole training set, is considered as being out of the applicability
domain.

Leave-Many-Outprocedure

This procedure is used for assessment of external prediction accuracy. The initial data is randomly divided
onto the training and the external test sets. End- user could select the following proportions:

10% for the external test set and 90% for the training set;
20% for the external test set and 80% for the training set;
30% for the external test set and 70% for the training set;
50% for the external test set and 50% for the training set.

For obtaining the objective assessment of predictive accuracy and robustness of the developed models
each splitting should be repeated many times. End-user could select the following number of repeats: 1, 5,
10 and 20.

Y-randomization procedure

This procedure allows to be ensuring that the developed models do not have the overfitting. In this
procedure the dependent-variable vector, Y vector, is randomly shuffled and new QSAR model is
developed using the original independent-variable matrix. It is expected that the resulting models should
generally have low Q? values. This procedure could be repeated many times for each model, and then the average
Q? value is calculated.

4. PASS (Prediction of Activity Spectra of Substances) Method

In PASS biological activities are described qualitatively (active or inactive). Any property of chemical
compounds, which is determined by their structural peculiarities, can be used for prediction by PASS. It is clear,
that the applicability of PASS is broader than the prediction of biological activity spectra.

The MNA descriptors (both for predicting the activity spectrum of the compound and for adding substances to
SAR Base) are generated only if molecular structure corresponds to the following criteria:

« each of the atoms in a molecule must be presented by atom symbol from the periodic table. Symbols of
unspecified atom A, Q, *, or R group labels are not allowed:;

« each of the bonds in a molecule must be covalent bond presented by single, double or triple bond types
only;

*  molecular structure must include three or more carbon atoms;

« molecular structure must include only one component. Single atom parts like HCI, Cl-, OH-, Na+, etc.,
(hydrogen atoms do not take into account) are excluded from MNA descriptors generation;

»  structure (main part, see the previous sentence) must be uncharged;

»  the absolute molecular weight of a substance must be less than 1250 Da.
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A relevant error will be generated whenever a molecular structure does not correspond to these criteria or input
data contains some other errors.

The PASS training sets for HIV-associated comorbidites include about 240,000 thoroughly selected data records
about structure and biological activity of organic compounds from the general PASS training set. The
knowledgebase SAR Base is created in process of training on the basis of the PASS training set.

The PASS estimations of biological activity spectra of new compounds are based on the Structure-Activity
Relationships knowledge-base (SAR Base), which accumulates the results of the training set analysis. SAR Base
includes a biological activities dictionary and MNA descriptors dictionary, data and knowledge on the
"structure — biological activity" relationships, the database of structure of compounds from the training set with
their biological activity spectra. The structure of the compound represented as a set of MNA descriptors.
Unfortunately, it is currently impossible to make a large collection of biologically active compounds using only
publicly available sources, for which assay results for all types of biological activity were known.

Algorithm of activity spectrum prediction description may be done easy using well known Bayesian approach.
For the chemical compound C, which molecular structure is represented by the set {Dy,...,D,,} of m MNA
descriptors, estimate the probability P(A|C) that the compound C has an activity A. According to the Bayes
formula:
P(A)P(C|A)
P(AIC) = ——— (9
(410 o @

where P(A) is the activity A prior probability; P(C|A) is the conditional probability of compound C providing
that it has activity A; P(C) is the compound C prior probability.

On the assumption that descriptors Dy, ..., D,, are independent one can write the probability P(C|A) as the
product of conditional probabilities for particular descriptors:

P(CIA) = P(Dy,...,DulA) = [ | P(DIIA)

This expression is approximately true since the MNA descriptors are a fortiori dependent due to their generation
method. However, we have not acceptable alternatives, and we cannot forget about the approximation of obtained
formulas.

After simple transformations, we obtain the expression for the log-likelihood ratio of the conditional probabilities
P(A|C) for activity A and P(B|C) for activity B as:

P(A|C) P(4) P(A|D;) ] P(4A)
[P(B|C) P(B)l 2 { lP(BIDi) - [@ }
In a particular case, where B is the lack of activity A, we obtain:

ln[ PCAIC) | _ [ P(A) l Z { [ P(A|D;) ln[ P(A) }
1-P(A|IC)| 1-P(A) 1 - P(A|D;) 1-P(4)

The implication of the expression is quite clear: the logarithm of the posterior likelihood ratio is the sum of the
logarithm of the a priori likelihood ratio and the sum of individual descriptors contributions. And, if the activity is
not dependent on this descriptor, then P(A|D;) = P(A) and the such descriptor has no affect on the results and its
contribution to the sum is zero. This is the classical result of the probabilistic approach. But, apart from the
already marked proximity, this result has another significant, well-known disadvantage: the contribution of some
descriptors is too large and suppresses all other terms of the sum for which the conditional probability of activity
is too close to 0 or 1, when its present in the structure. The most pronounced effect could be in the situation, when
for probabilities P(A|D;) used frequency estimates based on analysis of the training set and the values 0 and 1 are
the rule rather than the exception.
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To overcome this problem one can offer many different approaches and they were tested in the PASS
development. The best result was obtained by using of so-called Fischer ArcSin(2p — 1) conversion instead of
In[p/(1 — p)]: its shape coincides with the shape of Iin[p/(1 — p)] for almost all values of p, but ArcSin(2 — 1)
values are bounded by the values +r/2. The accuracy of prediction also improved after changing the sum of
descriptor contributions by the their average value, that apparently compensates for the assumption of descriptors
independence. Logarithm of the a priori likelihood ratio has little information about a specific predicted organic
compound and can be omitted.

Bayesian approach described above explains why PASS prediction algorithm based on the following specific
statistics: on the basis of a molecular structure represented by the set {D;, ..., D,,} of m MNA descriptors, the By,
values are calculated for each activity A4:

S, — S
B, = k 0k
1— Sk Sok

S, = Sin [z.ArcSin(ZP(AMDi) —1)/m

SOk = ZP(Ak) - 1

For each kind of activity, if for all descriptors of molecule P(A,|D;) = 1, then B, = 1; if for all descriptors of
molecule P(A,|D;) = 0, then B, = —1; if the relationship between descriptors of molecule and activity A, does
not exist and P(4,|D;) ~ P(Ay), then B, ~ 0.

The PASS prediction algorithm uses the following data on the "structure-activity" relationships:
N is the total number of compounds in the SAR Base;

N; is the number of compounds contained descriptor D; in the structure description;

N, is the number of compounds contained the activity Ay, in the activity spectrum;

N, is the number of compounds contained both the activity A, and the descriptor 4.

The simplest frequency estimations of probabilities P(A,) u P(Ax|D;) are given by:

P(AQ) = P(AID) =3

Estimation of PASS prediction accuracy and dependency required for calculation probabilities Pa and Pi on the
basis of B statistics, are the end result of the training procedure, which consists in the following. According to the
SAR Base, formed on the basis of the training set, for each kind of activity A, for each N, active, and for each
N — N, inactive compound, B statistics values are calculated. Calculations are carried out in the Leave-One-Out
Cross-Validation (LOO CV), i.e., after the "exclusion" of the compound from SAR Base, for what is enough to
not include it in sum. Smooth estimations of the distribution functions Pa(B) and Pi(B) are based on the
obtained sets of B statistics.

The probabilities Pa and Pi are both the measures of belonging to subsets of "active" and "inactive" compounds,
and the probabilities of the 1% and 2" kinds of prediction error, respectively. These two interpretations of the
probabilities Pa and Pi are equivalent and can be used for understanding the results of prediction. It allows
constructing different critera for analyzing the results of prediction corresponding to the solution of specific
practical problems.

An important feature of the PASS prediction algorithm is its robustness to the imperfection of information on the
structure and biological activity spectrum of organic compounds in the training set. In a special study was showed
that halving the actual well-known information about the structure or activity of organic compounds in the
training set only slightly reduces the accuracy of prediction in cross-validation. There's demonstrated that the
accuracy base on a LOO CV is even more rigid than for cross-validation.
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5. Qualitative Characterstics of the (Q)SAR Models

Here we summarize the information on developed quantitative models for HIV-1 protease, reverse transcriptase,
integrase, REV and classification model for TAT.

Number of structures in the training sets, cross-validated determination coefficient (Q?) and root-mean-square-
errors (RMSE) for quantitative models and sensivity, specifity values are shown in Table 3.

Table 3. QSAR models developed in GUSAR program for HIV-1 targets.

Training set Structures Q2 RMSE
HIV-1 Protease pIC50: 1440 0.81 0.64
HIV-1 Reverse transcriptase plC50: 1393 0.68 0.60
HIV-1 Integrase pIC50: 1436 0.83 0.56
HIV-1 REV pIC50: 105 0.55 0.34
Training set Structures Sensivity Specifity
HIV-1 TAT: 2566 0.79 0.82

The following Predicted versus Observed plots (Figures 4-8) correspond to each model. Plots visualize Q? and
RMSE values and show the studied p(IC50) prediction range and adequate homoscedasticity of prediction results.

Predicted Values

‘) 4 5 (5] 7 8 9 10 1 12
Observed Values

Figure 4. Observed versus Predicted plot for pIC50 activities of HIV-1 protease
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Figure 5. Observed versus Predicted plot for pIC50 activities of HIV-1 reverse transcriptase
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Figure 6. Observed versus Predicted plot for pIC50 activities of HIV-1 integrase
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Figure 7. Observed versus Predicted plot for pIC50 activities of HIV-1 REV
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Figure 8. Observed versus Predicted plot for pIC50 activities of TAT (classification model)
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6. List of Predicted Activities

List of 81 activities associated with treatment of HIV-associated disorders and deseases is represented in Table 4.
For each activity the number of compounds in the training set (N) and invariant accuracy of prediction (IAP) is
given (IAP equivalent to AUC ROC value).

Table 4. Activities associated with treatment of HIV-associated disorders and deseases.

HIV-associated comorbidity N 1AP
Alzheimer's disease treatment 2639 0.9

Amyotrophic lateral sclerosis treatment 463 0.94
Analgesic 16272 0.88
Antiamyloidogenic 284 0.92
Antianorexic 102 0.96
Antiarthritic 13767 0.87
Antidepressant 11164 0.92
Antidiabetic 21403 0.89
Antidiabetic (type 2) 3182 0.94
Antifungal 5074 0.93
Antiinflammatory 9804 0.86
Antileprosy 82 0.94
Antileukemic 5109 0.94
Antimigraine 2172 0.95
Antineoplastic (bladder cancer) 378 0.9

Antineoplastic (brain cancer) 1008 0.9

Antineoplastic (breast cancer) 5668 0.92
Antineoplastic (colorectal cancer) 5740 0.94
Antineoplastic (endocrine cancer) 236 0.88
Antineoplastic (gastric cancer) 635 0.92
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Antineoplastic (hematological cancer) 80 0.75
Antineoplastic (liver cancer) 412 0.9

Antineoplastic (lymphocytic leukemia) 2813 0.96
Antineoplastic (lymphoma) 992 0.94
Antineoplastic (melanoma) 1714 0.93
Antineoplastic (multiple myeloma) 208 0.88
Antineoplastic (myeloid leukemia) 133 0.81
Antineoplastic (non-Hodgkin's lymphoma) 83 0.85
Antineoplastic (non-small cell lung cancer) 965 0.91
Antineoplastic (ovarian cancer) 2047 0.95
Antineoplastic (pancreatic cancer) 360 0.89
Antineoplastic (renal cancer) 547 0.9

Antineoplastic (sarcoma) 331 0.92
Antineoplastic (small cell lung cancer) 211 0.87
Antineoplastic (solid tumors) 778 0.88
Antineoplastic antibiotic 1697 0.98
Antineurogenic pain 1162 0.92
Antiobesity 12280 0.91
Antiprotozoal (Leishmania) 1988 0.95
Antismoking 220 0.97
Antiviral (Hepatitis B) 449 0.96
Antiviral (Hepatitis C) 6807 0.97
Antiviral (Papilloma) 77 0.95
Atherosclerosis treatment 4552 0.89
Attention deficit/hyperactivity disorder treatment 676 0.97
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Autoimmune disorders treatment 8944 0.88
Biliary tract disorders treatment 97 0.9

Cachexia treatment 265 0.96
Cancer associated disorders treatment 51 0.87
Cocain dependency treatment 235 0.96
Cognition disorders treatment 11383 0.9

Cystic fibrosis treatment 622 0.94
Dependence treatment 2076 0.94
Dermatologic 7173 0.9

Diabetic neuropathy treatment 61 0.81
Endocrine disorders treatment 16 0.84
Female sexual dysfunction treatment 129 0.97
Gastric emptying disorders treatment 99 0.96
Gastrointestinal disorders treatment 305 0.93
Gynecological disorders treatment 1084 0.98
Heart failure treatment 1632 0.94
Immunomodulator 2776 0.91
Immunostimulant 1135 0.92
Immunosuppressant 4252 0.89
Inflammatory Bowel disease treatment 2987 0.91
Lipoprotein disorders treatment 4667 0.95
Macular degeneration treatment 256 0.94
Multiple sclerosis treatment 3001 0.92
Myelodysplastic syndrome treatment 52 0.75
Neuropathy treatment 26 0.89
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Pancreatic disorders treatment 400 0.97
Preneoplastic conditions treatment 8 0.87
Prostate cancer treatment 2944 0.93
Psychotropic 32069 0.87
Renal disease treatment 1788 0.95
Rheumatoid arthritis treatment 1925 0.9

Scleroderma treatment 22 0.84
Sickle-cell anemia treatment 55 0.93
Sleep apnea treatment 79 0.95
Sleep disorders treatment 2425 0.96
Wound healing agent 638 0.94
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7. Examples of Predictions for the Widely Used Antiretroviral Drugs

Prediction results for FDA approved protease, integrase and non-nucleotide reverse transcriptase inhibitors is
represented below. All values are p(IC50) values for molar concentrations (e.g. for p(IC50) = 7.742 IC = 18.11
nM). Prediction results for these inhibitors are close to the average experimental values (even for those which are
not in applicability domain).

Protease inhibitors

Amprenavir 8.751 in AD
Atazanavir 7.351 in AD
Darunavir 8.342 in AD
Indinavir 9.035 in AD
Fosamprenavir 8.491 in AD
Lopinavir 7.741 in AD
Nelfinavir 8.074 in AD
Ritonavir 8.946 in AD
Tipranavir 7.158 in AD

NN Reverse trancriptase inhibitors

Efavirenz 7.289 in AD
Etravirine 7.246 not in AD
Delavirdine 6.666 in AD
Doravirine 6.403 not in AD
Nevirapine 6.715 in AD
Rilpivirine 7.095 not in AD

Integrase inhibitors

Dolutegravir 8.522 in AD
Elvitegravir 6.257 in AD
Raltegravir 7.33 in AD

An example of HIV-1 activity prediction for Saquinavir, one of the FDA approved HIV-1 protease
inhibitors, is given in Figure 9. The prediction for protease inhibiting activity is close to yje
experimental values. The high p(1C50) value for reverse transcriptase inhibiting activity could be ignored
because prediction does not correspond to the applicability domain. Prediction of integrase inhibiting
activity reflects that Saquinavir is not integrase inhibitor.

HIV TARGETS PREDICTION RESULTS

a 7
PN
) Targets Value Prediction Applicability Domain

Protease (HIV-1): p(IC50) 8.977 in AD
w Reverse Transcriptase (HIV-1): p(C50) 7.404 not in AD
: C>( Integrase (HIV-1): p(C50) 4.604 not in AD
H.C

Figure 9. Saquinavir prediction with AntiHIV-Pred.
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An example of activity spectra of HIV-1 comorbidities for Lamivudine, one of the FDA approved HIV-
1 nucleotide analogue reverse transcriptase inhibitors, is given in Figure 10. The prediction shows four
possible activities: antineoplastic, against myelodysplastic syndrome, antiviral (hepatitis B),
antileukemic. It was experimentally confirmed that Lamivudine have some activity against hepatitis B
(Nabuyuki, T., et al. Hepatology Resarch, 2002, 24, 34).

HIV COMORBIDITIES ACTIVITY SPECTRA

wZ
)\ | Comorbidity Pa Pi

H\ Antineoplastic (myeloid leukemia) 0777 0.007
S_Q/f—i Myelodysplastic syndrome treatment 0.768 0.005
Antiviral (Hepatitis B) 071 0.002
Antileukemic 0.607 0.009

Figure 10. Lamivudine prediction with AntiHIV-Pred.
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8. Training Sets

8.1 Protease training set
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cccc2)C(=0)N[C@H](C(=O)NCc3nc4cccecd[nH]3)c5cceee5
O[C@@H](C[C@@H](Cclcenecl)C(=O)N[C@@H]2[C@H](0)COc3
cccec23)CN4CCN(CC5=CC6C=CSC6S5)C[C@H]4C(=O)NCC(F)(F)F
CC(C)(N1ICCN(C[C@@H](O)C[C@@H](Cc2cccec2)C(=O)N[C@@H
13[C@H](O)COc4cccec3d)[C@@H](CL)C(=O)NCC(F)(F)F)c5oc6eenc
c6c5
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cC(OCCN3CC[S+](JO-])CC3)cc2)C(=O)NCA4[C@H](O)Cchceeeeas
CN1CCN(CC1)c2nce(nc2Cl)C(=0O)N[C@@H]([C@H]3CCOC3)C(=0)
N[C@@H](Cc4cccecd)[C@H](O)CNSC[C@H]6CCCC[C@H]6C[C@
H]5C(=0)NC(C)(C)C
CC(C)(C)NC(=0O)[C@@H]1CN(CCNIC[C@@H](O)C[C@@H](Cc2c
cccc2)C(=0)N[C@@H]3[C@H](O)COc4cccec34)C(C)(C)csocbeencco
(3]
COC(CCclccc(C[C@H](C[C@H](O)[C@H](Cc2cceecc2)NC(=0)0C(C
)(C)C)C(=O)N[C@@H]3[C@H](O)Cc4cceeec3dd)ccl)OC
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cc(OCCN3CCS(=0)(=0)CC3)cc2)C(=O)NCA[C@H](O)Cchceeecdb
Cclcenceclc2oc(C[C@H](C[C@H](O)CN3CCN(Cc4doc(cc4)cseec(Clee
5)C[C@H]3C(=0O)NCC(F)(F)F)C(=O)N[C@@H]6[C@H](O)COc7cccc
c67)cc2
O[C@@H](C[C@@H](Cclccececl)C(=0)N[C@@H]2[C@H](O)COc3
cccec23)CN4CCN(Ceboc(ceh)cbeencc6)C[C@H]4C(=0O)NCC(F)(F)F
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cc(OCCO)cc2)C(=0)NC3[C@H](O)Cc4cccec3d
CC(C)(C)NC(=O)[C@@H]1CN(Cc2cc3scce3s2)CCNIC[C@@H](0)C
[C@@H](Cc4ccencd)C(=O)N[C@@H]5[C@H](O)Ccbeeeee56
Cclccec(C)cICNC(=0)[C@H]2N(CSC2(C)C)C(=0)[C@@H](O)C[C
@@H](Cc3ccecc3)C(=O)N[C@@H]4[C@H](O)COc5cceccdb
CC(C)(C)NC(=0O)[C@H]LCN(CCNI1C[C@H](O)C[C@@H](Cc2cceec
2)C(=O)NC3[C@H](O)Cc4cceec34)S(=0)(=0)c5ecesb
CC(C)[C@@H]1[C@@H](CCS1(=0)=0)OC(=0)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(Cc4ccheecechs4)C[C@H]3C(=0)NC(C)(C)C
O[C@@H](C[C@@H](Cclccnccl)C(=O)N[C@@H]2[C@H](O)COc3
ccccc23)CN4ACCN(Cebocbeecec6c5)C[C@H]4C(=0)NCC(F)(F)F
O[C@@H](C[C@@H](Cclccececl)C(=O)N[C@@H]2[C@H](O)COc3
ccccc23)CN4ACCN(Ceboc(cnb)cbeence)C[C@H]4C(=O)NCC(F)(F)F
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cc(CCCO)cc2)C(=O)N[C@@H]3[C@H](O)Cc4ccccc3s
CC(O)[C@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(Cc4ccheescss4)C[C@H]3C(=0)NC(C)(C)C
Cclc(CN2CCN(CC(0O)CC(Cce3cceec3)C(=0)NC4AC(0O)Cceheccece4b)C(C
2)C(=O)NC(C)(C)C)ocbeeeeclb
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Cclcenceclc2oc(C[C@H](C[C@H](O)CN3CCN(Cc4csc(nd)csccec(F)cc
5)C[C@H]3C(=O)NCC(F)(F)F)C(=O)N[C@@H]6[C@H](O)COc7cccc
c67)cc2
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@
H](O)[C@H](Cc3cccecc3)NC(=0)[C@@H](NC(=0)C4=CC(=0)c5cccc
c504)[C@H]6CCOC6
CC(C)(C)NC(=0)C1LCN(Cc2cc3ceenc3s2)CCN1CC(0)CC(Cedcccccd)
C(=O)NC5C(0)Ccbeceecs6
CC(C)(C)NC(=0O)[C@@H]1CN(Cc2cc(Br)cs2)CCNIC[C@@H](O)C[
C@@H](Cc3cencel3)C(=0O)N[C@@H]4[C@H](O)Cc5cceecds
CC(C)(C)NC(=0)[C@@H]1CN(Cc2cc3cesc3s2)CCNIC[C@@H](0)C
[C@@H](Cc4ccencd)C(=O)N[C@@H]5[C@H](O)Ccbeeeees6
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCCI[C@@H]2CN1C[C@@
H](O)[C@H](Cc3cceecc3)NC(=0)[C@@H](NC(=0)c4dcncheccecbnd)[C
@H]6CCOC6
CC(C)CN([C@H](CO)CCCCNC(=0O)[C@@H](NC(=0O)OCclcccenl)C
(c2cceec2)c3cceccce3)S(=0)(=0)cdccc(N)ccd
CclcecenclCNC(=0)[C@H]2N(CSC2(C)C)C(=0)[C@@H](O)C[C@@
H](Cc3cceee3)C(=0O)N[C@@H]4[C@H](O)COc5ccccedb
O[C@@H](C[C@@H](Cclcceecl)C(=0O)N[C@@H]2[C@H](O)COc3
ccecc23)CN4CCN(Ce5oc(cn5)cbeccen6) C[C@H]4C(=O)NCC(F)(F)F
Cnlnc(cclc2ccc(CN3CCN(C[C@@H](O)C[C@@H](Cc4cccec4)C(=0
)NC5[C@H](O)Cc6cecec56)[C@@H](C3)C(=0)NC(C)(C)C)s2)C(F)(F
)F
CC(C)(C)NC(=0)[C@@H]1CN(CCN1C[C@@H](O)C[C@@H](Cc2c
cccc2)C(=0)NC3[C@H](O)Cc4cceec34)C(=0)C5=Ccbeeeccc60C5=0
COCCOCOCCclccc(C[C@H](C[C@H](O)[C@H](Cc2ccecc2)NC(=0)
OC(C)(C)C)C(=O)N[C@@H]3[C@H](O)Cc4cccce3d)ccl
Cclnn(C)c2ncc(CN3CCN(C[C@@H](O)CIC@@H](Cc4cceecd)C(=0)
NC5[C@H](0)Cc6eccec56)[C@@H](C3)C(=0)NC(C)(C)C)c(Cl)c12
CC(C)(C)NC(=0O)[C@@H]1CN(Cc2cnc3ceececc3c2)CCNIC[C@@H](O
)C[C@@H](Cc4cceecd)C(=O)NC5[C@H](O)Ccbeeeees56
O[C@@H](C[C@@H](Cclcceecl)C(=O)N[C@@H]2[C@H](0)COc3
cccec23)CN4CCN(Ceboc(cn5)cbeeenct) C[C@H]4C(=0O)NCC(F)(F)F
CC(C)(NICCN(C[C@@H](O)C[C@@H](Cc2cccec2)C(=O)N[C@@H
13[C@H](O)COc4ccccc34)[C@@H](C1)C(=O)NCC(F)(F)C(F)(F)F)c5
oc6eeneebes
CC(C)(C)NC(=0)[C@@H]1CN(Cc2c(F)cccc2F)CCNIC[C@@H](O)C
[C@@H](Cc3ccenc3)C(=0)N[C@@H]4[C@H](O)Cchcceeeab
CC(C)(C)NC(=O)[C@@H]1CN(CCN1C[C@@H](O)C[C@@H](Cc2c
ccce2)C(=0)N[C@@H]3[C@H](O)Cc4ccecec34)C(C)(C)c5ocbeenccoe
5
CC(O)[C@H](NC(=0)C1=CC(=0)c2ccccc201)C(=O)N[C@@H](Cc3c
ccee3)[C@H](O)CN4AC[C@H]5CCCC[C@H]5C[C@H]4C(=O)NC(C)(
C)C
CCC(C)[C@H](NC(=0O)[C@@H](C[C@H](O)[C@H](Cclcccecl)NC(
=0)OC(C)(C)C)Cc2cccec2)C(=0)NCC(O)CO
Cclcenc(C)c1ICNC(=0)[C@H]2N(CSC2(C)C)C(=0)[C@@H](O)C[C
@@H](Cc3ccece3)C(=0O)N[C@@H]4[C@H](O)COc5ccecccdb
COC(=0O)clnc(Clyc(N[C@@H]([C@H]2CCOC2)C(=O)N[C@@H](Cc
3cceee3)[C@H](O)CN4AC[C@H]5CCCC[C@H]5C[C@H]4C(=0O)NC(C
)(C)C)nclN
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cc(CCO)cc2)C(=O)N[C@@H]3[C@H](O)Cc4ccccc34
Cclnc(c(C)s1)S(=0)(=0)N2CCN(C[C@@H](O)C[C@@H](Cc3cccecl
)C(=O)NC4[C@H](O)Cc5cccecd5)[C@@H](C2)C(=0)NC(C)(C)C
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
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cc(cc2)S(=0)(=0)C)C(=0)N[C@@H]3[C@H](O)Cc4ccccc34
CC(C)(C)NC(=0O)[C@@H]1CN(Cc2cnc3ccoc3c2)CCNIC[C@@H](O)
C[C@@H](Cc4cccecd)C(=O)NC5[C@H](O)Ccbeeeees6
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cc(CO)cc2)C(=0)N[C@@H]3[C@H](O)Cc4accccc3d
CC(C)(C)OC(=O)N[C@@H](Cclcceecl)[C@@H](O)C[C@@H](CCc
2cnc3cccec3n2)C(=0)N[C@@H]J4[C@H](O)Ccbhcceecd5
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](C\C
=C\c2cce(0)cc2)C(=0)N[C@@H]3[C@H](O)Cc4cccec34
CC(C)[C@@H]1[C@@H](CCS1(=0)=0)OC(=0)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(Cc4cc(Br)cs4)C[C@H]3C(=0O)NC(C)(C)C
CC(C)(C)NC(=0)C1CN(Cc20c3ncc(CO)cec3c2)CCNICC(O)CC(Ce4accc
cc4)C(=0O)NC5C(0O)Ccbeeeech6
CC(C)(C)OC(=O)N[C@@H](Cclcceecl)[C@@H](O)C[C@@H](Cc2c
cc(OCc3cccce3)cc2)C(=0)NCA[C@H](O)Cchcceecds
CC(C)C[C@H](NC(=0)[C@H](C\C=C\clcccecl)C[C@H](O)[C@H](
Cc2ccccc2)NC(=0)OC(CY(C)C)C(=O)N[C@@H](Cc3cceee3)C(=0O)N
CC(C)C1(CCc2csc(CO)C2)CC(=0)C(=C(0)01)Sc3ce(C)e(CO)eec3C(C)
(©)C
Cclcc2oc(CN3CCN(C[C@@H](O)C[C@@H](Cc4cceeccd)C(=0O)NC5[
C@H](0O)Ccbeeeees6)[C@@H](C3)C(=0)NC(C)(C)C)cc2cenl
CC(C)(C)NC(=0)C1CN(Cc2csc3ncecc23)CCNLCC(0)CC(Cedceccccd)
C(=O)NC5C(0)Ccbeeeecs6
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cc(OCC(=0)N3CCOCC3)cc2)C(=0O)NC4[C@H](O)Cc5cceecas
CC(C)[C@H](NC(=0O)[C@@H](C[C@H](O)[C@H](Cclcccecl)NC(=
0)OC(C)(C)C)Cc2cccec2)C(=0)NCce3ncdccceca[nH]3
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cc(OCC[N+]3([O-])CCOCC3)cc2)C(=0O)NCA[C@H](O)Cc5ceeecds
Cclcc(O)cc(C)clCNC(=0)[C@@H](C[C@@H](O)CN2CCN(C[C@@
H]2C(=0)NC(C)(C)C)S(=0)(=0)c3cccaN(CCc4c3)chneeen5)Cebeccce
6
CN1CCN(CCOc2ccec(C[C@H](C[C@H](O)[C@H](Cc3ccecc3)NC(=0)
OC(C)(C)C)C(=O)NC4[C@H](O)Ccbhceeeedb)cc2)CCl
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2SCC[C@@H]2CN1C[C@@H
1(O)[C@H](Cc3cceccc3)NC(=0)[C@@H](CS(=0)(=0)cdccecsecenc4b)
NC(=O)C(F)(F)F
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
ccc(0)c2)C(=0O)N[C@@H]3[C@H](O)Cc4ccecc34
CSclceec(C[C@H](C[C@H](O)[C@H](Cc2ccecc2)NC(=0)OC(C)(C)C)
C(=O)N[C@@H]3[C@H](O)Cc4cccec3dd)ccl
CN(C)clcec2ceec(ce2nl)S(=0)(=0)N3CCN(C[C@@H](O)C[C@@H](
Cc4cceccd)C(=0)NC5[C@H](O)Ccbeecees6)[C@@H](C3)C(=0)NC(
C)(C)C
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2SCC[C@@H]2CN1C[C@@H
1(O)[C@H](Cc3ccccec3)NC(=0)[C@@H](CS(=0)(=0)cdccc(F)ccd)NS(
=0)(=0)C
CC(C)(C)NC(=O)[C@@H]1CN(Cc20c3ccncc3c2)CCNIC[C@@H](O)
C[C@@H](Cc4acccecd)C(=O)N[C@@H]5[C@H](O)Ccbeeeees6
CC(C)(C)OC(=O)N[C@@H](Cclcce(O)ccl)[C@@H](O)C[C@@H](C
c2ccecc2)C(=0)NC3[C@H](O)Cc4cceec34
CN(C)clccc(CNC(=0)[C@@H](NC(=0)c2ccccc2c3cccccl)[C@@H]4
N[C@@H](C(=0)NCCNC(=0)[C@@H]SN[C@H](SC5(C)C)[C@H](
NC(=0)c6cccccbe7eccec?)C(=0)NCce8cec(cc8)N(C)C)C(C)(C)S4)ccl
CC(C)[C@H](NC(=0)[C@@H](C[C@H](O)[C@H](Cclcccccl)NC(=
0)OC(C)(C)C)Cc2cccec2)C(=0)NCc3ccecec3
CN(C)clnc(N)c(nclCl)C(=O)N[C@@H]([C@H]2CCOC2)C(=0O)N[C
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@@H](Cc3cccee3)[C@H](O)CN4AC[C@H]5CCCC[C@H]5C[C@H]4C
(=O)NC(C)(C)C
COclcencce(cl)c2oc(nc2)C(C)(C)N3CCN(C[C@@H](O)C[C@@H](Cc4
ocnn4)C(=0)N[C@H]5CCOC[C@H]50)[C@@H](C3)C(=0O)NCC(F)(
F)F
CC(C)CN([C@H](CO)CCCCNC(=0)[C@@H](NC(=0O)Cclccencl)C(c
2ccccc2)c3ccecee3)S(=0)(=0)cdcecc(N)ccs
CCL(C)SCN([C@@H]1C(=O)NCc2c(F)cccc2F)C(=0O)[C@@H](O)C[C
@@H](Cc3ccece3)C(=0O)N[C@@H]4[C@H](O)COc5cceccdb
CC(C)CL(CCc2cncs2)CC(=0)C(=C(0)01)Sc3cc(C)c(CO)ce3C(C)(C)C
CC(O)[C@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(Cc4ccc(Br)s4)C[C@H]3C(=O)NC(C)(C)C
CC(=O)N[C@@H](C[S+]([O-
Dclcec2eccee2nl)C(=0)N[C@@H](Cc3cccec3)[C@H](O)Cc4ccecccdC
(=O)NC(C)(C)C
CC[C@H](C)[C@H](NC(=0)[C@@H](C[C@H](O)[C@H](Cclcceecl
JNC(=0)OC(C)(C)C)Cc2ccccc2)C(=0O)NC(=0)C(N)Cc3cceee3
CC(C)(C)NC(=0)[C@@H]1CN(Cc2cnc3occc3c2Cl)CCNIC[C@@H](
O)C[C@@H](Cc4cceeccd)C(=0)NC5[C@H](O)Ccbeeccc56
CSclnceccclCN2CCN(C[C@@H](O)CIC@@H](Cc3cccec3)C(=0O)NC4
[C@H](O)Cc5cceccd5)[C@@H](C2)C(=0)NC(C)(C)C
CC(C)(C)NC(=0O)[C@@H]1CN(Cc2ncc(s2)c3cececcc3)CCNIC[C@@H]
(O)C[C@@H](Cc4cceccd)C(=O)NC5[C@H](O)Ccbeeeees6
CCOC(=0)clcnc20c(CN3CCN(CC(O)CC(Cce4cceccd)C(=0)NCHC(0)
Ccbeeeee56)C(C3)C(=0)NC(C)(C)C)ec2cl
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cc(cc2)C(C)(C)C)C(=O)N[C@@H]3[C@H](O)Cc4ccccc3d
CC(C)[C@H](NC(=0)OCclcccccl)C(=O)N[C@@H](Cc2cccecc2)[C@
@H](O)[C@@H](O)[C@H](Cc3cceec3)NC(=0)[C@@H](NC(=0)0C
c4cccccd)C(C)C
CC(C)CL(CCc2cc[nHIN2)CC(=0)C(=C(0)01)Sc3cc(C)c(CO)ce3C(C)(
C)C
CC(=O)N[C@@H](CS(=0)(=0)clccc2eccec2nl)C(=O)N[C@@H](Cc
3ccece3)[C@H](O)Cc4cececdC(=0O)NC(C)(C)C
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](C\C
=C\c2ccc(CCN3CCOCC3)cc2)C(=0)N[C@@H]4[C@H](O)Cc5cccecd
5
CC(C)(C)NC(=0)[C@@H]1CN(Cc20c3cccec3c2)CCNIC[C@@H](0)
C[C@@H](Cc4acccecd)C(=O)N[C@@H]5[C@H](O)Ccbeeeees6
CC(C)(C)NC(=0O)[C@@H]1CN(CCN1C[C@@H](O)C[C@@H](Cc2c
cccc2)C(=0)NC3[C@H](O)Cc4cceec34)S(=0)(=0)cheeencs
CC(C)(C)NC(=0)[C@@H]1CN(Cc2ccccc2)CCNIC[C@@H](O)C[C@
@H](Cc3cceec3)C(=0)NCA[C@H](O)Ccbhcceeed5
O[C@@H]l[C@@H](O)[C@@H](OCc2cncs2)[C@@H](Cc3cceec3)S
(=0)(=0)[C@H](Cc4cceecd)[C@@H]1OCc5cncs5
Cclc(O)cececclC(=O)N[C@@H](CSc2ccecec2)[C@H](O)CN3C[C@H]4
CCS[C@H]J4C[C@H]3C(=O)NC(C)(C)C
CC(=O)N[C@H](CS(=0)(=0)clccc2ecccc2cl)C(=0)N[C@@H](Cc3cc
cce3)[C@H](0)Cc4ceecccdC(=0)NC(C)(C)C
CC(C)(C)NC(=O)[C@@H]1CN(Cc2ccc(F)cc2F)CCNIC[C@@H](0)C
[C@@H](Cc3ccece3)C(=0)NCA[C@H](O)Cc5cccccdb
CCCcloc(C[C@H](C[C@H](O)CN2CCN(C[C@H]2C(=O)NCC(F)(F)
F)C(C)(C)c3oc(cn3)c4cncc(OC)cd)C(=O)N[C@H]5CCOC[C@H]50)n
nl
CC(O)[C@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(Cc4ccbsceecss4)C[C@H]3C(=0)NC(C)(C)C
CC(C)(C)NC(=0)C1LCN(Cc2oc3nccec3c2)CCN1ICC(0)CC(Ce4cccccd)
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CHEMBL101560

CHEMBL381583

CHEMBL274186
CHEMBL78261

CHEMBL2062139

CHEMBL2062137

CHEMBL115080
CHEMBL77431

CHEMBL291195

CHEMBL82245

CHEMBL11421

CHEMBL113826

CHEMBL384210

CHEMBL74472

CHEMBL325354

CHEMBL364552

CHEMBL378134

CHEMBL310417

CHEMBL377826

CHEMBL378829

CHEMBL49002

CHEMBL208879

CHEMBLA441528

CHEMBL265975

CHEMBL99357

CHEMBL298788
CHEMBL379751

C(=O)NC5C(0O)Ccbceceeech6
O[C@@H](C[C@@H](Cclcceecl)C(=0)N[C@@H]2[C@H](O)Cc3cc
cce23)[C@H](Ccdcecccd)NC(=0)OC5CCCCh
CC(C)CN([C@H](CO)CCCCNC(=0O)[C@@H](NC(=0O)clcce(c(O)cl)[
N+](=0)[O-])C(c2cccec2)c3ccccce3)S(=0)(=0)cdccc(N)ccs
CC(C)(C)NC(=O)clccccclClC@@H](O)[C@H](Cc2ccccc2)NC(=0)[C
@H](CS(=0)(=0)c3ccc(Cheec3)NS(=0)(=0)C
CC(C)CL(CCc2c0cc2)CC(=0)C(=C(0)01)Sc3cc(C)c(CO)ec3C(C)(C)C
CC(C)(C)NC(=0)[C@@H]1CN(CCN1IC[C@@H](O)C[C@@H](Cc2c
ccecc2)C(=0)N[C@@H]3[C@H](O)Cc4ccecc34)C(=0)OCc5cccech
CC(C)(C)NC(=0O)[C@@H]1CN(Cc2cnc3occc3c2)CCNIC[C@@H](O)
C[C@@H](Cc4cccecd)C(=O)N[C@@H]5[C@H](O)Ccbeeeecs6
Cclnn(C)c2ncc(CN3CCN(C[C@@H](O)C[C@@H](Cc4cccecc4)C(=0)
NC5[C@H](O)Cc6cccees6)[C@@H](C3)C(=0)NC(C)(C)C)ccl2
CC(C)CL(CCc2cccs2)CC(=0)C(=C(0)01)Sc3cc(C)e(CO)ec3Cc(C)(C)C
CC(C)C[C@H](NC(=0O)[C@H](CCCclcceecl)C[C@H](O)[C@H](Cc2
cccec2)NC(=0)OC(C)(C)C)C(=0O)N[C@@H](Cc3cceee3)C(=0O)N
CC(C)(N1CCN(C[C@@H](O)C[C@@H](Cc2cccec2)C(=O)N[C@@H
13[C@H](O)COc4cccec3d)[C@@H](CL)C(=O)NC5CCCC5)c6oc7cenc
c7c6
CC(C)(C)NC(=O)clcceccclClC@@H](O)[C@H](Cc2ccececc2)NC(=0)[C
@H](C[S+]([O-])c3cce(F)cc3)NS(=0)(=0)C
CC(C)(C)NC(=0)[C@@H]1CN(Cc2ccncc2)CCNIC[C@@H](O)C[C@
@H](Cc3ccecec3)C(=0)NCA[C@H](O)Cc5cceecdb
CC(C)CN([C@H](CO)CCCCNC(=0O)[C@@H](NC(=0)OCc1ccnccl)C
(c2ccecc2)c3cccec3)S(=0)(=0)cdcec(N)cca
CC(C)[C@H](NC(=0)clcnc2ccece2nl)C(=O)N[C@@H](Cc3cccece3)[
C@H](O)CN4C[C@H]5CCCC[C@H]5C[C@H]4C(=O)NC(C)(C)C
CC(C)(C)NC(=O)[C@@H]1CN(Cc20c3cnccc3c2)CCNIC[C@@H](O)
C[C@@H](Cc4cccecd)C(=O)NC5[C@H](O)Ccbeeeeeh6
COclcncec(cl)c2oc(nc2)C(C)(C)N3CCN(C[C@@H](O)C[C@@H](Cc4
0c(C)nn4)C(=O)N[C@H]5CCOC[C@H]50)[C@@H](C3)C(=0)NCC(
F)(F)F
CC(C)CN([C@H](CO)CCCCNC(=0O)[C@@H](NC(=O)clccec(O)cl)C
(c2cceec2)c3cceec3)S(=0)(=0)cdccc(N)eca
CC(C)CNC(=0O)[C@@H]1CN(CCNIC[C@@H](O)C[C@@H](Cc2ccc
cc2)C(=0O)N[C@@H]3[C@H](O)COc4cccec34)C(C)(C)cbocbeenccbes
CC(C)CN([C@H](CO)CCCCNC(=0O)[C@@H](NC(=0)clcnccclN)C(c
2cccecc2)c3ccecce3)S(=0)(=0)c4ccc(N)ecd
CC(C)CN([C@H](CO)CCCCNC(=0)[C@@H](NC(=O)clcnccclC)C(c
2ccecec2)c3ccecce3)S(=0)(=0)cdccc(N)ecd
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CNIC[C@@
H](O)[C@H](Cc3cccecc3)NC(=0O)[C@@H](C[S+]([O-
]cacec5eceec5c4)NS(=0)(=0)C
CC(C)CN([C@H](CO)CCCCNC(=0O)[C@@H](NC(=0)c1ccenclC)C(c
2ccecc2)c3ccece3)S(=0)(=0)cdcec(N)ecd
CC(C)CN([C@H](CO)CCCCNC(=0)[C@@H](NC(=0)OC(C)(C)C)C(
clcceecl)c2ecccc2)S(=0)(=0)c3cce(N)ce3
CC(C)CL(CCc2cscc2C)CC(=0)C(=C(0)01)Sc3cc(C)e(CO)ee3C(C)(C)
C
CC(=O)N[C@H](CS(=0)(=0)clcccc2eeencl2)C(=0)N[C@@H](Cc3c
ccce3)[C@H](O)CN4AC[C@H]5CCS[C@H]5C[C@H]4C(=0O)NC(C)(C)
C
CC(C)C[C@H](NC(=0)[C@@H](C[C@H](O)[C@H](Cclcccccl)NC(
=0)OC(C)(C)C)Cc2ccc(cc2)c3ccecc3)C(=0O)N[C@@H](Cc4ccececd)C(
=O)N
CC(C)CN([C@H](CO)CCCCNC(=0O)[C@@H](NC(=0)clccc[nH]1)C(
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CHEMBLA49544

CHEMBL378557

CHEMBL95413

CHEMBL202345

CHEMBL11143

CHEMBL379162

CHEMBL296137

CHEMBL11116

CHEMBL306963

CHEMBL98129

CHEMBL205968

CHEMBL97253

CHEMBL114834

CHEMBLA7712

CHEMBL98289

CHEMBL60697

CHEMBL361062

CHEMBL377192

CHEMBL319053

CHEMBL116107

CHEMBL98096

CHEMBL379272

CHEMBL209023

CHEMBL432550

CHEMBL100089

CHEMBL209452

c2ccccc2)c3ccece3)S(=0)(=0)cdccc(N)ccd
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cc(CCCN3CCOCC3)cc2)C(=O)N[C@@H]4[C@H](O)Cchcceeeab
CC(C)CN([C@H](CO)CCCCNC(=0)[C@@H](NC(=0O)C1CC1)C(c2cc
ccc2)c3ccece3)S(=0)(=0)c4ccc(N)ccd
CC(C)[C@H](NC(=0)[C@@H](C[C@H](O)[C@H](Cclccececcl)NC(=
0)0OC(C)(C)C)Cc2cccec2)C(=0)NCCO
O[C@@H](C[C@]1(Cc2cccec2)N=CC(=C10)C3C40C(=O)N[C@@H
]4c5ccece35)[C@H](Cebeececcc6)NC(=0)O[C@H]7CCOCT
CC(C)(C)NC(=O)clccccclClC@@H](O)[C@H](Cc2cceccc2)NC(=0)[C
@H](CS(=0)(=0)c3ccecdeccecc34)NS(=0)(=0)C
CC(C)CN([C@H](CO)CCCCNC(=0O)[C@@H](NC(=O)N(C)C)C(c1cc
ccel)c2ccecc2)S(=0)(=0)c3ccc(N)ce3
CC(C)(C)OC(=O)N[C@@H](Cclcceecl)[C@@H](O)C[C@@H](Cc2c
cc(F)cc2)C(=O)N[C@@H]3[C@H](O)Cc4cccec3d
CC(C)(C)NC(=O)clccccclClC@@H](O)[C@H](Cc2ccccc2)NC(=0)[C
@H](C[S+](JO-T)c3ccecdcccec34)NS(=0)(=0)C
CC(C)CL(CCc2nc(C)cs2)CC(=0)C(=C(0)01)Sc3cc(C)e(CO)ee3C(C)Y(
C)C
CCC(C)[C@H](NC(=0)[C@@H](C[C@H](O)[C@H](Cclcceeccl)NC(
=0)OC(C)(C)C)Cc2ccccc2)C(=0)NCCO
CC(C)CN([C@H](CO)CCCCNC(=0O)[C@@H](NC(=O)c1cceenl)C(c2
cceeec2)c3ccccc3)S(=0)(=0)cdcec(N)ccs
CC(C)[C@H](NC(=0)[C@@H](C[C@H](O)[C@H](Cclccececcl)NC(=
0)OC(C)(C)C)Cc2ccccc2)C(=O)NCCN
CC(C)(C)NC(=0)[C@@H]1CN(Cc2nc3ccecc3[nH]2)CCNIC[C@@H]
(O)C[C@@H](Cc4cceccd)C(=O)NC5[C@H](O)Ccbeeeees6
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cc(OCCN3CCSCC3)cc2)C(=0O)NC4[C@H](O)Cchceeccdb
Cclcc(O)cc(C)clCNC(=0)[C@@H](C[C@@H](O)CN2CCN(C[C@@
H]2C(=0)NC(C)(C)C)S(=0)(=0)c3cccs3)Ccacceccd
CC(O)[C@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(Cc4csc5cec(Cl)ecd5)C[C@H]3C(=O)NC(C)(C)
C
COclcnce(cl)c2oc(nc2)C(C)(C)N3CCN(C[C@@H](O)C[C@@H](Cc4
oc(nn4)c5cceec5)C(=0)N[C@H]6CCOC[C@H]60)[C@@H](C3)C(=0
)NCC(F)(F)F
CC(C)CN([C@H](CO)CCCCNC(=0O)[C@@H](NC(=0)OCclccencl)C
(c2cceec2)c3cccec3)S(=0)(=0)cdcec(N)cca
CC(C)(C)NC(=O)[C@@H]1CN(Cc2c(F)ccecc2F)CCNIC[C@@H](0)C
[C@@H](Cc3cence3)C(=0)N[C@@H]4[C@H](O)Cchcceeedb
CC(C)(C)NC(=0)[C@@H]1CN(Cc2ccc(Cl)nc2)CCNIC[C@@H](O)C[
C@@H](Cc3ccece3)C(=0)NC4[C@H](O)Cc5cccccds
Cclc(O)ccecclC(=O)N[C@@H](Cc2cceec2)[C@H](O)CN3C[C@H]4C
CS[C@HJ4C[C@H]3C(=O)NC(C)(C)C
CC(C)CN([C@H](CO)CCCCNC(=0O)[C@@H](NC(=0)clcnccclO)C(c
2ccecc2)c3ccece3)S(=0)(=0)c4cec(N)ecd
CC(C)CN([C@H](CO)CCCCNC(=0)[C@@H](N)C(clcceeel)c2eccece
2)S(=0)(=0)c3ccc(N)cc3
CC(C)(N1CCN(C[C@@H](O)C[C@@H](Cc2cccec2)C(=O)N[C@@H
13[C@H](O)COc4cccecc3d)[C@@H](CL)C(=O)NCC5CC5)cboc7cence
7c6
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@
H](O)[C@H](Cc3ccccec3)NC(=0)[C@@H](CS(=0)(=0)c4ccchecceche
4)NS(=0)(=0)C
COclcce(ceclO)C(=0O)N[C@H](C(c2cceec2)c3ccecc3)C(=0)NCCCCIC
@@H](CO)N(CC(C)C)S(=0)(=0)caccc(N)cca
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CHEMBL316694

CHEMBLA47465

CHEMBL207077

CHEMBL380545

CHEMBL54182

CHEMBL438249

CHEMBL326493

CHEMBL285759

CHEMBL324881

CHEMBL378194
CHEMBL76040

CHEMBL77041

CHEMBL301260

CHEMBL299821

CHEMBL317793

CHEMBLS81811

CHEMBL52868

CHEMBL262300

CHEMBL323814

CHEMBL57566

CHEMBLA416814

CHEMBL311514

CHEMBL333607

CHEMBL77281

CHEMBL384211

CHEMBL316717
CHEMBL208724

CC(=O)N[C@H](CS(=0)(=0)clccc2ecccc2cl)C(=0)N[C@@H](Cc3cc
ccc3)[C@H](O)CN4AC[C@H]5CCS[C@H]5C[C@H]4C(=O)NC(C)(C)
C

CI[S+]([O-
Delcee(CIC@H](CIC@H](O)[C@H](Cc2cceccc2)NC(=0)OC(C)(C)C)
C(=O)N[C@@H]3[C@H](O)Cc4cccec3dd)ccl
CC(C)CN([C@H](CO)CCCCNC(=0O)[C@@H](NC(=O)N1CCcOocCCL)C
(c2cceec2)c3cccec3)S(=0)(=0)cdcec(N)cca
CC(C)CN([C@H](CO)CCCCNC(=O)[C@@H](NC(=O)N1CCNCC1)C
(c2cceec2)c3cceccce3)S(=0)(=0)cdccc(N)ccd
CclcecccclCNC(=0)[C@H]2N(C[C@@H](O)C[C@@H](Cc3cceec3)C
(=O)N[C@@H]4[C@H](O)COc5cceeed5)CSC2(C)C
CC(C)CN([C@H](CO)CCCCNC(=0O)[C@@H](NC(=O)c1ccc(O)ccl)C
(c2cceec2)c3cceccce3)S(=0)(=0)cdccc(N)ccd
CC(C)(C)NC(=0O)[C@@H]1CN(Cc2ccecc2S)CCNIC[C@@H](O)C[C
@@H](Cc3ccecc3)C(=0)NCA[C@H](O)Cchceeecdb
CC(C)[C@]1(CCc2ccc(N)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(CO)ee3C
(C)C)C
CCL(C)S[C@@H](N[C@H]1C(=O)NCCNC(=O)[C@@H]2N[C@H](S
C2(C)C)[C@H](NC(=0)Cc3cccen3)C(=0)NCcdccececd)[C@H](NC(=0
)Cc5cceen5)C(=0)NCcbeccech
CC(C)CN([C@H](CO)CCCCNC(=O)[C@@H](NC(=0O)clccc(O)c(c1)[
N+](=0)[O-])C(c2cccec2)c3cecce3)S(=0)(=0)cdccc(N)ccs
CC(C)CL(CCc2nccs2)CC(=0)C(=C(0)01)Sc3cc(C)ec(CO)ee3C(C)(C)C
CC(C)C1(CCc2ccc(C0O)s2)CC(=0)C(=C(0)01)Sc3cce(C)e(CO)eec3C(C)
(€)¢C
CC(O)[Ca@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(CCc4cccs4)C[C@H]3C(=0)NC(C)(C)C
COCCN(CCCclccc(C[C@H](C[C@H](O)[C@H](Cc2cceecc2)NC(=0)
OC(C)(C)C)C(=O)N[C@@H]3[C@H](O)Cc4cccee34)ccl)CCOC
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCCI[C@@H]2CN1C[C@@
H](O)[C@H](Cc3ccccc3)NC(=0)[C@@H](C[S+]([O-
Dcdcec(F)ccd)NS(=0)(=0)C
CC(C)(N1ICCN(C[C@@H](O)CI[C@@H](Cc2cccec2)C(=O)N[C@@H
13[C@H](O)COc4cceecc3d4)[C@@H](C1)C(=0)NC5CC5)cboc7cenec7c
6
CC(C)C[C@H](NC(=0)[C@@H](C[C@H](0)[C@@H](CC(=0)OC(C
)(C)C)Cclceeecl)Ce2ccccc2)C(=0O)N[C@@H](Cc3cccec3)C(=0)N
CC(C)C[C@H](NC(=0O)[C@@H](C[C@H](O)[C@H](Cclcccccl)NC(
=0)OC(C)(C)C)Cc2ccccc2)C(=0)NC(=0)C(N)Cc3cceec3
O[C@@H]1l[C@@H](O)[C@@H](OCc2ccccec2)[C@@H](Cc3cceccl)
S(=0)(=0)[C@H](Cc4ccceccd)[C@@H]10Cc5ccecech
CC(O)[Ca@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(Cc4cces4)C[C@H]3C(=O)NC(C)(C)C
CN(C)CCCclccc(C[C@H](C[C@H](O)[C@H](Cc2ccecc2)NC(=0)0C
(C)(C)C)C(=0O)N[C@@H]3[C@H](O)Cc4cccec34)ccl
CCNC(=0O)[C@@H]1CN(CCNIC[C@@H](O)C[C@@H](Cc2cccee2)
C(=O)N[C@@H]3[C@H](O)COc4cccecc34)C(C)(C)chbocbeencebes
Cclccc(CN2CCN(C[C@@H](O)CI[C@@H](Cc3cceec3)C(=0O)NC4[C
@H](O)Cc5ccecedb)[C@@H](C2)C(=0)NC(C)(C)C)enl
CC(C)[C@H](NC(=0O)[C@@H](C[C@H](O)[C@H](Cclcccecl)NC(=
0)0OC(C)(C)C)Cc2cccec2)C(=0)NCc3cencece3
CC(C)CN([C@H](CO)CCCCNC(=0O)[C@@H](NC(=0)c1ccceclO)C(c
2ccecc2)c3ccece3)S(=0)(=0)cdcec(N)ecd
CC(C)[C@H]1[C@H](CCS1(=0)=0)OC(=0O)N[C@@H](CSc2cccce2)[
C@H](O)CN3C[C@H]4CCS[C@H]4C[C@H]3C(=O)NC(C)(C)C
CC(C)CN([C@H](CO)CCCCNC(=0O)[C@@H](NC(=O)clccnccl)C(c2
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cccec2)c3ccece3)S(=0)(=0)cdccec(N)ccd
CC(C)(N1ICCN(C[C@@H](O)C[C@@H](Cc2cccec2)C(=O)N[C@@H
13[C@H](O)COc4ccccc3d)[C@@H](C1)C(=0O)NCcbhceess)cb6oc7cence
7c6
CC(C)CN([C@H](CO)CCCCNC(=O)[C@@H](NC(=0O)clccencl)C(c2
cceeec2)c3cccce3)S(=0)(=0)cdccc(N)ccs
CC(C)(C)NC(=0O)[C@@H]1CN(Cc2cnc30CCc3c2)CCNIC[C@@H](
O)C[C@@H](Ccdcceeccd)C(=0)NC5[C@H](O)Ccbeeeecs6
CC(C)[C@H](NC(=0O)[C@@H](C[C@H](O)[C@H](Cclcccecl)NC(=
0)0OC(C)(C)C)Cc2cccec2)C(=0)NCce3ccenc3
CC(C)[C@H](NC(=0)clccc2eccec2nl)C(=0O)N[C@@H](Cc3cceecld)[
C@H](O)CN4C[C@H]5CCCC[C@H]5C[C@H]4C(=O)NC(C)(C)C
CCC(C)C(NC(=0)[C@@H](C[C@H](O)[C@H](Cclccececcl)NC(=0)0
C(C)(C)C)Cc2cccec2)C(=0O)NCc3cceee3
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2SsCC[C@@H]2CN1C[C@@H
1(O)[C@H](Cc3ccecce3)NC(=0)[C@@H](CS(=0)(=0)c4ccecsecenc4b)
NS(=0)(=0)C
CC(C)C1(CCc2c[nH]c3cceec23)CC(=0)C(=C(0)01)Sc4cc(C)e(CO)ec
4C(C)(C)C
CC(C)[C@H](NC(=0)[C@@H](C[C@H](O)[C@H](Cclccececcl)NC(=
0)OC(C)(C)C)Cc2cccec2)C(=0)NCc3cceend
CC(C)(C)NC(=0)[C@@H]1CN(Cc2cccnc2)CCNIC[C@@H](O)C[C@
@H](Cc3cceee3)C(=0)N[C@@H]4[C@H](O)Cc5cceecds
CCclccc(CCN2CCN(CIC@@H](O)[C@H](Cc3ccecc3)NC(=0)O[C@
@HJ4CCS(=0)(=0)[C@@H]AC(C)C)[C@@H](C2)C(=O)NC(C)(C)C)
sl
CC(C)(C)NC(=O)clccccclClC@@H](O)[C@H](Cc2ccccc2)NC(=0)[C
@H](CS(=0)(=0)c3cce(F)cc3)NS(=0)(=0)C
CC(C)C1(CCc20ccc2)CC(=0)C(=C(0)01)Sc3cc(C)ec(CO)ec3Cc(C)(C)C
CCCC[C@H](CN[C@H](CCCC)C(=O)N[C@@H](CCC(=0O)N)C(=0)
N[C@@H](CCCN=C(N)N)C(=0)N)NC(=0)[C@@H](NC(=0)[C@@
H](NC(=0)C)[C@@H](C)O)[C@@H](C)CC
COC(=O)N[C@H](Cclccceclc2ececec2)C(=O)NCCCC[C@@H](CO)N
(CC(C)C)S(=0)(=0)c3cce(N)ce3
CC(C)clncsclCCC2(CC(=0)C(=C(0)02)Sc3cc(C)c(CO)eec3C(C)(C)C)
Cc(C)C
CC(C)(C)NC(=0)[C@@H]1CN(CC(=0O)OC(C)(C)C)CCNIC[C@@H](
O)C[C@@H](Cc2cceecc2)C(=0)NC3[C@H](O)Cc4ccccc34
CC(C)[C@@H]1SCC[C@@H]1O0C(=O)N[C@@H](Cc2ccccc2)[C@H]
(O)CN3C[C@H]4CCS[C@H]4C[C@H]3C(=0O)NC(C)(C)C
CCC(C)[C@H](NC(=0)[C@@H](C[C@H](O)[C@H](Cclccececcl)NC(
=0)OC(C)(C)C)Cc2ccccc2)C(=0)NCc3ncc[nH]3
CC(C)[C@H](NC(=0)[C@@H](C[C@H](O)[C@H](Cclcccccl)NC(=
0)OC(C)(C)C)Cc2cccec2)C(=0)NCC(O)CN3CCOoCC3
COCCN(CcOC)CCOclccc(C[C@H](C[C@H](O)[C@H](Cc2cccec2)N
C(=0)OC(C)(C)C)C(=O)NC3[C@H](O)Cc4ccecec34d)ccl
CCL(C)S[C@@H](N[C@H]1C(=O)NCCNC(=O)[C@@H]2N[C@H](S
C2(C)O)[C@H](NC(=0)Cc3cccec3)C(=0)NCc4cccccd)[C@H](NC(=0
)Cc5cceec5)C(=0)NCcebececch
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cccc2)C(=0)N[C@H](C(=0O)N)c3ccece3
CC(O)[C@H](NC(=0)clccc2ecccc2cl)C(=0)N[C@@H](Cc3cceee3)[
C@H](O)CN4CC5CCCCChC[C@H]4C(=0O)NC(C)(C)C
CC(C)CN([C@H](CO)CCCCNC(=0O)[C@@H](NC(=0O)clncccclO)C(c
2ccecc2)c3ccece3)S(=0)(=0)cdcec(N)ecd
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2ccc(CCCIN+](C)(C)C)cc2)C(=O)N[C@@H]3[C@H](O)Cc4cccec34
C[C@@H]1OCC[C@@H]10C(=O)N[C@@H](CSc2ccccec2)[C@H](O
)CN3C[C@H]4CCS[C@H]4C[C@H]3C(=O)NC(C)(C)C
CC(C)(C)NC(=O)clccccclClC@@H](O)[C@H](Cc2ccccc2)NC(=0)[C
@H](CS(=0)(=0)c3cccdcccccan3)NS(=0)(=0)C
CC(C)(C)OC(=O)N[C@@H](Cclccc(OCCN2CCOCC2)ccl)[C@@H](
O)C[C@@H](Cc3cceee3)C(=0)NC4[C@H](O)Cc5ccccedb
CC(C)C1(CCc2cccnc2)CC(=0)C(=C(0)01)Sc3cc(C)e(CO)ee3C(C)(C)
C
CC(C)(C)NC(=0O)[C@@H]1CN(Cc2oc3cce(F)ec3c2)CCNICIC@@H](
O)C[C@@H](Ccdcceecd)C(=0)NC5[C@H](O)Ccbeeeees6
CCCCclcc(CN2CCN(C[C@@H](O)[C@H](Cc3ccecc3)NC(=0)O[C@
@H]4CCS(=0)(=0)[C@@H]4C(C)C)[C@@H](C2)C(=O)NC(C)(C)C)
cc(CCCC)n1
CC(C)C1(CCc2csc(N)N2)CC(=0)C(=C(0)01)Sc3cc(C)c(CO)ce3C(C)X(
C)C
CC(C)C1(CCc2ccc3[nH]cce3c2)CC(=0)C(=C(0)01)Scacc(C)e(CO)cece
4C(C)(C)C
CN(C)CCOclccec(C[C@H](C[C@H](O)[C@H](Cc2cceecc2)NC(=0)0C
(CY(C)C)C(=0O)NC3[C@H](O)Cc4cccee3d)cecl
CC(O)[C@@H](NC(=0O)N(C)Cc1nccsl)C(=O)N[C@@H](Cc2cccee2)[
C@H](O)[C@H](O)[C@H](Cc3cceecec3)NC(=0)[C@@H](NC(=0O)N(C
)Cc4nces4)C(C)C
CC(C)CN(C[C@@H](O)[C@H](Cclcceecl)NC(=0O)O[C@H]2CCOC2
)S(=0)(=0)c3ccc(N)cc3
CC(C)CL(CCc2ccc(N)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(0S(=0)(=0)
N4CCN(C)CC4)cc3C(C)(C)C
Nclccee(CO[C@@H]2[C@H](O)[C@@H](O)[C@@H](OCc3cccc(N)
c3)[C@@H](Cc4ceeecd)S(=0)(=0)[C@@H]2Cc5cceec5)cl
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cc(CCCN3CCSCC3)cc2)C(=0O)N[C@@H]J4[C@H](O)Ccbhcceeeds
CC(C)(C)NC(=0O)[C@@H]1CN(CCOCc2cccecc2)CCNIC[C@@H](0)
C[C@@H](Cc3cceec3)C(=0)NC4[C@H](O)Ccbheeeeeab
CC(C)[C@H](NC(=0O)[C@@H](C[C@H](O)[C@H](Cclcceecl)NC(=
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CCCclcc(CN2CCN(C[C@@H](O)[C@H](Cc3ccecc3)NC(=0)O[C@@
H]4CCS(=0)(=0O)[C@@H]4C(C)C)[C@@H](C2)C(=O)NC(C)(C)C)cc
nl
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cc2)NC(=0)[C@H](CC(=O)N)NC(=0)c3cccdccccecdn3
CC(O)[C@H](NC(=0)[C@H](Cclccec2eceecl2)CS(=0)(=0)C(C)(C)C
)C(=O)NCP(=0)(O)CNC(=0O)[C@@H](NC(=0)[C@H](Cc3ccccaccece
34)CS(=0)(=0)C(C)(C)C)C(C)C
COclncccclCN2CCN(C[C@@H](O)C[C@@H](Cc3ccecc3)C(=0)NC
4[C@H](O)Cc5cceecd5)[C@@H](C2)C(=0)NC(C)(C)C
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COC(=0)[C@@H](NC(=0)[C@@H](C[C@H](O[Si](C)(C)C(C)(C)C)
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O)C[C@@H](Cc3cceecc3)C(=0)N[C@@H]J4[C@H](O)Cc5cceecdb
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cc(CN3CCOCC3)cc2)C(=O)N[C@@H]4[C@H](O)Cc5cceecdb
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cceec2)C(=0)N[C@@H]3[C@H](0)COc4cceecc34)C(C)(C)cbocbeence
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CC(C)(C)NC(=0O)[C@@H]1CN(CCN1C[C@@H](O)C[C@@H](Cc2c
cccc2)C(=0)N[C@@H]3[C@H](O)Cc4ccece34)C(C)(C)eseeencs
CC(C)(C)NC(=0)[C@@H]1CN(Cc2noc3ccecc23)CCNIC[C@@H](0)
C[C@@H](Cc4acceecd)C(=O)NC5[C@H](O)Ccbeeeees6
CC(C)cInc(CN(C)C(=O)NCCC(=O)N[C@@H](Cc2ccccc)[C@@H](
O)C[C@H](Cc3cceec3)NC(=0)OCc4cencsd)csl
CNS(=0)(=0)0Oclce(c(SC2=C(0)OC(CCc3ccc(0)ce3)(CC2=0)C(C)C)
cclC)C(C)(C)C
COC(=O)N[C@H](Cclccc2cceec2cl)C(=O)NCCCC[C@@H](CO)N(C
C(C)C)S(=0)(=0)c3ccc(N)cce3
COclcc(CN2[C@H](Cc3cccec3)[C@H](O)CN(N(Ccdeec(0)c(0C)cd)
C2=0)C(=0)CCc5ccnce5)ceclO
CC(C)(C)NC(=O)[C@@H]1CN(Cc2nc3cceec3s2)CCNIC[C@@H](0)
C[C@@H](Cc4cccecd)C(=0O)NC5[C@H](O)Ccbeeecch6
CC(C)(C)NC(=O)clccccclClC@@H](O)[C@H](Cc2ccccc2)NC(=0)[C
@H](CSc3ccecdcecece34)NS(=0)(=0)C
CC(O)[C@@H](NC(=0)clcc2ccccc2[nH]1)C(=O)N[C@@H](Cc3ccee
c3)C(O)[C@H](Cc4dccecccd)NC(=0)[C@@H](NC(=0)c5cc6eceeccb[nH]
5)C(C)C
CC(C)C1(CCc2ccccn2)CC(=0)C(=C(0)01)Sc3cc(C)e(CO)ce3C(C)(C)
C
CCC(C)clec(CN2CCN(C[C@@H](O)[C@H](Cc3ccecc3)NC(=0)0[C
@@HJ4CCS(=0)(=0)[C@@H]4C(C)C)[C@@H](C2)C(=0)NC(C)(C)
C)cenl
CCCN(Cclcsc(n1)C(C)C)C(=O)NCC(=O)N[C@H](C[C@H](O)[C@H]
(Cc2ccecc2)NC(=0)0OCc3cncs3)Ceacceccd
CC(=O)N[C@H](CS(=0)(=0)clccc(F)ccl)C(=0)N[C@@H](Cc2cccee
2)[C@H](O)CN3C[C@H]J4CCS[C@H]4C[C@H]3C(=O)NC(C)(C)C
CC(C)C[C@H](NC(=0)[C@@H](C[C@H](O)[C@H](Cclccececcl)NC(
=0)OC(C)(C)C)Cc2ccce3ccccc23)C(=0O)N[C@@H](Cc4cceccd)C(=0)
N
CC(C)(C)NC(=0O)[C@@H]1CN(Cc2oc3cceece3n2)CCNIC[C@@H](0)
C[C@@H](Cc4cccecd)C(=O)NC5[C@H](O)Ccbeeeees6
O[C@@H](C[C@@H](Cclcccecl)C(=O)N[C@@H]2[C@H](O)Cc3cc
ccc23)[C@H](Ccdcccccd)NC(=0)OC5CCOCCS
CC(C)CL(CCc2ccsc2)CC(=0)C(=C(0)01)Sc3cc(C)e(CO)ec3C(C)(C)C
CCC(C)[C@H](NC(=0)[C@@H](C[C@H](O)[C@H](Cclccececcl)NC(
=0)OC(C)(C)C)Cc2ccccc2)C(=0)NCc3cceen3
CC(C)CL(CCc2ccc(N)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(0S(=0)(=0)
c4ccce(ccd)C#N)ce3C(C)(C)C
CC(C)C[C@]L(N=CC(=C1O)[C@@H](Cc2ccccec2)C(=0)N)C3=C(0)[
C@@](C[C@H](0O)[C@@H](CC(=0)OC4CCOC4)Cc5ccece5)(Cebece
cc6)N=C3
CC(C)CL(CCc2cscn2)CC(=0)C(=C(0)01)Sc3cc(C)ec(CO)ee3C(C)(C)C
CC(C)CL(CCc2ncsc2C)CC(=0)C(=C(0)01)Sc3cc(C)e(CO)ec3C(C)(C)
C
CC(C)C[C@]L(N=CC(=ClO)[C@@H](Cc2ccccec2)C(=0)N)C3=C(0)[
C@@](C[C@H](O)[C@H](Cc4cceeccd)NC(=0)O[C@@H]5CCOC5)(C
céeeecc6)N=C3
O[C@@H](C[C@H](Cclccececl)NC(=0)c2cec(O)cc2CH[C@H](Ce3cc
ccc3)NC(=0)0OCc4cccecsd
CN(C)Cclcec(CIC@H](CIC@H](O)[C@H](Cc2cceecc2)NC(=0)OC(C)
(C)C)C(=O)N[C@@H]3[C@H](O)Cc4cccec3d)ccl
Cclce(SC2=C(0O)0OC(CCc3cceee3)(CC2=0)caccc(OCCO)ccd)c(cclCO
)C(C)(C)C
CC(O)[Ca@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
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CC(C)(C)OC(=O)N[C@H](C[C@H](O)[C@H](Cclcceecl)NC(=0)c2c
cc(O)cc2Cl)Ce3cecec3
CC(C)[C@@H](NC(=O)N1CCN(CC1)c2cceec2)C(=O)N[C@@H](Cc3
cceee3)[C@H](O)[C@H](O)[C@H](Ccdcccccd)NC(=0)[C@@H](NC(
=0)N5CCN(CC5)c6eecece)C(C)C
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c2ccccc2)NC(=0)[C@H](CC(=0O)N)NC(=0)c3cccdcceccan3)C(=0)N[
C@@H](Cc5hceeec5)C(=0)0C
CCNC(=0O)[C@@H](NC(=0O)CCclcccccl)[C@@H]I2N[C@@H](C(=0
JNCCNC(=0)[C@@H]3N[C@H](SC3(C)C)[C@H](NC(=0O)CCc4cccc
c4)C(=O)NCC)C(C)(C)S2
NC(=0)C[C@H]1CC(C2=C(O)[C@@](C[C@H](O)[C@H](Cc3cccee3
INC(=0O)O[C@H]4CCOC4)(Cc5cceecc5)N=C2)c6cceeccl6
CC(C)CL(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)ec(0S(=0)(=0)
Cn4ccncd)cc3C(C)(C)C
COclcce(cecl)S(=0)(=0)C[C@H](NS(=0)(=0)C)C(=O)N[C@@H](Cc
2ccecc2)[C@H](0)Ce3cccec3C(=0)NC(C)(C)C
Cclce(SC2=C(0)OC(CCc3cccc(0)c3)(CC2=0)cacccecd)c(cclCO)C(C)
(©)C
CC(O)[Ca@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(Cc4cc(C)nc(C)c4)CIC@H]3C(=0O)NC(C)(C)C
CC(C)(C)OC(=O)N[C@@H](Cclcceecc)[C@@H](O)C[C@]2(Cc3cce
cc3)N=CC(=C20)C4C50C(=O)N[C@@H]5c6cceeccdb
CCC(CC)NC(=O)C[C@@H](C(=O)NC[C@@H](O)[C@H](Cclcccecl
INC(=0)[C@@H](NC(=0)c2ccc3ccecc3n2)C(C)C)C(C)(C)C
CC(C)C1(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(NS(=0)(=0)
c4cceend)ce3C(C)(C)C
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CHEMBL90090

CHEMBL307926

CHEMBL265588

CHEMBL354867

CHEMBL302289

CHEMBL97847

CHEMBL38268

CHEMBL29259

CHEMBL265026

CHEMBL289195

CHEMBL96996

CHEMBL69062

CHEMBL106633

CHEMBL336684

CHEMBL169381

CHEMBL98002

CHEMBL109371

CHEMBL354829

CHEMBL1790508

CHEMBL105695

CHEMBL430891

CHEMBL70444

CHEMBL263540

CHEMBL72474

CHEMBL99616
CHEMBL315121

Cclc(N)cececlC(=O)N[C@@H](Cc2cceec2)[C@@H](O)C[C@H](Cc3c
cccc3)NC(=0)0OC(C)(C)C
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@
H](O)[C@H](Cc3ccccc3)NC(=0)[C@@H](NC(=0)c4ccec5cecececs5n4)C
6CCCC6
CC(C)CN(C[C@@H](O)[C@H](Cclceeecl)NC(=0)COc2¢(C)eeec2C)
S(=0)(=0)c3ccc(N)cc3
CC(C)CL(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(NS(=0)(=0)
c4ccencd)cc3C(C)(C)C
CC(C)C1(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)ec(0S(=0)(=0)
N4CCOCC4)cc3C(C)(C)C
CCC(C)[C@H](NC(=0)[C@@H](C[C@H](O)[C@H](Cclccececcl)NC(
=0)OC(C)(C)C)Cc2ccccc2)C(=0)N
CC(C)C1(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(N)ce3C(C)(C
)C
Ccleec(C(=0)NC(C)(C)C)e(C[C@@H](O)[C@H](Cc2cccec2)NC(=0)
[C@H](CC(=O)N)NC(=0)c3cccdeccec4n3)cl
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@
H](O)[C@H](Cc3ccccc3)NC(=0)[C@@H](NC(=0)c4cncend)[C@H]5
CCOC5
CC(C)C[C@H](NC(=0O)[C@@H](C[C@H](O)[C@H](Cclccceccl)NC(
=0)OC(C)(C)C)Cc2ccccc2)C(=0)N[C@@H](Cc3cccec3)C(=0)N
CC(C)[C@H](NC(=0)[C@@H](C[C@H](O)[C@H](Cclccececcl)NC(=
0)OC(C)(C)C)Cc2cccec2)C(=0)NCCCN3CcCcOocces3
CCC(CC)NC(=0)C[C@@H](C(=O)NC[C@@H](O)[C@H](Cclcccecl
)NC(=0)[C@@H](NC(=0)OCc2ccccc2)C(C)C)C(C)(C)C
CCNC(=0)[C@@H](NC(=0)\C=C/clcccccl)[C@@H]2N[C@@H](C(
=O)NCCNC(=0O)[C@@H]3N[C@H](SC3(C)C)[C@H](NC(=0)\C=C/c
4cceecd)C(=0)NCC)C(C)(C)S2
COclcce(ccl)S(=0)(=0)N(CC(C)C)C[C@@H](O)[C@H](Cc2ccecc?)
NC(=0)OCc3cccee3
CC(C)CL(CCc2ccccc2)CC(=0)C(=C(0)01)Sc3cc(C)c(NS(=0)(=0)cac
ccend)ce3C(C)(C)C
CC(C)(C)NC(=O)N(C[C@@H](O)[C@H](Cclccececl)NC(=0O)[C@H](
CC(=0O)N)NC(=0)c2ccc3ccccc3n2)Cedceccccd
CC(O)[C@@H](NC(=0)0OCclccecccl)C(=0)N[C@@H](Cc2cccec2)[C
@H](O)[C@H](Cc3ccececec3)NC(=0)[C@@H](NC(=0)OCc4cccend)C(
C)C
CC(C)CL(CCc2ccccc2)CC(=0)C(=C(0)01)Sc3cc(C)c(0S(=0)(=0)Cn
4cencd)cc3C(C)(C)C
CCC(CC)NC(=0)C[C@@H](C(=O)NC[C@@H](0)[C@H](Cclcccecl
INC(=0)[C@@H](NC(=0)c2cnc3ccece3n2)[C@H](C)O)C(C)(C)C
CCL(C)S[C@@H](N[C@H]1C(=O)NCCNC(=O)[C@@H]2N[C@H](S
C2(C)O)[C@H](NC(=0)Cc3ccccc3)C(=0)N)[C@H](NC(=0)Cc4cccce
4)C(=O)N
CC(O)[C@@H](NC(=0)0OCclccecccl)C(=0)N[C@@H](Cc2cccec2)[C
@H](O)[C@H](Cc3ccececc3)NC(=0)[C@@H](NC(=0)OCc4cccccd)C(C
)C
CCCNS(=0)(=0)0clce(c(SC2=C(0)OC(CCc3ccc(O)ec3)(CC2=0)C(C
)C)cclC)C(C)(C)C
COclcce(ccl)S(=0)(=0O)N(CC(C)C)C[C@@H](O)[C@H](Cc2ccecc?)
NC(=0)c3ccec(0)c3C
CC(C)[C@H](NC(=0)C)C(=O)N[C@@H](Cclcceecl)[C@H](O)CN2
CC3CCCCC3C[C@H]2C(=0O)NC(C)(C)C
CC(C)CCN(C[C@@H](O)[C@H](Cclcceeccl)NC(=0O)[C@H](CC(=0)
N)NC(=0)c2ccc3ccccc3n2)C(=0)NC(C)(C)C
CCCC1(CCc2ccccc2)OC(=C(C(CC)c3ccec(NS(=0)(=0)caccc(end)CHN
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CHEMBL123287

CHEMBL71509

CHEMBL3349509

CHEMBL121706

CHEMBL93540

CHEMBL318217

CHEMBL327611

CHEMBL93566

CHEMBL169074

CHEMBL312293

CHEMBL93481

CHEMBL58522

CHEMBL101962

CHEMBL273562

CHEMBL325267

CHEMBL265095
CHEMBL288033

CHEMBL171786

CHEMBL36608

CHEMBL353086

CHEMBL77671

CHEMBL354616

CHEMBL273368

CHEMBL29312

CHEMBL378214

CHEMBLA433616

CHEMBL1790509

)c3)C(=0)01)0
Cclee(SC2=C(0)OC(CCc3ccc(N)ce3)(CC2=0)cacccecd)c(cclCO)C(C)
(©)¢C
CC(C)CL(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(0S(=0)(=0)
N4CCN(C)CC4)cc3C(C)(C)C
CC[C@H](C)[C@H](NC(=0)[C@@H]1CCCN1C(=0)[C@@H](O)[C
@H](Cc2ccccc2)NC(=0)[C@@H](CC(=0)N)NC(=0)OCc3cccce3)C(=
O)N[C@@H](C(C)C)C(=0)0C
Cclee(SC2=C(0)OC(CCc3ccc(N)ce3)(CC2=0)C4CCCCCl4)c(ccico)C
(C)C)C
CC(C)(C)OC(=O)N[C@H](C[C@H](O)[C@H](Cclcceeccl)NC(=0)c2c
cc(0)cc2)Cce3cceceec3
CC(C)(C)NC(=0O)[Co@@H]1C[C@@H]2SCC[C@@H]2CN1C[C@@H
1(O)[C@H](CSc3cccecc3)NC(=0)OCc4cccccs
COclcc(ceclO)C(=0O)N[C@@H](Cc2ccccc2)[C@@H](O)C[C@H](Cc
3ccece3)NC(=0)0C(C)(C)C
CC(C)(C)OC(=O)N[C@H](C[C@H](O)[C@H](Cclcceecl)NC(=0)c2c
c(N)ccc2Cl)Cc3cccec3
CCNS(=0)(=0O)Nclce(c(SC2=C(0)OC(CCc3cccee3)(CC2=0)C(C)C)cc
1C)C(C)(C)C
CC(C)C1(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)ec(0S(=0)(=0)
N(C)C)cc3C(C)(C)C
CC(C)(C)OC(=O)N[C@H](C[C@H](O)[C@H](Cclcceecl)NC(=0)c2c
cc(N)cc2Cl)Ce3cecec3
CC(C)[C@H](NC(=0)[C@@H](C[C@H](O)[C@H](Cclcccccl)NC(=
0)OC(C)(C)C)Cc2cccec2)C(=0)NCCCN(C)C
COclcc(CC(=O)N[C@@H](C(C)C)C(=O)N[C@@H](Cc2cccce2)[C@
@H](O)[C@H](O)[C@H](Cc3cccecc3)NC(=0)[C@@H](NC(=0)Cc4cc
(0OC)c(0C)c(0OC)c4)C(C)C)ec(OC)e10C
CC(C)(C)OC(=O)N[C@H](C[C@H](O)[C@H](Cclcceecl)NC(=0)c2c
cce(0)c2)Cce3cceceee3
CCOclccc(CN2CCN(C[C@@H](O)C[C@@H](Cc3cceec3)C(=0O)NC4A[
C@H](O)Cchcceccdb)[C@@H](C2)C(=O)NC(C)(C)C)enl
CC(C)CL(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)c(NC(=0)C)cc
3C(C)(C)C
CC(C)C1(CCc2ccccc2)CC(=0)C(=C(0)01)Sc3cc(C)e(N)eec3C(C)(C)C
CC(C)CL(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(0S(=0)(=0)
c4ccencd)ce3C(C)(C)C
CC(C)C1(CCc2ccccc2)CC(=0)C(=C(0)01)Sc3cc(C)e(NC(=0)C)ee3C(
C)(C)C
CC(C)CL(CCc2ccccc2)CC(=0)C(=C(0)01)Sc3cc(C)c(NS(=0)(=0)cac
ccned)ce3C(C)(C)C
CC[C@H](C)[C@H](NC(=O)[C@@H]1CCCN1C[C@H](Cc2cccec2)N
C(=0)[C@H](CC(=0)N)NC(=0)[C@H](CCC(=O)N)NC(=0)[C@H](C
O)NC(=0)[C@@H](N)C(C)C)C(=O)N[C@@H](C(C)C)C(=0)O
Cclce(SC2=C(0O)OC(C)(CCc3ccc(0)cc3)CC2=0)c(ccINS(=0)(=0)c4c
cc(Checd)C(C)(C)C
CC(C)(C)NC(=O)clccccclClC@@H](O)[C@H](Cc2ccccc2)NC(=0)[C
@H](C[S+]([O-])c3cccdcceccdc3)NS(=0)(=0)C
CC(C)(C)NC(=O)clc(C[C@@H](O)[C@H](Cc2ccecec2)NC(=0)[C@H]
(CC(=0O)N)NC(=0)c3cccdeccecand)cecseceecls
COC(=O)N[C@@H](C(clcceecl)c2cccec2)C(=O)NCCCC[C@H](CO)
N(CC(C)C)S(=0)(=0)c3ccc(N)cce3
CC(C)CC1L(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(0S(=0)(=
0)Cn4cenc4)cc3C(C)(C)C
CCC(CC)NC(=0)C[C@@H](C(=O)NC[C@@H](0)[C@H](Cclcccecl
INC(=0)[C@@H](NC(=0)c2ccc3cceec3n2)[C@H](C)O)C(C)(C)C
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CHEMBL168269

CHEMBL351155

CHEMBL56247

CHEMBL354783

CHEMBL170117

CHEMBL123042

CHEMBL69755

CHEMBL104576

CHEMBL290442

CHEMBL198734

CHEMBL330565

CHEMBL306421

CHEMBL68032

CHEMBL305458

CHEMBL13134

CHEMBL123022
CHEMBL87092

CHEMBL352964

CHEMBL3350878

CHEMBL113627

CHEMBL35271

CHEMBL332868

CHEMBL157673

CHEMBL274534

CHEMBL167243
CHEMBL328531

Cclee(SC2=C(0)OC(CCc3cce(0)ce3)(CC2=0)C4CC4)c(ccINS(=0)(=
0O)checececs)C(C)(C)C
CC(C)CL(CCc2ccccc2)CC(=0)C(=C(0)01)Sc3cc(C)c(NS(=0)(=0)cac
ccsd)ce3C(C)(C)C
CC(C)[C@@H]1[C@@H](CCS1(=0)=0)OC(=0)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(Cc4ccsc4)C[C@H]3C(=0)NC(C)(C)C
CC(C)C1(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(NS(=0)(=0)
N(C)C)cc3C(C)(C)C
Cclee(SC2=C(0)OC(C)(CCc3ccc(0)cec3)CC2=0)c(ccINS(=0)(=0)cac
cc(F)ced)C(C)(C)C
Cclee(SC2=C(0)OC(CCc3cceee3)(CC2=0)cdccc(0OCCO)ccd)c(cclO)
C(C)(C)C
CCC(CC)NC(=0)C[C@@H](C(=O)NC[C@@H](O)[C@H](Cclcccecl
)NC(=0)[C@H](CC(=0)N)NC(=0)OCc2ccccc2)C(C)(C)C
CCL(C)S[C@@H](N[C@H]1C(=O)N[C@H](Cc2cccec2)[C@H](O)CC
(=O)Nc3nc4ccccc4[nH]3)[C@H](NC(=0)Ccbhcceee5)C(=0O)NCcbececee
6
CCCC1(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(N)ce3C(C)(C)
C
COclcc(CN2[C@H](Cc3cceee3)[C@H](O)CN(N(Ccdceee(0)c(0C)cd)
C2=0)C(=0)CCCN5CCOCC5)ccclO
CC(C)[C@@H]1[C@@H](CCS1(=0)=0)OC(=0)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(C[C@H]3C(=0O)NC(C)(C)C)C4CC(C4)c5cceee
5
CC(C)CL(CCc2ccc(N)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(0S(=0)(=0)
N(C)C)cc3C(C)(C)C
CC(C)C1(CCc2ccccc2)CC(=0)C(=C(0)01)Sc3cc(C)e(0S(=0)(=0)N4
CCN(C)CC4)cc3C(C)(C)C
CC(O)[C@@H](N[C@@H](C)C(=0)OCclcceccl)C(=O)N[C@@H](C
c2ccecc2)[C@@H](O)[C@H](O)[C@H](Cc3ccececc3)NC(=0)[C@@H](
NC(=0O)[C@H](C)NC(=0)OCc4cccccd)C(C)C
CC(O)[C@H](NC(=0)clccc2eccec2nl)C(=0)N[C@@H](Cc3cceeed)|
C@H](O)CN4CC[C@H](C[C@H]4C(=O)NC(C)(C)C)OCchceneeh
Cclcee(SC2=C(0)OC(CCc3ccec(N)e3)(CC2=0)c4cccecd)c(cclCO)C(C)
(©)C
CC(C)(C)OC(=0O)NC(Cclcceecl)C(=0)C(F)(F)C(=0O)NCc2cccec2
CC(C)CL(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(NS(=0)(=0)
C)cc3C(C)(C)C
CC[C@H](C)[C@H](NC(=O)[C@@H]1CCCNI1C[C@H](O)[C@H](C
c2ccccc2)NC(=0)[C@H](CC(=0)N)NC(=0)OCc3cccecc3)C(=O)N[C@
@H](Cc4cceecd)C(=0)0OC
CC(O)[C@@H](NC(=0)OCclccececcl)C(=0O)N[C@@H](Cc2cceec2)[C
@H](O)[C@H](Cc3cceecc3)NC(=0)[C@@H](NC(=0)OCc4ccenc4)C(
C)C
Cclcee(SC2=C(0)OC(CCc3ccc(0)cce3)(CC2=0)C4ACC4a)c(ccIN)C(C)(C)
C
Cclee(SC2=C(0)OC(CCc3ccc(0)ce3)(CC2=0)C4CCCCCl4)c(ccico)C
(©)C)C
CCCN(CCclcsc(n1)C(C)C)C(=O)NC(C)C(=O)N[C@H](C[C@H](O)[C
@H](Cc2ccccc2)NC(=0)0Cc3cencs3)Ce4cccccd
CC(C)(C)OC(=O)CNC(=0O)[C@@H](NC(=0O)clccceclc2ececc2)[C@
@H]3N[C@@H](C(=O)NCCNC(=0)[C@@H]4N[C@H](SC4(C)C)[C
@H](NC(=0)c5cceechebeccce6)C(=0)NCC(=0)OC(C)(C)C)C(CY(C)S
3

CC(C)CL(CCc2ccc(N)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(0S(=0)(=0)
c4ccencd)cc3C(C)(C)C
CC(C)(C)OC(=O)N[C@H](C[C@H](O)[C@H](Cclcceecl)NC(=0)c2e
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CHEMBL171720
CHEMBL122847

CHEMBL305204

CHEMBL11426

CHEMBL432962

CHEMBL38384

CHEMBL76352

CHEMBL3350611

CHEMBL122802

CHEMBL91600

CHEMBL168839

CHEMBL58277

CHEMBL90313

CHEMBL106486

CHEMBL306297

CHEMBL90174

CHEMBL70986

CHEMBL359756

CHEMBL37597

CHEMBL78217

CHEMBL139538

CHEMBL317882

CHEMBL169535

CHEMBL317933

CHEMBL39130

CHEMBL125448
CHEMBL281439

cc(0)c(0)c2)Cc3cceec3
CC(C)C1(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)c(NS(=0)(=0)
cdcec(F)ced)ce3C(C)(C)C
Cclcee(SC2=C(0)OC(C)(CCc3ccc(0)cec3)CC2=0)c(cclCO)C(C)(C)C
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C)cclC)C(C)(C)C
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CCCCC1(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(N)ce3C(C)(C
)C
CC(C)(C)NC(=0O)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@
H](O)[C@H](Cc3cceccc3)NC(=0)[C@@H](NC(=0)c4ccc5eccecbn4)[C
@H]6CCS(=0)(=0)C6
CC(C)(C)NC(=0O)C1CCCCNIC[C@@H](O)[C@H](Cc2ccecc2)NC(=
O)[C@H](CC(=0O)N)NC(=0O)c3ccc4cececan3
COCclce(c(SC2=C(0)OC(CCc3cceee3)(CC2=0)caccc(OCCO)ccd)ccl
C)C(C)(C)C
CC(C)(C)OC(=O)N[C@H](C[C@H](O)[C@H](Cclcccecl)NC(=0)c2c
ccec2)Cce3ccccc3
CC(C)CL(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(0S(=0)(=0)
c4ccce(ccd)C#N)ce3C(C)(C)C
CC(C)(C)NC(=O)clccccclClC@@H](O)CIC@@H](Cc2cceec2)C(=0)
N[C@@H]3[C@H](O)Cc4cccec3d
CC(O)[C@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(C[C@H]3C(=0O)NC(C)(C)C)c4ccC4
CC(O)[C@@H](NC(=0)OCclcceenl)C(=O)N[C@@H](Cc2ccceec2)C(
O)[C@H](Cc3cceece3)NC(=0)[C@@H](NC(=0)OCc4ccccnd)C(C)C
CCNS(=0)(=0)0clce(c(SC2=C(0)OC(CCc3ccc(O)cc3)(CC2=0)Cc4cC
CCC4)cc1C)C(C)(C)C
CC[C@H](O)[C@@H](NC(=0)0OCclccececcl)C(=0)N[C@@H](Cc2ccc
cc2)C(O)[C@H](Cc3cceecc3)NC(=0)[C@@H](NC(=0)OCc4cccecd)[C
@@H](C)CcC
CCNS(=0)(=0)0Oclcc(c(SC2=C(0)OC(CCc3ccc(0)cc3)(CC2=0)C(C)
C)cclC)C(C)(C)C
CC(C)CN([C@@H](CCCCNC(=0)OCC1c2cccec2c3ccceccl3)C(=0)0)
S(=0)(=0)c4ccc(C)ecd
CC(C)CL(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(NC(=0)cacc
c(cc4)C#N)cc3C(C)(C)C
CC(C)CL(CCC2CCCO2)CLC(=0)C(=C(0)01)Sc3cc(C)c(CO)ce3c(C)(C
)C
COclcce(ccl)S(=0)(=0)N(CC(C)C)C[C@@H](O)[C@H](Cc2ccecc?)
NC(=0)c3cccec3C
CCL(C)S[C@@H](N[C@H]1C(=O)NCC(O)CNC(=O)[C@@H]2N[C@
H](SC2(C)C)[C@H](NC(=0)Cc3ccccc3)C(=0)NCc4cceeccd)[C@H](N
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CC(C)CL(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)ec(0S(=0)(=0)
c4cceend)cec3C(C)(C)C
CC(C)(C)NC(=O)N(C[C@@H](O)[C@H](Cclccececcl)NC(=0O)[C@H](
CC(=0O)N)NC(=0)c2ccc3cccec3n2)CC4CCCCl4
CCCC[C@H](CC(O)C[C@@H](CCCC)C(=0)N[C@@H](C(C)C)C(=
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CC(C)CL(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)c(NC(=0)cacc
nced)cc3C(C)(C)C
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H](O)[C@H](Cc3cceccec3)NC(=0)[C@@H](CSc4cccheceec5¢4)NS(=0)
(=0)C
CC(C)CL(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(NC(=0)cacce
cned)cec3C(C)(C)C
CN(C)C(=0)[C@@H](NC(=0O)Cclcccccl)[C@@H]I2N[C@@H](C(=0
JNCCNC(=0)[C@@H]3N[C@H](SC3(C)C)[C@H](NC(=0O)Cc4cccccd
)C(=O)N(C)C)C(C)(C)S2
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cccc2)C(=0O)N[C@@H](C3CCCCCI)C(=0O)N
CC(C)CL(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)c(NS(=0)(=0)
c4ccc(Cl)eecd)eec3C(C)(C)C
CC(O)[C@@H](NC(=0)\C=C\clcccncl)C(=O)N[C@@H](Cc2cccec?)
[C@H](O)[C@H](O)[C@H](Cc3ccece3)NC(=0)[C@@H](NC(=0)\C=
C\c4ceencd)C(C)C
CC(C)(C)OC(=O)N[C@H](C[C@H](O)[C@H](Cclcccecl)NC(=0)0C
(C)(C)C)Cc2cccec?
CC(C)(C)OC(=O)N[C@H](C[C@H](O)[C@H](Cclcceecl)NC(=0)c2c
ccc(N)c2Cl)Ce3cecec3
CC(O)[C@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(C[C@H]3C(=0O)NC(C)(C)C)C4Cc5cceecsC4
CC(C)(C)NC(=O)clccccclClC@@H](O)[C@H](Cc2ccccc2)NC(=0)[C
@H](CC(=0)0OCc3ccccec3)NS(=0)(=0)C
CC(O)[C@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(Cc4cc(C)nc(Cl)cd)C[C@H]3C(=0)NC(C)(C)C
CCNC(=0)[C@@H](NC(=0)clc(C)onclc2ceeccc2)[C@@H]SN[C@Q@
H](C(=O)NCCNC(=0)CAN[C@H](SC4(C)C)[C@H](NC(=0)c5¢c(C)on
c5c6eeeccb)C(=0)NCC)C(C)(C)S3
NC(=0)CC(NC(=0)clccc2eccee2nl)C(=O)N[C@@H](Cc3cceee3)[C
@H](O)CN[C@@H](Cc4ccececd)C(=0)NC5[C@H](O)Ccbeeeees6
CC(O)[C@H](NC(=0)[C@H](Cclccec2eceecl2)CS(=0)(=0)C(C)(C)C
)C(=O)NCP(=0)(N)CNC(=0O)[C@@H](NC(=0O)[C@H](Cc3ccccacccece
34)CS(=0)(=0)C(C)(C)C)C(C)C
CC(O)[C@@H]LINC(=0)c2cc3ccccc3cc20CCCOc4cec(C[C@H](NCL
=0O)[C@H](O)CN5CC6CCCCCHC[C@H]5C(=0)NC(C)(C)C)cc4a
O[C@@H](C[C@H](Cclccececl)NC(=0)OCc2ccccc2)[C@H](Ce3ccece
c3)NC(=0)OCc4cccecd
O[C@@H](C[C@]1(Cc2ccccc2)N=CC(=C1O)C3CNC(=0)c4dcceec3d)[
C@H](Cc5hcceec5)NC(=0)O[C@H]6CCOCh
CC(C)(C)NC(=0O)clccccclC[C@@H](O)[C@H](Cc2cceccc2)NC(=0)[C
@H](CS(=0)(=0)c3ccecc3)NS(=0)(=0)C
CC(O)[C@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3C[C@H]4CCC[C@H]4C[C@H]3C(=O)NC(C)(C)C
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cccc2)C(=0)N[C@H](C(=O)NCc3cccee3)cdcccecsd
CC(C)clsenclCCC2(CC(=0)C(=C(0)02)Sc3cc(C)e(CO)ce3C(C)(C)O)
Cc(C)C
COclcee(ccl)S(=0)(=0O)N(CC(C)C)C[C@@H](O)[C@H](Cc2ccccec?)
NC(=0)c3cccec3Cl
CC(=O)N[C@H](CSCclcccecl)C(=0)N[C@@H](Cc2cccecc2)[C@H](
O)CN3C[C@H]4CCCC[C@H]J4C[C@H]3C(=0O)NC(C)(C)C
COclcce(ccl)S(=0)(=0)N(CC(C)C)C[C@@H](O)[C@H](Cc2ccecce?)
NC(=0)c3ccec(N)c3C

42

5.08

5.1

5.1

5.2

5.2

5.3

5.3

5.3

5.3

5.3

5.4

5.4

5.4

5.4

5.5

5.5

5.6

5.7

5.7

5.74

5.8

5.8

nM

nM

nM

nM

nM

nM

nM

nM

nM

nM

nM

nM

nM

nM

nM

nM

nM

nM

nM

nM

nM

nM

nM

nM

nM



CHEMBL430445

CHEMBL3143353

CHEMBL74166

CHEMBL58406

CHEMBL305463

CHEMBLA45953

CHEMBL91657

CHEMBL333610

CHEMBL38236

CHEMBL347662

CHEMBL434190

CHEMBL308889

CHEMBL98229

CHEMBL169871

CHEMBL333211
CHEMBL37668

CHEMBL2374444

CHEMBL407999

CHEMBL99875

CHEMBL331412

CHEMBL149053

CHEMBL354615

CHEMBL151824

CHEMBL112186

CHEMBL333427

CHEMBL106748

CHEMBL272599
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CC(C)C[C@H](NC(=0)[C@@H](C[C@H](O)[C@H](Cclcccccl)NC(
=0)CC(C)(C)C)Cc2cccecc2)C(=O)N[C@@H](Cc3ccecc3)C(=0)N
CC(C)[C@H](NC(=0)[C@H](Cclccc(O)ccl)NC(=0)C)C(=O)N[C@@
H](Cc2ccecc2)[C@@H](O)C(=O)N[C@H]3Cc4ccc(OCCCNC(=0)[C
@@H](NC3=0)C(C)C)cc4
CC(C)(C)NS(=0)(=0)clccccclClC@@H](O)C[C@@H](Cc2cceec2)C
(=ON[C@@H]3[C@H](O)Cc4cceccc3d
CCCCCCC(=O)N[C@@H](C(C)C)C(=O)N[C@@H](Cclcccecl)[C@
H](O)CN2CC3CCCCC3C[C@H]2C(=O)NC(C)(C)C
CC(C)C[C@H](NC(=0)[C@H](C)C[C@H](O)[C@H](Cclcceecl)NC(
=0)OC(C)(C)C)C(=O)N[C@@H](Cc2cceec2)C(=0)N
Nclcee(C(=O)N[C@H](C[C@H](O)[C@H](Cc2ccccc2)NC(=0)0OCc3c
ccee3)Cce4cccecd)c(Clyel
CCNI1CCN(C[C@@H](O)C[C@@H](Cc2cccec2)C(=0)NC3[C@H](O
)Cc4ccece34)[C@@H](C1)C(=0O)NC(C)(C)C
CC(C)CL(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(NC(=0)cdcc
ccnd)cc3C(C)(C)C
Cclcee(cclC(=O)N[C@@H](Cc2ccccc2)[C@H](O)Cc3ccecc3C(=0O)N
C(C)(C)C)C(=0O)N4CCchceeecsC4a
COclcc(CN2[C@H](Cc3cceee3)[C@H](O)CN(N(Ccdceec(0)c(0C)ced)
C2=0)C(=0)CN5CCNCC5)ccclO
CCCNS(=0)(=0)0Oclcc(c(SC2=C(0O)OC(C)(CCc3ccc(0)cc3)CC2=0)cc
1C)C(C)(C)C
CCN(CC)CC(O)CNC(=0)[C@@H](NC(=O)[C@@H](C[C@H](O)IC
@H](Cclccececcl)NC(=0)OC(C)(C)C)Cc2cccecc2)C(C)C
Cclee(SC2=C(0)OC(C)(CCc3ccc(0)ce3)CC2=0)c(ccINS(=0)(=0)cac
cc(ced)cheees5)C(C)(C)C
Cclee(SC2=C(0)OC(CCc3cccee3)(CC2=0)caccc(0OCCO)ccd)c(cc10C
CO)C(C)(C)C
Cclee(SC2=C(0)OC(C)(CCc3ccc(0)cc3)CC2=0)c(cclO)C(C)(C)C
COC(=0O)N(C)[C@H](Cclcceecl)C(=0O)NCCCCI[C@@H](CO)N(CC(
C)C)S(=0)(=0)c2ccc(N)cc2
CC(C)[C@H](NC(=0)[C@H](Cclcceec2eececl2)CS(=0)(=0)C(C)(C)C
)C(=O)N[C@H](Cc3ccece3)P(=0)(0O)[C@@H](Ccdccecccd)NC(=0)[C
@@H](NC(=0)[C@H](Cc5ccecbeceee56)CS(=0)(=0)C(C)(C)C)C(C)
C
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2SsCC[C@@H]2CN1C[C@@H
1(O)[C@H](Cc3ccecec3)NC(=0)OCc4ccccecd
Cclce(SC2=C(0)OC(CCc3cccee3)(CC2=0)cacccecd)c(cclCO)C(C)Y(C)
C
CC1=CSC2C(CN3CCN(C[C@@H](O)C[C@@H](Cc4cccccd)C(=O)N
C5[C@H](O)Ccbeecee56)[C@@H](C3)C(=0)NC(C)(C)C)N=CN12
CC(C)C1(CCc2ccccc2)CC(=0)C(=C(0)01)Sc3cc(C)e(0OS(=0)(=0)cac
ccend)ee3C(C)(C)C
Cnlcc(CN2CCN(C[C@@H](O)C[C@@H](Cc3cceec3)C(=O)NCA[C@
H](O)Cc5cceecd5)[C@@H](C2)C(=0)NC(C)(C)C)cbeeeecl6
CC(O)[C@@H](NC(=0)0OCclccencl)C(=0O)N[C@@H](Cc2cceeec2)C(
O)[C@H](Cc3cceccec3)NC(=0)[C@@H](NC(=0)OCc4ccencd)C(C)C
Cclee(SC2=C(0)OC(CCc3cccee3)(CC2=0)cacccccd)c(cc1OCCO)C(C)
(©)cC
CCL(C)S[C@@H](N[C@H]1C(=O)NCCNC(=0O)[C@@H]2N[C@H](S
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CC(C)[C@H](NC(=0)[C@H](Cclccceccl)NC(=0)C)C(=O)N[C@@H](
Cc2ccccc2)[C@@H](O)C(=0O)N[C@H]3Cc4ccc(OCCCNC(=0)[Co@
H](NC3=0)C(C)C)cc4
C[C@H](NC(=0)[C@@H](C[C@H](O)[C@H](Cclcccccl)NC(=0)0C
(C)(C)C)Cc2ccccc2)C(=0O)N
CN1CCN(CC1)S(=0)(=0)0c2cc(c(SC3=C(O)OC(C)(CCc4ccc(O)ccd)
CC3=0)cc2C)C(C)(C)C
CC(O)[C@@H](NC(=0)C1Cc2ccccc2CN1)C(=O)N[C@@H](Cc3ccce
c3)C(O)[C@H](Ccdccecccd)NC(=0)[C@@H](NC(=0)C5Ccbeeccc6CN
5)C(C)C
CCC(C)[C@H](NC(=0)[C@@H](C[C@H](O)[C@H](Cclcceeccl)NC(
=0)OC(C)(C)C)Cc2ccccc2)C(=0)NCCN(C)C
CCL(C)S[C@@H](N[C@H]1C(=O)NCCNC(=0O)[C@@H]2N[C@H](S
C2(C)O)[C@H](NC(=0)Cc3cceen3)C(=0)NCc4cec(Clyeccd)[C@H](NC
(=0)Cc5cceen5)C(=0)NCcebecec(Cl)cce
CC(C)[C@@H](NC(=0)CN1CCOCCL)C(=O)N[C@@H](Cc2cccce2)[
C@H](O)[C@H](O)[C@H](Cc3ccccc3)NC(=0)[C@@H](NC(=O)CN4
CCOCcC4)Cc(C)C
COclcc(cccIN)C(=0)N[C@@H](Cc2ccccc2)[C@@H](O)C[C@H](Cc
3ccece3)NC(=0)0C(C)(C)C
CCL(C)S[C@@H](N[C@H]1C(=O)NCCNC(=O)[C@@H]2N[C@H](S
C2(C)C)[C@H](NC(=0)c3ccecc3cacceccd)C(=0)NCceheccech)[C@H](
NC(=0)c6cccccbe7ceeccec?)C(=0)NCce8cccecc8
CC(C)CL(CCc2ccc(N)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(N)ce3C(C)(C
)C
CC(C)(C)OC(=O)N[C@H](C[C@H](O)[C@H](Cclcceecl)NC(=0)c2c
cc(0)c(N)c2)Cc3ccceee3
CC(C)(C)NC(=0O)[C@@H]1CN(CC2(CC2)c3cceecc3)CCNIC[C@@H](
O)C[C@@H](Cc4cceeccd)C(=0)NC5[C@H](O)Ccbeeececs6
CCCCCC1(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cec(C)e(N)ce3C(C)(
C)C
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cccc2)C(=0O)N[C@@H]3[C@@H](O)Cc4ccecc34
CC(C)(C)NC(=0O)[C@@H]1CC2CCCCC2CNIC[C@@H](O)C[C@@
H](Cc3cceee3)C(=0)NC4[C@H](O)Cc5cceccab
CCC(C)[C@H](NC(=0O)[C@@H](C[C@H](O)[C@H](Cclccceccl)NC(
=0)OC(C)(C)C)Cc2cccec2)C(=0)NCCCN(C)C
COclcc(CN2[C@H](Cc3cceec3)[C@H](O)CN(N(Ccdceec(0)c(0C)cd)
C2=0)C(=0)CN5CCCC5)ccclO
CC(O)[C@@H]LINC(=0)c2ccecc20CCCOc3cecc(C[C@H](NC1=0)[C
@H](O)CN4CC5CCCCC5C[C@H]4C(=0O)NC(C)(C)C)cc3
CC(C)(C)NC(=0O)clccccclC[C@@H](O)[C@H](Cc2cceccc2)NC(=0)[C
@H](CC(=0)NCc3cccdeccccan3)NS(=0)(=0)C
Cclee(SC2=C(0)OC(CCc3ccc(0)ce3)(CC2=0)C4CCCCC4h)c(cclOs(=
0)(=0)Cn5ccncb)C(C)(C)C
CCC(CC)NC(=0)C[C@@H](C(=O)NC[C@@H](O)[C@H](Cclcccecl
)NC(=0)[C@@H](NC(=0)OCc2ccccc2)[C@H](C)O)C(C)(C)C
CC(C)[C@@H]1[C@@H](CCS1(=0)=0)OC(=0)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(C[C@H]3C(=0O)NC(C)(C)C)caccsc4a
CC(C)[C@@H](NC(=O)N1CCN(Cc2cccec2)CCL)C(=0O)N[C@@H](C
c3ccccc3)[C@Q@H](O)[C@@H](O)[C@H](Cc4cccccd)NC(=0O)[C@@
H](NC(=O)N5CCN(Cc6ccecc6)CC5)C(C)C
Cclceec(C)clOCC(=O)N[C@@H](Cc2cceec2)[C@H](O)CN3C[C@H]
4CCCC[C@H]4C[C@H]3C(=O)NC(C)(C)C
CCCCCCCCNICCN(C[C@@H](O)[C@H](Cc2ccececc2)NC(=0)0[C@
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7.1

7.1

7.1

7.5

7.5

7.5

7.5

7.5

7.6

7.7

1.7

7.72

7.8

7.9

7.9

8.2

8.3

8.38

8.4
8.4

nM

nM

nM

nM

nM
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nM

nM
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CHEMBL17600

CHEMBL323203

CHEMBL275123

CHEMBL163243

CHEMBL169278

CHEMBL104683

CHEMBL354803

CHEMBL67867

CHEMBL414648

CHEMBL112412

CHEMBL94797

CHEMBL3350608

CHEMBL169037

CHEMBL 155588

CHEMBL342037

CHEMBL90699

CHEMBL103783

CHEMBL354216

CHEMBL354173

CHEMBL71662

CHEMBL172622

CHEMBL405969

CHEMBL107748
CHEMBL121995

CHEMBL343108
CHEMBL70140

@H]3CCS(=0)(=0)[C@@H]3C(C)C)[C@@H](C1)C(=O)NC(C)(C)C
CC[C@H]1[C@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccce2)[C@
H](O)CN3C[C@H]J4CCCC[C@H]AC[C@H]3C(=0O)NC(C)(C)C
COC(=O)N[C@@H](C(C)C)C(=O)N[C@@H](Cclcccec)[C@H](O)C
N(CC2CCCCC2)NC(=0O)[C@@H](NC(=0)C)C(C)C
CC(O)[C@H](NC(=0)[C@H](Cclccec2eceecl2)CS(=0)(=0)C(C)(C)C
)C(=O)NCP(=0O)(CNC(=0O)[C@@H](NC(=0)[C@H](Cc3ccccaccecc34
)CS(=0)(=0)C(C)(C)C)C(C)C)NN
CN(Cclcceenl)C(=0)c2ccc(C)e(c2)C(=O)N[C@@H](Cc3cccec3)[C@
H](O)CN4C[C@H]5CCCC[C@H]5C[C@H]4C(=0O)NC(C)(C)C
Cclce(SC2=C(0)OC(CCc3ccc(0)ce3)(CC2=0)C4CCCC4)c(ccINS(=0
)(=0)c5ececc5)C(C)(C)C
CCNC(=0)[C@@H](NC(=0O)CC(C)C)[C@@H]IN[C@@H](C(=O)NC
CNC(=0)[C@@H]2N[C@H](SC2(C)C)[C@H](NC(=0O)CC(C)C)C(=0
JNCC)C(C)(C)s1
CC(C)CL(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(NS(=0)(=0)
c4ccesd)ce3C(C)(C)C
CCNS(=0)(=0)Oclcc(c(SC2=C(0)OC(CCc3cceee3)(CC2=0)C(C)C)cc
1C)C(C)(C)C
CC(C)[C@H]1SCC[C@H]1OC(=O)N[C@@H](Cc2ccccc2)[C@H](O)
CN3C[C@H]J4CCCC[C@H]J4C[C@H]3C(=O)NC(C)(C)C
CC(O)[C@@H](NC(=0)0OCclccecccl)C(=0)N[C@@H](Cc2cccec2)[C
@H](O)[C@H](Cc3cceee3)NC(=0)[C@@H](NC(=0)OCCN4CCOCC
4)C(C)C
CC(C)[C@H](NC(=0)C)C(=O)N[C@@H](Cclcccecl)[C@@H](O)CN
(CC2CCCCC2)NC(=0)[C@@H](NC(=0O)C)C(C)C
CC(C)CIC@H](NC(=0)[C@H](Cclcceecl)CP(=0)(O)[C@H](Cc2ccee
c2)NC(=0)OC(C)(C)C)C(=O)N[C@@H](Cc3cccce3)C(=0)N
CC(C)CL(CCc2ccccc2)CC(=0)C(=C(0)01)Sc3cc(C)c(NS(=0)(=0)cac
cc(ccd)C#N)ce3C(C)(C)C
CC(C)cInc(CN(C2CC2)C(=0O)NC(C)C(=O)N[C@@H](Cc3cceecl)[C
@@H](O)C[C@H](Cc4accececcd)NC(=0)OCcehencs5)csl
COclcce(ccl)S(=0)(=0)N(CC(C)C)C[C@@H](O)[C@H](Cc2ccecec?)
NC(=0)c3ccc(N)cec3C
CC(C)(C)OC(=O)N[C@H](C[C@H](O)[C@H](Cclcccecl)NC(=0)c2c
cc(N)c(N)c2)Cc3cceee3
CC(C)[C@H](NC(=0)CCINC(=0O)NC1=0)C(=O)N[C@@H](Cc2cccc
c2)[C@@H](O)[C@H](O)[C@H](Cc3cceccc3)NC(=0)[C@@H](NC(=
O)CC4ANC(=0)NC4=0)C(C)C
CC(C)CL(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(0S(=0)(=0)
c4ccc(F)ced)cc3C(C)(C)C
Cclcee(SC2=C(0)OC(C)(CCc3ccc(0)cc3)CC2=0)c(ccINS(=0)(=0)C)
C(C)(C)C
CN1CCN(CC1)S(=0)(=0)0Oc2cc(c(SC3=C(0O)OC(CCc4ccc(O)ccd)(CC
3=0)C5CCCCC5)cc2C)C(C)(C)C
Cclee(SC2=C(0)OC(C)(CCc3ccc(0)ce3)CC2=0)c(ccl0S(=0)(=0)cac
cceed)C(C)(C)C
CC(C)(C)NC(=0O)[Co@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@H
1(O)[C@H](Cc3cceccc3)NC(=0)[C@H](CC(=0O)N)NC(=0)c4ccc5eccce
5n4
CCNC(=0)[C@@H](NC(=0O)clccceclc2eccec2)[C@@H]IN[C@@H](
C(=O)NCCNC(=0)[C@@H]AN[C@H](SC4(C)C)[C@H](NC(=0O)c5bcc
ccebebeecee6)C(=0)NCC)C(C)(C)S3
CCC(C)clceeeclSC2=C(0)OC(CCc3cceeel3)(CC2=0)c4cceecd
CCclcceeclC(=O)N[C@@H](Cc2cceec2)[C@H](O)CN(CC(C)C)S(=0
)(=0)c3ccc(OC)ce3
CC(C)C[C@]L(N=CC(=ClO)[C@@H](Cc2ccccec2)C(=0)N)C3=C(0)[
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8.41

8.5

8.5

8.6

8.6

8.7
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8.9

9.1

9.4

9.49
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9.6

9.6

9.7

9.7

9.8

9.83
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10
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nM

nM
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CHEMBL430863

CHEMBL114192

CHEMBL302958

CHEMBL317204

CHEMBLA431534

CHEMBL354502

CHEMBL288163

CHEMBL70787

CHEMBL290900

CHEMBL71961

CHEMBL347671

CHEMBL99878

CHEMBL353812

CHEMBL191849

CHEMBL2115250

CHEMBL59522

CHEMBL88255

CHEMBL289799
CHEMBL37813

CHEMBL91443

CHEMBL105879

CHEMBL150003

CHEMBL35088

C@@](C[C@H](O)[C@H](Cc4cceecd)NC(=0)OC(C)(C)C)(Ce5ceeces
)N=C3
CC(C)CN(C[C@@H](O)[C@H](Cclccceccl)NC(=0)[C@@H](CS(=0)
(=0)c2ccce(F)cc2)NS(=0)(=0)C)C(=0)NC(C)(C)C
CC(O)[C@@H](NC(=0O)NCclcceenl)C(=O)N[C@@H](Cc2cceeec2)C(
O)[C@H](Cc3cceccec3)NC(=0)[C@@H](NC(=O)NCc4cccecnd)C(C)C
CC(C)[C@H](NC(=0)[C@H](Cclc[nH]c2cccec12)NC(=0)C)C(=0O)N[
C@@H](Cc3cceee3)[C@@H](O)C(=0O)N[C@H]4Cc5ccc(OCCCNC(=
O)[C@@H](NC4=0)C(C)C)cc5
CC(C)CN(C[C@H](O)[C@H](Cclccececcl)NC(=0)[C@@H](NC(=0)O
Cc2ccccc2)C(C)C)NC(=0)[C@@H](NC(=0)0OCc3ccccc3)C(C)C
CC(C)C[C@]1(N=CC(=C10O)[C@@H](Cc2ccccec2)C(=0)N)C3=C(0)[
C@@](C[C@H](O)[C@@H](CC(=0)OC(C)(C)C)Cc4cccecd)(Cesecee
c5)N=C3
OCclccc(CN2[C@H](COc3ccccc3)[C@H](O)[C@@H](O)[C@@H](C
Oc4cceccd)N(Cebeee(CO)ech)C2=0)ccl
CC(C)[C@H](NC(=0)[C@@H](CC(O)C[C@@H](Cclccececl)C(=O)N
[C@@H](C(C)C)C(=0)NCc2nc3ccccc3[nH]2)Ccdcececd)C(=0)NCchn
céeeecc6[nH]S
CC(C)(C)NC(=0)[C@@H]1CC2CCCCC2CNIC[C@@H](O)[C@@H]
3Cc4cec(OCCCOchechecccctec5C(=0)N[C@@H](CC(=0)N)C(=0O)N
3)ccd
COC(=0)[C@H](Cclccecccl)NC(=O)[C@@H](NC(=0O)[C@@H](CC(
O)C[C@@H](Cc2cccecc2)C(=O)N[C@@H](C(C)C)C(=O)N[C@@H](
Cc3cceece3)C(=0)0C)Ceacccccd)C(C)C
C[C@@H](N[C@@H](C(C)C)C(=O)N[C@@H](Cclcceeel)[C@R@H]
(O)C(=O)N[C@H]2Cc3ccc(OCCCNC(=0)[C@@H](NC2=0)C(C)C)cc
3)NC(=0)OCc4cccecd
CC(C)CCN(C[C@@H](O)[C@H](Cclccececcl)NC(=0)OCc2ccecc2)S(=
0)(=0)c3ccce(Cl)ce3
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2SsCC[C@@H]2CN1C[C@@H
1(O)[C@H](CSc3ccecc3)NC(=0)[C@@H](CS(=0)(=0)c4ccc(F)ccd)N
C(=O)C(F)(F)F
CC(C)C1(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)ec(0S(=0)(=0)
cdccececd)cc3C(C)(C)C
COclcc(cccIN)C(=O)N[C@H](C[C@H](O)[C@H](Cc2ccecc2)NC(=0
)OCc3ccccc3)Cedceccccd
CC(C)(C)NC(=0O)[C@@H]1CCCC[C@@H]1C[C@@H](O)[C@H](Cc
2ccecc2)NC(=0)[C@H](CC(=0)N)NC(=0)OCc3cceec3
CC(C)(C)cle(SC2=C(0)OC(CCc3cccee3)(CC2=0)c4cccccd)scheeeecl
5
CC(C)[C@@H](NC(=0)C)C(=0O)N[C@H](C(C)C)C(=O)N[C@@H](C
clcceecl)C(O)[C@H](Cc2cecccc2)NC(=0O)[C@@H](NC(=0O)[C@@H](
NC(=0)C)C(C)C)C(C)C
Cclee(SC2=C(0)OC(CCc3cce(0)ce3)(CC2=0)C4CCCCC4)c(ccIN)C(
C)(C)C
Cclce(SC2=C(0)OC(CCc3cccee3)(CC2=0)cacccccd)c(ccIN)C(C)(C)C
CC(C)(C)OC(=O)N[C@H](C[C@H](O)[C@H](Cclcceecl)NC(=0)c2c
cc(N)c(0)c2)Cc3cceee3
CCL(C)S[C@@H](N[C@H]1C(=O)NCCNC(=0O)[C@@H]2N[C@H](S
C2(C)O)[C@H](NC(=0)Cc3cceec3)C(=0)NCcacceend)[C@H](NC(=0
)Cc5cceec5)C(=0)NCcbeeeenb
CCCNC(=0)[C@@H](NC(=0O)Cclccceccl)[C@@H]I2N[C@@H](C(=0
)N(C)CCN(C)C(=0)[C@@H]3N[C@H](SC3(C)C)[C@H](NC(=0O)Cc4
cceeed)C(=O)NCC)C(C)(C)S2
CC(C)C1(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(ce3C(C)(C)C
)N(C)C
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10
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10.91

10.95

10.95
11

11
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11
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nM
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CHEMBL17494
CHEMBL37755

CHEMBL112578

CHEMBL278416

CHEMBL?291974

CHEMBL276431

CHEMBL331829

CHEMBL91601
CHEMBL331724

CHEMBL119488

CHEMBL2374441

CHEMBL321514

CHEMBL36600

CHEMBL263268

CHEMBL273827

CHEMBL323955

CHEMBL72487

CHEMBL312909

CHEMBL430995

CHEMBL99725

CHEMBL90449

CHEMBLA431754

CHEMBL113264

CHEMBL77685

CHEMBL100039

CHEMBL72129

CCC[C@H]1[C@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2ccccc2)[C
@H](O)CN3C[C@H]4CCCC[C@H]4C[C@H]3C(=O)NC(C)(C)C
Cclee(SC2=C(0)OC(C)(CCc3ccc(0)cc3)CC2=0)c(ccIN)C(C)(C)C
CC(O)[C@@H](NS(=0)(=0)CCclccnccl)C(=0)N[C@@H](Cc2cccec
2)[C@H](O)[C@H](O)[C@H](Cc3ccccc3)NC(=0)[C@@H](NS(=0)(=
0O)CCc4ccenccd)C(C)C
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCCI[C@@H]2CN1C[C@@
H](O)[C@H](Cc3ccccc3)NC(=0)O[C@H]4CCS(=0)(=0)[C@H]4C5C
CCC5
CC(C)(C)OC(=O)N[C@@H](Cclccececc)[C@@H](O)C[C@]2(Cc3cce
cc3)N=CC(=C20)C4[C@H](O)Cc5ccccedb
Cclc(O)cececlC(=0O)N[C@@H](Cc2cccec2)[C@H](O)CN3CC[C@H](
C[C@H]3C(=0O)NC(C)(C)C)OCc4ccnccs
CC(CO)[C@@H](NC(=0)CCclccccnl)C(=O)N[C@@H](Cc2cceeec2)C(
O)[C@H](Cc3cccece3)NC(=0)[C@@H](NC(=O)CCc4ccccn4)C(C)C
CC(C)(C)OC(=O)N[C@H](C[C@H](O)[C@H](Cclcccecl)NC(=0)c2c
c(O)ccc2Cl)Cc3ccecce3
Ccleee(c(SC2=C(0)OC(CC2=0)(c3cccec3)cacccccd)cl)C(C)(C)C
Cclcee(c(SC2=C(0)OC(CCc3cceecel)(CC2=0)c4cecc(OCCO)ccd)cl)C(
C)(C)C
COC(=O)N[C@H](Cclcccecl)C(=O)NCCCC[C@@H](CO)N(CC(C)C
)S(=0)(=0)c2ccc(N)cc2
CC(O)[C@H](NC(=0)Cclcsc(N)n1)C(=O)N[C@@H](Cc2cccec2)[C@
@H](O)[C@H](O)[C@H](Cc3cccec3)NC(=0)[C@@H](NC(=0O)Cc4cs
c(N)n4)C(C)C
CC(C)C1(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(NC(=0)c4ace
c(cc4)C(F)(F)F)cc3C(C)(C)C
Cclcee(SC2=C(0)OC(C)(CCc3ccc(0)cec3)CC2=0)c(ccINS(=0)(=0O)cac
cc(ccd)C(F)(F)F)C(C)(C)C
CC(C)(C)NC(=O)clccccclClC@@H](O)[C@H](Cc2cccec2)NC(=0)[C
@H](C[S+]([O-])c3cceen3)NS(=0)(=0)C
CC(O)[C@@H](NC(=0O)N(C)CCclcccenl)C(=O)N[C@@H](Cc2cccce
2)[C@@H](O)[C@H](O)[C@H](Cc3cccce3)NC(=0)[C@Q@H](NC(=0
IN(C)CCc4cceecnd)C(C)C
CC(O)[C@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(Cc4cenccd)C[C@H]3C(=0O)NC(C)(C)C
CCCC1(CCc2ccccc2)OC(=C(C(CC)c3ccec(NS(=0)(=0)cdccc(N)end)c
3)C(=0)01)0
CC(C)[C@@H]INC(=0O)[C@H](Cc2ccc(OCCCNC1=0)cc2)NC(=0)C(
=0)C(Cc3ccecec3)NC(=0)0C(C)(C)C
CC(C)[C@H](NC(=0)clsc(C)nc1C)C(=O)N[C@H](C[C@H](O)[C@H
1(Cc2cccecc2)NC(=0)[C@@H](NC(=0)c3sc(C)nc3C)C(C)C)Cc4acccccs
CCCC1(CCc2ccccc2)OC(=C(C(CC)c3ccecec(NS(=0)(=0)cdcceend)c3)C
(=0)01)0
CC(C)(C)NC(=0O)[C@@H]1CC2CCCCC2CNIC[C@@H](O)[C@@H]
3Cc4ccc(OCCOc5cec6eccec6ec5C(=0)N[C@@H](CC(=0O)N)C(=0)N3)
ccd
CC(O)[C@@H](NC(=0)0OCclccecccl)C(=0)N[C@@H](Cc2cccec2)[C
@H](O)[C@H](Cc3ccccc3)NC(=0)[C@@H](NC(=0)OCC4ACCCN(C)
C4)C(C)C
CC(C)CL(CCc2csc(C)n2)CC(=0)C(=C(0)01)Sc3cc(C)e(CO)ee3Cc(C)(
C)C
CC(C)CCN(C[C@@H](O)[C@H](Cclccececcl)NC(=0O)[C@H](CC(=0)
N)NC(=0)OCc2ccccc2)C(=0)NC(C)(C)C
CC(C)[C@H](NC(=O)N[C@@H](C)S(=0)(=0)clccc(C)ccl)C(=O)N[
C@@H](Cc2ccccc2)[C@@H](O)C(=O)N[C@H]3Cc4ccc(OCCCNC(=
O)[C@@H](NC3=0)C(C)C)cc4
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11.7

11.84
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12

12
12

12

12
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12.3

12.35
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13

13

13

13

13

13

13

13
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CHEMBL99607

CHEMBL321377

CHEMBL35664

CHEMBL?249788

CHEMBL113268

CHEMBL287118

CHEMBL305063

CHEMBL91085

CHEMBLS82490

CHEMBL3706748

CHEMBL354499

CHEMBL269252

CHEMBL73308

CHEMBL307001

CHEMBL308167

CHEMBL284341
CHEMBL121855

CHEMBL348282

CHEMBL78185

CHEMBL159378

CHEMBL141046

CHEMBL112569

CHEMBL146361

CHEMBL139444

CHEMBLA430153

CHEMBL276203

CHEMBLA436252

Cclc(O)cececclC(=O)N[C@@H](Cc2cceec2)[C@H](O)CN3C[C@H]4C
CCC[C@H]4C[C@H]3C(=O)NC(C)(C)C
CC[C@H](C)[C@H](NC(=O)[C@@H]1CCCNI1C[C@H](O)[C@H](C
c2ccccc2)NC(=0)[C@H](CC(=0O)N)NC(=0)OCc3cccecc3)C(=O)N[C@
@H](C(C)C)C(=0)OC
CC(C)CL(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)c(NC(=0)cacc
cced)cc3C(C)(C)C
CC(C)CC(NC(=O)[C@@H](C[C@H](O)[C@H](Cclcccccl)NC(=0)O
C(C)(C)C)Cc2cccec2)C(=0O)NCCc3ccece3
CC(O)[C@@H](NC(=0)OCclcenccl)C(=O)N[C@@H](Cc2ccceec2)C(
O)[C@H](Cc3ccecce3)NC(=0)[C@@H](NC(=0)OCc4ccnecd)C(C)C
CC(C)CCL(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(N)ee3C(C)(
C)C
CC(C)[C@@H]LNC(=0O)\C=C/CCCCCOc2ccc(C[C@H](NC1=0)[C@
H](O)CN3CC4CCCCCAC[C@H]3C(=0)NC(C)(C)C)cc2
CCCNICCN(C[C@@H](O)[C@H](Cc2ccccc2)NC(=0)O[C@@H]3C
C3(=0)(=0)[C@@H]3C(C)C)[C@@H](C1)C(=0)NC(C)(C)C
CC(C)(N1ICCN(C[C@@H](O)C[C@@H](Cc2cccec2)C(=O)N[C@@H
13[C@H](O)COc4cccec3d)[C@@H](CL)C(=0)Ncbheceees)cboc7cence
7c6
Cclccc(cclC(=0O)N[C@@H](Cc2cccec2)[C@H](O)CN3C[C@H]4CCC
C[C@H]4C[C@H]3C(=0O)NC(C)(C)C)C(=0O)N5CCcbeceec6Ch
CC(C)CL(CCc2ccccc2)CC(=0)C(=C(0)01)Sc3cc(C)c(OS(=0)(=0)cac
ccned)cc3C(C)(C)C
CCL(C)S[C@@H](N[C@H]1C(=O)NCCNC(=O)[C@@H]2N[C@H](S
C2(C)O)[C@H](NC(=0)Cc3cccen3)C(=0)NCcaccc(Cl)ccaChC@H](
NC(=0)Cc5cccen5)C(=0)NCcbeec(CleceCl
O[C@@H](CC[C@H](Cclccceccl)NC(=0)c2cceccc2NC(=0)OCc3cccecn
3)[C@H](Cc4cceccd)NC(=0)chbeccec5NC(=0)O0Ccebeceecn6
CC(C)(C)[C@@H](CC(=0O)Nclcceeecl)C(=O)NC[C@@H](O)[C@H](
Cc2ccccc2)NC(=0)0Cc3ccece3
CC(C)CL(CCc2ccsc2CO)CC(=0)C(=C(0)01)Sc3cc(C)e(CO)ee3c(C)(
C)C
CC(C)C1(CCc2ccccc2)CC(=0)C(=C(0)01)Sc3cc(C)e(NC(=0)cdccc(cc
4)C#N)cc3C(C)(C)C
CC(C)cleec(C(C)C)e(SC2=C(0)0OC(CCc3cceee3)(CC2=0)cacceccd)cl
O[C@H](CN(CC1CCCCCL)S(=0)(=0)c2cceec2)[C@H](Cc3ccecc3)N
C(=0)OCc4ccceca
CC(C)clesc(CCC2(CC(=0)C(=C(0)02)Sc3cc(C)c(CO)ec3Cc(C)(C)C)C
(©)C)n1
CC(C)(C)NC(=O)clccccclClC@@H](O)[C@H](CSc2ccecc2)NC(=0)[
C@H](CC(=0O)N)NC(=0)OCc3ccccc3
COclcce(ccl)S(=0)(=0)N(CC(C)C)C[C@@H](O)[C@H](Cc2ccecc?)
NC(=0)c3cccec3
CC(O)[C@@H](NC(=0)OCclccececcl)C(=O)N[C@@H](Cc2cceec2)[C
@H](O)[C@H](Cc3ccccc3)NC(=0)[C@@H](NC(=O)OCCN4CCCC4)
C(C)C
C[Ce@@H]1CC[C@@H](O)[C@H]IN2CC[C@](C[C@H](O)[C@H](
Cc3ccccc3)NC(=0)OC(C)(C)C)(Cce4ccececd)C2=0
COclcce(ccl)S(=0)(=O)N(CC(C)C)C[C@@H](O)[C@H](Cc2ccecce?)
NC(=0)c3ccc(O)cc3C
CC(C)(C)NC(=O)clccccclClC@@H](O)[C@H](Cc2ccccc2)NC(=0)[C
@H](CSCc3ccccc3)NS(=0)(=0)C
CC(=O)N[C@@H](CSclccc2eccee2nl)C(=O)N[C@@H](Cc3cceee3)[
C@H](O)Cc4cceccaC(=0)NC(C)(C)C
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@
H](O)[C@H](Cc3cccecc3)NC(=0)[C@H]4CCCS(=0)(=0)C4
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13

13

13.2

13.42

13.49

13.5

13.51

13.7

13.8

13.8

14

14

14

14

14

14
14

14

14

14

14

14

14

14.14

14.7

14.7

14.7

nM

nM

nM
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nM

nM

nM

nM
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nM
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nM

nM
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nM



CHEMBL109500

CHEMBL276077

CHEMBL34008

CHEMBL105459

CHEMBL116677

CHEMBL423189

CHEMBL69134

CHEMBL107393

CHEMBL89038

CHEMBL331458
CHEMBL276671

CHEMBL21145

CHEMBL75833

CHEMBL151617

CHEMBL83768

CHEMBL413390

CHEMBL316767

CHEMBL20930

CHEMBL324398

CHEMBL321165

CHEMBL357009

CHEMBL11287

CHEMBL168384

CHEMBL326913
CHEMBL263995

CHEMBL146875
CHEMBL126058

CC[C@H](C)[C@H](NC(=O)[C@@H]1CCCNI1C[C@H](O)[C@H](C
c2ccccc2)NC(=0)[C@H](CC(=0)N)NC(=0O)[C@H](CC(C)C)NC(=0)[
C@H](CO)NC(=0)C)C(=O)N[C@@H](C(C)C)C(=0)0OC
C[C@H]1[C@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2ccccc2)[C@H
1(O)CN3C[C@H]4CCC[C@H]J4C[C@H]3C(=O)NC(C)(C)C
CC(C)CL(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)c(NC(=0)cacc
cc(c4)C#N)cc3C(C)(C)C
CNC(=0)[C@@H](NC(=0O)[C@H](OCclcccccl)[C@H](O)[C@@H](
O)[C@@H](OCc2ccccc2)C(=0)N[C@@H](C(C)C)C(=0)NC)C(C)C
CC(C)(C)NC(=0O)[C@@H]1C[C@@H](CNIC[C@@H](O)C[C@@H]
(Cc2cceec2)C(=0)NCI3[C@H](O)Cc4ccccc34)Ocheccbecceces
COclcce(ccl)S(=0)(=0)N(CC(C)C)C[C@@H](O)[C@H](Cc2ccecc?)
NC(=0)c3ccc(C)ec3
CCC(CC)NC(=0)C[C@@H](C(=O)NC[C@@H](0)[C@H](Cclcccecl
JNC(=0)OCc2ccccc2)C(C)(C)C
CCNC(=0)[C@@H](NC(=O)Cclcccsl)[C@@H]2N[C@@H](C(=O)N
CCNC(=0)[C@@H]3N[C@H](SC3(C)C)[C@H](NC(=0)Cc4ccesd)C(
=0O)NCC)C(C)(C)S2
CCCC1(CCc2ccccc2)OC(=C(C(CC)c3ccec(NS(=0)(=0O)caccec(ccd)C#N
)c3)C(=0)01)0
COclce(c(SC2=C(0)OC(CCc3cceee3)(CC2=0)cdcceccd)cclC)C(C)(C)
C

CC(C)clceeeeclSC2=C(0)C=C(0C2=0)c3cc(C)cc(C)c3
OCclccc(CN2[C@H](Cc3ccece3)[C@H](O)[C@@H](O)[C@@H](Cc
4ceeccd)N(Cebeee(CO)ech)C2=0)ccl
CC(O)[C@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(Cc4ccencd)C[C@H]3C(=O)NC(C)(C)C
CC(C)(C)NC(=0)[C@@H]1CN(CCCC(F)(F)F)CCN1C[C@@H](O)C[
C@@H](Cc2ccecc2)C(=0)NC3[C@H](O)Cc4ccecc34
CC(C)(C)NC(=0O)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@
H](O)[C@H](Cc3ccececc3)NC(=0)O[C@@H]4CO[C@@H]50CC[C@
H]45
CC(O)[C@H](NC(=0)[C@H](Cclccec2eceecl2)CS(=0)(=0)C(C)(C)C
)C(=O)N[C@H](Cc3cceee3)P(=0)(N)[C@@H](Cc4ccecccd)NC(=0)[C
@@H](NC(=0O)[C@H](Ccbccecbeeeecc56)CS(=0)(=0)C(C)(C)C)C(C)
C

CC(O)[C@H](NC(=0)CSclnccenl)C(=0O)N[C@@H](Cc2cceecc2)[C@
@H](O)[C@H](O)[C@H](Cc3cccecec3)NC(=0)[C@@H](NC(=0)CSc4n
ccend)C(C)C
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cccc2)C(=0)NC3CCCc4ccccc34
COC(=O)N[C@@H](C(C)C)C(=O)N[C@@H](Cclccceccl)C(O)CN(C
CC(C)C)NC(=0)[C@@H](NC(=0O)OC)C(C)C
COC(=O)N[C@@H](C(C)C)C(=O)N[C@@H](Cclcccecl)C(O)CN(Ce
2cce(0C)cc2)NC(=0)[C@@H](NC(=0)0C)C(C)C
CC(C)(CO)OC(=O)N[C@@H](Cclccececl)[C@H](O)CNC[C@@H](O
)[C@H](Cc2cceecc2)NC(=0)OC(C)(C)CO
COclccc(SCI[C@H](NS(=0)(=0)C)C(=O)N[C@@H](Cc2cccec2)[C@
H](O)Cc3cccecc3C(=0)NC(C)(C)C)ecl
Cclee(SC2=C(0)OC(C)(CCc3ccc(0)ce3)CC2=0)c(cclOS(=0)(=0)cac
cc(F)ccd)C(C)(C)C
COC(=O)N[C@@H](C(C)C)C(=O)N[C@@H](Cclcccecl)C(O)CN(Ce
2cces2)NC(=0)[C@@H](NC(=0)0C)C(C)C
CC(C)(C)cleceeeclSC2=C(0)C=C(0C2=0)c3ccccel
CC(C)(C)OC(=O)N[C@@H](Cclcceecc)[C@@H](O)C[C@]2(Cc3cce
cc3)CCN([C@@H]4CS(=0)(=0)Cc5cceecdb)C2=0
CC(C)clcee(C)eclsC2=C(0)C=C(0C2=0)c3cccee3
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14.93

15

15

15

15

15

15

15

15
15

15

15
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15.41
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16

16

16

16

16

16

16.9

17
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17
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CHEMBL125506

CHEMBL74275

CHEMBL275792
CHEMBL124555

CHEMBL93082

CHEMBLA431976

CHEMBL324657

CHEMBL171873

CHEMBL169247
CHEMBLA418511

CHEMBL353815

CHEMBL17852

CHEMBL69651

CHEMBL77621

CHEMBL324377

CHEMBLA423648

CHEMBL74654

CHEMBLA432787

CHEMBL98302

CHEMBL329068

CHEMBL71852

CHEMBL273424

CHEMBL325107

CHEMBL333611

CHEMBL71980

CHEMBLA445105

CHEMBL275960

CHEMBL274128

CCC(C)clceeeclSC2=C(0)OC(CC2=0)(c3cccee3)caccecca
CC(C)CL(CCc2cncnc2)CC(=0)C(=C(0)01)Sc3cc(C)e(CO)ee3C(C)(C)
C

CnlnnnclSC[C@H](NS(=0)(=0)C)C(=O)N[C@@H](Cc2cccecc2)[C@
H](O)Cc3cccecc3C(=0O)NC(C)(C)C
CC(C)(C)cleeeeclSC2=C(0)OC(CCc3cceee3)(CC2=0)cacccecs
CC(C)(C)NC(=0O)[C@@H]1CCCCNIC[C@@H](O)[C@H](Cc2ccccc2
)NC(=O)[C@H](CC(=O)N)NC(=0)OCc3cccce3
CC(C)CL(CCc2csc(NC(=0)C)n2)CC(=0)C(=C(0)01)Sc3cc(C)c(CO)ce
3C(C)(C)C
COC(=O)N[C@@H](C(C)C)C(=O)N[C@@H](Cclcccecl)C(O)CN(Ce
2cce(O)cc2)NC(=0)[C@@H](NC(=0)0C)C(C)C
CC(C)C1(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)c(NS(=0)(=0)
c4ccce(ccd)C(F)(F)F)ce3C(C)(C)C
CC(C)C1(CCc2ccc(N)cc2)CC(=0)C(=C(0)01)Sc3cc(C)c(0S(=0)(=0)
c4ccesd)ce3C(C)(C)C
Cclcee(c(SC2=C(0)OC(CCc3cccecl)(CC2=0)c4cccccd)cl)C(C)(C)C
CC(C)C[C@H]1[C@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccce2)
[C@H](O)CN3C[C@H]4CCCC[C@H]4C[C@H]3C(=O)NC(C)(C)C
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@
H](O)[C@H](Cc3ccccc3)NC(=0)CACO[C@@H]5CCS(=0)(=0)[C@
@H]5C4
CC(C)(C)NC(=0)C[C@@H](C(=O)NC[C@@H](O)[C@H](Cclcccecl
JNC(=0)OCc2ccccc2)C(C)(C)C
CC(C)[C@H](NC(=0)[C@@H](NC(=0)[C@@H]1CCCN1C[C@H](C
c2ccccc2)NC(=0)[C@H](C)NC(=0)[C@H](C)NC(=0)[C@@H](N)C
0O)C(C)C)C(=O)N
COC(=O)N[C@@H](C(C)C)C(=O)N[C@@H](Cclcccecl)C(O)CN(Ce
2cce(C)ec2)NC(=0)[C@@H](NC(=0)0C)C(C)C
CC(=O)N[C@@H](CC(=O)N)C(=O)N[C@@H](CSclcccccl)[C@H](
0)Cc2cccec2C(=0)NC(C)(C)C
CC(C)CL(CCc2ncc(C)s2)CC(=0)C(=C(0)01)Sc3cc(C)e(CO)ee3Cc(C)(
C)C
CCNC(=0O)[C@@H](NC(=0O)Cclccccnl)[C@@H]2N[C@@H](C(=0)
NCCNC(=0)[C@@H]3N[C@H](SC3(C)C)[C@H](NC(=0O)Cc4ccccn4)
C(=O)NCC)C(C)(C)S2
CC(C)(C)NC(=O)N(C[C@@H](O)[C@H](Cclccececl)NC(=0O)[C@H](
CC(=0)N)NC(=0)c2ccc3cccee3n2)Cedceencced
CC(C)(C)NC(=O)N(C[C@@H](O)[C@H](Cclccececcl)NC(=0O)[C@H](
CC(=O)N)NC(=0)OCc2ccccc2)Ce3cccecc3
CC(C)NC(=0O)C[C@@H](C(=O)NC[C@@H](O)[C@H](Cclcccecl)N
C(=0)0Cc2ccccc2)C(C)(C)C
CC(C)(C)NC(=O)clccccclClC@@H](O)[C@H](Cc2ccccc2)NC(=0)[C
@H](CS(=0)(=0)Cc3ccccc3)NS(=0)(=0)C
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
ccec2)C(=0O)N[C@@H]3CCc4ccecc34
CC(C)[C@@H](NC(=0)OCCN1CCOCCL)C(=0O)N[C@@H](Cc2cccee
2)[C@H](O)[C@H](O)[C@H](Cc3cceec3)NC(=0)[C@@H](NC(=0)0O
CCN4CcCOcCc4)c(C)c
CN(C)S(=0)(=0)0clcc(c(SC2=C(0)OC(CCc3ccc(O)ccl)(CC2=0)C4C
CCCC4)cclC)C(C)(C)C
CC(C)(C)OC(=O)N[C@@H](Cclcce(OCc2cceec2)ccl)C(=0)N3CCC(
=0)[C@@H]3Sc4cceecd
CC(=O)N[C@@H](CS(=0)(=0)clccceccl)C(=0)N[C@@H](Cc2cceec2
)J[C@H](O)Cc3ccecc3C(=0)NC(C)(C)C
CC(Oclc(C)ececlC)C(=0)N[C@@H](Cc2ccccc2)[C@H](O)CN3CCIC
@H](C[C@H]3C(=0)NC(C)(C)C)OCc4ccncca
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17

175
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18

18

18.3

185
18.71

18.97

18.97

19
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19

19

19

19

19

19

194

19.97

20

20

20

20

20

nM

nM

nM
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nM

nM
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nM
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nM
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CHEMBL201918

CHEMBL125719

CHEMBL106991

CHEMBL122402

CHEMBL171404

CHEMBL282787

CHEMBL169142

CHEMBL279279
CHEMBL13136

CHEMBL109220

CHEMBL273437

CHEMBL90510

CHEMBL97512

CHEMBL88964

CHEMBLA427631

CHEMBL139237

CHEMBL263236

CHEMBL109699

CHEMBL541982

CHEMBL121920

CHEMBL324630
CHEMBL12714
CHEMBL124892

CHEMBL95462

CHEMBL99774

CHEMBL356947

CC(C)(C)OC(=O)N[C@@H](Cclccecc)[C@@H](O)C[C@]2(Cc3cce
cc3)N=CC(=C20)C4AC[C@H](CC(=0O)N)c5cccecas
Ccleee(c(SC2=C(0)OC(CCc3cccece3)(CC2=0)c4cce(0)ccd)cl)C(CY(C)
C
CC(C)(C)OC(=0O)CNC(=0O)[C@@H](NC(=0O)Cclcccccl)[C@@H]2N[
C@@H](C(=O)NCCNC(=0O)[C@@H]3N[C@H](SC3(C)C)[C@H](NC
(=0)Cc4cceecd)C(=0)NCC(=0)OC(C)(C)C)C(C)(C)Ss2
CC(C)(C)NC(=O)[C@H]LIN(CC(O)CNC(=0O)[C@@H]2N[C@H](SC2(
C)O)[C@H](NC(=0)Cc3cccee3)C(=0)NCc4cececcd)CSCL(C)C
Cclce(SC2=C(0)0OC(CCc3ccc(0)ce3)(CC2=0)CACCCCCAh)c(cc10S(=
0)(=0)c5ccc(cc5)C#N)C(C)(C)C
CC(C)(C)NC(=O)clccccclClC@@H](O)[C@H](Cc2ccccc2)NC(=0)[C
@H](CC(=O)N)NC(=0)c3cccacccccdn3
CC(C)C1(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)ec(0S(=0)(=0)
c4cccesd)ce3C(C)(C)C
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cccc2)C(=0)NC3Cc4cceccc34
CC(C)clceeeclSC2=C(0)C=C(0C2=0)c3ccc(Clc(Che3
CC(O)[C@@H](NC(=0)CCclccencl)C(=0)N[C@@H](Cc2cceec2)C(
O)[C@H](Cc3cceccec3)NC(=0)[C@@H](NC(=0O)CCc4ccencd)C(C)C
CC(C)(C)NC(=0O)clcccecclC[C@@H](O)[C@H](Cc2cceccc2)NC(=0)[C
@H](CS(=0)(=0)c3cccen3)NS(=0)(=0)C
Nclcee(cclO)C(=O)N[C@H](C[C@H](O)[C@H](Cc2cccec2)NC(=0)
OCc3cccec3)Cce4cccccd
CC(C)[C@H](NC(=0)OCclcccecl)C(=O)N[C@@H](Cc2cccecc2)[C@
@H](O)CN(Cc3ccc(F)cc3)NC(=0)[C@@H](NC(=0)OCc4cccecd)C(C)
C

CCCC1(CCc2ccccec2)OC(=C(C(CC)c3ccecc(NS(=0)(=0)cdccc(cn4)C(F)
(F)F)c3)C(=0)01)0
CCL(C)S[C@@H](N[C@H]1C(=O)NC[C@@H](O)[C@H](O)CNC(=
O)[C@@H]2N[C@H](SC2(C)C)[C@H](NC(=0)Cc3ccccc3)C(=0O)NC
c4cccccd)[C@H](NC(=0)Ccbhcceec5)C(=0)NCcbeceecb
CC(C)(C)OC(=0O)[C@@H]1CCCNIC[C@@H](O)[C@H](Cc2cccec?)
NC(=0)[C@H](CC(=0O)N)NC(=0)c3cccdccecedn3
CC(C)C[C@H](NC(=0O)[C@@H](C[C@H](O)[C@H](Cclcccccl)NC(
=0)OC(C)(C)C)Cc2cccec2)C(=0)NCCCN(C)C
CC(C)[C@@H](NC(=0)CCN1CCOCCL)C(=O)N[C@@H](Cc2cccec?)
[C@H](O)[C@H](O)[C@H](Cc3cceece3)NC(=0)[C@@H](NC(=0)CC
N4CCOCC4)C(C)C
COclccee(cl)C(=O)N[C@@H](Cc2ccecc2)[C@@H](O)C[C@H](Cc3c
cccc3)NC(=0)OC(C)(C)C
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@
H](O)CNC(=0)[C@@H]3N[C@H](SC3(C)C)C(NC(=0O)Cc4ccceecd)C(
=O)N
COC(=0O)NC(C(C)C)C(=O)NN(CC(C)C)C[C@H](O)[C@H](Cclcceee
1DNC(=0)[C@H](CC(=0O)N)NC(=0)c2ccc3ccecc3n2
CC(C)clceeeclSC2=C(0)C=C(0C2=0)c3cccc(Cl)c3
CC(C)clceeeeclSC2=C(0)0OC(CC2=0)(c3ccecec3)cdccececcd
CC(O)[C@H](NC(=0)0OCclccececcl)C(=O)N[C@@H](Cc2ccecc2)[C@
@H](O)CN(Cc3cce(cc3)CHEN)NC(=0)[C@@H](NC(=0)OCc4ccccc4)C
(©)C
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCCI[C@@H]2CN1C[C@@
H](O)[C@H](Cc3cceccc3)NC(=0)[C@@H](CSc4ccc(F)ccd)NS(=0) (=0
)C
CCCNC(=0)[C@@H](NC(=0O)Cclccceccl)[C@@H]I2N[C@@H](C(=0
)NCC(CO)NC(=O)[C@@H]3N[C@H](SC3(C)C)[C@H](NC(=0)Cc4c
ccecd)C(=0)NCC)C(C)(C)S2

o1

20.5

20.98

21

21

21

21.17
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22.45

23

23

23

23

23

23
23
23

24

24

25

nM

nM

nM

nM

nM

nM

nM

nM
nM

nM

nM

nM

nM

nM

nM

nM

nM

nM

nM

nM

nM
nM
nM

nM

nM

nM



CHEMBL302902
CHEMBL12224

CHEMBL333982

CHEMBL329974

CHEMBL164570

CHEMBL324989

CHEMBL71218

CHEMBL279372

CHEMBL322119

CHEMBL224483

CHEMBL154952

CHEMBL341697

CHEMBL91995

CHEMBL331846
CHEMBL122426
CHEMBL61755

CHEMBL405134

CHEMBL411507

CHEMBL29010

CHEMBL320671

CHEMBL98150

CHEMBL355735

CHEMBL97423

CHEMBL291773

CHEMBL2114445

CHEMBL290163

CHEMBL94497

CC(C)(C)OC(=O)N[C@@H](Cclccc(O)ccl)C(=O)N2CCC(=0)[C@@
H]2Sc3cccecee3
CC(C)clceeeelSC2=C(0)C=C(0C2=0)c3cc(Clcc(Che3
CN(C)clecc(CNC(=0)C(NC(=0)Cc2ccccc2)[C@@H]3N[C@@H](C(=
O)NC[C@H](O)CN4C[C@H]5CCCCI[C@H]5C[C@H]4C(=O)NC(C)(
C)C)C(C)(C)S3)ccl
CN(C)CCCNC(=0)[C@@H](NC(=0)[C@@H](C[C@H](O)[C@H](C
clcceeccl)NC(=0)OC(C)(C)C)Cc2cceec2)c3ccececc3
CC(C)clceeeelSC2=C(0)OC(CCCCC(=0)NCc3cceee3)(CC2=0)c4ccc
cc4
CCC(C)[C@H](NC(=O)C[C@H](O)[C@H](CC1CCCCCI)NC(=0)CC
2CCCN3N2C(=0)C(CN)CCC3=0)C(=O)N[C@@H](Cc4cccccd)C(=0)
N
CCNS(=0)(=0)0clcc(c(SC2=C(0)OC(CCc3ccc(O)cce3)(CC2=0)caccc
ccd)cclC)C(C)(C)C
CCCC[C@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3C[C@H]4CCCC[C@H]4C[C@H]3C(=O)NC(C)(C)C
COC(=0O)NC(C(C)C)C(=O)NN(C[C@H](O)[C@H](Cclcccecl)NC(=0
)J[C@H](CC(=O)N)NC(=0)c2ccc3ccccc3n2)CC4CCCCC4
CC(C)(O)[C@H](NC(=0)OCclcceecl)C(=0O)NC(Cc2ccecc2)C(=0)C(F
)(F)C(=O)NCc3ccccc3
CC(C)CCN(C[C@@H](O)[C@H](Cclcceeccl)NC(=0O)[C@H](CC(=0)
N)NC(=0)c2ccc3ccccc3n2)S(=0)(=0)C
COclcce(ccl)S(=0)(=0)N(CC(C)C)C[C@@H](O)[C@H](Cc2ccecce?)
NC(=0)c3ccec(C)c3
CC(C)CNICCN(C[C@@H](O)[C@H](Cc2cccecc2)NC(=0)O[C@@H]
3CCS(=0)(=0)[C@@H]3C(C)C)[C@@H](C1)C(=O)NC(C)(C)C
Cclcee(c(SC2=C(0)OC(CCc3cccecel)(CC2=0)c4ccc(N)ccd)cl)C(C)(C)
C

CC(C)clcee(C)eclSC2=C(0)OC(CCc3cceee3)(CC2=0)cacccccsd

CCcl1c(SC2=C(0)OC(CCc3ccceel)(CC2=0)c4cccccd)schbececcls
CC(C)(C)NC(=0)[C@@H]1CN(Cc2ccee(c2)C(C)(C)NC(=0)OC(C)(C)
C)CCNIC[C@@H](O)C[C@@H](Cc3cceee3)C(=0O)NC4A[C@H](O)Cc
5cceeecds
CC(O)[C@@H](NC(=0)0OCclccecccl)C(=0)N[C@@H](Cc2cccec2)[C
@H](O)[C@H](Cc3ccecc3)NC(=0O)[C@@H](NC(=O)N4CCN(C)CC4)
Cc(C)C
Cclccec(C[C@@H](O)[C@H](Cc2cceccc2)NC(=0)[C@H](CC(=0)N)
NC(=0)c3ccc4cceecdn3)clC(=0)NC(C)(C)C
CC(C)[C@H](NC(=0)C)C(=O)N[C@@H](Cclcccecl)[C@@H](O)CN
(Cc2ccc(F)ecc2)NC(=0)[C@@H](NC(=0O)C)C(C)C
CC(C)(C)NC(=O)N(C[C@@H](O)[C@H](Cclccececcl)NC(=0O)[C@H](
CC(=O)N)NC(=0)OCc2ccccc2)CC3CCCCC3
Cclce(SC2=C(0O)0OC(CCc3ccc(0)cce3)(CC2=0)CACCCCCa)c(cc10S(=
0)(=0)c5ccc(F)ecs)C(C)(C)C
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cccc2)C(=0)N[C@@H](Cc3cceee3)C(=0O)N
CC(C)(C)OC(=O)N[C@@H](Cclcceecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccc(COC(=0)N3CCOCCL3I)cc2)NC(=0)0C(C)(C)C
CCIC@H](C)[C@H](NC(=0)[C@@H](C[C@@H](O)CN1C[C@H]2C
CCCI[C@H]2C[C@H]1C(=0O)NC(C)(C)C)Cc3cceee3)C(=0)NCce4nchec
cce5[nH]4
COC(=0O)[C@H](Cclcceecl)NC(=0O)[C@H](CC(C)C)NC(=O)[C@a@H
J(CC(O)C[C@@H](Cc2cccec2)C(=0)N[C@@H](CC(C)C)C(=O)N[C
@@H](Cc3cceee3)C(=0)0C)Ce4cccccd
CC(C)[C@@H](NC(=0O)C)C(=O)NN(C[C@H](O)[C@H](Cclcceceel)
NC(=0)[C@@H](NC(=0)C)C(C)C)Cc2ccccc2
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CHEMBL415896

CHEMBLA40829

CHEMBL91102

CHEMBL93120

CHEMBL320783

CHEMBL330980

CHEMBL158358
CHEMBL122320
CHEMBL339407

CHEMBL280464

CHEMBL97547

CHEMBL325561
CHEMBL276097

CHEMBL292264

CHEMBLS88757

CHEMBL297633

CHEMBL90768

CHEMBL148090
CHEMBL12768

CHEMBL325800

CHEMBL143470
CHEMBL124789

CHEMBL140653

CHEMBL325778

CHEMBL430701
CHEMBL12421
CHEMBL122480

CHEMBL386631

CHEMBL107310

CHEMBL68267

CC[C@H](C)[C@H](NC(=O)[C@H](CC(C)C)CC(O)CN1C[C@H]2C
CCC[C@H]2C[C@H]1C(=O)NC(C)(C)C)C(=0O)NCc3nc4cccccd[nH]3
CC[C@H](C)[C@H](NC(=0O)[C@@H](CC(O)CN1CCCCC1C(=0O)NC
(C)(C)C)Cc2cccec2)C(=0O)NCce3nc4cceeccd[nH]3
O[C@@H](C[C@H](Cclccececl)NC(=0)c2cceec2)[C@H](Ce3ceccecld)
NC(=0)OCc4cccecd
CC(C)(C)OC(=O)N[C@H](C[C@H](O)[C@H](Cclcceecl)NC(=0)c2c
(Chcee(N)c2Cl)Ce3cccee3
COC(=0O)NC(C(C)C)C(=O)NN(C[C@H](O)[C@H](Cclcccecl)NC(=0
)J[C@H](CC(=0O)N)NC(=0)c2ccc3cccecc3n2)Ceéceec(OC)ccd
CCNC(=0)C(NC(=0O)Cclcccccl)[C@@H]I2N[C@@H](C(=O)NCC(O)
CN3C[C@H]4CCCCI[C@H]AC[C@H]3C(=O)NC(C)(C)C)C(C)(C)S2
CC(C)cInc(CN(C2CC2)C(=0O)NCCC(=O)N[C@@H](Cc3ccceel)[C@
@H](O)C[C@H](Cc4ccecccd)NC(=0)OCchbencsb)cesl
OC1=C(Sc2ccccc2C3CCCCLI3)C(=0)CC(CCc4ccecced)(01)c5ecceece5
Cclce(SC2=C(0)OC(CCc3cccee3)(CC2=0)cacccecd)c(cclO)C(C)(C)C
COC(=O)N[C@@H](C(C)C)C(=O)N[C@@H](Cclcccecl)C(O)CN(Ce
2cce(cc2)C(F)(F)F)NC(=0)[C@@H](NC(=0)OC)C(C)C
CC(C)[C@@H](NC(=0)OCclcccecl)C(=O)NN(C[C@H](O)[C@H](C
c2ccecc2)NC(=0)[C@@H](NC(=0)OCc3cccec3)C(C)C)Ceaccececsd
COC(=O)N[C@@H](C(C)C)C(=O)N[C@@H](Cclcccecl)C(O)CN(Ce
2ccc(0OC)c(OC)c20C)NC(=0)[C@@H](NC(=0)0C)C(C)C
CC(C)OC(=0)clecceeclCSC2=C(0)C=C(0C2=0)c3cceee3
CC(C)(C)clcec2CCCc2cc1SC3=C(0)OC(CCc4ceecced)(CC3=0)c5ccccc
5
CC(O)[C@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(C[C@H]3C(=0O)NC(C)(C)C)caccocc4
CC[C@H](C[C@H](O)[C@H](Cclcceeccl)NC(=0)OC(C)(C)C)C(=0)
N[C@@H]2[C@H](O)Cc3cceec23
CC(O)[C@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(C[C@H]3C(=0O)NC(C)(C)C)c4cccece4
CC(C)[C@@H](CO)NICC[C@](C[C@H](O)[C@H](Cc2cccec2)NC(=
0)OC(C)(C)C)(Cc3cceecld)C1=0
CCOC(=0)clcee(ccl)C2=CC(=C(Sc3ccecc3C(C)C)C(=0)02)0
CCNC(=0O)[C@@H](NC(=0O)Cclcccccl)[C@@H]2N[C@@H](C(=0)
NCCNC(=O)[C@@H]3N[C@@H](CNC(=0)Cc4cccccd)SC3(C)C)C(C
)(C)S2
CC(C)(C)OC(=O)N[C@@H](Cclcceecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccececc2)NC(=0)OC(C)(C)COo
CC(C)clceeeelSC2=C(0)0OC(CCc3cceec3)(CC2=0)caccecca
COclcce(ccl)S(=0)(=0)N(CC(C)C)C[C@@H](O)[C@H](Cc2ccecc?)
NC(=0)c3ccccc3C(F)(F)F
CC(C)CN(C[C@H](O)[C@H](Cclccececcl)NC(=0)[C@H](CC(=O)N)N
C(=0)c2ccc3ccccc3n2)NC(=0)C(NC(=0)OCc4cccccd)C(C)C
CC(C)(C)NC(=O)[C@@H]1CNCCNIC[C@@H](O)C[C@@H](Cc2cc
ccc2)C(=0)NC3[C@H](O)Cc4cccec3a
CC(C)clceeeclSC2=C(0)C=C(0C2=0)c3ccce(c3)cdcceccd

CC(C)cleec(C)eeclSC2=C(0)0C(CC2=0)(c3cceee3)cdcceccd
CCL(C)S[C@@H](N[C@H]1C(=O)NCCNC(=O)[C@@H]2N[C@H](S
C2(C)O)[C@H](NC(=0)c3ccccc3cdcceccd)C(=0)NCC(=0)O)[C@H](
NC(=0)c5cccechebeccec6)C(=0)NCC(=0)0
CCL(C)S[C@@H](N[C@H]1C(=O)NCCNC(=O)[C@@H]2N[C@H](S
C2(C)C)[C@H](NC(=0)Cc3ccccec3)C(=0)NCC(=0)O)[C@H](NC(=0)
Cc4cccccd)C(=0)NCC(=0)O
CCCC(CCC)NC(=0)C[C@@H](C(=O)NC[C@@H](O)[C@H](Cclccc
cc1l)NC(=0)OCc2ccccc2)C(C)(C)C
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CHEMBL273317

CHEMBL345868

CHEMBL60782

CHEMBL2374443

CHEMBL301046

CHEMBL326679

CHEMBL320050

CHEMBL108807

CHEMBL111259

CHEMBLA418527

CHEMBL108102
CHEMBL341237

CHEMBL113554

CHEMBL322964

CHEMBL355811

CHEMBL10777

CHEMBL368352

CHEMBL292161

CHEMBL97189

CHEMBL276704

CHEMBL348047

CHEMBL285836

CHEMBL122547

CHEMBL217396

CHEMBL330739
CHEMBL 293860

CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@
H](O)[C@H](Cc3ccecec3)NC(=0)O[C@H]4CCS(=0)(=0)C4
OC(C[C@@H](Cclcceecl)C(=O)N[C@H]2CCCC[C@@H]2NC(=0)c
3cccdecccc4n3)C[C@@H](Cebeceee5)C(=0O)N[C@H]6CCCC[C@@H
]16NC(=0)c7ccc8cccee8n?
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccc(OCCN3CCOC3=0)cc2)NC(=0)0C(C)(C)C
COC(=O)N[C@H](CCclcccecl)C(=O)NCCCC[C@@H](CO)N(CC(C)
C)S(=0)(=0)c2ccc(N)cc2
CN(C)C(=0)OCCOclccc(C[C@H](NC(=0)OC(C)(C)C)[C@H](O)CN
C[C@@H](O)[C@H](Cc2ccccc2)NC(=0)OC(C)(C)C)ecl
CCL(C)S[C@@H](N[C@H]1C(=O)NCCNC(=0O)[C@@H]2N[C@H](S
C2(C)O)[C@H](NC(=0)Cc3cccec3)C(=O)NCCO)[C@H](NC(=0)Cc4c
ccced)C(=0)NCCO
CCL(C)S[C@@H](N[C@H]1C(=O)NCCNC(=0O)[C@@H]2N[C@H](S
C2(C)C)[C@H](NC(=0)Cc3ccccc3)C(=0)NCC4CCCCCA)[C@H](NC(
=0)Cc5cceec5)C(=0)NCC6CCCCCH
COC(=O)N[C@@H](C(C)C)C(=O)N[C@@H](Cclcccecl)C(O)CN(C
C(C)C)NC(=O)[C@@H](NC(=0)0C)C(C)C
CC(C)C(NC(=0)OCclcceecl)C(=O)NN(C[C@H](O)[C@H](Cc2cccee
2)NC(=0O)[C@H](CC(=O)N)NC(=0)c3cccdcceeccan3)CC5CCCCCH
CC(=O)N[C@@H](CSclccc2eccec2cl)C(=O)N[C@@H](Cc3cceee3)[
C@H](O)Cc4cceccaC(=0)NC(C)(C)C
COC(=O)N[C@@H](C(C)C)C(=O)N[C@@H](Cclcccecl)C(O)CN(Ce
2ccc(F)ecc2)NC(=0)[C@@H](NC(=0)0C)C(C)C
OC1=C(Sc2ccececc2C3CCCCI)C(=0)CC(01)(c4ccececd)checeeees
CC(O)[C@@H](NC(=0O)N(C)Cclcceenl)C(=O)N[C@@H](Cc2cccec?)
C(O)[C@H](Cc3ccecc3)NC(=0)[C@@H](NC(=O)N(C)Cc4acceend)C(
C)C
CC(C)[C@@H](NC(=0O)N1CCOCCL)C(=O)N[C@@H](Cc2cccec2)[C
@@H](0)[C@@H](0)[C@H](Cc3ccccc3)NC(=0)[C@@H](NC(=0)N
4CCOCC4)C(C)C
CC(C)(C)NC(=O)clcceccclOCIC@@H](O)[C@H](Cc2cccecc2)NC(=0)
[C@H](CC(=0)N)NC(=0)c3cccaC(=0)c5cecccsS(=0)(=0)cdc3
CC(C)(C)NC(=0O)clccccclC[C@@H](O)[C@H](Cc2cceccc2)NC(=0)[C
@H](CSc3ccecc3)NS(=0)(=0)C
CC(C)(C)NC(=O)clcceccclOCIC@@H](O)[C@H](Cc2ccccc2)NC(=0)
[C@H](CC(=0O)N)NC(=0)c3cccdceccecdn3
COclcc(Oc2ccccc2)ceclC[C@@H](O)C[C@@H](Cc3ccccc3)C(=0)N[
C@@HJ4[C@H](O)Ccbhcceeedb
CC(C)CN(C[C@H](O)[C@H](Cclccececcl)NC(=0O)[C@@H](NC(=0)C
)C(C)C)NC(=0)[C@@H](NC(=0)C)C(C)C
CC(=O)N[C@@H](CSCclccceccl)C(=0)N[C@@H](Cc2ccccc2)[C@H
1(O)Cc3cceccc3C(=0)NC(C)(C)C
OC(C[C@@H](Cclcceecl)C(=O)N[C@H]2CCCC[C@@H]2NC(=0)c
3ccdceccccden3)C[C@@H](Ccebeceec5)C(=0)N[C@H]6CCCC[C@@H
]6NC(=0)c7cc8cceccc8en?
CC(C)CN1CC(O)(CNC(=0O)[C@H]2N[C@H](SC2(C)C)[C@H](NC(=
0)Cc3cccec3)C(=0)NCc4cccccd)C[C@H]LC(=0O)NC(C)(C)C
CC(C)cleee(c(SC2=C(0)OC(CCc3cceec3)(CC2=0)cacccccd)cl)C(C)(
C)C
CN(C)clccc(CNC(=0)[C@@H](NC(=0)Cc2cccecc2)[C@@H]3N[C@
@H](C(=O)NCCNC(=O)[C@@H]4N[C@H](SC4(C)C)[C@H](NC(=0
)Cc5cceec5)C(=0)NCcebecc(cc6)N(C)C)C(C)(C)S3)ccl
CC(O)[C@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(CC(C)(C)C)C[C@H]3C(=O)NC(C)(C)C
CC(C)(C)cle(oc2ceeec12)SC3=C(0)OC(CCcacccecd)(CC3=0)checcce
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CHEMBL53979

CHEMBL139309

CHEMBL325815
CHEMBL341294

CHEMBLS59706

CHEMBL59667

CHEMBL120090

CHEMBL327752

CHEMBL98709

CHEMBL323425

CHEMBL91062

CHEMBL268605
CHEMBL340811

CHEMBL316975

CHEMBL310485

CHEMBL122641
CHEMBL12950

CHEMBL320637

CHEMBL354884

CHEMBL2062145

CHEMBL88755

CHEMBL9726

CHEMBL107015

CHEMBL71741
CHEMBL12257

CHEMBL34479
CHEMBLA421622

CHEMBL292653

CHEMBL61670

5
CC(0)COclcec(C[C@H](NC(=0)OC(C)(C)C)[C@H](O)CNC[C@@H
1(O)[C@H](Cc2cccecc2)NC(=0)OC(C)(C)C)ecl
COclcce(ccl)S(=0)(=0)N(CC(C)C)C[C@@H](O)[C@H](Cc2ccecce?)
NC(=0)c3cccec3C(C)C
COclccc(CN(CIC@H](O)[C@H](Cc2ccecc2)NC(=0)[C@H](CC(=0)
N)NC(=0)c3cccdcccccan3)NC(=0)C(NC(=0)OCc5ccecc5)C(C)C)ecl
CC(C)(C)cleeeeclSC2=C(0)0C(CC2=0)(c3ccecc3d)caccecca
CC(C)(C)OC(=O)N[C@@H](Cclcceecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccec(0OCCc3cceen3)cc2)NC(=0)OC(C)(C)C
COCCCCOclccc(C[C@H](NC(=0)OC(C)(C)O)[C@H](O)CNC[C@@
H](O)[C@H](Cc2ccecec2)NC(=0)OC(C)(C)C)cecl
CC(C)(C)NC(=O)clccccclClC@@H](O)[C@H](Cc2cceec2)NC(=0)c3
ccee(c3)C(=0)N4CCchecccchC4
CC(C)[C@H](NC(=0)C)C(=O)N[C@@H](Cclcccecl)[C@@H](O)CN
(Cc2cce(cc2)CHEN)NC(=0)[C@@H](NC(=0)C)C(C)C
CC(C)CN(C[C@@H](O)[C@H](Cclccecccl)NC(=0)[C@@H](CSc2cc
c3ccccc3c2)NS(=0)(=0)C)C(=O)NC(C)(C)C
CC(C)C(NC(=0)OCC=C)C(=O)N[C@@H](Cclcccecel)[C@H](O)CN(
CC2CCCCC2)NC(=0)C(NC(=0)0occ=C)Cc(C)C
CC(C)(C)OC(=O)N[C@H](C[C@H](O)[C@H](Cclcccecl)NC(=0)c2c
¢(O)cc(0O)c2)Cc3ccecec3
CC(C)(C)NC(=O)clcceccclClC@@H](O)[C@H](Cc2cceccc2)NC(=0)[C
@H](CC(=0)0Cc3ccccc3)NC(=0O)N
OC1=C(SCCc2ccccc2)C(=0)CC(CCc3cccec3)(0Ol)cacceccs
CCL(C)S[C@@H](N[C@H]1C(=O)N[C@H](Cc2cccec2)C(O)CNC(=0
)Cc3cceee3)[C@H](NC(=0)Cc4cccccd)C(=0)NCcbheeeech
CC(O)[C@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(Cc4cccheceee5c4)C[C@H]3C(=O)NC(C)(C)C
COC(=0)C(NC(=0O)Cclcccccl)[C@@H]2N[C@@H](C(=O)NC[C@H
1(O)CN3C[C@H]4CCCC[C@H]4C[C@H]3C(=0O)NC(C)(C)C)C(C)(C)
S2

CC(C)clceeeclSC2=C(0)C=C(0C2=0)c3ccc(0)cc3
CCL(C)S[C@@H](N[C@H]1C(=O)N[C@H](Cc2cccec2)[C@H](O)CC
(=O)NCCCO)[C@H](NC(=0)Cc3cccecc3)C(=0)NCc4ceecca
CC(C)(C)NC(=0O)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@
H](O)[C@H](Cc3cceccec3)NC(=0)C4=CCCS(=0)(=0)C4
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@]2(Cc3c
ccce3)CCN([C@@H]4[C@H](O)Cc5cccecd5)C2=0
CC(C)[C@@H]1[C@@H](CCS1(=0)=0)OC(=0)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(C[C@H]3C(=O)NC(C)(C)C)C(C)C
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)[C@@H](O)[C@H
1(Cc2ccccc2)NC(=0)OC(C)(C)C
CCNC(=0)[C@@H](NS(=0)(=0O)Cclcccccl)[C@@H]2N[C@@H](C(
=O)NCCNC(=0)[C@@H]3N[C@H](SC3(C)C)[C@H](NS(=0)(=0)Cc
4cceecd)C(=0)NCC)C(C)(C)S2
CC(C)C(NC(=O)C[C@@H](C(=O)NC[C@@H](O)[C@H](Cclcccecel)
NC(=0)0OCc2ccccc2)C(C)(C)C)C(C)C
CC(C)clceeeclSC2=C(0)C=C(0C2=0)c3ccc(C)ccl
CC(C)C1(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)c(NC(=0)CC(
C)(C)C)cc3C(C)(C)C
OC1=C(SCc2ccccc2)C(=0)CC(CCc3cceec3)(01)c4cceccd
CN1CCN(CCOc2ccc(C[C@H](NC(=0)OC(C)(C)C)[C@H](O)CNCIC
@@H](O)[C@H](Cc3ccecec3)NC(=0)OC(C)(C)C)cc2)C1=0
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2cce(OCCOc3ceenc3)cc2)NC(=0)OC(C)(C)C
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CHEMBL262764

CHEMBL10725

CHEMBL177011

CHEMBL104525

CHEMBL333738

CHEMBL172724

CHEMBL50382
CHEMBL292791
CHEMBL273234

CHEMBL175385

CHEMBL323161

CHEMBL302532

CHEMBL105851

CHEMBL297349

CHEMBL110603

CHEMBL95467

CHEMBL61188

CHEMBL327087

CHEMBL97146

CHEMBL87806

CHEMBL322995
CHEMBL275937

CHEMBL92272

CHEMBL320343

CHEMBL418902

CHEMBL275560

CHEMBL2111802

CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
ccec2)C(=0O)N[C@@H](Cc3ccacccec4[nH]3)C(=O)N
CC(C)(C)NC(=O)clccccclClC@@H](O)[C@H](Cc2ccccc2)NC(=0)[C
@H](CSc3cccdceccccdn3)NS(=0)(=0)C
CC(C)(C)NC(=O)clc(OC[C@@H](O)[C@H](Cc2cceecc2)NC(=0)[C@
H](CC(=O)N)NC(=0)c3cccaC(=0)c5ceeecebS(=0)(=0)cdce3)cecbececce
16
COC(=0O)[C@@H](NC(=0O)Cclcccccl)[C@@H]I2N[C@@H](C(=O)N
CCNC(=0)[C@@H]3N[C@H](SC3(C)C)[C@H](NC(=0O)Cc4cccecd)C
(=0)OC)C(C)(C)S2
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@H
]1(O)CNC(=0O)[C@@H]3N[C@H](SC3(C)C)C(NC(=0O)Cc4cccccd)C(=
O)NCc5cceech
CC(C)(C)NC(=0)clcceccclOC[C@H](O)[C@H](Cc2ceeecc2)NC(=0)[C
@H](CC(=0O)N)NC(=0)c3cccaC(=0)cheecec5C(=0)c4ce3
CC(C)(C)OC(=O)N[C@@H](Cc1cccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2cccecc2)NC(=0)C3(0)CCCC3(C)C
CC(C)(C)cloc2ceeec2c1SC3=C(0)OC(CCc4accceccd)(CC3=0)c5ccceech
COC(=0)clcc(ccclO)C2=CC(=C(Sc3ccecc3C(C)C)C(=0)02)0
CC(C)(C)NC(=O)clc(OC[C@@H](O)[C@H](Cc2ccccc2)NC(=0)[C@
H](CC(=0O)N)NC(=0)c3cccaC(=0)c5cccecbC(=0)c4c3)ceecbececcl6
COC(=O)N[C@@H](C(C)C)C(=O)N[C@@H](Cclcccecl)C(O)CN(Ce
2cce(cc2)CH#EN)NC(=0)[C@@H](NC(=0)0C)C(C)C
CC(O)[C@H](NC(=0)OCclccecccl)C(=O)N[C@@H](Cc2cceccc2)[C@
H](O)CN3CCCC[C@H]3C(=O)NC(C)(C)C
CCNC(=0)[C@@H](NC(=0O)Cclcccccl)[C@@H]2N[C@@H](C(=0)
NCCNC(=0)[C@@H]3N[C@H](SC3(C)C)[C@H](NC(=0)Cc4cccccd)
C(=O)NCC)C(C)(C)S2
C[C@H](C[C@H](O)[C@H](Cclccceccl)NC(=0)OC(C)(C)C)C(=O)N[
C@@H]2[C@H](0)Cc3cccec23
CC(O)[C@@H](NC(=0)0OCclccecccl)C(=0)N[C@@H](Cc2cccec2)[C
@H](O)[C@H](Cc3ccecc3)NC(=0)[C@@H](NC(=0)OCC4CCCCN4
C)C(C)C
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cccc2)C(=O)N[C@@H](CC3CCCCC3)C(=O)N
CC(C)(C)OC(=O)N[C@@H](Cclccececl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccc(OCCO)cc2)NC(=0)OC(C)(C)C
COCCOC(=O)NC(C(C)C)C(=O)NC(Cclccceccl)C(O)CN(Cc2ccceee2
)NC(=0)C(NC(=0)0C)C(C)C
CC(O)[C@@H](NC(=0)clccc2eecec2nl)C(=O)NN(C[C@H](O)[C@H
1(Cc3ccecc3)NC(=0)[C@@H](NC(=0)c4cec5ceceecbn4)C(C)C)Cebeee
cc6
CCCC1(CCc2ccccc2)OC(=C(C(CC)c3ccecc(NS(=0)(=0)cdccc(cnd) [N+
1(=0)[0-])c3)C(=0)01)0
CCOC(=0O)NC(C(C)C)C(=O)N[C@@H](Cclcceecl)[C@H](O)CN(CC
2CCCCC2)NC(=0)C(NC(=0)0C)C(C)C
CC(C)cleeeeclSC2=C(0)C=C(0C2=0)c3cccc(c3)[N+](=0)[O-]
CC(C)(C)OC(=O)N[C@H](C[C@H](O)[C@H](Cclcceecl)NC(=0)c2c
(Chccee2Cl)Ce3ccecec3
COCCOCCOC(=0O)NC(C(C)C)C(=O)N[C@@H](Cclcccecl)[C@H](O
)CN(CC2CCCCC2)NC(=0O)C(NC(=0)OCcOoccocr)c(Cc)C
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCCI[C@@H]2CN1C[C@@
H](O)[C@H](Cc3cceccc3)NC(=0)[C@@H](NC(=0)c4ccc5ecececsn4)C
6CCOCC6

CC(C)clceecelSC2=C(0)C=C(0C2=0)c3ccc(cc3)C(=0)0
CC(C)(C)NC(=O)[C@H]LCN(CCNIC[C@@H](O)CNC(=0)[C@@H]
2N[C@H](SC2(C)C)C(NC(=0)Cc3cccec3)C(=0)NCc4cccecd)C(=0)0
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CHEMBL308845

CHEMBLA412878

CHEMBL291155

CHEMBL305845

CHEMBL290749

CHEMBL321789

CHEMBL159658

CHEMBL292276

CHEMBL106282
CHEMBL339426

CHEMBL266620
CHEMBL64513

CHEMBL106623

CHEMBLA41965
CHEMBL12600
CHEMBL275730

CHEMBL76338

CHEMBLA415758

CHEMBL57069

CHEMBL289928

CHEMBL293777

CHEMBL293727
CHEMBL13067

CHEMBL171148

CHEMBL159602
CHEMBL440834
CHEMBL170804
CHEMBL347431

cSceececeS
CC(O)[Ca@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(Cc4cc(Cl)ce(Cl)cd)C[C@H]3C(=O)NC(C)(C)C
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1CC(O)C
[C@@H](Cc3ccece3)C(=0)N[C@H]J4CCCC[C@@H]4NC(=0)c5ccbe
cceebens
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1CC(O)C
[C@@H](Cc3cceec3)C(=O)N[C@H]4CCCC[C@@H]4NC(=0)c5cech
cceeebns
CC(C)CL(CCc2c[nH]cn2)CC(=0)C(=C(0)01)Sc3cc(C)e(CO)ce3C(C)(
C)C
CC[C@H](C)[C@H](NC(=O)[C@H](Cclccceecl)CC(O)(CO)CN2C[C
@H]3CCCC[C@H]3C[C@H]2C(=0)NC(C)(C)C)C(=O)NCc4nchccece
5[nH]4
CCL(C)S[C@@H](N[C@H]1C(=O)NCCNC(=0O)[C@@H]2N[C@H](S
C2(C)O)[C@@H](COC(=0)c3ccccc3)NC(=0)Cc4cccccd)[C@@H](C
OC(=0)c5ccccc5)NC(=0)Ccebeccecch
CC(C)clceeeclSC2=C(0)OC(CCCCC(=0)NCCc3ccceeld)(CC2=0)cac
ccecd
COCCOclcec(C[C@H](NC(=0)OC(C)(C)C)[C@H](O)CNC[C@@H](
O)[C@H](Cc2ccccc2)NC(=0)0C(C)(C)C)ccl
CCNC(=0)[C@@H](NC(=0O)clccceclCe2ecccc2)[C@@H]3N[C@@H
]1(C(=O)NCCNC(=0O)[C@@H]4AN[C@H](SC4(C)C)[C@H](NC(=0)c5¢c
ccee5Ccebeecec6)C(=0)NCC)C(C)(C)S3
Ccleeceecl1SC2=C(0)OC(CCc3cceee3)(CC2=0)c4cccccs
CCC(=O)N[C@@H](CC(=0)OCclcccccl)C(=O)N[C@@H](Cc2cccce
2)[C@H](O)Cc3cccecc3C(=0)NC(C)(C)C
Cclc(SC2=C(0)OC(CCc3cccece3)(CC2=0)c4cccccd)schbeeeccls
CCL(C)S[C@@H](N[C@H]1C(=O)NCCNC(=0O)[C@@H]2N[C@H](S
C2(C)C)[C@H](NC(=0)Cc3cccecl3)C(=0)OCc4ccececcd)[C@QH](NC(=0
)Cc5cceec5)C(=0)O0Ccbecccch
CCCC[C@H](CC(O)C[C@@H](CCCC)C(=O)N[C@@H](C)C(=O)N[
C@@H](C)C(=0)OC)C(=0)N[C@@H](C)C(=O)N[C@@H](C)C(=0)
oC

CC(C)clceeeclSC2=C(0)C=C(0C2=0)c3cccc(c3)C(F)(F)F
CC(C)clceeeeclSC2=C(0)C=C(0C2=0)c3ccc(Clyce3
CC(O)[Ca@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(Cc4cc(C)ee(C)cd)C[C@H]3C(=O)NC(C)(C)C
CC(C)(C)NC(=0)clccccclOC[C@@H](O)[C@H](Cc2cceecc2)NC(=0)
[C@H](CC(=0O)N)NC(=0)c3cnc4ccccedn3
COclccccclC[C@@H](O)C[C@@H](Cc2cceec2)C(=O)N[C@@H]3[C
@H](O)Cc4cceec34d
CC[C@H](C)[C@H](NC(=O)[C@@H](CC(O)CN1CCC[C@@H]1C(=
O)NC(C)(C)C)Cc2cccec2)C(=0)NCce3ncacceccd[nH]3
CC(C)(C)NC(=0O)[C@@H]1CCCCNIC[C@@H](O)C[C@@H](Cc2cc
ccc2)C(=0O)N[C@@H]3[C@H](O)Cc4cccec3d
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccc(OCCCN3CCOCC3=0)cc2)NC(=0)O0C(C)(C)C
COC(=0)clccee(cl)C2=CC(=C(Sc3ccecc3C(C)C)C(=0)02)0
O[C@@H]1[C@@H](O)[C@@H](COc2ccccc2)N(Ce3ccecece3)C(=0)N
(Ccdcceccd)[C@@H]1COc5cccech
CC(C)clcceeelSC2=C(0)OC(CCCC(=0)NCc3cceee3)(CC2=0)c4cccc
c4

COclcce(cecl)C2=CC(=C(Sc3ccccc3C(C)C)C(=0)02)0
OC1=C(C(CC2CC2)SCc3cccce3)C(=0)C=C(0O1)c4cccech
CC(C)CCN(C[C@@H](O)[C@H](Cclccececl)NC(=0)OCc2ccecc2)S(=
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CHEMBL64701

CHEMBL11193

CHEMBL330620

CHEMBL62133

CHEMBL122031

CHEMBL430984
CHEMBL164110

CHEMBL170195
CHEMBL340472
CHEMBL12408

CHEMBL63717

CHEMBL355533

CHEMBL304249

CHEMBL304231

CHEMBL35215

CHEMBL423628

CHEMBL286861

CHEMBL156424
CHEMBL163941

CHEMBL174803

CHEMBL18031

CHEMBL322171

CHEMBL57987

CHEMBL325764

CHEMBL320243

CHEMBL201216
CHEMBL123513
CHEMBL127754

0)(=0)c3ccccce3
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccc(CCC(=0O)N3CCOCC3)cc2)NC(=0)0C(C)(C)C
CC(=O)N[C@@H](CC(=0)OCclcccccl)C(=0O)N[C@@H](Cc2cceec?2)
[C@H](O)Cc3ccecc3C(=0)NC(C)(C)C
CC(C)CN(C[C@@H](O)[C@H](Cclccecccl)NC(=0)[C@@H](CSc2cc
c(F)cc2)NS(=0)(=0)C)C(=O)NC(C)(C)C
CC(C)(C)OC(=O)N[C@@H](Cclccececl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccc(OCCCN3CCOCC3)cc2)NC(=0)0C(C)(C)C
CCCCCCCNC(=0)C(NC(=0O)Cclcccecl)[C@@H]I2N[C@@H](C(=0)
NCC(O)CN3C[C@H]J4CCCC[C@H]J4C[C@H]3C(=0O)NC(C)(C)C)C(C
)(C)S2
CC(C)(C)NC(=0O)[C@@H]1CC2CCCCC2CNIC[C@@H](O)[C@@H]
3Cc4cec(OCCCCOcehecteccecbec5C(=0)N[C@@H](CC(=0)N)C(=0)
N3)ccd

CCCCCCL(CC(=0)C(=C(0)01)Sc2cceec2C(C)C)c3cecceece3
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCCI[C@@H]2CN1C[C@@
H](O)[C@H](Cc3ccccc3)NC(=0)[C@@H]4CCCSC4
Ccleee(c(SC2=C(0)C=C(0C2=0)c3cccce3)cl)C(C)(C)C
CC(C)clceeeclSC2=C(0)C=C(0C2=0)c3cccc(0)c3
CC(C)(C)OC(=O)N[C@@H](Cclccececl)C(=0O)N2CCC(=0)[C@@H]2
Sc3ccccc3
CC(C)(C)NC(=O)clccccclSCIC@@H](O)[C@H](Cc2ccecc2)NC(=0)[
C@H](CC(=0O)N)NC(=0)c3ccc4ccccc4n3
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccc(OCC(=0)N3CCCCC3)cc2)NC(=0)0C(C)(C)C
CC(C)(C)OC(=O)N[C@@H](Cc1cccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccc(OCCn3ccnc3)cc2)NC(=0)OC(C)(C)C
CCCC[C@H](CC(O)C[C@@H](CCCC)C(=O)N[C@@H](CC(C)C)C(
=O)N[C@@H](Cclcccecl)C(=0)OC)C(=O)N[C@@H](CC(C)C)C(=0
IN[C@@H](Cc2cccec2)C(=0)0C
CC(C)clceecelSC2=C(0)OC(CCCCC(=0)Nc3cceee3)(CC2=0)cdccce
c4
CC(C)CL(CCc2ccc(0)cc2)CC(=0)C(=C(0)01)Sc3cc(C)e(NC(=0)OC(
C)(C)C)cc3C(C)(C)C
CC(C)CCN(C[C@@H](O)[C@H](Cclccececcl)NC(=0)OCc2ccecc2)S(=
0)(=0)c3ccec(Clh)e3
CC(C)clceeeclSC2=C(0)OC(CCCCC(=0)N)(CC2=0)c3cceee3
CC(C)(C)NC(=0O)clcccccINC[C@@H](O)[C@H](Cc2ccecc2)NC(=0)
[C@H](CC(=0O)N)NC(=0)c3cccdcccccan3
C[C@@H]1OCC[C@@H]1O0C(=O)N[C@@H](Cc2cccec2)[C@H](O)
CN3C[C@H]J4CCCC[C@H]J4C[C@H]3C(=O)NC(C)(C)C
CC(O)[C@H](NC(=0)0OCclccececcl)C(=O)N[C@@H](Cc2cceccc2)[C@
@H](O)CN(CC3CCCCC3)NC(=0O)[C@@H](NC(=0)OCc4cccccd)C(C
)C
CSclcceecclC[C@@H](O)C[C@@H](Cc2ccecc2)C(=O)N[C@@H]3[C
@H](O)Cc4ccecc34
CCL(C)S[C@@H](N[C@H]1C(=O)N[C@H](Cc2cccce2)[C@H](O)CC
(=O)NCC(O)CO)[C@H](NC(=0)Cc3cccec3)C(=0O)NCc4cceccs
CC(CO)[C@@H](NS(=0)(=0O)N(C)Cclcccenl)C(=O)N[C@@H](Cc2cc
ccc2)[C@H](O)[C@H](O)[C@H](Cc3ccccc3)NC(=0O)[C@@H](NS(=
0)(=0)N(C)Cc4ccecnd)C(C)C
CC(C)(C)CC(=O)N[C@@H](Cclcccecc)[C@@H](O)C[C@]2(Cc3cce
cc3)N=CC(=C20)C4C50C(=O)N[C@@H]5c6cceeccdb
CC(C)CCCL(CC(=0)C(=C(0)0O1)SCCc2cccec2)c3cceceec3
CCCCCCC1(CC(=0)C(=C(0)0O1)SCCc2cccec2)c3cceceec3

58

85

85

85

86

86

88
88

88.01
88.86
89

89.44

90

90

90

90

91

91

92
92

94

941

95

95

95

95.5

96
96
96.99

nM

nM

nM

nM

nM
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nM

nM
nM
nM

nM

nM

nM
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CHEMBL58701
CHEMBL124841

CHEMBL93113

CHEMBL435594
CHEMBL294635

CHEMBL61118

CHEMBL321398

CHEMBL48805

CHEMBL59705

CHEMBL154252
CHEMBL162922

CHEMBL74862

CHEMBL74629

CHEMBL17571

CHEMBLA430674

CHEMBL58606
CHEMBL123428

CHEMBL62046
CHEMBL341006

CHEMBL356749
CHEMBL12884

CHEMBL3349554
CHEMBL124529

CHEMBL12449

CHEMBL291506

CHEMBL333043

CHEMBL122388

CHEMBL45699

CHEMBL68721

CHEMBL279323
CHEMBL330615

CC(C)COclccccclC[C@@H](O)C[C@@H](Cc2cceecc2)C(=O)N[C@
@H]3[C@H](O)Cc4cccec34
CC(C)CCC1L(CC(=0)C(=C(0)0O1)SCc2ccccc2)c3cceeccel
CCC(CC)NICCN(C[C@@H](O)[C@H](Cc2cccecc2)NC(=0)O[C@@H
I3CCS(=0)(=0)[C@@H]3C(C)C)[C@@H](C1)C(=0)NC(C)(C)C
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2cceccc2)NC(=0)0C3(CO)CCC3
O=C(N[C@@H](Cclcccecl)C(=0)N2CCC(=0)C2Sc3cccec3)cdceencd
CC(C)(C)OC(=O)N[C@@H](Cclcceecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccc(OCCN3CCOCC3)cc2)NC(=0)0C(C)(C)C
CC(C)(C)NC(=0)C1CC2CCCCC2CNIC[C@H](O)[C@H](Cc3ccecc3)
NC(=0O)[C@H](CC(=0)N)NC(=0)OCc4ccccca
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)
C(Cc2ccc(0)cc2)NC(=0)0Cc(C)(C)C
CC(C)(C)OC(=O)N[C@@H](Cclccececl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccc(OCC(=0)N3CCOCC3I)cc2)NC(=0)0Cc(C)(C)C
CC(C)CCN(C[C@@H](O)[C@H](Cclcceccl)NC(=0)[C@H](CC(=0)
N)NC(=0)OCc2ccccc2)S(=0)(=0)C
CC(C)clceeeelSC2=C(0)OC(CCCC(=0)N)(CC2=0)c3cccec3
CC(C)(C)NC(=0)[C@@H]1CN(Cc2ccccc20)CCNIC[C@@H](O)[C@
H](Cc3ccccc3)NC(=0)O[C@H]4CCOC4
CC(C)(C)NC(=O)[C@@H]1CN(Cc2cccecc2)CCNIC[C@@H](O)[C@H
](Cc3cceecc3)NC(=0)O[C@H]4CCOC4
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@
H](O)[C@H](Cc3cceccc3)NC(=0)0C4CS(=0)(=0)C4
CC(C)(C)NC(=O)N(C[C@@H](O)[C@H](Cclccececl)NC(=0O)[C@H](
CC(=O)N)NC(=0)OCc2ccccc2)Cc3cencc3
COclccc(C[C@@H](O)C[C@@H](Cc2ccccc2)C(=O)N[C@@H]3[C@
H](O)Cc4cccee34)c(0C)cl
OC1=C(SCc2ccccc2)C(=0)CC(CC3CCCC3)(O1)c4cccech
CC(C)(C)OC(=O)N[C@@H](Cclccececl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccec(0OCC(0)c3cceecn3)cc2)NC(=0)OC(C)(C)C
OC1=C(Sc2cceec2)C(=0)CC(01)(c3cceceld)cdcceccd
CC(C)(C)OC(=O)N[C@@H](Cclcceecc)[C@@H](O)C[C@]2(Cc3cce
cc3)CCN([C@@H]4CSCc5cccccd5)C2=0
CC(C)clcceeelSC2=C(0)C=C(0C2=0)c3cccc(c3)N(C)C
CC[C@H](C)[C@H](NC(=O)[C@@H]1CCCNI1C[C@H](O)[C@H](C
c2ccccc2)NC(=0)[C@H](CC(=0)N)NC(=0)OC(C)(C)C)C(=O)N[C@
@H](C(C)C)C(=0)OC
CC(C)clcec(C(C)C)e(SC2=C(0)0C(CC2=0)(c3cceee3)cacceecd)cl
CclcceecclOCC(=O)N[C@@H](Cc2cceec2)[C@H](O)CN3CC[C@H](
C[C@H]3C(=0)NC(C)(C)C)OCc4ccnccs
CC(C)(C)OC(=O)N[C@@H](Cclccececl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccc(OCC(C)(C)O)cc2)NC(=0)OC(C)(C)C
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1CC(O)C
NC(=0)[C@@H]3N[C@H](SC3(C)C)C(NC(=0)Cc4cccccd)C(=O)NC
CNC(=0)CCCC[C@@H]5SC[C@@H]6NC(=O)N[C@H]56
Cclce(SC2=C(0)OC(CCc3ccc(0)ce3)(CC2=0)caccc(0)ccd)c(cclCO)
C(C)(C)C
CC(C)(C)OC(=O)N[C@@H](Cclccececl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccccc2)NC(=0)C(C)(O)C(C)(C)COo
CC(C)[C@H](NC(=0)0OCclcccccl)C(=O)N[C@@H](Cc2ccccc2)[C@
H](O)CNC(=0)[C@H](CC(=O)NC(C)(C)C)C(C)(C)C
C[C@@H]1CS(=0)(=0)C[C@@H]10C(=0)N[C@@H](Cc2ccccc2)[C
@H](O)CN3C[C@H]4CCCC[C@H]4C[C@H]3C(=O)NC(C)(C)C
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@

59

97
98

98.6

100
100

100

100

100

100

100
101

102

102

104

105

105
109.8

110
110

111
114

116.62
119

120

120

120

120

120

120.62

122.96
123.91

nM
nM

nM

nM
nM

nM

nM

nM

nM

nM
nM

nM

nM

nM

nM
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nM
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CHEMBL275301

CHEMBL274027

CHEMBL110557

CHEMBL100034

CHEMBL317103

CHEMBL162769

CHEMBL309582

CHEMBL343727
CHEMBL339288

CHEMBLA41789

CHEMBL294261

CHEMBLA45699

CHEMBL355438

CHEMBL308837

CHEMBL331232

CHEMBLA422408
CHEMBL273732
CHEMBL353836

CHEMBL40291

CHEMBL63319

CHEMBL308693

CHEMBL107250

CHEMBL2112563

CHEMBL107701

CHEMBL91557

CHEMBL334057

CHEMBL163390
CHEMBL13036

CHEMBL28462

H](O)[C@H](Cc3cceee3)NC(=0)O[C@@H]4COCC=C4

CC(C)clceeeclSC2=C(0)C=C(0C2=0)c3ccc(F)ce3
CC(C)cleeecclSC2=C(0)OC(CCCC(=0O)N3CCN(CCI)C(=0)OCc(C)(C
)C)(CC2=0)c4cccccd
CCOC(=0O)NC(C(C)C)C(=O)NN(C[C@H](O)[C@H](Cclcccecl)NC(=
O)[C@H](CC(=0O)N)NC(=0)c2cce3cccec3n2)CCACCCCC4
CCCCNC(=O)N(CC(C)C)C[C@@H](O)[C@H](Cclcceccl)NC(=0)[C
@H](CC(=O)N)NC(=0)c2ccc3cccce3n2
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@
H](O)[C@H](Cc3cceccc3)NC(=0)OCc4ccececs
CC(C)clceeeclSC2=C(0)OC(CCCCC(=0O)N3CCN(CCI)C(=0)OoCc(C)(
C)C)(CC2=0)c4cceecd
CC(O)[C@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(Cc4cccc(0)c4)C[C@H]3C(=0)NC(C)(C)C
C[C@H](O)C(C)(C)OC(=O)N[C@@H](Cclccececcl)[C@H](O)CNC[C
@@H](O)[C@H](Cc2ccccc2)NC(=0)OC(C)(C)C
0OC1=C(Sc2cccec2)C(=0)CC(CCc3cceccl)(O1)cdcceccd
CCI[C@H](C)[C@H](NC(=0)[C@@H](CC(O)CN1C[C@H]2CCCC[C
@H]2C[C@H]1C(=0)NC(C)(C)C)Cc3cccec3)C(=0)NCCce4ncheecech[
nH]4
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccec3nceec3c2)NC(=0)OC(C)(C)C
CC(C)(C)OC(=O)N[C@@H](Cclccececl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2cccecc2)NC(=0)C(C)(O)C(C)(C)COo
Cclee(SC2=C(0)OC(CCc3ccc(0)ce3)(CC2=0)C4CCCCC4h)c(cc1Oos(=
0)(=0)c5ccecech)C(C)(C)C
CC(C)(C)NC(=0)[C@@H]1CN(CCN1C[C@@H](O)[C@H](Cc2cccce
2)NC(=0)O[C@H]3CCOC3)C(=0)c4ccncca
CC(C)(C)NC(=O)CIN(C[C@H](O)CNC(=0O)[C@@H]2N[C@H](SC2(
C)C)C(NC(=0)Cc3cccee3)C(=0)NCc4cecccd)C(C)(C)SCL(C)C
CC(C)(C)[C@@H](CC(=O)NC1CCCCCL)C(=O)NC[C@@H](O)[C@
H](Cc2ccccc2)NC(=0)OCc3ccecc3
CC(C)clceeeelSC2=C(0)C=C(0C2=0)c3ccc(cc3)C(=0)N
CC(C)CC(ScC1ccececee)ce=Cc(o)c=Cc(0C2=0)c3cccee3
CC[C@H](C)[C@H](NC(=O)[C@H](Cclcccecel)CC(O)(CO)CN(CC2C
CCCC2)CC(=0O)NC(C)(C)C)C(=O)NCc3nc4cceec4[nH]3
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccec(OCc3cecce3)c2)NC(=0)0C(C)(C)C
CC(C)[C@H](NC(=0)OCclccceccl)C(=O)N[C@@H](Cc2cccce2)[C@
H](O)CNC(=0)C3CCCC[C@H]3C(=O)NC(C)(C)C
CCL(C)S[C@@H](N[C@H]1C(=O)NCCNC(=0O)[C@@H]2N[C@H](S
C2(C)C)[C@@H](CO)NC(=0)Cc3ccccecl)[C@@H](CO)NC(=0)Cc4cc
cccd
CCC[C@]1(CCc2ccccc2)CC(=0)C(=C(0O)O1)[C@H](CC)c3cccc(NS(=
0)(=0)c4cec(cn4)C(F)(F)F)c3
CCOC(=0O)NC(C(C)C)C(=O)NN(C[C@@H](O)[C@H](Cclccececl)NC
(=O0)C(NC(=0)OcCcocr)c(Cc)c)ceaceeceez
CC(C)(C)OC(=O)N[C@H](C[C@H](O)[C@H](Cclcceecl)NC(=0)c2c
cccc20)Cce3cccecc3
CCL(C)S[C@@H](N[C@H]1C(=O)N[C@H](Cc2ccccc2)[C@H](O)CC
(=O)NCc3cceec3)C(NC(=0)Cc4cccccd)C(=0)NCce5ceccececeh
CC(C)clceeeclSC2=C(0)OC(CCCC(=0)NCCc3ccceel)(CC2=0)c4cce
ccd

CCOC(=0)clce(ceclO)C2=CC(=C(Sc3ccecc3C(C)C)C(=0)02)0
CC(C)(C)NC(=0O)clcc2ccccc2eclClC@@H](O)[C@H](Ce3cccec3)NC
(=O)[C@H](CC(=O)N)NC(=0)c4cccheececbn4
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124

124

126

126

127

127

127

129.61
130

130

130

130

131

132

132.93

135
135
136.24

140

140

140

140

140

141.77

145

145.46
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148
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nM

nM

nM
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CHEMBL293525

CHEMBLA43739

CHEMBL318814
CHEMBL13037

CHEMBL115292
CHEMBL124731

CHEMBL74699
CHEMBL419595

CHEMBL125827

CHEMBL106965

CHEMBL316766
CHEMBL12844

CHEMBL108429

CHEMBL354379

CHEMBL276653

CHEMBL277725
CHEMBL124672

CHEMBL72784

CHEMBL97544

CHEMBLA432252

CHEMBL316959

CHEMBL325847
CHEMBL123324

CHEMBL163633

CHEMBL606565

CHEMBL288759
CHEMBL15053

CHEMBL154197

CHEMBL141398

CC(C)(C)OC(=O)N[C@@H](Cclccececl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccc(OCC(=0)0)cc2)NC(=0)OC(C)(C)C
CC[C@H](C)[C@H](NC(=0O)[C@@H](CC(O)CN1C[C@H]2CCCC[C
@H]2C[C@H]1C(=0O)NC(C)(C)C)Cc3cceee3)C(=0)NCc4cccend
CCL(C)S[C@@H](N[C@H]1C(=O)N[C@@H](CO)Cc2ccccc2)[C@H]
(NC(=0)Cc3cccec3)C(=0O)NCc4cceecd
CC(C)clceeeelSC2=C(0)C=C(0C2=0)c3ccecc(c3)C(=0)0
CC(C)(C)OC(=0)[C@@H]1CCCNIC[C@H](O)[C@H](Cc2ccecc2)N
C(=0)[C@H](CC(=0O)N)NC(=0)OCc3cccce3
OC1=C(SCCc2ccccc2)C(=0)CC(01)(c3cceee3)cdcceecd
CC(C)(C)NC(=0O)[C@@H]1CN(Cc2ccc(O)cc2)CCNIC[C@@H](O)[C
@H](Cc3ccecc3)NC(=0)O[C@H]4CCOC4
CC(C)CCCCL(CC(=0)C(=C(0)01)SCCc2cccec2)c3ccceee3
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1CC(O)C
NC(=0)[C@@H]3N[C@H](SC3(C)C)C(NC(=0)Cc4cccccd)C(=0)NC
CNC(=0)OC(C)(C)C
CCNC(=0)[C@@H](NC(=0)clcccecclOc2ceccec2)[C@@H]3N[C@ @
H](C(=O)NCCNC(=0O)[C@@H]4N[C@H](SC4(C)C)[C@H](NC(=0)c
5cceec50c6eccec6)C(=0)NCC)C(C)(C)S3
CC(C)[C@H](NC(=0)C(O)(c1cceecl)c2eccec2)C(=O)N[C@H](C[C@
H](O)[C@H](Cc3ccccec3)NC(=0)[C@@H](NC(=0)C(0O)(c4cccecd)c5e
ccee5)C(C)C)Cebeeeech
CC(C)clceeeeclSC2=C(0)C=C(0C2=0)c3cccee3
COCCOC(=0O)NC(C(C)C)C(=O)N[C@@H](Cclcccecl)[C@H](O)CN(
CC2CCCCC2)NC(=0)C(NC(=0)0occocr)c(Cc)C
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@
H](O)[C@H](Cc3cceccc3)NC(=0)C4=CCCSC4
CC(C)(C)NC(=0O)clccccclC[C@@H](O)[C@H](Cc2ccecc2)NC(=0)[C
@H](CSc3cce(ce3)C(F)(F)F)NS(=0)(=0)C
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@
H](O)[C@H](Cc3ccccc3)NC(=0)O[C@H]4CCSC4
0OC1=C(SCc2ccccc2)C(=0)CC(COc3ccececcl)(O1)cacceecd
CC(C)(C)NC(=0O)[C@@H]1CN(CCCc2ccccc2)CCNIC[C@@H](0)[C
@H](Cc3ccccc3)NC(=0)0O[C@H]4CCOC4
CC(C)C[C@@H](NC(=0)[C@@H](C[C@H](O)[C@H](Cclcceccl)N
C(=0)0C(C)(C)C)Cc2cccec2)C(=0)N
CCOC(=0O)NC(C(C)C)C(=O)N[C@@H](Cclcccecl)[C@H](O)CN(CC
2CCCCC2)NC(=0)C(NC(=0)oce)Cc(C)C
CCL(C)S[C@@H](N[C@H]1C(=O)N[C@H](Cc2ccccc2)[C@H](O)CC
(=O)N[C@H](CO)c3cceec3)[C@H](NC(=0)Cc4cccccd)C(=0O)NCcbcecc
cc5
CC(C)[C@@H](NC(=0)OCCN1CCOCCL)C(=0O)N[C@@H](Cc2cccee
2)C(O)[C@H](Cc3cccec3)NC(=0)[C@@H](NC(=0)OCCN4CCOCC4)
C(C)C

CC(C)CCCC1(CC(=0)C(=C(0O)01)SCc2cceec2)c3ceceec3
CC(C)clceeeclSC2=C(0)OC(CCCC(=0)N3CCOCLC3I)(CC2=0)c4ccce
cd
CN([C@@H]1[C@H](O)Cc2cccccl2)C(=0)[C@@H](C[C@H](O)[C
@H](Cc3cceec3)NC(=0)OC(C)(C)C)Cc4ccecca
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccecc2)NC(=0)[C@@](C)(0)C(C)(C)C
CC(C)(C)NC(=0)clceeecclCSsC2=C(0)C=C(0C2=0)c3ccccce3
O[C@H](CN(Cclcceecl)S(=0)(=0)c2ccecc2)[C@H](Ce3ccece3)NC(=
0)OCc4cceccd
COclcee(ccl)S(=0)(=0O)N(CC(C)C)C[C@@H](O)[C@H](Cc2ccccec?)
NC(=0)c3ccecec30C

61

150

150

150
151

151.49
152

153
155

160

160

160
160.93

164

167.4

170

170.41
172

175

176.07

177

179.72

180
183

186

186

189.74
190

190

190

nM

nM

nM
nM

nM
nM

nM
nM

nM

nM

nM
nM

nM

nM

nM

nM
nM

nM

nM

nM

nM

nM
nM

nM

nM

nM
nM

nM

nM



CHEMBL12671

CHEMBL318595

CHEMBL162317
CHEMBL62390

CHEMBL354169

CHEMBL71514

CHEMBL130998

CHEMBL356345

CHEMBL121005

CHEMBL292423

CHEMBL142990

CHEMBL170517
CHEMBL125097
CHEMBL 12485

CHEMBL405657

CHEMBL267553

CHEMBL3349988

CHEMBL155051

CHEMBL71913

CHEMBL351243

CHEMBL141265

CHEMBL11008

CHEMBL273775
CHEMBL353679
CHEMBL12707

CHEMBL143415

CHEMBL2111769

CHEMBL423618

CHEMBL90645
CHEMBL 14889

CC(C)cleeeeclSC2=C(0)C=C(0C2=0)c3ccc(cc3)[N+](=0)[O-]
CCL(C)S[C@@H](N[C@H]1C(=O)N[C@H](Cc2ccccc2)[C@H](O)CC
(=O)N[C@H](CO)Cc3cccec3)[C@H](NC(=0)Cc4cccccd)C(=0O)NCc5c
cceeh
CC(C)cleeecclSC2=C(0)OC(CCCCC(=0O)N3CCOCC3)(CC2=0)c4ccc
cc4

CclcesclSC2=C(0)0OC(CCc3cccec3)(CC2=0)c4cccecs
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCCI[C@@H]2CN1C[C@@
H](O)[C@H](Cc3ccccc3)NC(=0)[C@@H]4CCS(=0)(=0)C4
CC(C)C(NC(=0)OCclcccecl)C(=O)N[C@H](CC[C@@H](O)[C@H](
Cc2ccccc2)NC(=0)C(NC(=0)0Cc3cccec3)C(C)C)Ce4ccecca
O[C@@H]1[C@@H](O)[C@@H](COc2ccccc2)N(Ce3cceecld)S(=0)(=
O)N(Cc4ccceccd)[C@@H]1COc5ccecc5
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2cceccc2)NC(=0)OC(C)(C)CCco
OC(C(COCclcceecclF)OCc2cecece(F)cec2)C(O)C(COCe3ccecc3F)OCc4acce
(F)cca
CC(C)(C)OC(=O)N[C@@H](Cc1cccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2cccc(0)c2)NC(=0)0C(C)(C)C
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2cceccc2)NC(=0)OC(C)(CO)COo
O[C@@H]1[C@@H](O)[C@@H](CCc2ccccc2)N(Cec3cceee3)S(=0)(=
O)N(Cc4cceccd)[C@@H]1CCcbeceech
CCCCCCL(CC(=0)C(=C(0)0O1)SCc2ccccc2)c3cceccece3
CC(C)clceeeeclSC2=C(0)C=C(0C2=0)c3ccc(cc3)CHN
CC(C)(C)NC(=0O)[C@@H]1C[C@@H]2CCC[C@@H]2CN1C[C@@
H](O)[C@H](Cc3cceccec3)NC(=0)O[C@H]4CCOC4
CclccecclCOC(=O)N[C@@H](Cc2cceec2)[C@H](O)CN3CC[C@H](
C[C@H]3C(=0)NC(C)(C)C)OCc4ccnccs
CC(C)(C)NC(=0O)[C@@H]1CCCNIC[C@@H](O)[C@H](Cc2cccec?)
NC(=0O)[C@H](CC(=0)N)NC(=0)OCc3ccccc3
CCCS(=0)(=0O)N(CCC(C)C)C[C@@H](O)[C@H](Cclcceccl)NC(=0)
OCc2ccccc?
CC(C)[C@H](NC(=0O)[C@H](Cclccc(O)ccl)NC(=0)[C@H](O)[C@H
1(Cc2ccccc2)NC(=0)[C@@H](NC(=0)[C@H](Cc3ccc(O)cc3)NC(=0)
C)C(C)C)C(=O)N
CC(C)clceeeelSC2=C(0)OC(CCCC(=0)N(C)CCc3cceeel3)(CC2=0)ca
cceecd
CC(C)CN(C[C@@H](O)[C@H](Cclcceecl)NC(=0)0OCc2ccecc2)S(=0
)(=0)c3ccecce3
CC(=O)N[C@@H](CSclcccecl)C(=0)N[C@@H](Cc2cccec2)[C@H](
0)Cc3cccec3C(=0)NC(C)(C)C
CC(O)[C@H](NC(=0)0OCclccecccl)C(=0)N[C@@H](Cc2ccccc2)[C@]
3(0)CCN(C3)[C@@H](Cc4acccecd)C(=O)N[C@@H]5[C@H](O)Ccbec
cceb6

OC1=C(C(SC2CCCC2)C3CCCCI)C(=0)C=C(0O1)caccccca
CC(C)clceeeclSC2=C(0)C=C(0C2=0)c3cceec3Cl
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccecc2)NC(=0)0CCO
CCC[C@@]1(CCc2ccccc2)CC(=0)C(=C(0)01)[C@@H](CC)c3ccece(
NS(=0)(=0)c4cce(cnd)C#N)c3
CC(C)cleeecclSC2=C(0)OC(CCCCC(=O)N3CCNCC3)(CC2=0)c4ccc
ccd
CC(O)[Ca@@H]1[C@@H](CCS1(=0)=0)OC(=O)N[C@@H](Cc2cccc
c2)[C@H](O)CN3CCN(C[C@H]3C(=0O)NC(C)(C)C)c4accscce4
OC1=C(SCc2ccccc2C(=0)0OC3CCCCCI)C(=0)C=C(0O1)c4ccecca

62

191

193.39

195
195

196.47

200

200

200

200

200

200

200
201.37
205

205.75

210

210

210

212

216

219.09

220

220
225
225

230

232.16

234

238
244.95

nM

nM

nM
nM

nM

nM

nM

nM

nM

nM

nM

nM
nM
nM

nM

nM

nM

nM

nM

nM

nM

nM

nM
nM
nM

nM

nM

nM

nM
nM



CHEMBL99317

CHEMBLA48917

CHEMBL42366

CHEMBL93389
CHEMBL 14437

CHEMBL319188

CHEMBL71646

CHEMBL174527

CHEMBL76460

CHEMBL295472

CHEMBL13205

CHEMBL317077
CHEMBL14751
CHEMBL171551
CHEMBL125948
CHEMBL12229

CHEMBL342585
CHEMBL126166
CHEMBL123561

CHEMBL2092978

CHEMBL324788

CHEMBL292691

CHEMBL301401
CHEMBL174342

CHEMBL163435
CHEMBL338010
CHEMBLA417238

CHEMBL59022
CHEMBL12573

CHEMBL308574

CHEMBL309507

CHEMBLA45838

CHEMBL107758

CC(C)CN(C[C@H](O)[C@H](Cclcccecl)NC(=0O)[C@H](CC(=O)N)N
C(=0)c2ccc3ccccc3n2)C(=0)NC(C)(C)C
CC(C)(C)OC(=O)N[C@@H](Cclccececl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2cceccc2)NC(=0)[C@H](O)C(C)(C)C
CCI[C@H](C)[C@H](NC(=O)[C@@H](CC(O)CN1CCCCC1C(=O)NC
(C)(C)C)Cc2cccec2)C(=0O)NCc3cceen3
CC(C)(C)OC(=O)N[C@H](C[C@H](O)[C@H](Cclcceecl)NC(=0)c2c
c(N)cc(N)c2)Cc3cceee3
Cclee(cc(C)ec10)C2=CC(=C(SCc3cccce3)C(=0)02)0
CCCCC(CO)NC(=0O)[C@@H]IN[C@H](SC1(C)O)[C@H](NC(=0O)Cc
2cceec2)C(=0)NCc3cccecc3
CC(CO)[C@@H]LNC(=0O)[C@H](Cc2ccc(OCCCNC1=0)cc2)NC(=0)[C
@H](O)[C@H](Cc3ccecec3)NC(=0)OC(C)(C)C
CC(C)(C)NC(=O)clcccecclOCIC@@H](O)[C@H](Cc2cccec2)NC(=0)
[C@H](CC(=0O)N)NC(=0)c3cnncdcccec34
CC(C)(C)NC(=0O)[C@@H]1CN(CCN1C[C@@H](O)[C@H](Cc2cccece
2)NC(=0)O[C@H]3CCOC3)C(=0)c4cccend
OP1(=0)C(Cc2ccccc2)N(Cce3ccecdcccccdc3)C(=0)N(Cebheecbeceecheb)
C1CcT7cccec?
CC(C)(C)NC(=0)[C@@H]1C[C@@H](CCNIC[C@@H](O)[C@H](C
c2ccccc2)NC(=0)O[C@@H]3CCOC3)0Cc4cenccd
CC(C)CN(C[C@@H](O)[C@H](Cclcceecl)NC(=0O)[C@H](CC(=O)N
JNC(=0)OCc2ccccc2)C(=0)NC(C)C
Cclee(C)ee(c1)C2=CC(=C(SCc3cccee3)C(=0)02)0
CC(C)CC(SCclcceecl)C2=C(0)C=C(0C2=0)c3ccceel
OC1=C(SCc2ccccc2)C(=0)CC(01)(c3cceec3)cacceccs
CCclccee(cl)C2=CC(=C(Sc3cceec3C(C)C)C(=0)02)0
CC(C)(C)NC(=0O)[C@@H]1CCCNIC(=0O)[C@H](O)[C@@H]2Cc3ccC
(OCCCOc4ccheccecsecdC(=0)N[C@@H](CC(=0)N)C(=0O)N2)cc3
OC(=0)CCCCL(CC(=0)C(=C(0)01)SCCc2ccccc2)c3cceececl
CCCCC1(CC(=0)C(=C(0)01)SCc2ccccc2)c3cceccce3
CCC[C@]1(CCc2ccccc2)CC(=0)C(=C(0)01)[C@@H](CC)c3ccec(NS
(=0)(=0)c4cn(C)end)c3
CC1=C(CCC(=0)0)c2cc3[nH]c(cc4[nH]c(cebne(cecln2)c(C)ec5CCOC(=
0)C6=CCB6)C(=C4CCOC(=0)C7=CCT7)C)c(C)c3CCC(=0)0
COCOclccccclClC@@H](O)C[C@@H](Cc2cccec2)C(=O)N[C@@H]
3[C@H](O)Cc4ccecc3d4
CC(C)(C)OC(=O)N[C@@H](Cclcceecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccec(OCCCc3oc4cceccc4n3)cc2)NC(=0)OC(C)(C)C
OC1=C(C(CC2CC2)SC3CCCCCI)C(=0)C=C(0O1)caccccca
CC(C)clceeeelSC2=C(0)OC(CCCC(=0)N3CCSCC3)(CC2=0)c4acccec
4

CCCC1(CC(=0)C(=C(0)01)SCc2ccccc2)c3cccce3
0OC1=C(Sc2cccs2)C(=0)CC(CCc3cceec3)(01)cdccceca
NS(=0)(=0)clccccclC[C@@H](O)C[C@@H](Cc2ccccc2)C(=0)N[C
@@H]3[C@H](O)Cc4ccccc3s
CC(C)clceeeclSC2=C(0)C=C(0C2=0)c3ccc(0)c(c3)C(=0)0
CC(C)(C)NC(=0)[C@@H]1CN(Cc2ccncc2)CCNIC[C@@H](O)[C@
H](Cc3ccccc3)NC(=0)O[C@H]4CCOC4
CC(C)(C)OC(=O)NC(CC(=O)N)C(=O)N[C@@H](Cclccceccl)C(O)CN
[C@@H](Cc2cceecc2)C(=0)NC3[C@H](O)Cc4ccecc34
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccececc2)NC(=0)C(O)C(F)(F)F
COC(=O)N[C@@H](C(C)C)C(=O)N[C@@H](Cclcccecl)[C@H](O)C
N(CC2CCCCC2)NC(=0)[C@@H](NC(=0)OC)C(C)C

63

244.95

244.95

250

250
250

250

251

254.95

257

260

260

260
260
260
262
262

268.7
270
270

274.59

275

276

280
282.01

285
290
290

290
292

293

295

296.65

298.4

nM

nM

nM

nM
nM

nM

nM

nM

nM

nM

nM

nM
nM
nM
nM
nM

nM
nM
nM

nM

nM

nM

nM
nM

nM
nM
nM

nM
nM

nM

nM

nM

nM



CHEMBL291802

CHEMBL125720

CHEMBL59816
CHEMBL170802

CHEMBLA431043

CHEMBL299475

CHEMBLA49773

CHEMBLA413271

CHEMBL11142

CHEMBL98533

CHEMBL120342
CHEMBL125597

CHEMBLA40760

CHEMBL326288

CHEMBL327277

CHEMBL3138267

CHEMBL156839

CHEMBL94335

CHEMBLA429193
CHEMBL62158

CHEMBL141281

CHEMBL308771

CHEMBL303444

CHEMBL154600
CHEMBL338554

CHEMBL176742

CHEMBL3138268

CHEMBL320268

CC(C)(C)OC(=O)N[C@@H](Cclccececl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccc(OCc3ccecc3)cc2)NC(=0)0C(C)(C)C
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@H
1(O)CNC(=0O)[C@@H]3N[C@H](SC3(C)C)C(NC(=0)Cc4cccccd)C(=
O)NCC5CCCCC5
CC(C)(C)OC(=O)N[C@@H](Cclccececl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2cceccc20)NC(=0)OC(C)(C)C
CC(C)(C)Ccc(scicececec)ce=Cc(o)c=Cc(0oCc2=0)c3cccee3
CCL(C)S[C@@H](N[C@H]1C(=O)N[C@H](Cc2ccccec2)[C@H](O)CC
(=O)NCCc3ncc[nH]3)[C@H](NC(=0)Cc4ccecccd)C(=0)NCc5ceeech
CS(=0)(=0)clcceccclC[C@@H](O)C[C@@H](Cc2cceecc2)C(=0O)N[C
@@H]3[C@H](O)Cc4cccec34
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccecc2)NC(=0)[C@H](O)c3cecec3
CC(C)(C)OC(=O)N[C@@H](Cclcceecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccc(0OCc3oc4cceecanld)cc2)NC(=0)OC(C)(C)C
CCCC(=O)N[C@@H](CC(=0)OCclcccecl)C(=O)N[C@@H](Cc2cccc
c2)[C@H](O)Cc3ccccc3C(=0)NC(C)(C)C
CCNC(=O)N(CC(C)C)C[C@@H](O)[C@H](Cclccececcl)NC(=0)[C@
H](CC(=O)N)NC(=0)OCc2ccccc2
OC(C(COCc1c(F)cececlF)OCce2ccece(F)cc2)C(0)C(COCc3c(F)eccc3F)O
Ccdccce(F)ccd
NC(=0)CCCCC1(CC(=0)C(=C(0)01)SCCc2ccccc2)c3cccece3
CC[C@H](C)[C@H](NC(=0)[C@@H](CC(O)C[C@@H](Cclcccecel)
C(=O)N[C@@H]([C@@H](C)CC)C(=0O)NCc2nc3cccce3[nH]2)Cc4acce
cc4)C(=0)NCc5nc6ecccc[nH]5
CC(C)(C)NC(=0O)[C@@H]1CCCNIC[C@@H](O)C[C@@H](Cc2cccc
c2)C(=O)NC3[C@H](O)Cc4ccccc3d4
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@
H](O)[C@H](Cc3ccccc3)NC(=0)O[C@H]4CCCOC4
CC(C)CCCC(C)[C@H]1CC[C@H]2[C@@H]3CCC4CC(=C(c5cc(Cl)c(
0)c(c5)C(=0)0)cbee(Cl)c(0)c(c6)C(=0)O)CC[C@]4(C)[C@H]3CC[C
@]12C
OC(C[C@@H](Cclcceecl)C(=O)N[C@H]2CCCC[C@@H]2NC(=0)c
3cence3)C[C@@H](Ccdceccecd)C(=O)N[C@H]5CCCC[C@@H]5NC(
=0)c6eenecb
CC(C)[C@@H](NC(=0)Cclcccecl)C(=O)NN(C[C@H](O)[C@H](Cc2
ccccc2)NC(=0)[C@@H](NC(=0)Cc3ccecec3)C(C)C)Cce4cccccd
C[C@@H]1C[C@@H](CS1(=0)=0)OC(=0O)N[C@@H](Cc2ccccc2)[C
@H](O)CN3C[C@H]4CCCC[C@H]4C[C@H]3C(=O)NC(C)(C)C
OC1=C(Sc2cc3ccecc3s2)C(=0)CC(CCce4cccccd)(0O1)cbecceees
OC(=0)clce(cc(Cl)clO)C(=CCC23CC4CC(CC(Ca)C2)C3)chec(Che(o
)c(c5)C(=0)0
CC(C)(C)NC(=0)[C@@H]1CN(CCN1C[C@@H](O)[C@H](Cc2ccccc
2)NC(=0)O[C@H]3CCOC3)C(=0)c4ccencd
CC(C)(C)OC(=O)N[C@H](CC[C@H](O)[C@H](Cclccececcl)NC(=0)0
C(C)(C)C)Cc2cccec2
CC(C)CCN(C[C@@H](O)[C@H](Cclccececcl)NC(=0)OCc2cccecc2)S(=
0)(=0)c3cccec3Cl
CclceeeclSC2=C(0)OC(CC2=0)(c3ccece3)cdececcd
CC(C)(C)NC(=O)clcccecclSCIC@H](O)[C@H](Cc2ccecc2)NC(=0)[C
@H](CC(=0O)N)NC(=0)c3cccdeccecscd
CC(CCC=C(clcc(Che(O)e(c1)C(=0)0)c2ec(Che(O)c(c2)C(=0)0)[C@
H]3CC[C@HJ4[C@@H]5CC[C@@H]6CC(F)(F)CC[C@]6(C)[C@H]5
CC[C@]34C
CCNC(=0)[C@@H](NC(=O)clcccccl)[C@@H]I2N[C@@H](C(=O)N
CCNC(=0)[C@@H]3N[C@H](SC3(C)C)[C@H](NC(=0)c4ccceed)C(

64

300

300

300
300

300

314

320

320

323

330

330
338

346.41

347

347.47

350

350

360

362.22
363

370

371

380

380
388

390

390

390

nM

nM

nM
nM

nM

nM

nM

nM

nM

nM

nM
nM

nM

nM

nM

nM

nM

nM

nM
nM

nM

nM

nM

nM
nM

nM

nM

nM



CHEMBL170981

CHEMBL319872

CHEMBL153845

CHEMBL12413

CHEMBL299054

CHEMBL20303

CHEMBL300492
CHEMBL122565
CHEMBL170421

CHEMBL369369

CHEMBL371457

CHEMBL73723

CHEMBL265333

CHEMBL115376

CHEMBL344953

CHEMBL368994
CHEMBL159387

CHEMBL317881
CHEMBL122292

CHEMBL46020

CHEMBL302486

CHEMBL287984

CHEMBL331645

CHEMBL428686

CHEMBL355133

CHEMBL306598

CHEMBL73662
CHEMBL366779
CHEMBL171802

=0O)NCC)C(C)(C)S2
CC(C)CCC(Scleccecl)C2=C(0)C=C(0C2=0)c3cccecel
CCL(C)S[C@@H](N[C@H]1C(=O)N[C@H](Cc2cccce2)[C@@H](O)
CC(=O)N)[C@H](NC(=0)Cc3ccccc3)C(=0O)NCc4cceecs
OC(C[C@@H](Cclcccecl)C(=O)N[C@H]2CCCC[C@@H]2NC(=0)c
3cceen3)C[C@@H](Cedeccecd)C(=O)N[C@H]5CCCC[C@@H]5NC(
=0)c6eeeen6
CC(C)(C)NC(=0)[C@@H]1C[C@@H](CCNIC[C@@H](O)[C@H](C
c2cceccc2)NC(=0)OCc3cccec3)OCce4cenccd
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2cencc2)NC(=0)0C(C)(C)C
CCCC[C@H](CCL(C[C@@H](CCCC)C(=0O)N[C@@H](CC(C)C)C(=
O)N[C@@H](Cc2cccec2)C(=0)0C)CO1)C(=O)N[C@@H](CC(C)C)C
(=O)N[C@@H](Cc3cceee3)C(=0)0C
CC(C)(C)NC(=O)N[C@@H](Cc1cccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2cceecc2)NC(=0)OC(C)(C)C
CCCCCL(CC(=0)C(=C(0)01)SCCc2ccccc2)c3cecec3
CC(C)CC(Sclceceecl)C2=C(0)C=C(0C2=0)c3cceec3
CC(C)(C)NC(=O)clcccecclOC[C@H](O)[C@H](Cc2ccecc2)NC(=0)[C
@H](CC(=0O)N)NC(=0)c3cc(O)cacccecdn3
CC(C)C[C@@H](C[C@@H](O)[C@H](Cclccee(Br)c1)NC(=0)COc2c
(C)ecec2C)S(=0)(=0)c3ccc(F)ce3
CC(C)(C)NC(=0O)[C@@H]1LCN(CCNI1C[C@@H](O)[C@H](Cc2ccccc
2)NC(=0)O[C@H]3CCOC3)C(=0)c4cccecs
Cclccee(C)clCOC(=0O)N[C@@H](Cc2ccccc2)[C@H](O)CN3CC[C@
H](C[C@H]3C(=0)NC(C)(C)C)OCc4ccnccd
CC[C@QH](CO)[C@H](NC(=0O)[C@@H]1CCCNI1CC(O)[C@H](Cc2ccc
cc2)NC(=0)[C@H](CC(=O)N)NC(=0)[C@H](CC(C)C)NC(=0)[C@H
]J(CO)NC(=0)C)C(=0)0C
COCC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNCIC@@H](
O)[C@H](Cc2ccccc2)NC(=0)0C(C)(C)C
CC(C)(C)NC(=O)clcccecclOC[C@H](O)[C@H](Cc2ceccc2)NC(=0)[C
@H](CC(=0O)N)NS(=0)(=0)c3cccacccec4c3
CC(C)clceeeelSC2=C(0)OC(CCCC(=0)Nc3cccecee3)(CC2=0)c4cceccs
CC(C)CNC(=O)C[C@H](O)[C@@H](Cclccececcl)NC(=0)[C@@H]2N
[C@H](SC2(C)C)[C@H](NC(=0)Cc3cccce3)C(=0)NCc4cccecd
CC(C)CCL(CC(=0)C(=C(0)01)SCc2cccec2)c3ccecec3
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2cceccc2)NC(=0)C(C)(C)O
CC(C)(C)NC(=0)[C@@H]1CCCNIC[C@@H](O)[C@@H]2Cc3ccc(
OCCOc4ccheceec5cc4C(=0)N[C@@H](CC(=0)N)C(=0O)N2)cc3
CC[C@H](C)[C@H](NC(=O)[C@@H](CC(O)C[C@@H](Cclcceceel)
C(=0)N[C@@H]([C@@H](C)CC)C(=0O)NCc2ccccn2)Cc3cceccl3)C(=
O)NCc4cccend
CC(C)(C)NC(=0)[C@@H]1CSCN1CC(O)CNC(=0O)[C@@H]2N[C@
H](SC2(C)C)C(NC(=0)Cc3cccce3)C(=0)NCce4cccccd
CC(C)CCNC(=0)[C@@H](C[C@H](O)[C@H](Cclcccecl)NC(=0)0
C(C)(C)C)Cc2ccccec2
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@
H](O)[C@H](Cc3ccccc3)NC(=0)[C@H]4CCSC4
CC(C)(C)NC(=0O)[C@@H]1CN(CCN1C[C@H](O)[C@H](Cc2cceec?)
NC(=0)O[C@H]3CCOC3)C(=0)OCc4cccccd
CC(C)(C)NC(=0)[C@@H]1CN(CCc2ccccc2)CCNIC[C@@H](O)[C@
H](Cc3ccccc3)NC(=0)O[C@H]4CCOC4
0OC1=C(C(SC2ccccC2)c3cceccl3)C(=0)C=C(01)c4cceccs
0OC1=C(C(SCc2ccccc2)c3ceecc3)C(=0)C=C(0O1)c4cccecd
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400
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471.49

476.24

478
480
480

nM

nM

nM

nM

nM

nM

nM
nM
nM
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CHEMBL75270
CHEMBL277060

CHEMBL94271

CHEMBLA48891

CHEMBL163563

CHEMBL291354
CHEMBL333568

CHEMBL99934
CHEMBL313250

CHEMBL382924

CHEMBL436266

CHEMBL318844

CHEMBL319126

CHEMBLA422197

CHEMBL163539

CHEMBL3351009
CHEMBL278499

CHEMBL345630

CHEMBL95316
CHEMBL15217

CHEMBL354917
CHEMBL274046

CHEMBL124123

CHEMBL163616
CHEMBL91025

CHEMBL159290

CHEMBL420379

CHEMBL370663
CHEMBL 14692
CHEMBL14759
CHEMBL354897

CC(C)(C)NC(=0O)[C@@H]1CN(Cc2cccc(O)c2)CCNIC[C@@H](O)[C
@H](Cc3ccccc3)NC(=0)O[C@H]4CCOC4
OC1=C(SCc2ccccc2)C(=0)C=C(01)c3ccc40COc4c3
CC(C)[C@@H](NC(=0)Cclccencl)C(=O)NN(C[C@H](O)[C@H](Cc
2ccecc2)NC(=0)[C@@H](NC(=0)Cc3ccenc3)C(C)C)Cceacccecs
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)
C(CCc2ccccc2)NC(=0)0C(C)(C)C
Cclce(ce(cl)C(=0)N2CCc3ccccc3C2)C(=0O)N[C@@H](Cc4cccecd)[C
@H](O)Cc5cceec5C(=0)NC(C)(C)C
CC(C)(C)n1c(SC2=C(0O)0OC(CCc3cccee3)(CC2=0)c4cceccd)ncsecccecl
5

0OC1=C(SCCc2ccccc2)C(=0)CC(CC3CCCCI)(01)c4ccecca
CCCNC(=O)N(CC(C)C)C[C@@H](O)[C@H](Cclcceccl)NC(=0)[C@
H](CC(=O)N)NC(=0)OCc2ccccc2
COclccececclCCCCC2=C(0)0c3cc(0)cce3C2=0
CNclccce(cecl)S(=0)(=0)[C@@H](CC(C)C)C[C@@H](O)[C@H](Cc2
ccee(Br)c2)NC(=0)C0Oc3c(C)cece3C
CCL1(C)S[C@@H](N[C@H]1C(=O)NCCCCNC(=0O)[C@@H]2N[C@H
1(SC2(C)C)[C@H](NC(=0)Cc3cccce3)C(=0)NCc4cccecd)[C@H](NC(
=0)Cc5ccceec5)C(=0)NCcebeceech
CCL(C)S[C@@H](N[C@H]1C(=O)NCCCNC(=0O)[C@@H]2N[C@H](
SC2(C)C)[C@H](NC(=0)Cc3ccceec3)C(=0)NCc4acccccd)[C@H](NC(=
0)Cc5cceech)C(=0)NCcbececcct
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cccc2)C(=0)NCC(=0O)N
CC(C)clceeeclSC2=C(0)OC(CCCC(=0)N3CCNCC3)(CC2=0)c4cccc
c4
CC(C)cleeecclSC2=C(0)OC(CCCCC(=0)N3CCSCC3)(CC2=0)c4accc
ccd
CC(O)[C@H](N)C(=O)N[C@@H](Cclccececl)C(O)[C@H](Cec2cecec?)
NC(=0)[C@@H](N)C(C)C
OC1=C(SCc2ccccc2)C(=0)C=C(01)c3ccec(c3)C(F)(F)F
OC(C[C@@H](Cclccececl)C(=O)N[C@H]2CCCC[C@@H]2NC(=0)c
3ccenc3)C[C@@H](Ccedceccecd)C(=O)N[C@H]5CCCC[C@@H]5NC(
=0)c6eeencb
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cccc2)C(=O)N[C@@H](CO)C(=O)N
CC(C)COC(=0)clcceecclCSC2=C(0)C=C(0C2=0)c3cccee3
CC(C)cleeeeclSC2=C(0)OC(CCCC(=0O)N(C)c3cceee3)(CC2=0)c4ccc
ccd

OC1=C(SCc2ccccc2)C(=0)C=C(01)c3cc(cc(c3)C(F)(F)F)C(F)(F)F
CC(C)(C)NC(=0)[C@@H]1C[C@@H](CN1CC(O)CNC(=0O)[C@@H]
2N[C@H](SC2(C)C)C(NC(=0)Cc3ccecec3)C(=0)NCc4ccecccd)OCchece
ccS
Cclcec(cclC(=0)N2CCc3ccccc3C2)C(=O)N[C@@H](Cc4cccccd)[C@
H](O)Cc5cccec5C(=0)NC(C)(C)C
OC1=C(CCCOc2ccce(c2)C#N)C(=0)0c3cceccl3
CC(C)clceeeclSC2=C(0)OC(CCCC(=0O)N(C)Cc3cceecld)(CC2=0)cac
ccccd
CC(C)(C)NC(=0O)[C@@H]1CN(Cc2cccnc2)CCNIC[C@@H](O)[C@
H](Cc3ccccc3)NC(=0)O[C@H]4CCOC4
O[C@H](C[C@H](CCclccc(Cl)cclChHS(=0)(=0)c2ccc(F)cc2)[C@H](
Cc3ccee(Br)c3)NC(=0)[C@H]J4CCCO4
OC1=C(SCc2ccccc2)C(=0)C=C(01)c3ccc(O)cce3
OC1=C(SCc2ccccc2)C(=0)C=C(01)c3ccce(Cl)e3
NC(=0)OC[C@@H]1CCCOC1
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564
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624
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nM
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CHEMBL51366

CHEMBL408667

CHEMBL333259
CHEMBL14298

CHEMBL94316

CHEMBLA49305

CHEMBL326831
CHEMBL173361
CHEMBLA421475

CHEMBL383583
CHEMBL14578

CHEMBL334149

CHEMBLA48302

CHEMBLA447834

CHEMBL316755

CHEMBL325546
CHEMBL173704

CHEMBLA41063
CHEMBL14792

CHEMBL318387

CHEMBL290872

CHEMBLA46067

CHEMBL139346

CHEMBL304369

CHEMBLA48175

CHEMBL11424

CHEMBL99015
CHEMBL275161

CC(C)(C)OC(=O)N[C@@H](Cclccececl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2cceccc2)NC(=0)SC(C)(C)C
CC1=C(C(COC(=0)C2=CCC2)0C(=0)C3=CCC3)c4cc5[nH]c(ccb[nH]
c(cc7nc(ceclnd)c(C)c7CCC(=0)0)c(CCC(=0)0)c6C)C(=C5C)C(COC(=
0)C8=CCC8)OC(=0)C9=CCC9
CCNC(=0)C(NC(=0)Cclcccccl)[C@@HI2N[C@@H](C(=O)NCC(0)
CN(C)[C@@H](CC3CCCCCI)C(=0)NC(C)(C)C)C(C)(C)s2
COclcee(cclC)C2=CC(=C(SCc3ccccec3)C(=0)02)0
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
ccec2)C(=0)N[C@@H](Cc3ncc[nH]3)C(=0)N
CC(C)(C)OC(=O)N[C@@H](Cclcceecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2cccecc2)NC(=0)C(0O)(CO)C(C)(C)C
CC1=C(C(COC(=0)C2=CC2)OC(=0)C3=CC3)c4cc5[nH]c(cc6[nH]c(c
c7nc(cclnd)c(C)c7CCC(=0)0)c(CCC(=0)O)c6C)C(=C5C)C(COC(=0)
C8=CC8)0C(=0)C9=CC9
0OC1=C(C(Sc2cccec2)c3cecee3)C(=0)C=C(0O1)c4cceecd

0OC1=C(SCCc2ccccc2)C(=0)CC(01)(c3cccee3)cdeenccs
CC(O)CI[C@@H](C[C@@H](O)[C@H](Cclccee(Br)cl)NC(=0)COc2c
(C)ceec2C)S(=0)(=0)c3ccce(cc3)N(C)C
OC1=C(SCc2ccccc2)C(=0)C=C(01)c3ccc40CCOc4c3
CclceecclCOC(COCc2ccecc2F)C(0)C(0O)C(COCe3ccecc3F)OCc4ccce
c4C
CC(C)(C)OC(=O)NC(Cc1cceeey)[C@HI(O)CNCICa@@H](o)C(cC
2CCCCC2)NC(=0)0Cc(C)(C)C
CCNC(=0)[C@@H](NC(=0)Cclccc2ecccc2cl)[C@@H]3N[C@@H](
C(=O)NCCNC(=0)[C@@HJAN[C@H](SC4(C)C)[C@H](NC(=0)Cc5c
ccbeeeeebe5)C(=0)NCC)C(C)(C)S3
CN(Cclcceecl)C(=0)[C@@H](NC(=0O)Cc2ccccc)[C@@H]3N[C@@
H](C(=O)NCCNC(=O)[C@@H]4N[C@H](SC4(C)C)[C@H](NC(=0)C
c5ceeec5)C(=0)N(C)Cebeeeect)C(C)(C)S3
CCL(C)S[C@@H](N[C@H]1C(=O)NCCNC(=0O)[C@@H]2N[C@H](S
C2(C)C)[C@H](NC(=0)Cc3ccccec3)C(=0)N(CCO)CCO)[C@H](NC(=
0O)Cc4cccecd)C(=0O)N(CCO)CCOo
CC(C)CC(SCcC1cceeee1)ce=Cc(o)c=Cc(0C2=0)c3cccee3
CC[C@QH](CO)[C@H](NC(=0O)[C@@H](CC(O)C[C@@H](Cclcceecl)
C(=O)N[C@@H]([C@@H](C)CC)C(=0O)NCCN2CCOCC2)Cc3cccee3)
C(=O)NCCN4ccocc4
Cclceee(cl)C2=CC(=C(SCc3cccec3)C(=0)02)0
CC(O)[C@H](NC(=0)clsc(C)nclC)C(=0O)N[C@@H](Cc2cccec2)[C@
@H](O)[C@H](O)[C@H](Cc3cccecc3)NC(=0)[C@@H](NC(=0)c4sc(
C)nc4C)C(C)C
CC[C@H](CO)[C@H](NC(=0)[C@@H](CC(O)CN1C[C@H]2CCCC[C
@H]2C[C@H]1C(=0O)NC(C)(C)C)Cc3cccee3)C(=0)0C
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2ccececc2)NC(=0)C3(0)COoCcc3(C)C
COclcce(ccl)S(=0)(=0)N(CC(C)C)C[C@@H](O)[C@H](Cc2ccecc?)
NC(=0)c3cccec30
CC(C)(C)NC(=0O)[C@@H]1CCCNIC[C@@H](O)[C@@H]2Cc3ccc(
OCCCCOc4ccheccccsec4C(=0O)N[C@@H](CC(=0)N)C(=0)N2)cc3
CC(C)OC(=O)N[C@@H](Cclccececl)[C@H](O)CNC[C@@H](O)[C@
H](Cc2cceecc2)NC(=0)OC(C)C
CC(C)(C)NC(=O)clcceccclClC@@H](O)[C@H](Cc2cceccc2)NC(=0)[C
@H](CSc3cceen3)NS(=0)(=0)C
CCCCNC(=O)N(CC(C)C)C[C@@H](O)[C@H](Cclcceeccl)NC(=0)[C
@H](CC(=0O)N)NC(=0)0OCc2ccccc2
COP(=0)(CNC(=0)[C@@H](NC(=0O)[C@H](Cclcccc2ececcl2)CS(=
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nM
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CHEMBL73804
CHEMBL 14828
CHEMBL14934

CHEMBL122233

CHEMBL17704

CHEMBLA432178

CHEMBLA421410

CHEMBL309402

CHEMBL12705

CHEMBL348226
CHEMBL439833
CHEMBL161954

CHEMBL52153
CHEMBL15182
CHEMBL339998
CHEMBL121976

CHEMBL37465

CHEMBL58998
CHEMBL340206

CHEMBL353796

CHEMBL325673
CHEMBL122797
CHEMBL121837
CHEMBL104471

CHEMBL48993

CHEMBL331664
CHEMBL12484

CHEMBL99211
CHEMBL328732
CHEMBL327912

CHEMBL274291
CHEMBLA435401
CHEMBL12797

CHEMBL119968

0)(=0)C(C)(C)C)C(C)C)CNC(=0)[C@@H](NC(=0)[C@H](Cc3cccc4
cceee34)CS(=0)(=0)C(C)(C))C(C)C
CC(C)(C)NC(=0)[C@@H]1CN(Cc2cccen2)CCNIC[C@@H](O)[C@
H](Cc3ccccc3)NC(=0)O[C@H]4CCOC4
COclceee(cl)C2=CC(=C(SCc3cccec3)C(=0)02)0
COC(=0)clceececclCSC2=C(0)C=C(0C2=0)c3cccec3
CCNC(=0)C(NC(=0O)Cclcccccl)[C@@H]I2N[C@@H](C(=O)NCC(O)
CN[C@@H](CC3CCCCCI)C(=0)NC(C)(C)C)C(C)(C)s2
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@
H](O)[C@H](Cc3ccccec3)NC(=0)OCCS(=0)(=0)C
OCclccc(CN2C(Ce3cccec3)P(=0)(0)C(Cedcccccd)N(Ceheec(CO)ech)
C2=0)ccl
CCL(C)S[C@@H](N[C@H]1C(=O)N[C@H](Cc2ccccec2)[C@H](O)CC
(=O)NCCO)[C@H](NC(=0)Cc3cccce3)C(=0)NCc4cccccd
NC(CC(=O)N)C(=O)N[C@@H](Cclcccccl)[C@H](O)CN[C@@H](C
c2cceec2)C(=0)NC3[C@H](O)Cc4ccecc34
CC(C)(C)NC(=0)[C@@H]1C[C@@H](CCNIC[C@@H](O)[C@H](C
c2ccecc2)NC(=0)COc3ccccc3)OCc4cenccd
CC(C)(C)OC(=O)N[C@@H](Cclccececl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2cccecc2)NC(=0)0OC(C)(C)cceco
CC(C)cleeecclSC2=C(0)OC(CCC(=0)N3CCSCCI)(CC2=0)c4cccecs
CC(C)clceeeclSC2=C(0)OC(CCC(=0)N3CCNCC3)(CC2=0)c4acceeca
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)[
C@@H](Cc2cccecc2)NC(=0)0C(C)(C)C
0OC1=C(SCc2ccccc2)C(=0)C=C(01)c3ccec(O)c3
OC(=0)CCCL(CC(=0)C(=C(0)01)SCCc2ccccc2)c3ccecce3
CC(C)CCL(CC(=0)C(=C(O)01)SCCc2ccccc2)c3ccececece3
CC[C@H](C)[C@H](NC(=O)[C@@H](CC(O)C[C@@H](Cclcceecl)
C(=O)N[C@@H]([C@@H](C)CC)C(=O)NCC2CCc3ccccc3N2)Ce4ccc
cc4)C(=0O)NCC5CCcbeeeccbNS
O[C@@H](C[C@@H](Cclcccecl)C(=O)N[C@@H]2[C@H](O)Cc3cc
ccc23)Ccdceceeccd
OCCCCC1(CC(=0)C(=C(0)01)SCc2cccec2)c3ccceee3
CC(C)clceecclSC2=C(0O)OC(CCC(=0)N3CCN(CCI)C(=0)OC(C)(C)
C)(CC2=0)c4cccecd
CC(O)[C@@H](NS(=0)(=0O)N(C)Cclcccenl)C(=O)N[C@@H](Cc2cc
ccc2)C(O)[C@H](Cc3ccecc3)NC(=0)[C@@H](NS(=0)(=O)N(C)Cc4c
ccen4)C(C)C

OC1=C(SCCc2ccccc2)C(=0)CC3(CCCc4ccecc34)0l
NC(=0)CCCC1(CC(=0)C(=C(0)0O1)SCCc2ccccc2)c3ccecel
CC(CCC=C(C)C)C1=C(0)C(CCc2ccccc2)(0C1=0)C(=0O)NC(C)(C)C
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2cceccc2)NC(=0)[C@](C)(O)c3cceecce3
OC(C(COCclcec(F)eecl)OCc2ccecc2)C(0)C(COCc3cecc(F)ce3)OCceacce
cccd

CC(C)clceeeclSC2=C(0)C=C(0C2=0)c3ccceec3C
CC(C)CN(C[C@@H](O)[C@H](Cclcceeccl)NC(=0O)[C@H](CC(=O)N
JNC(=0)OCc2ccccc2)C(=0)NC(C)(C)C
CCOC(=0)clcceec(0OCCCC2=C(0)0Oc3cceecc3C2=0)cl
OC1=C(CCCOc2cccc(Cl)c2)C(=0)0c3cccecl3
CC(C)(C)NC(=0)[C@@H]1C[C@@H](CCNIC[C@@H](O)[C@H](C
c2ccecc2)NC(=0)CCce3ccecc3)OCc4cenccs
CC(C)CCC1(CC(=0)C(=C(0)01)Sc2cceec2)c3cceccc3
COclceecclC2=CC(=C(Sc3cceec3C(C)C)C(=0)02)0
OC(C(COCclcceecl)OCc2c(F)ecec2F)C(0)C(COCce3ccccece3)OCc4c(F)

68

957
990
1000

1000

1030

1073.31

1100

1100

1100

1100
1103
1106

1118.03
1190
1200
1200

1200

1200
1260

1270

1300
1300
1300
1300

1300

1322.88
1345

1374.77
1400
1400

1400
1400
1418
1453.27

nM
nM
nM

nM

nM

nM

nM

nM

nM

nM
nM
nM

nM
nM
nM
nM

nM

nM
nM

nM

nM
nM
nM
nM

nM

nM
nM

nM
nM
nM

nM
nM
nM
nM



CHEMBL306640

CHEMBL121287

CHEMBL69781

CHEMBL99527

CHEMBL3138187

CHEMBL346860

CHEMBL3137943

CHEMBL122261

CHEMBL330840

CHEMBL291732
CHEMBL274011

CHEMBL120214
CHEMBL14930
CHEMBL89444

CHEMBL68528

CHEMBL18086

CHEMBL48996
CHEMBL280520
CHEMBL12622

CHEMBL38501
CHEMBL324640

CHEMBL327985
CHEMBL15246

CHEMBL332603
CHEMBL441952

CHEMBL122464
CHEMBL123370
CHEMBL88443

CHEMBL314852
CHEMBL334126

CHEMBL12906

ccccdF
CC(C)(C)OC(=O)N[C@@H](Cclccececl)C2(O)CCN(CC2)[C@@H](C
c3ccccc3)C(=0)N[C@@H]4[C@H](O)Ccbhcceeedb
OC(C(COCclcececlF)OCc2cceec2)C(O)C(COCce3ccecc3F)OCcaccece
4
CC(C)C(NC(=0)OCclccececl)C(=O)N[C@H](CC(C[C@H](Cc2cceec?
JNC(=O)C(NC(=0)OCc3ccccc3)C(C)C)[N+](=0)[O-])Cc4cccecd
CNC(=O)N(CC(C)C)C[C@@H](O)[C@H](Cclcceeccl)NC(=0)[C@H]
(CC(=0O)N)NC(=0)OCc2ccccc2
CC(C)CCCC(C)[C@H]1CC[C@H]2[C@@H]3CCCAC[C@@H](CCC
=C(c5cc(Clc(0)c(ch)C(=0)0)cbec(Che(O)e(c6)C(=0)O)CCIC@]4(C)
[C@H]3CC[C@]12C
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)[
C@H](Cc2cceccc2)NC(=0)OC(C)(C)CNC=0
CC(CCC=C(clcc(Chc(0)c(cl)C(=0)0)c2cc(Chec(O)e(c2)C(=0)0)[C@
H]3CC[C@HJ4[C@@H]5CC[C@@H]6CCCC[C@]6(C)[C@H]5CC[C
@]34C
CC(C)(C)NC(=0)[C@@H]1C[C@H](CN1CC(O)CNC(=0O)[C@@H]2
N[C@H](SC2(C)C)C(NC(=0)Cc3cccce3)C(=0)NCc4acccecd)OC(C)(C)
C
OC(C(COCclcce(F)ecl)OCce2cecec(F)ec2)C(0O)C(COCc3cecece(F)ce3)OCc4
cce(F)cc4
O[C@@H](C[C@@H](Cclcceecl)C(=0)N[C@@H]2[C@H](O)Cc3cc
ccc23)Cc4cceeccdO

COclcce(cecl)C2=CC(=C(SCc3ccccc3)C(=0)02)0
OC(C(COCclcececl)OCc2ccece(F)c2)C(0)C(COCce3cceec3)OCceacceec(
F)c4

OC1=C(SCc2ccccc2)C(=0)C=C(01)c3cccec3
COclcceeclCCCCC2=C(0)0c3ccecc3C2=0
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@]2(O)CCN(C2)[C@@H](
Cc3ccecc3)C(=O)N[C@@H]4[C@H](O)Ccbcceccdb
CC(C)(C)NC(=0)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@
H](O)[C@H](Cc3ccccc3)NC(=0)O[C@H]4CCCS(=0)(=0)C4
CCCCI[C@@H](CN[C@@H](CCCC)C(=O)N[C@@H](CCC(=O)N)C(
=O)N[C@@H](CCCNC(=N)N)C(=O)N)NC(=O)[C@@H](NC(=0)[C
@@H](NC(=0)C)[C@@H](C)0)[C@@H](C)CC
OC(=0)clcec(CSC2=C(0)C=C(0C2=0)c3cccee3)ccl
CCOC(=0)clceee(c1)C2=CC(=C(Sc3cceec3C(C)C)C(=0)02)0
CCCC[C@H](CC(O)(CO)C[C@@H](CCCC)C(=O)N[C@@H](CC(C)
C)C(=0O)N[C@@H](Cclcceecl)C(=0)OC)C(=0)N[C@@H](CC(C)C)
C(=O)N[C@@H](Cc2ccccc2)C(=0)0C
CC(C1=C(0)C(CCc2ccccc2)(0C1=0)C(=0)NC(C)(C)C)c3ccecece3
CC(C)[C@@H](NC(=O)N1CCOCCL)C(=O)NN(C[C@H](O)[C@H](C
c2ccccc2)NC(=0)[C@@H](NC(=O)N3CCOCCI)C(C)C)Cc4ccecca
CCclccee(c1)C2=CC(=C(SCc3ccccc3)C(=0)02)0
0OC1=C(SCCc2ccccc2)C(=0)CC(01)c3cceec3
0OC1=C(SCc2ccccc2)C(=0)C=C(01)c3ccec(OC(F)(F)F)c3
CC(C)(C)NC(=O)[C@@H]1CCCN1CC(O)CNC(=0O)[C@@H]2N[C@
H](SC2(C)C)C(NC(=0)Cc3ccccc3)C(=0)NCc4cccccd
CN(CCL(CC(=0)C(=C(0)01)SCCc2ccccc2)c3cceceld)cacceccd
OC1=C(CCCOc2ccccc2)C(=0)0c3cceccl3
OCclccec(OCCCC2=C(0)0c3ccecc3C2=0)cl
OC1=C(SCc2ccccc2)C(=0)CC3(CCCc4ccecc34)0l
Cclceec(C)clCCC(=0)N[C@@H](Cc2ccccc2)[C@H](O)CN3CC[C@
H](C[C@H]3C(=0)NC(C)(C)C)OCc4ccncca

69

1460

1489.97

1500

1500

1500

1500

1500

1600

1600

1600
1630

1643.17
1700
1700

1897.37

1899.65

1900
1917.19
1934

2000
2000

2000
2040
2100
2140

2156.39
2280
2300
2300
2300

2400

nM

nM

nM

nM

nM

nM

nM

nM

nM

nM
nM

nM
nM
nM

nM

nM

nM
nM
nM

nM
nM

nM
nM
nM
nM

nM
nM
nM
nM
nM

nM



CHEMBL118872

CHEMBL69604
CHEMBLA414635
CHEMBL173655
CHEMBL172909
CHEMBLA45627

CHEMBL13075
CHEMBL14707

CHEMBL3084791

CHEMBLA422928

CHEMBL2113708
CHEMBL356524

CHEMBL439641
CHEMBL141176

CHEMBL9409
CHEMBL310487

CHEMBL121035

CHEMBL154798

CHEMBL16796
CHEMBL92492

CHEMBL332379

CHEMBL121243

CHEMBLA48147
CHEMBL14342

CHEMBL121327

CHEMBL120694

CHEMBL314409
CHEMBL91773

CHEMBL298572

CHEMBL69731
CHEMBLS88511
CHEMBL90188

CHEMBL120747
CHEMBL 12886

O[C@H]([C@@H](COCclccececl)OCc2cececc2)[C@H](O)[C@@H](C
OCc3cccee3)OCc4cceccs
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@H](O)CN[C@@H](Cc2c
cccc2)C(=0)N[C@@H]3[C@H](O)Cc4ccecc3d4
CC(C)clceeeclSC2=C(0)OC(CCC(=0)N3CCOCCI)(CC2=0)c4acceeca
OC1=C(C(Sc2cccec2)C3CCCCCI)C(=0)C=C(01)caccecca
OC1=C(C(Sc2ccc3ccccc3c2)cdceccecd)C(=0)C=C(01)c5ccecceh
C\C=C\C\C=C\CCC(=O)[C@H]1O0[C@H]1C(=O)N
CclceceeclCCC(=0O)N[C@@H](Cc2cceec2)[C@H](O)CN3CCIC@H](
C[C@H]3C(=0O)NC(C)(C)C)OCc4ccncc4
OC1=C(SCc2ccccc2)C(=0)C=C(01)c3cccec3Cl
CC(C)[C@H](NC(=0)OCclcceecl)C(=0O)N[C@@H](Cc2ccceec2)CC3(
C[C@H](Cc4ccececcd)NC(=0)[C@@H](NC(=0)OCchcceceh)C(C)C)CC
C(=O)N3
CC(C)(C)OC(=O)N[C@@H](Cclcccecl)[C@@H](O)C[C@@H](Cc2c
cccc2)C(=0)NCCc3cccec3
CC(C)(C)OC(=O)N[C@H](CCNC[C@@H](O)[C@H](Cclccececl)NC(
=0)OC(C)(C)C)Cc2cccec?
OC1=C(C(C=C)c2ccccc2)C(=0)CC3(CCCC3)01
CC(=O)N[C@H]1CCCC[C@@H]INC(=0O)[C@@H](CC(O)C[C@@H
1(Cc2cceec2)C(=O)N[C@H]3CCCC[C@@H]3NC(=0)C)Cc4ccececd
CCC(C1=C(0O)0C2(Cccreeee2)cc1=0)c3cececce3
CC(C)(C)OC(=O)N[C@@H](Cclcceecl)C(O)[C@H](Cc2cceecc2)NC(=
0)OoC(C)(C)C

0OC1=C(Sc2ccceec2)C(=0)C=C(01)c3ccecc3
OC(C(COCclcec(ccl)C#N)OCc2ccce(cc2)CH#N)C(0)C(COCe3ccc(cel)
C#N)OCc4ccc(ccd)C#N
CC(C)CCN(C[C@@H](O)[C@H](Cclcececcl)NC(=0)OCc2ccecc2)S(=
0)(=0)C
OC(C(COCclcee(Cleecl)OCc2ececc2)C(O)C(COCce3cecc(Clee3)0Cce4c
ccecd

COclccc2C(=C(CCCCc3ccccc30C)C(=0)0c2c¢1)0
OC(C(COCclcce(F)eclF)OCce2ccecc2)C(0O)C(COCce3ccc(F)cc3F)OCc4
cceecd
Ccleec(COCC(0OCc2ccccc2)C(0)C(0)C(COCe3cec(C)ee3)OCc4acceccs
)ecl
O[C@H](CNC[C@@H](O)[C@H](Cclccececcl)NC(=0)OCc2ccccc2)[C
@H](Cc3ccccc3)NC(=0)OCc4cceccs
OC1=C(SCc2ccc30CC0c3c2)C(=0)C=C(0O1)cacccecs
OCclccc(COC(COCc2cceec2)C(O)C(0)C(COCe3ccecce3)0Cce4ccc(CO
)ecd)cecl
OC(C(COCclceeecl)OCc2ccee(Br)ec2)C(O)C(COCce3ccceee3)OCcaccee(
Br)cc4
OP1(=0)C(Cc2ccccc2)N(Cce3cec(CBr)cc3)C(=0)N(Cc4cec(CBr)ccd)Cl
Cc5ccececcd

NC(=0)clccec(OCCCC2=C(0)Oc3cceecec3C2=0)cl
CC(C)(C)CC(=O)N[C@@H](Cclcceecl)[C@H](O)CNCIC@@H](O)[
C@H](Cc2cceecc2)NC(=0)OC(C)(C)C
O[C@@H]1[C@@H](O)[C@@H](CCc2ccccc2)N(Ce3ccecc3)C(=0O)N
(Cc4cccecd)[C@@H]1CCc5ccccech
OC1=C(CCCOc2cccc(c2)[N+](=0)[O-])C(=0)Oc3cceccl3
OC1=C(CCOCc2ccccc2)C(=0)0c3cceccl3
COC(=0)clcec(COC(COCc2ccecc2)C(0)C(0)C(COCe3ccecec3)OCc4c
cc(cc4)C(=0)0C)ccl
CC(C)(C)NC(=0)[C@@H]1C[C@@H](CCN1C[C@@H](O)[C@H](C

70

2400

2418.68
2440
2440
2450
2500

2500
2540

2700

2800

2900
3000

3000
3000

3000
3049.59

3100

3200

3224.9
3300

3304.54

3331.67

3400
3420

3464.1

3549.65

3549.65
3900

4000

4000
4000
4000

4098.78
4200

nM

nM
nM
nM
nM
nM

nM
nM

nM

nM

nM
nM

nM
nM

nM
nM

nM

nM

nM
nM

nM

nM

nM
nM

nM

nM

nM
nM

nM

nM
nM
nM

nM
nM



CHEMBL161243

CHEMBLA46316

CHEMBL382513

CHEMBL419560

CHEMBL120466

CHEMBL113559

CHEMBL2111673

CHEMBL124434

CHEMBL302877

CHEMBL121923
CHEMBL125639
CHEMBL278942
CHEMBL315189

CHEMBL607102

CHEMBL305289

CHEMBLA49341

CHEMBL120693
CHEMBL14620
CHEMBL14855

CHEMBL331741
CHEMBL92171

CHEMBL322644

CHEMBL273621

CHEMBL3349992

CHEMBL261987

CHEMBLA442513

CHEMBL96857
CHEMBL90889

CHEMBL120261

c2ccccc2)NC(=0)CSc3cccec3)OCc4cenccd
COC(=0)[C@@H](\N=C(/S)\[C@@H](NC(=O)[C@H](Cclcccccl)NC
(=0)[C@H](Cc2ccccc2)NC(=0)[C@H](C)NC(=0O)[C@H](C)NC(=0)O
c(C)(eye)ceye)ce)e
CC[C@@H](C)C(NC(=0)OC(C)(C)C)[C@H](O)CNCI[C@@H](O)C(
NC(=0)OC(C)(C)C)[C@@H](C)CC
COclcc(Br)c(cclOC)C(=O)N[C@@H](Cc2ccec(Br)c2)[C@H](O)C[C
@H](CCc3ccc(Cl)cec3CHS(=0)(=0)caccc(F)cca
CCNC(=0)[C@@H](NC(=0)clcccecclNc2eceecc2)[C@@H]SN[C@@
H](C(=O)NCCNC(=0O)[C@@H]4N[C@H](SC4(C)C)[C@H](NC(=0)c
5cceec5Nce6ecccc6)C(=0)NCC)C(C)(C)S3
OC(C(COCclceececl)OCc2ccec(cc2)C#N)C(O)C(COCce3cceccec3)OCceacce
c(cc4)C#N
CC(C)CN(C[C@@H](O)[C@@H](NC(=O)O[C@@H]1CCOC1)Sc2cc
ccc2)S(=0)(=0)c3ccc(N)ce3
C[C@H](C1=C(O)[C@](CCc2ccccc2)(OC1=0)C(=0)NCc3cce(ce3)C(
C)(C)C)c4ccecca
COC(=0O)[C@@H](NC(=0O)[C@H](OCclccceccl)[C@H](O)[C@@H](
O)[C@@H](OCc2cccec2)C(=0)N[C@@H](C(C)C)C(=0)OC)C(C)C
O=C(N[C@@H](Cclccceecl)C(=0)N2CCC(=0)C2Sc3cccecc3)cdccchec
ccesnd
CC(C)(C)NC(=0)[C@@H]1C[C@@H](O)CN1CC(O)CNC(=0O)[Ca@@
H]2N[C@H](SC2(C)C)C(NC(=0)Cc3cccecc3)C(=0)NCc4cceecd
CCCC1(CC(=0)C(=C(0O)01)SCCc2ccccc2)c3ccece3
Cclceeec1CSC2=C(0)C=C(0C2=0)c3cccce3
OC1=C(CCCN(c2cccec2)c3ccc(F)ec3)C(=0)Oc4ccceccls
C[C@H](N(C[C@@H](O)[C@H](Cclccececl)NC(=0)[C@H](CC(=0)
N)NC(=0)OCc2ccccc2)C(=0)NC(C)(C)C)c3ccecce3
CC(C)(C)NC(=0O)[C@@H]1CCCNIC[C@@H](O)[C@@H]2Cc3ccc(
OCCCOc4cc5ecccchec4C(=0O)N[C@@H](CC(=0)N)C(=0O)N2)cc3
CC(C)(C)COC(=O)N[C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O
)[C@H](Cc2cceecc2)NC(=0)OCC(C)(C)C
OC(C(COCclcec(ccl)C(F)(F)F)OCc2cce(cc2)C(F)(F)F)C(O)C(COCc3
cce(ce3)C(F)(F)F)OCc4ccee(ccd)C(F)(F)F
OC1=C(SCc2ccccc2)C(=0)C=C(01)c3ccccc30
OC(=0)clccec(CSC2=C(0)C=C(0C2=0)c3cccceld)cl
C[C@H](N(CC(O)CNC(=0O)[C@@H]IN[C@H](SC1(C)C)C(NC(=0O)C
c2ccecc2)C(=0)NCce3ccecc3)CCACCCCCA)C(=0O)NC(C)(C)C
Nclccec(OCCCC2=C(0)0c3cccecc3C2=0)cl
CC(O)[C@H](NC(=0)C(0)(clcceeel)c2eccec2)C(=0)N[C@@H](Cc3
cceee3)[C@@H](O)[C@H](O)[C@H](Cc4ccecccd)NC(=O)[C@@H](N
C(=0)C(0)(cbceccec5)cbececch)C(C)C
CC(C)(C)NC(=0O)[C@@H]1CCCCNIC[C@@H](O)CNC(=0)[C@@H
12N[C@H](SC2(C)C)C(NC(=0)Cc3ccccc3)C(=0)NCc4acceccd
CC(C)(C)OC(=0)[C@@H]1CCCNIC[C@@H](O)[C@H](Cc2ccccec2)
NC(=0)OCc3cccec3
Ccleec(COCC(0OCc2ccc(C)ec2)C(0)C(0)C(COCc3cecc(C)ee3)OCce4cce
(C)ccd)cecl
CN(C)clcee(ccl)C(=0)OCC(OC(=0)c2cec(cc2)N(C)C)C3=C(C)cdceh[
nH]c(cc6[nH]c(cc7nc(ce3nd)c(C)c7C(COC(=0)c8ccc(cc8)N(C)C)OC(=
0)c9cce(cc)N(C)C)c(C)c6CCC(=0)0)C(=C5C)CCC(=0)0
CC(C)(C)NC(=0)clce(cecclCCC(O)Ce2eec(cc2C(=0)NC(C)(C)O)C(O)
(©))c(c)c)c

OC(=0)clcecec(0OCCCC2=C(0)0c3ccecc3C2=0)cl
OC(C(COCclcececl)OCc2cec(cc2)C(F)(F)F)C(O)C(COCce3ccecce3)0C
c4dccc(ccd)C(F)(F)F

71

4500

4500

4500

4800

4818.71

4835.29

4983.97

5000

5000

5100
5100
5370
5500

5757.6

6000

6000

6000
6000
6150

6400
6400

6400

6500

6500

7000

7000

7000
7000

7071.07

nM

nM

nM

nM

nM

nM

nM

nM

nM

nM
nM
nM
nM

nM

nM

nM

nM
nM
nM

nM
nM

nM

nM

nM

nM

nM

nM
nM

nM



CHEMBL14931

CHEMBL107001
CHEMBL352550

CHEMBL171235

CHEMBL67968

CHEMBL299429
CHEMBL15001

CHEMBL2115206

CHEMBL326249
CHEMBL124921

CHEMBL290349

CHEMBL?21296
CHEMBL369126

CHEMBL355782

CHEMBL419513

CHEMBL62621

CHEMBL436088

CHEMBL155260

CHEMBL12161

CHEMBL121586
CHEMBL125816
CHEMBL313331

CHEMBL70657

CHEMBL217693

CHEMBL384612
CHEMBL14698

CHEMBL142248

CHEMBL348791

CHEMBL14373

CHEMBL331444
CHEMBL161488

Cclcee(cecl)C2=CC(=C(SCc3cccccl3)C(=0)02)0
CCL(C)S[C@H](CNC(=0)Cc2ccccc2)N[C@H]1C(=O)NCCNC(=0)[C
@@H]3N[C@@H](CNC(=0)Cc4cccccd)SC3(C)C
OC1=C(C(Sc2cccec2)c3cccdeccccac3)C(=0)C=C(01)c5ccceceh
COC(=0)clccc(CN2[C@H](COc3ccece3)[C@H](O)[C@@H](O)[C@
@H](COc4cceeccd)N(Ce5eee(ce5)C(=0)0C)C2=0)ccl
CC(O)[C@H](NC(=0)OCclccececcl)C(=O)N[C@@H](Cc2cceccc2)[C@
H](O)CNC(=0)CCC(=O)NC(C)(C)C
CN([C@@H](Cclcccecl)[C@H](O)CNC[C@@H](O)[C@H](Cc2ccce
c2)NC(=0)OC(C)(C)C)C(=0O)OC(C)(C)C
Cclccec(CSC2=C(0)C=C(0C2=0)c3cccee3)cl
CC(C)(C)OC(=O)N[C@@H](Cclcceec)[C@H](O)CNC(C(O)c2ccece
2)C(=O)N[C@@H]3[C@H](O)Cc4ccccc3a
CCNC(=0)[C@@H](NC(=0O)Cclcccccl)[C@@H]12N[C@@H](C(=0)
NCCNC(=0)[C@@H]3NCSC3(C)C)C(C)(C)S2
OC1=C(SCc2ccccc2)C(=0)CC(01)c3cecece3
CC(C)CNIC[C@@](O)(C[C@H]1C(=O)NC(C)(C)O)[C@H](ccacce
CC2)NC(=0)CCc(C)(C)C
OC1[C@H](Cc2cceccc2)N(CC3CCI)C(=0O)N(CC4CCH[C@H]1Cchcce
cc5

[O-][N+](=0)c1cec2c(cl)C(=0)Oc3ccc(CBr)cc23
O[C@@H]1[C@@H](O)[C@@H](CCCc2ccccc2)N(Cc3cceccl3)C(=0)
N(Cc4cccecd)[C@@H]1CCCc5cccech
CC(C)(C)NC(=0O)[C@@H]1CCCNIC[C@@H](O)CCc2ccccc2C(=0)N
C(C)(C)C
COclccc(C[C@H](NC(=0)OC(C)(C)C)C(=O)N2CCC(=0O)[C@@H]2S
c3cccce3)ccl
O[C@H](C[C@H](CCclccc(Cl)eclCl)S(=0)(=0)c2cce(F)cc2)[C@H](
Cc3ccee(Br)c3)NC(=0)COc4ccec(Cl)cc4aCl
CC(C)CCN(C[C@@H](O)[C@H](Cclcceecl)NC(=0)OCc2ccecc2)S(=
0)(=0)Cc3cccee3
CC(C)(C)NC(=0O)[C@@H]1C[C@@H](CCNIC[C@@H](O)[C@H](C
c2ccecc2)NC(=0)\C=C\c3cceee3)OCcedeenccd
OC(C(COCclceeecl)OCe2ccee(cc2)C(=0)0)C(0)C(COCe3ccece3)OCce
4ccc(cc4)C(=0)0

OC1=C(SCc2ccccc2)C(=0)CC3(CCc4cceccc34)01
OC1=C(CCCN(Cc2ccccc2)c3cecec3)C(=0)Oc4cccccls
COC(=0O)[C@H](O)[C@H](Cclccceccl)NC(=O)[C@@H](NC(=O)[C@
H](Cc2c[nH]c3ccccc23)NC(=0)C)C(C)C
CC1=C(C(COC(=0)c2cceec2)OC(=0)c3cceced)cacchne(ce6[nH]c(cc7[
nH]c(cc1n4)C(=C7CCC(=0)0)C)c(CCC(=0)0)c6C)c(C(COC(=0)c8cc
ccc8)OC(=0)c9cceec9)csC
CC1=C(C(COC(=0)c2ccc3ccecc3c2)OC(=0)caccecseceecsed)coec7ne(
cc8[nH]c(cc9[nH]c(ccln6)C(=CICCC(=0)0)C)c(CCC(=0)0)c8C)c(C(
COC(=0)c%10ccc%liceecc%l11c%10)OC(=0)c%12ccc%l3cceec%l13
c%12)c7C

CcleeceeclC2=CC(=C(SCc3cccece3)C(=0)02)0
OC[C@@]12C3N(Cc4cceccd)C5[C@]6(CO)C(N(Cc7cccec?)Cl[C@@
13(CO)[C@H]6c8ccccc8)[C@@]5(CO)[C@@H]2¢9ccccc9
COC(=0O)[C@@H](NC(=0O)[C@@H](NC(=0O)[C@H](Cclccceecl)\N=
C(/S)\[C@H](Cc2ccecc2)NC(=0)[C@H](C)NC(=0O)[C@H](C)NC(=0)
OC(C)(C)c)c(c)o)c(e)e
COC(=0)clccec(CSC2=C(0)C=C(0C2=0)c3cccee3)cl
NC(=0)clcecc(COC(COCc2ccecc2)C(0)C(O)C(COCc3ccccc3)OCcacce
(cc4)C(=0O)N)ccl

OCL(CCN(CC#CC(=0)c2ccecc2)CC1)e3cecec(Clece3
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7493.38

7800
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8000

8250
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8549.85
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9000
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10000
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11000

11401.75
11800
13000

14000

14000
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14160

16100
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20000
20000
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CHEMBL325180
CHEMBL315009
CHEMBL89166
CHEMBL14675
CHEMBL94703

CHEMBL319004
CHEMBLS88778

CHEMBL69243

CHEMBL122655
CHEMBL278187

CHEMBL69250
CHEMBL160413
CHEMBL91457

CHEMBL187239

CHEMBL142249

CHEMBL304135

CHEMBL431023
CHEMBL313167

CHEMBL69362
CHEMBL89631
CHEMBL182831
CHEMBL182782

CHEMBL330438

CHEMBL434478

CHEMBL415698
CHEMBL22057
CHEMBL88855
CHEMBL113197
CHEMBL159191

CHEMBL313367

CHEMBL328536

CHEMBL419630
CHEMBL89376

CHEMBL142907
CHEMBL159101

CCC(C)[C@H](NC(=O)C[C@H](O)[C@H](CC(C)C)NC(=0)CC1C=C
CN2N1C(=0)C(CNCc3cceec3)CCC2=0)C(=O)N[C@@H](Cc4cccecd)
C(=O)N
OP1(=0)C(Cc2ccccc2)N(Cc3cceec3)C(=0O)N(Cc4dcceeccd)C1Ceheecech
OC1=C(SCCOc2ccccc2)C(=0)Oc3cececl3
OC(=0)clccecc1CSC2=C(0)C=C(0C2=0)c3cccee3
CC(C)(C)NC(=0)clcecececlSCC(O)Ce2ecc3ccccc3c2C(=0)NC(C)(C)C
CCL(C)S[C@@H](N[C@H]1C(=O)N[C@H](CO)CCc2ccccc2)[C@H](
NC(=0)Cc3cccce3)C(=0O)NCc4cceecs
OC1=C(CCCSc2cccec2)C(=0)0c3ccececl3
CC(C)C[C@H](N1CCC(O)(CCL)[C@H](Cc2ccececc2)NC(=0O)[C@@H](
NC(=0)OCc3ccccc3)C(C)C)C(=0)NC(C)(C)C
NCclccc(COC(COCc2cceec2)C(0)C(O)C(COCe3cecece3)OCceaccc(CN
)ccd)cecl
NC1C(OCc2cccec2)OC(COC(=0)Nc3ccecc3)C(OCc4cccccd)CIN
O[C@@H]1Cc2ccccc2[C@@H]INC(=0)[C@H](Cc3ccccec3)N4CCC(
O)(CC4)[C@H](Cc5cceecc5)NC(=0)O[C@H]6CCOCH
OCL(CC[N+]([O-D(c\C=C\C(=0)c2ccc(F)cc2)CCl)c3cce(Cl)ee3
OC1=C(CCCOC2CCCCC2)C(=0)0Oc3cceecl3
COC(=0)[C@@H](NC(=0O)[C@@H](NC(=0)[C@H](Cclcccccl)NC(
=O)N[C@H](Cc2ccccc2)NC(=0)[C@H](C)NC(=0O)[C@H](C)N)C(C)
C)C(C)C
COclccc(ccl)[C@@H]2[C@@]3(CO)CAN(Cc5eccec5)C6[C@@]7(CO
)C(N(Cc8cccce8)C3[C@]4(CO)[C@H]7¢c9ccc(0C)cc9)[C@]26CO
CC(C)(C)NC(=0O)[C@H](CC1CcCcCCCl)N2CcC[C@](0)(C2)[C@H](Cc
3ccecc3)NC(=0)0C(C)(C)C
CC(C)(C)OC(=O)N[C@@H](Cclcceecl)C(O)CNC(Ce2ececc2)C(=0)
NC(CO)c3ccecc3

0OC1=C(CCCOCc2ccccc2)C(=0)0c3ccececl3
CC(O)[C@H](NC(=0)0OCclcceccl)C(=0)N[C@@H](Cc2cceec2)C3(0
)JCCN(CCc4cceecd)CC3

COclccececlOCCCC2=C(0)Oc3cccecc3C2=0
Cclcec20C(=0)c3cce(cec3c2cl)[N+](=0)[O-]
Nclcee2e(c1)C(=0)Oc3cec(CBr)cc23
CC(C)(C)OC(=O)N[C@@H](Ccilcceecl)[C@@H](O)CN(Cc2ccecec?)
NC(=0)OC(C)(C)C
COC(=0O)[C@@H](NC(=0O)[C@@H](NC(=O)[C@H](Cclccceccl)NC(
=0)[C@H](Cc2cccec2)\N=C(/S)\[C@H](C)NC(=0)[C@H](C)NC(=0)
OC(C)(C)e)ce)o)c(e)e
CC(C)[C@@H](NC(=0)OC(C)(C)C)C(=O)NN(C[C@H](O)[C@H](Cc
lcceecl)NC(=0)[C@@H](NC(=0)OC(C)(C)C)C(C)C)Cc2ccccc2
OCL[C@H](Cc2cccecc2)N(CC=C)C(=O)N(CC=C)[C@H]1Cc3cccee3
OC1=C(CCOc2ccccc2)C(=0)0c3cceccl3
CCCCCC=C(clcc(Che(O)c(cl)C(=0O)NO)c2cc(Che(0)e(c2)C(=0)NO
OCL(CCN(CC#CC(=0)c2ccee(c2)c3cccec3)CCl)cdcec(Clecd
N[C@@H](Cclcceecl)C(O)CN[C@@H](Cc2ccccc2)C(=0)NC3[C@H
](O)Cc4ccecc34
CC(C)N1CCC(=C(C1)C(=0O)NC(C)(C)C)CC(O)CCc2cceec2C(=0)NC(
C)(C)C
COC(=0)[C@H](O)[C@H](Cclccceccl)NC(=0O)[C@@H](NC(=0O)[C@
H](Cc2ccc(O)cc2)NC(=0)C)C(C)C
O\N=C(\CCC1=C(0)Oc2ccccc2C1=0)/c3cceec3
CCC(C1=C(0O)OC(CCc(C)C)(Ccc(c)C)cC1=0)c2cceec2
OC1(CCN(C\C=C\C(=0)c2ccc(F)cc2)CCl)c3cec(Clyce3
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21000
21000
24000
24760
25000

25495.1
26000

26700

27000
28000

29700
30000
32000

32400

33000

37000

38000
38000

38700
44000
50000
50000

50000
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CHEMBL444869
CHEMBL88145

CHEMBL?21291
CHEMBL91766
CHEMBL182348
CHEMBL329047
CHEMBL161613

0OC1=C(CSc2cccec2)C(=0)C=C(01)c3cceec3 84300

OCCCC1=C(0)Oc2cccec2C1=0 86000
OCL[C@H](Cc2cccecc2)N(Ce3cecece3)C(=0)N(Cedceccced)[C@H]1Cc5

cceeed 89000
OC1=C(CCC(=0)c2cccec2)C(=0)0c3cceecl3 90000
Cclcec20C(=0)c3cc(N)cee3c2cl 100000
CC(C)(C)NC(=0O)C1CCCCNI1CC(O)CCc2ccecc2C(=0)NC(C)(C)C 100000
OCL(CCN(CC#CC(=0)c2cce(cc2)c3cccecc3)CCl)cdcec(Clecd 100000

8.2 Reverse training set

CHEMBL338099
CHEMBL88677
CHEMBL132756
CHEMBL135380
CHEMBL253186
CHEMBL37835
CHEMBL37024
CHEMBL37762
CHEMBL38341
CHEMBL103706
CHEMBLA436376
CHEMBL341201
CHEMBLA436177
CHEMBL162118
CHEMBL133658
CHEMBL287317
CHEMBL36930
CHEMBLS85110
CHEMBL328258
CHEMBL88840
CHEMBL91624
CHEMBL435600
CHEMBL133195
CHEMBL334983
CHEMBL381134
CHEMBL382553
CHEMBL207839
CHEMBL207512
CHEMBL206522
CHEMBL398766
CHEMBL79339
CHEMBL133559
CHEMBL36424
CHEMBL91332
CHEMBL 134630
CHEMBL379722
CHEMBL205152
CHEMBL206962
CHEMBL207929

Cclnc(CCCCCCC(=0)c2cceecc2)n3nc(cecl3)ndeencd
Fclccee(F)cLCC\N=C(/S)\Nc2ccc(Br)cn2
COclccc(F)c(CC\N=C(/S)\Nc2cce(Br)en2)c1C#N
Clcleec(NC(=S)NCCN2C(=0)c3ccccc3C2=0)ncl
COclccc(OC)c(CCNC(=S)Nc2cee(Cl)en2)clF
CCOclccc(Che([C@H]2C[C@H]2NC(=0)Nc3ccc(Cl)en3)clF
CCOclccc(F)c([C@H]2C[C@H]2NC(=0)Nc3ccc(Clen3)clF
Fclcccc(F)cl[C@H]2C[C@H]2NC(=0)Nc3ccc(Cl)en3
COclccc(OC)c([C@H]2C[C@H]2NC(=0)Nc3ccc(Clen3)clF
Fclec(F)c(CC\N=C(/S)\Nc2ccc(Cl)en2)c(F)cl
CCOclccc(F)c(CC\N=C(/S)\Nc2ccc(Br)en2)c1C#N
Clclccc(NC(=S)NCCN2C(=0)c3c(Clycee(Cl)e3C2=0)ncl
CCOclcec(Che(CCAN=C(/S)\Nc2cce(Br)en2)clF
CCN1c2nc(Cl)ee(C)ec2NC(=0)c3cc(CScacenccd)encl3
CCOclcec(Che(C2CC2NC(=0)Nc3cec(cn3)C#N)C1F
COclccc(OC)c(CCNC(=0)Nc2cee(Chen2)clF
Fclccee(F)cLCCNC(=0)Nc2cee(Cl)en2
CCC1=C(Sc2ccecc2)N(COCCOCce3cccec3)C(=0)NC1=0
COclcceeclC(=0)CC\N=C(/S)\Nc2ccc(Br)cn2
Clclcec(NC(=S)NCCc2cccec2)nel
Fclccec(F)clC(=0)CC\N=C(/S)\Nc2ccc(Br)cn2
COclccc(F)c(CC\N=C(/S)\Nc2cce(cn2)C#N)c1C#N
Brclccc(NC(=S)NCCn2nc3cecece3n2)ncl
COclccc(F)c(F)c1CC\N=C(/S)\Nc2ccc(Br)cn2
Cclcee(c(Br)cl)n2nnnc2SCC(=0)Nc3ccccc3[N+](=0)[0-]
Cclc(Clheeecin2nnnc2SCC(=0)Nc3ccece3[N+](=0)[0-]
Cclee(C)e(c(C)el)n2nnnc2SCC(=0)Nc3ccccc3[N+](=0)[0-]
Cclee(C)e(c(C)el)n2nnnc2SCC(=0)Nc3ceec(cc3CC(=0)N
NS(=0)(=0)clccc(NC(=0)CSc2nnnn2c3cc(Cl)cee3Cl)e(Clcl
Cclccc(NC(=S)NCCc2c(F)ccec2F)ncl
CCN1c2nceec2C(=0)N(C)c3ccc(ncl3)cac[nH]c5neeecd5
CC(=0)clccc(F)c(C2CC2NC(=0)Nc3cee(Br)en3)clO
CCOclccc(F)c(CCNC(=0)Nc2cee(Br)en2)clCl
FclccecclC(=0)CC\N=C(/S)\Nc2ccc(Br)cn2
FclccoclCC\N=C(/S)\Nc2ccc(Cl)en2
Cclee(C)e(c(C)el)n2nnnc2SCC(=0)Nce3cee(ce3CNS(=0)(=0)N
Cclee(C)e(c(C)el)n2nnnc2SCC(=0)Nc3ccc(Clee3[N+](=0)[0-]
[O-][N+](=0)clceccccINC(=0)CSc2nnnn2c3c(Cl)ceccc3Cl
[O-][N+](=0)clceccccINC(=0)CSc2nnnn2c3cc(Cl)ccc3Cl
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CHEMBL252964
CHEMBL253169
CHEMBL38318

CHEMBLA421841
CHEMBL134026
CHEMBL399976
CHEMBL134278
CHEMBL135259
CHEMBL135254
CHEMBL377010
CHEMBL207900
CHEMBL207920
CHEMBL400547
CHEMBL429488
CHEMBL253822
CHEMBL402265
CHEMBL399503
CHEMBL131972
CHEMBL135105

CHEMBL129
CHEMBLA436546
CHEMBLS88710
CHEMBL351728
CHEMBL252137
CHEMBL254007
CHEMBL253369
CHEMBL398890
CHEMBL253170
CHEMBL132425
CHEMBL162383
CHEMBL37834
CHEMBL137111
CHEMBL164261
CHEMBL381513
CHEMBL443063
CHEMBL100980
CHEMBL37025
CHEMBL35729
CHEMBLS83412
CHEMBL88729
CHEMBL135808
CHEMBLA422371
CHEMBL252963
CHEMBL253171
CHEMBL84621
CHEMBL319224
CHEMBL383088
CHEMBL 78882
CHEMBL88397

CCOclccce(F)c(CCNC(=S)Nc2cec(Br)cn2)clF 4
COCclcce(F)c(CCNC(=S)Nc2cec(Br)cn2)clF 4
CCOclcce(F)c([C@H]2C[C@H]2NC(=0)Nc3ccc(cn3)C#N)c1Cl 4.15
CCN1c2ncec(C)e2NC(=0)c3cc(CScdec(C)ne(C)ed)encl3 4.2
CCC(=0)clccee(F)c(C2CC2NC(=0)Nc3cec(Br)cn3)c10 4.27
CCOclccec(F)cLCCNC(=S)Nc2cee(C)en2
CCC(=0)clcce(F)c(C2CC2NC(=0)Nc3cec(Clhen3)c10
CCOclcce(F)c(CC\N=C(/S)\N[n+]2ccc(Cl)cn2)c1Cl
COclcee(F)c(CC\N=C(/S)\Nc2ccc(Clecn2)c1C#N
Cclce(C)e(c(C)el)n2nnnc2SCC(=0)Nc3cecec3Cl
[O-][N+](=0)clccecccINC(=0)CSc2nnnn2c3ccccdccccc34
CN(C)CCCNC(=0)clcec(NC(=0)CSsc2nnnn2c3c(C)ec(C)cc3C)ce(Clycl
CCclcsc(NC(=S)NCCc2c¢(F)ccec2F)nl
CCOclcce(F)c(CCNC(=S)Nc2cec(cn2)C#N)c1Cl
COclcec(OC)c(CCNC(=S)Nc2cec(Chen2)cl
CCOclcce(F)c(F)c1CCNC(=S)Nc2cee(Br)en2
CCOclccc(OC)c(CCNC(=S)Nc2cec(Chen2)clF
CCOclcee(Cl)e(C2CC2NC(=0)Nc3cec(Clhenn3)clF
CC(=0)clccc(F)c(C2CC2NC(=0)Nc3cee(cn3)C#N)c10
CC1=CN([C@H]2C[C@H](N=[N+]=[N-
DIC@@H](CO)02)C(=0)NC1=0
CC(C)C1=C(Cc2ccccc2)N(COCc3cceec3)C(=0)NC1=0
Fclccec(F)c1C(=0)CC\N=C(/S)\Nc2ccc(Cl)en2
CCN1c2nc(Cl)ee(C)e2NC(=0)c3cc(CScanc(C)ec(C)nd)encl3
Fclccec(Cl)cICCNC(=S)Nc2ncces?2
Fclccec(F)cLCCNC(=S)Nc2nc(cs2)C#N
CCOclccec(F)c1CCNC(=S)Nc2ccce(Br)en2
COclccc(F)c(CCNC(=S)Nc2cee(Br)en2)clF
CCOclccc(F)c(CCNC(=S)Nc2cee(Clen2)ciCl
CCC(=0)clcec(F)c(C2CC2NC(=0)Nc3cec(cn3)C#N)cl0
CCN1c2nc(F)ec(C)e2NC(=0)c3cc(CScacc(C)ne(C)ed)encl3
CCOclccc(OC)c([C@H]I2CIC@H]2NC(=0)Nc3cce(Br)cn3)clF
COclcce(F)c(CC\N=C(/S)\Nc2cce(Br)cn2)c10C
CCN1c2nc(Cl)ee(C)e2NC(=0)c3cc(CScdec(C)ne(C)ed)encl3
Cclee(C)e(c(C)el)n2nnnc2SCC(=0)Nc3ccecc3Br
CN(C)clcee(F)c(CCNC(=S)Nc2cee(Br)en2)clF
CCN1c2nc(Cl)cec2N(C)C(=0)c3cc(CScdeenccd)encl3 7.7
CCOclccc(F)c([C@H]I2CIC@H]2NC(=0)Nc3ccc(Chen3)c1Cl
CCOclcec(0C)c(CCNC(=0)Nc2cee(Cl)en2)clF
CCclcc(NCc2cc(C)e(C)ec20C)c(O)nclC
Brclccc(NC(=S)N[C@@H]2C[C@@H]2c3cccee3)ncl
CN(C)cleec(CC\N=C(/S)\Nc2ccc(Br)cn2)c(F)c1C#N
CCN1c2ncc(CSc3oc4cccccdn3)cc2C(=0)Nc5e(C)ee(Cl)ncls
CN(C)clccc(F)c(CCNC(=S)Nc2cee(Clyen2)clF
CCOclccc(F)c(CCNC(=S)Nc2cee(l)en2)clCl
CCclcc(NCc2cc(C)e(C)nc20C)e(O)nclC
Fclcec(C#N)c(F)c1CC\N=C(/S)\Nc2ccc(Cl)en2
NS(=0)(=0)clccc(NC(=0)CSc2nnnn2c3ccec(Cl)e3Cl)e(Clel
Clclccc2NC(=O)NC(C#Cc3occce3)(C4CC4a)c2cl
ClclceeeclC(=0)CCNC(=S)Nc2ccce(Br)en2
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CHEMBL 142837
CHEMBL144744
CHEMBL366017
CHEMBL381888
CHEMBL205764
CHEMBL250438
CHEMBL438146
CHEMBL252136
CHEMBL81227

CHEMBL79526

CHEMBL162272
CHEMBL171919
CHEMBL99235

CHEMBL106783
CHEMBL320282
CHEMBL350538
CHEMBL207105
CHEMBL398891
CHEMBLS82764

CHEMBL368116
CHEMBL377820
CHEMBL192231
CHEMBL336237
CHEMBL176362
CHEMBL175162
CHEMBL191163
CHEMBL189942

CHEMBL133772
CHEMBL336426
CHEMBL320379
CHEMBL192530
CHEMBL80064
CHEMBL57995
CHEMBL342771
CHEMBL192790
CHEMBL382454
CHEMBL55445
CHEMBL85947
CHEMBL86109
CHEMBL189423
CHEMBL189928
CHEMBL314012
CHEMBL37803
CHEMBL433489
CHEMBL85946
CHEMBL310803
CHEMBL102113
CHEMBL101845
CHEMBL102166

CCN1c2nccec2C(=0)Nc3c(C)ee(Chncl3
CCN1c2nc(cc(C)c2NC(=0)c3ccencl3)N(C)CCO
CCN1c2nc(Cl)cece2N(C)C(=0)c3cc(CCOc4ccc(cc4C)C(=0)0)encl3
CCLCN(C2C[C@H](CO)C(C2)N=[N+]=[N-])C(=O)NC1=0
[O-][N+](=0)clccecccINC(=0)CSc2nnnn2c3cc(F)ccc3Cl
COclccec(F)cICCNC(=S)Nc2nceces?2
CCOclccec(F)cLCCNC(=S)Nc2nces2
Fclceec(F)c1CCNC(=S)Nc2ncces2
Clclccc2NC(=0)NC(C#Cc3ccecc3C#N)(CA4CC4A)c2cl
Clclcce2NC(=0)NC(C#Cc3nces3)(C4CC4)c2cl
CCN1c2nce(CSc3cence3C)cc2C(=0)Ncde(C)ee(Clhncl4
CCclcc(SCc2oc3c(Clheec(Cl)e3n2)c(O)nclC
CCclcc(CCc2oc3c(Cheec(Cl)e3n2)c(O)nclC
OclncceclC(OCc2ccecec2)(C#Cce3ccecc3)C(F)(F)F
OclncceclC(OCc2cccec2)(C#HCC3CCI)C(F)(F)F
Cclce(SCe2enc3N(C4CC4)c5nc(Clyec(C)eBNC(=0)c3c2)cc(C)nl
[O-][N+](=0O)clccecccINC(=0)CSc2nnnn2c3ccec(Cl)c3Cl
CCOclcce(F)c(CCNC(=S)Nc2cee(Br)cn2)clCl
[O-][N+](=0)clcceccclCH#CC2(NC(=0O)Nc3cec(Cl)cec23)C4CC4
CCclcc(CCc2oc3ccec(F)c3n2)c(S)nclC
CN(C)CCCOclceec(NC(=0)CSsc2nnnn2c3c(C)ec(C)eec3C)e(Clycl

CCN1c2nccecc2N(C)C(=0)c3cc(CCOc4ccechec(ceecse4)C(=0)0)encl3

CCclc(C)nc(O)c(N)c1Sc2ec(C)ee(C)e2
CCclcc(CCc2oc3ccec(F)ec3n2)c(O)nclC
CCclcc(CCc2oc3c(F)cec(F)c3n2)c(S)nclC

CCN1c2ncc(CCOc3cec(cc3C)C(=0)0)cc2C(=0)N(C)cdccc(OC)ncla

CCN1c2nc(F)ccec2N(C)C(=0)c3cc(CCOc4ccec(ccaC)C(=0)0)encl3

CCOC(=0)NCCC=C(clcc(C)c(OC)c(cl)C(=0)0C)c2cc(C)e(0OC)ce(c2)

C(=0)0C

CCOclccc(F)c(C2CC2NC(=0)Nc3cc(Chenn3)clCl
OclncceclC(OCc2ccceec2)(\C=C\C3CCI)C(F)(F)F
CCN1c2ncccc2N(C)C(=0)c3cec(CCOc4ccec(cc4C)C(=0)0)encl3
Clclccc2NC(=O)NC(C#Cc3cceec3)(C4CC4)c2cl
Oclncc2c(F)c(F)cee2nl
CCN1c2nc(cce2N(C)C(=0)c3ccencl3)cdcceend
CCN1c2ncccc2N(C)C(=0)c3cc(CCOc4ccec(ced4Br)C(=0)0)encl3
Cclccee(clC)n2nnnc2SCC(=0)Nc3cceec3[N+](=0)[0-]
CCN1C(=0)c2ccenc20c3cc(C)ec(C#N)cl3
CC(C)Scinc(0O)c(C)e(n1)C(C)e2¢(F)ceec2F
CCclcc(CNc2cc(CC)e(C)nc20)c(0C)nclC
CCN1c2nc(C)eec2N(C)C(=0)c3cc(CCOc4ccee(ccaC)C(=0)0)encl3
CCN1c2ncccc2N(C)C(=0)c3cec(CCOc4ccec(cc4CC)C(=0)0O)encl3
CN1C(=0)Nc2cce(Cl)cc2C1(C#Cc3cceen3)C4CC4
CCclcc(NCc20c3c(C)eee(C)e3n2)c(O)nclC
CN1C(=0)c2cc(N)ccc20c3cec(C)ec(C)el3
CCC(C)Sclnc(0)c(C)e(n1)C(C)c2c(F)ceec2F
CSclnc(0)ce(C)e(nl)C(C)c2c(F)ceec2F
CCN1c2nce(CCce3cenc(N)ce3)cc2C(=0)N(C)cacee(Clyncl4
CCN1c2ncc(CCce3cccdcececcdc3d)cc2C(=0)N(C)ebece(F)nels
CCN1c2ncccc2N(C)C(=0)c3cec(COc4cenccd)encl3
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11.59
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15

15

15

15

16
16
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CHEMBL103386
CHEMBL316796
CHEMBL99896

CHEMBL338047
CHEMBL343007
CHEMBL145199
CHEMBL145237
CHEMBL 144326
CHEMBL342103
CHEMBL356744

CHEMBL212448
CHEMBL135509
CHEMBL398837
CHEMBL83622

CHEMBL298607
CHEMBL364043
CHEMBL204993
CHEMBL29274

CHEMBL56051

CHEMBLS87765

CHEMBL317574
CHEMBL339203
CHEMBL370699
CHEMBL207527
CHEMBL172861
CHEMBL106694
CHEMBL223228
CHEMBL283950
CHEMBL39665

CHEMBL329720
CHEMBL106997
CHEMBL104349
CHEMBL162629
CHEMBL294171
CHEMBL162905
CHEMBL79338

CHEMBL440860
CHEMBL174130
CHEMBLA416107
CHEMBL301222
CHEMBL100445
CHEMBL319091
CHEMBL318002
CHEMBL100981
CHEMBL103953
CHEMBL108396
CHEMBL 144852
CHEMBL 144522
CHEMBL147749

CCN1c2nc(Cl)cecec2N(C)C(=0)c3cc(CScaccececcd)encl3
S=C(NCCclcccccl)Nc2eeeen?2
CN(C)clec(F)c(CCAN=C(/S)\Nc2ccc(Clen2)c(F)cl
CCC1=C(C)NC(=0)C(=C1Cc2cc(C)cc(C)c2)N(C)C
Cclce(Chnc2N(C3CC3)c4nceecdC(=0)Ncl2
CCN1c2nccec2C(=0)Nc3c(C)ee(F)ncl3
CCN1c2nccec2C(=0)N(C)c3cce(ncl3)cden[nH]cd
CCN1c2nc(ccc2N(C)C(=0)c3ceencl3)N4CCCC4a
CCN1c2nccec2C(=0)Nc3c(C)ee(C)nel3
CCN1c2nc(SC)ec(C)ec2NC(=0)c3ceencl3
COC(=0)CCC\C=C(/clcc(C)c20C(=0)N(C)c2c1)\c3cc(C)e(OC)e(c3)C
(=0)0C

Brclccc(NC(=S)NCCC2=NC3C=CC=CC3N2)ncl
CCOclc(Chec(F)e(CCNC(=S)Nc2ccee(Br)en2)c1Cl
CCclcc(CCc2oc3cceee3n2)c(O)nclC
COC(=0)clce(C)ec20c3nceec3C(=0)N(C)el2
CCN1c2ncccc2N(C)C(=0)c3ec(CCOc4cec(CCC(=0)0)ccaC)encl3
Cclee(C)e(c(C)el)n2nnnc2SCC(=0)Nc3cce(cc3CHN+](=0)[0-]
FC(F)(F)[C@]L(NC(=0O)Nc2cce(Cl)cc12)\C=C\C3CC3
CN1C(=0)c2ccenc20c3cc(C)ee(c13)[N+](=0)[O-]
CCclcc(NCc2cc(C)eec20C)c(O)nclC
CNC(=0)clccc(F)c(CC\N=C(/S)\Nc2cce(Br)en2)clF
Cclnc(O)c(NCc2oc3c(Clhcee(Cl)e3n2)cclC=C
CCN1c2ncccc2N(C)C(=0)c3ec(CCOc4cec(CC(=0)0)ccaC)encl3
Cclcee(Clecin2nnnc2SCC(=0)Nc3cceccc3[N+](=0)[0-]
CCclcc(CCc2oc3ccece3n2)c(S)nclC
OclncceclC(Oc2ccec(0Oc3ceccce3)c2)(CHCCACCH)C(F)(F)F
FC(F)(F)[C@]1(OC(=0O)Nc2ccc(Cl)cc12)C#CC3CC3
NC(=0)c1[nH]c2ccc(Cl)ec2c1S(=0)(=0)c3cccce3
CN(C)clcce(F)c(CCNC(=0)Nc2cee(Br)cn2)clF
CCclcc(CCc2oc3c(C)eee(C)e3n2)c(O)nclC
OclncceclC(OCc2ccenc2)(CHCC3CCI)C(F)(F)F
OclncceclC(OCc2cceen2)(C#HCC3CCI)C(F)(F)F
CCN1c2nc(Cl)ee(C)e2NC(=0)c3cc(CScaenencd)encl3
CCN1C(=0)c2cc(N)cnc20c3cc(C)ec(C)el3
CCN1c2nce(CSsc3cenc(C)e3)cc2C(=0)Nc4c(C)ec(Chncls
CCN1c2ncecc2C(=0)N(C)c3ccc(ncl3)cac[nH]c5cecececds
CCN1C(=0)c2ccenc20c3cc(C)ec(C)el3
CCclcc(CCc2oc3c(Clhceee3n2)c(S)nclC
CCclc(C)nc(O)c(clsc2ec(C)ec(C)ec2)[N+](=0)[0-]
CN1C(=0)c2cc(N)ccc20c3cec(C)eccll
CCN1c2ncc(COc3cenc(C)e3)cc2C(=0)N(C)cacee(Clyncl4
CCN1c2ncccc2N(C)C(=0)c3cc(CCc4cenced)encl3
CCN1c2nce(COc3cc[n+]([O-])ce3)cc2C(=0)N(C)caccc(F)ncld
CCN1c2nce(CSc3nceen3)cc2C(=0)N(C)cacec(Clncld
CCN1c2ncccc2N(C)C(=0)c3cec(CCe4cenc(C)cd)encl3
COclcee(ccl)C(=0)CSC2=NC(=C(C(C)C)C(=0)N2)Cc3ccccdccccc3d
CCN1c2ncecc2C(=0)N(C)c3cec(ncl3)N4CC=CC4
CN1C(=0)c2ccenc2N(C3CC3)canc(Br)cecls
S\C(=N/CCclcccccIN=[N+]=[N-])\Nc2nccs2
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21.45
22
22
22
23
23
23
23
23
23
23
24
24.34
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CHEMBL172311
CHEMBL174419
CHEMBL366402
CHEMBL252135
CHEMBL398765
CHEMBL291763
CHEMBL85059

CHEMBL205999
CHEMBLS81319

CHEMBL36995

CHEMBL82798

CHEMBLS87676

CHEMBL83635

CHEMBL177016
CHEMBL84933

CHEMBL176957
CHEMBL83888

CHEMBL368172
CHEMBL70629

CHEMBL105863
CHEMBLS84900

CHEMBL367052
CHEMBL307220
CHEMBL309674
CHEMBL64233

CHEMBL308907
CHEMBL439943
CHEMBL314883
CHEMBL101946
CHEMBL99747

CHEMBL328848
CHEMBL145397
CHEMBL 144851
CHEMBL144145
CHEMBL344289
CHEMBL177201
CHEMBL176443
CHEMBL254201
CHEMBL362936
CHEMBL325343
CHEMBL280752
CHEMBL125336
CHEMBL291987
CHEMBL338263
CHEMBL172583
CHEMBL313404
CHEMBL322004
CHEMBLS81441

CHEMBL56501

CHEMBL440706

CCclcc(CCc2oc3c(Clheec(Cl)e3n2)c(S)nclC
CCclcc(CCc2oc3ccec(Che3n2)c(S)nclC
CC1=C(Cc2c(F)cccc2F)N=C(NC3CCCC3)NC1=0
COclcee(Br)cclCCNC(=S)Nc2nccs?2
Cclcec(NC(=S)NCCc2cccec2)ncl
CCN1C(=0)c2ccenc20c3cc(C)ec(cl3)[N+](=0)[0-]
Cclce(C)ee(cl)S(=0)(=0)c2c([nH]c3cce(Cl)eec23)C(=0)N
Cclce(C)e(c(C)el)n2nnnc2SCC(=0)Nc3ceccc3l
CCN1c2ncecc2C(=0)N(C)c3cee(ncl3)cdcc[nH]c4
CCOCNI1C(=O)NC(=0)C(=C1Sc2cccec2)CC
CCclccc(OC)c(CNce2cee(CC)e(C)nc20)cl
CCclcc(NCc2ccc(C)ecc20C)c(O)nclC
CCclcc(CNc2ec(CC)e(C)nc20)c(0C)eclC
CCclcc(CCc20oc3ccec(C)e3n2)c(O)nclC
CCclcc(NCc2cc3cceec3nc20C)c(O)nclC
CCCclcc(CCc20c3c(Cl)cee(Che3dn2)c(O)nelC
CCclcc(NCc2cc3CCCCc3nc20C)c(O)nclC
CC(C1=C(C)C(=O)NC(=N1)NCc2CcCcCC2)c3c(F)cccc3F
CCN1c2ccc(C)c(C)ec2N(C)C(=0)c3ceencl3
Oclnc2ccecc2cclC(OCce3cccce3)(CHCCACCA)C(F)(F)F
Cclce(C)ee(cl)C23SCCN2C(=0)caccecc34
CCclcc(CCc20c3c(F)ccee3n2)c(O)nclC
CCN1c2ccec(C)c2NC(=0)c3ceencl3
CC(C1=CC(=0O)NC(=N1)SC2CCCC2)c3c(F)cccc3F
CC(C)CHC[C@@]L(NC(=O)Nc2ccc(F)ccl2)C(F)(F)F
CCN1c2nccec2C=Cc3ccencl3
CCN1c2cc(C)c(C)ecec2N(C)C(=0)c3ceencl3
CCclcc(NCc2cc3CCCc3cc20C)c(O)nclC
CCN1c2nccce2N(C)C(=0)c3cc(CCceaccec(N)cd)encl3
CCN1c2nce(COc3cenc(c3)C(F)(F)F)cc2C(=0)N(C)cdcec(Cl)ncl4
CCN1c2nccecc2N(C)C(=0)c3cc(CCcedncesd)cncl3
CCN1c2nc(0OC)ccc2N(C)C(=0)c3ceencl3
CCN1c2nc(cc(C)c2NC(=0)c3ccencl3)N4CCC(O)C4
CCN1c2nc(ccc2N(C)C(=0)c3ceencl3)cdccc(N)ccs
CCN1c2nccec2C(=0)N(C)c3cee(ncl3)cdcoccs
CC(C1=CC(=0O)NC(=N1)NC2CCCC2)c3c(F)cccec3F
CCclcc(CCc20c3c(C)eece3n2)c(O)nelC
COclcceccclCCNC(=S)Nc2ncees2

CCN1c2nccec2N(C)C(=0)c3cc(CCOc4cec(C(=0)0)checcccd5)encl3

CCclcc(c(O)nclC)C(OCc2c(Cheeec2ChH(CHCC3CCI)C(F)(F)F
CC(Scinc(N)ce(Chnl)c2cc3ccoc3cn?2
CCclcc(NCc2oc3c(Clhcee(Che3n2)c(S)nclC
CCN1C(=0)c2cc(N)ccc20c3cc(C)ec(C)el3
CSclce(NCc2oc3c(Cl)cee(Che3dn2)c(O)nelC
CCclcc(CCc20c3c(F)cece3n2)c(S)nclC
CCclcc(NCc2nc3CCCCc3cc20C)c(O)nclC
OclnceeclC(OCc2ccecc2)(\C=C\c3cceec3)C(F)(F)F
CCN1c2nccec2C(=0)N(C)c3ccc(ncl3)cac[nH]c5encecd5
CC(C)N1C(=0)c2cc(N)cnc20c3cce(C)e(C)ecl3
CCclc(O)nc(SCC(=0)c2cec(OC)ec2)nclCe3cceccdcccec3d

78

30

30

30

30

30

31

31

31
31.46
32

32

32

33

33

34

34

35

35

36
36.01
36.66
37

38
38.73
39

40

40

40

40

40

40

40

40

40

40

40

40

40
40.25
41.1
41.23
42

43

43

43
43.36
43.89
44

45

45

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM



CHEMBL400708
CHEMBL31977
CHEMBL56500
CHEMBL431868
CHEMBL89195
CHEMBL135760
CHEMBL176594
CHEMBL38679
CHEMBL54900
CHEMBL303089
CHEMBL87393
CHEMBL87451
CHEMBL87235
CHEMBLS83140
CHEMBL101412
CHEMBL330416
CHEMBL102192
CHEMBL100833
CHEMBL100352
CHEMBL102034
CHEMBL101091
CHEMBL317180
CHEMBL341350
CHEMBL 142659
CHEMBL444080
CHEMBLA422123
CHEMBL196274
CHEMBL400546
CHEMBL268871
CHEMBL173575
CHEMBL62104
CHEMBL68137
CHEMBL88966
CHEMBL208057
CHEMBL56052
CHEMBL99992
CHEMBL207746
CHEMBL56110
CHEMBL123636
CHEMBL125232
CHEMBL176463
CHEMBL59458
CHEMBL292608
CHEMBL100136
CHEMBL100934
CHEMBL322869
CHEMBL329728
CHEMBL123959
CHEMBL335202
CHEMBL142853

CC(=O)NCclccc(F)c(CCNC(=S)Nc2cee(Br)en2)clF
CC10OC(\C=C\C2CC2)(c3cc(Cl)cce3NC1=0)C(F)(F)F
CN1C(=0)c2cc(N)enc20c3cc(C)ec(C)ecl3
CC(C)cle(O)nc(SCC(=0)c2ccecc2)nclCe3ccccdccecc3d
Fclcee(cecl)C(=0)CC\N=C(/S)\Nc2ccc(Br)cn2
CCOclcce(F)c(CC\N=C(/S)\Nc2nc(cs2)C(F)(F)F)cl1Cl
CC(C)clcc(CCc2oc3cccce3n2)c(O)nelC
Cclncc([N+](=0)[0-])n1CCOC(c2cceec2)c3cccee3
CN1C(=0)c2cc(ccc20c3cc(C)ec(C)ecl3)CHN
Fclccc2ZNC(=O)N[C@@](C#CC3CC3)(c2c1)C(F)(F)F
CCC(C)Sclnc(O)ce(Ce2c(F)cecec2F)nl
CC(C)SC1=NC(=CC(=0O)N1)Cc2c(F)cccc2F
CCC(C)Sclnc(O)c(C)e(Ce2c(F)ccec2F)nl
CC(C)SC1=NC(=C(C)C(=0O)N1)Cc2c(F)cccc2F
CCN1c2nccec2N(C)C(=0)c3cc(CCcdceccccd)encl3
CCN1c2nce(CCc3cenc(c3)C(=0)N)cc2C(=0)N(C)cdcee(Clhncl4
CCN1c2nc(Cl)cece2N(C)C(=0)c3cc(CCcedceccecd)encl3
CCN1c2nc(F)ccc2N(C)C(=0)c3cc(CCce4cenccd)encll
CCN1c2ncccc2N(C)C(=0)c3cc(CO)encl3
CCN1c2nc(F)ccc2N(C)C(=0)c3cc(COc4cenccd)encl3
CCN1c2ncc(COc3ccec(N)c3)cc2C(=0)N(C)cdceee(Clncl4
CCN1c2nce(CSc3[nH]cnc4nncc34)cc2C(=0)N(C)c5eec(Clncls
Cclnc(CCCCCCC(=0)c2cceec2)n3nc(cccl3)N4ACCCC4
CCN1c2nc(ccc2N(C)C(=0)c3ccencl3)cdccc(N)nca
CCN1c2nc(OC)cc(CO)c2NC(=0)c3ceencl3
CN1C(=0)c2ccenc2N(C3CC3)canc(cecld)csec[nH]ch
COC(=0)CCC\C=C(\c1lcc(C)c20ON(C)C(=0)c2c1)/c3cc(Clyeccc30C
Cclcee(NC(=S)NCCc2cccen2)ncl
CCclcc(NCc2oc3c(Clhcee(Che3n2)c(O)nclC
CCclcc(CCc20c3c(C)eec(C)e3n2)c(S)nclC
CCCHC[C@@]1(NC(=0O)Nc2ccc(F)cc12)C(F)(F)F
Oclc(Cl)ccc2NC(=O)NC(C#CC3CC3)(c12)C(F)(F)F
FclceeeclC(=0)CCNC(=0)Nc2ccee(Br)cn2
Cclce(C)e(c(C)el)n2nnnc2SCC(=0)Nc3cee(cc3C)S(=0)(=0O)N
CN1C(=0)c2ccenc20c3cc(C)ec(C#N)cl3
CCclcc(NCc2oc3c(C)eeee3n2)c(O)nclC
Cclce(C)e(c(C)el)n2nnnc2SCC(=0)Nc3cec(cc3C)C(=0)N
CN1C(=0)c2cccec20c3cc(C)ec(C)el3
CCclcc(NCc2oc3c(Clheee(Che3c2)c(O)nclC
CCclcc(N(C)Cc20c3c(Cl)cee(Che3dn2)c(O)nelC
CCclcc(CCC2=NC3CCCCC302)c(O)nc1iC
Fclccc2NC(=O)N[C@@](C#CC3CC3)(c2c1CI)C(F)(F)F
CCN1C(=0)c2cc(N)ccc20c3ceec(C)el3
CCN1c2ncc(CCc3cenc(C)e3)cc2C(=0)N(C)cdcec(Chncld
CCN1c2nc(Cl)cec2N(C)C(=0)c3cc(CCceaceccc(NC(=0O)N)cd)encl3
CCN1c2ncccc2N(C)C(=0)c3cc(CCc4cec(N)ccd)encl3
CCN1c2ncc(CNc3ccec(N)ce3)cc2C(=0)N(C)cdcee(Clyncl4
CCN(CC)C(=0)\C=C\CSclnc(N)cc(Cl)n1
Clclcec(NC(=S)NCCc2occc2C#N)ncl
CN1C(=0)c2ccenc2N(C3CC3)canc(ceecld)csen[nH]ch

79

45
46
46
46
47
47
48
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
50
51.96
52
54
54
54
54
55
55
55
57
57
58
58
59
60
60
60
60
60
60
60
60

nM
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CHEMBL157741
CHEMBL253994
CHEMBL254414

CHEMBL336635
CHEMBL64722

CHEMBL70719

CHEMBL176972
CHEMBL300608
CHEMBL372241
CHEMBL309462
CHEMBL82856

CHEMBL339090
CHEMBL60545

CHEMBL15411

CHEMBL66947

CHEMBLS85574

CHEMBL315290
CHEMBL99624

CHEMBL103808
CHEMBL330180
CHEMBL436200
CHEMBL135804
CHEMBL145322
CHEMBL144035
CHEMBL343883
CHEMBL357221
CHEMBL156340
CHEMBL173790
CHEMBL236161
CHEMBL293332
CHEMBL299334
CHEMBL293037
CHEMBLS84217

CHEMBL300087
CHEMBL62039

CHEMBL292711
CHEMBL105859
CHEMBL64521

CHEMBL107180
CHEMBL324237
CHEMBLA417394
CHEMBL82630

CHEMBL309899
CHEMBL312874
CHEMBL313998
CHEMBL318952
CHEMBL321544
CHEMBL103593
CHEMBLA421210

CCC(C)Sclnc(O)c(C)e(Ce2c(Clyccecz2Ci)nl
FclcceccclCCNC(=S)Nce2nces2
CCOclccec(CCNC(=S)Ne2nees2)cl
CCclccencIN(C)C2CCN(CC2)C(=0)c3ccacc(NS(=0)(=0)C)cecd[nH]
3

Fclceccc2NC(=O)N[C@@](C#CC3CC3)(c12)C(F)(F)F
CCN1c2cc(Che(Chee2N(C)C(=0)c3ccencl3
CCclcc(CCc2oc3ccec(Cl)e3n2)c(O)nclC
CN1C(=0)c2cc(0)cec20c3cec(C)ec(C)cl3
CCN1c2ncccc2N(C)C(=0)c3cc(CCOc4ccec5e(ceec5c4)C(=0)0)encl3
Clclccc2NC(=O)NC(C#Cc3ccenc3)(C4CC4)c2cl
CCclcc(CCc2cc(CC)ec(CY)nc20C)c(O)nclC
CCclcc(NCc20c3c(Clyccee3n2)c(O)nclC
Fclccc2NC(=0)N[C@@](C#Cc3cccen3)(c2¢c1F)C(F)(F)F
Cclcc(C)c2NC(=0)c3ccenc3N(C4CC4)e2nl
COclc(Cl)ccc2NC(=0)NC(C#CC3CCI)(c12)C(F)(F)F
CCclcc(NCce2nc(C)e(C)ec20C)e(O)nclC
CCclcc(NCe2nc(CC)e(C)ec20C)e(O)nclC
CCN1c2nc(Cl)cec2N(C)C(=0)c3cc(COc4cenced)encll
CCN1c2nce(CIS+]([O-])c3cecec3)cc2C(=0)N(C)cacec(Clncld
CCN1c2nce(CSc3[nH]encdncnc34)cc2C(=0)N(C)c5cee(Cl)ncls
CCclcc(NCc20c3c(F)cee(F)e3n2)c(O)nclC
Cnlcccc1CC\N=C(/S)\Nc2ccc(cn2)C#N
CCN1c2nc(ccec2N(C)C(=0)c3cecencl3)N(C)C
CCN1c2nc(cce2N(C)C(=0)c3ceencl3)cacec(O)ecd
CCN1c2nc(ccec2N(C)C(=0)c3ccencl3)cdccec(N)ca
CCN1c2nc(cce2N(C)C(=0)c3ceencl3)cacec[nH]4
Cclc(O)ne(SC2CcCccC2)nclCe3c(F)cccc3F
Fclccec(F)clCC2=CC(=0O)NC(=N2)NC3CCCC3
CC(C1=C(C)C(=O)NC(=N1)Ssc2cccCC2)c3c(F)ccec3F
CCN1C(=0)c2cc(N)cnc20c3cc(C)e(C)ecl3
CSCCN1C(=0)c2ccccc20c3nc(Cleecl3
FC(F)(F)[C@]L(NC(=O)Nc2ccee(Cl)c12)C#CC3CC3
Cclcece(ccl)S(=0)(=0)c2c([nH]c3cce(Clcec23)C(=0)N
CCOC(=0)N1c2ccccc2NC(=0)C1(C#HCC3CCI)C(F)(F)F
Fclccc2NC(=0)N[C@@](C#CC3CC3)(c2c1F)C(F)(F)F
CCC#HCI[C@@]1(NC(=O)Nc2ccc(F)c(F)c12)C(F)(F)F
COC(=0)CCC\C=C(\clcce(OC)c(OC)cl)/c2ee(C)e(OC)e(c2)C(=0)0C
CC(C)CH#HC[C@@]L(NC(=O)Nc2ccc(F)c(Chcl2)C(F)(F)F
CCclc(O)nc(SCC(=0)c2ccc(F)ec2)nclCe3ccecdccccc34
CC(C)clc(O)ne(SCC(=0)c2ccc(F)ecc2)nclCe3ccccdcccecc34
Fclccc2NC(=0)N[C@@](C#Cc3cccen3)(c2c1CHC(F)(F)F
Clclceec2C(=0)N3CCSC3(cacceecd)cl2
CC1=C(Cc2c(F)cccc2F)N=C(NC1=0)SC3CCCC3
Fclcecee(F)c1lCC2=CC(=0O)NC(=N2)SC3CCCC3
COclccee(cl)C(=0)CC\N=C(/S)\Nc2ccc(Br)cn2
CCN1c2nc(Cl)cec2N(C)C(=0)c3cc(CCceaccec(c4)N=[N+]=[N-])cncl3
CCN1c2nc(Cl)ccc2N(C)C(=0)c3cc(CCce4ceenccd)encl3
CCN1c2ncccc2N(C)C(=0)c3cc(CCe4cccccaN)encl3
CCN1c2ncecc2N(C)C(=0)c3cc(CCedceccheccecbed)encl3
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CHEMBL320663
CHEMBL 125446
CHEMBL445136
CHEMBL254207
CHEMBL1203237
CHEMBL173589
CHEMBL317992
CHEMBL339067
CHEMBL176631
CHEMBL292188
CHEMBL303446
CHEMBL101501
CHEMBL318982
CHEMBL103946

CHEMBL122343
CHEMBL135179
CHEMBL422659
CHEMBL144820
CHEMBL358947
CHEMBL343625
CHEMBL341847
CHEMBL156255
CHEMBL156637
CHEMBL160869
CHEMBL191910
CHEMBL400685
CHEMBL62179

CHEMBL312896
CHEMBL125299
CHEMBL37842

CHEMBL193125
CHEMBL174364

CHEMBL336807
CHEMBL57733

CHEMBL99793

CHEMBL323072
CHEMBLA433172
CHEMBL318635
CHEMBL100903
CHEMBLA434441
CHEMBL125532
CHEMBL128931
CHEMBL140532
CHEMBL357183
CHEMBL146550
CHEMBL 144653
CHEMBL359195
CHEMBL154913
CHEMBL240416

CCN1c2nc(Cl)cecec2N(C)C(=0)c3cc(CNcedcccecd)encll
Cclnc(CCCCCCC(=0)c2ccecc2)n3nc(ceccll3)ndecccd
CCNclcee(OCc2cenc3N(C4CC4)chnecec5C(=0)Ne23)ccl
CclccecclCCNC(=S)Nc2nceces2
ClL.CSclcec2e(C)nc(CCCCCCC(=0)c3ccecc3)n2nl
CCCclcc(CCc20c3ccecc3n2)c(O)nclC
Fclccc2NC(=0)OC(C#HCC3CC3)(c2c1F)C(F)(F)F
Nclce(Clne(SCc2cc30C0Oc3cc2Cl)nl
CCclcc(OCc20c3c(Clycec(Che3n2)c(O)nclC
CCN1C(=S)c2ccenc20c3cc(C)ec(C)el3
FC(F)(F)C12NC(=0)Nc3ccc(Cl)c(OC(=C1)C4CC4)c23
CCN1c2nccee2N(C)C(=0)c3cc(CCC(=0)0C)encl3
CCN1c2nc(l)cce2N(C)C(=0)c3cc(CCcacenccd)encl3
CCN1c2nc(Cl)cee2N(C)C(=0)c3cc(COc4ccecc(cd)C(=0)0)encl3
CN(C1CCN(CC1)C(=0)c2cc3cc(NS(=0)(=0)C)ccc3d[nH]2)cdnccccdN
C5CC5

Cnlcccc1CC\N=C(/S)\Nc2ccc(Cl)cn2
CCN1c2ncecc2C(=0)N(C)c3cec(ncl3)ndccecd
CN1C(=0)c2ccenc2N(C3CC3)canc(Clcecld
CCN1c2nc(CC)ec(C)c2NC(=0)c3ceencl3
CCN1c2nceec2C(=0)Nc3c(C)ec(NCCCO)ncl3
CCN1c2nc(NCCO)cc(C)ec2NC(=0)c3cceencl3
Oclcc(Cc2c(F)ccec2F)ne(SC3CCCCCI)nl
CC(C)CSclnc(O)c(C)e(Ce2ce(F)eeec2F)nl
CCCCSc1nc(0O)c(C)e(Ce2¢(F)ceec2F)nl
Iclccc(NC(=S)OCCN2C(=0)c3ccccc3C2=0)ccl
COclcccc(OC)c1ICCNC(=S)Nce2neces2
CC(C)CHC[C@@]L(NC(=O)Nc2ccc(F)c(F)c12)C(F)(F)F
CCclcc(CNc2ec(CC)e(C)nc20)c(O)nclC
CCclcc(NCc2oc3c(F)cecee3n2)c(O)nclC
CCN1c2ncec(Clhe2NC(=0)c3ceencl3
CCN1c2ncccc2N(C)C(=0)c3ec(CCOc4ccec(cc4)C(=0)0)encl3
Cclec(CCc2oc3c(Clheec(Clye3n2)c(O)nclC
CCN(CLCCN(CC1)C(=0)c2cc3cc(NS(=0)(=0)C)cec3[nH]2)cdnccecs
CcC

CCclc(C)nc(O)c(N)c1Cc2ec(C)ec(C)e2
CCN1c2nc(Cl)cee2N(C)C(=0)c3cc(COc4dccecec(0OC)cd)encl3
CCN1c2ncc(CS(=0)(=0)c3ccecec3)cc2C(=0)N(C)cdcee(Clncls
CCN1c2nce(COc3cec[n+]([O-]c(C)e3)cc2C(=0)N(C)cdcec(Clncl4
CCN1c2ncccc2N(C)C(=0)c3cc(CCe4cecec(C)ecd)encl3
CCN1c2nce(COc3ccecc30)cc2C(=0)N(C)edeec(Cl)ncld
Cclenenlc2cec3c(C)ne(CCCCCCC(=0)cdcccecd)n3n2
Cclnc(CCCCCCC(=0)c2ccecec2)n3nc(cecl3)ndencnd
CCclc(C)nc(O)c(N)c1C(=0)c2cce(C)ee(C)e2
Cclce(C)ee(Sc2e(C)enc(O)e2N)cl
CCN1c2nccec2C(=0)N(C)c3cce(ncl3)cdncess
CCN1c2nccec2C(=0)N(C)c3cce(ncl3)cdcescd
CCN1c2nc(ccc2N(C)C(=0)c3ceencl3)cdccec(O)cd
Nclcce(OCc2cenc3N(C4CC4)cbnecce5C(=0)Nc23)ccl
CCC(C)Sclnc(O)ce(Ce2c(Clycecc2Clnl
COclcec(OC)c(CCNC(=S)Nc2ccee(Br)en2)cl
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CHEMBL254628
CHEMBL98159
CHEMBL305345
CHEMBL124430
CHEMBL40562
CHEMBL104658
CHEMBL122293
CHEMBL?29171
CHEMBLA49316
CHEMBL37343
CHEMBL48628

CHEMBL593
CHEMBL288336
CHEMBL39792
CHEMBL293894
CHEMBL102163
CHEMBL319277
CHEMBL319032
CHEMBL124786
CHEMBL145273
CHEMBL356998
CHEMBL144652
CHEMBL144061
CHEMBL420519
CHEMBL317130
CHEMBL126634
CHEMBL330597
CHEMBL318720
CHEMBL100056
CHEMBL102960

CHEMBLA413252
CHEMBL 144642
CHEMBL143107
CHEMBL297897
CHEMBL69005
CHEMBL99018
CHEMBLA48376
CHEMBL295606
CHEMBL64467
CHEMBL430601
CHEMBL299394
CHEMBL287650

CHEMBL57113
CHEMBL302622
CHEMBL107693
CHEMBL431936
CHEMBL53451
CHEMBL293736

Cclesc(NC(=S)NCCc2ccccc2)nl
CCclcc(CCc20c3cceec3c2)c(O)nclC
Fcle(Cl)cece2NC(=0)N[C@@](C#CC3CC3)(c12)C(F)(F)F
CCclcc(N(C)Cc20c3c(C)cec(C)e3n2)c(O)nclC
COclcee(C(=0)C)c(F)cICCNC(=0)Nc2ccee(Clyen2
CCCOC(C#CC1CC1)(c2cc(CC)e(C)nc20)C(F)(F)F
CCclcc(NCc2oc3c(Clycec(F)c3n2)c(O)nclC
FC(F)(F)C1(OCC(=0O)Nc2cce(Cl)cc12)\C=C\C3CC3
CC(C)OC(=0O)N1c2ccccc2NC(=0)CL(C#HCC3CCI)C(F)(F)F
CCN1c2nccec2N(C)C(=0)c3ccencl3
COclccc2NC(=0)C(C#CC3CCI)(N(CCACC4)c2cl)C(F)(F)F
CC(C)NclceencIN2CCN(CC2)C(=0)c3ccacc(NS(=0)(=0)C)eccd[nH]
3

CCN1c2nceec2C(=0)N(C)c3cec(Chnel3
CCN1c2nccec2C(=0)N(C)c3c(CC)eencl3
CCC#HCIC@@]1(NC(=O)Nc2cce(Cl)ccl2)C(F)(F)F
CCN1c2ncc(CCc3cceee(C)e3)cc2C(=0)N(C)c4cee(Clhncla
CCN1c2nc(Cl)ccc2N(C)C(=0)c3cc(COc4cceecd)encl3
CCN1c2ncccc2N(C)C(=0)c3cc(CCc4ccec(C)ed)encl3
CCclcc(NCc2oc3cecc(F)ec3n2)c(O)nclC
CCN1c2nc(O)cc(COCc3ccccc3)c2NC(=0)c4dccencld
CCN1c2ncccc2C(=0)N(C)c3ccc(ncl3)cdocncs
CCN1c2ncecc2C(=0)N(C)c3cec(ncl3)cdocecd
C=Cclccnc2N(C3CC3)canccecc4C(=0)Nc12
Cclnc(O)c(NCc2oc3c(Clhcee(Cl)e3n2)caCecld
CCN1c2ncecc2N(C)C(=0)c3cc(N)encl3
COclcc(NCc2oc3c(Clycee(Che3dn2)c(O)nclC
CCN1c2ncecc2N(C)C(=0)c3cc(CCCe4cccecd)encl3
CCN1c2ncecc2N(C)C(=0)c3cc(Ce4ccecccd)encll
CCN1c2ncc(CCe3ccce(N)e3)cc2C(=0)N(C)cdcec(Chncls
CCN1c2ncccc2N(C)C(=0)c3cc(CCe4ccec(F)cd)encl3
CCN1c2nce(COc3cc[n+]([O-
1c(c3)C(F)(F)F)cc2C(=0O)N(C)c4ccc(Cl)ncl4
O=C1Nc2c(COc3ccceec3)cenc2N(C4CC4)c5nececlb
COclcce2N(C)C(=0)c3ccenc3N(C4CC4)c2nl
CCOC(=0)N1c2cc(F)ccc2NC(=0)C1(CH#HCC3CCI)C(F)(F)F
FC(F)(F)C12NC(=0O)Nc3ccc(Cl)c(OC(=C1)c4ccencd)c23
CCclcc(NCc2oc3ccecc(C)e3n2)c(O)nclC
COclccc2NC(=0)C(CH#CC3CCI)(N(CC=C)c2c1)C(F)(F)F
Fclccc2NC(=0)C(C#CC3CC3)(N(CC=C)c2c1)C(F)(F)F
COclccc2NC(=O)N[C@@](C#CC3CC3)(c2¢1)C(F)(F)F
Fclccc2NC(=O)N[C@@](C#Cc3cccen3)(c2¢1)C(F)(F)F
CCOC(=0)N1c2cc(Cl)cce2NC(=0)C1(C#HCC3CCI)C(F)(F)F
CC10OC(\C=C\C2CC2)(c3cc(F)ccc3NC1=0)C(F)(F)F
FC(F)(F)[C@@]1(C#CC2CC2)[C@@H](OCc3ccncc3)C(=0)Nc4accee(C
l)ccl4

FC(F)(F)[C@]1(NC(=0)Nc2ccc(Cl)ccl2)C#Cc3cccen3
CCCCOC(C#CC1CC1)(c2cc(CC)e(C)nc20)C(F)(F)F
CC(C)OC(=0O)N1c2cc(F)ccc2NC(=0)C1(CH#CCICCI)C(F)(F)F
CCCN1C(=0)c2cc(N)cec20c3cc(C)ececl3
FC(F)(F)[C@]L(CC(=0O)Nc2ccc(Cl)ccl2)C#CC3CC3
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CHEMBL312397
CHEMBL310306
CHEMBL101944
CHEMBL101979
CHEMBL99845

CHEMBL126107

CHEMBL132770
CHEMBL356779

CHEMBL198276
CHEMBL254413
CHEMBL79403
CHEMBL97653
CHEMBL299495
CHEMBLA432763
CHEMBL133779
CHEMBL58596
CHEMBL305996
CHEMBL87303
CHEMBL317356
CHEMBL73015
CHEMBL74690
CHEMBL327938

CHEMBL262633

CHEMBL331911

CHEMBL132491

CHEMBL134106
CHEMBL145193
CHEMBL358292
CHEMBL344288
CHEMBL2114369
CHEMBL304028
CHEMBL304938
CHEMBL293077
CHEMBL299978
CHEMBL101938

CHEMBL125715
CHEMBL124526
CHEMBL135662
CHEMBL435030
CHEMBL355918
CHEMBL145049
CHEMBL144290
CHEMBL253995
CHEMBL400733

CCN1c2nceec2C(=0)N(C)c3cee(ncl3)cdc[nH]c5cencca5
Clclcce2NC(=0)NC(C#Cc3nccen3)(C4CC4)c2cl
CCN1c2ncccc2N(C)C(=0)c3cc(CCc4ccencd)encl3
CCN1c2nc(Cl)cece2N(C)C(=0)c3cc(COc4cceec(cd)C(=0)N)encl3
CCN1c2nce(COc3ccec(0)c3d)cc2C(=0)N(C)cdeee(Clncl4
CCCNcleeencIN(CC)C2CCN(CC2)C(=0)c3ccdcc(NS(=0)(=0)C)ceca
nH]3
E:CC]:N(C10CN(CCl)C(zO)chchc(NS(:O)(:O)C)ccc3[nH]2)c4ncccc
4CC
CCN1c2nceec2C(=0)N(C)c3cec(ncl3)cancc[nH]4
COC(=0)clce(cc(C)c1OC)\C(=C/CCN2CCOC2=0)\c3cc(F)ce(c3)C(F)(
F)F
[O-][N+](=O)clccceccICCNC(=S)Nc2ncces2
C[C@@H]1Cn2¢(S)nc3ccec(CN1CC=C(C)C)c23
COclccc2NC(=0)OC(C#CC3CC3)(c2c1)C(F)(F)F
CCN1C(=0)c2ccenc20c3cc(C)ec(N)cl3
Cclccc2NC(=0)OC(C#CC3CC3)(c2c1)C(F)(F)F
Oclcce(F)c(C2CC2NC(=0)Nc3ccc(Clen3)clCl
CC(C)CH#CCL(NS(=0)(=0)Nc2cce(Checl2)C(C)C
COclc(Cl)ccc2NC(=0O)NC(C#Cc3ccenc3)(c12)C(F)(F)F
O=C1N2CCSC2(c3cccecl3)cdccecseeceedb
Brclccc(NC(=S)NCCc2cccec2)ncl
CCCCN1c2ccccc2N(C)C(=0)c3ccencl3
CCN1c2cc(ccc2N(C)C(=0)c3cecencl3)N=[N+]=[N-]
CCN1c2nc(Cl)ccc2N(C)C(=0)c3cc(CCceacecec(NS(=0)(=0)C)cd)encl3
CCNclceencIN(CC)C2CCN(CC2)C(=0)c3ccdcc(NC(=O)NSCCN(C)C
C5)cccd[nH]3
CCN(CLCCN(CC1)C(=0)c2cc3cc(NC(=0O)NACCN(C)CC4)cce3[nH]2)
c5nccceSNC(C)C
COCclccencIN(C)C2CCN(CC2)C(=0)c3ccacc(NS(=0)(=0)C)cecd[nH
3
]CCN(ClCCN(CCl)C(:O)c20c3cc(NS(=O)(=O)C)ccc3[nH]2)c4ncccc4
CcocC
CCN1c2nc(ccc2N(C)C(=0)c3ccencl3)cdccesd
0O=C1Nc2c(Cc3cccee3)cenc2N(C4CC4)c5nececls
CCN1c2nc(ccc2N(C)C(=0)c3ceencl3)CHC
C[C@@H]10[C@@](C#CC2CC2)(c3cc(Cl)ccc3ANC1=0)C(F)(F)F
Fclccc2NC(=O)N[C@@](C#Cc3cccecl)(c2¢1)C(F)(F)F
COclc(Cl)eccc2NC(=0O)NC(C#Cc3cccee3)(c12)C(F)(F)F
CCN1C(=0)c2cc(N)ceec20c3cceccl3
FC(F)(F)C1(C#CC2CC2)N(C(=0)OCC=C)c3ccccc3NC1=0
CCN1c2nc(Cl)cecec2N(C)C(=0)c3cc(CCce4ceenc(cd)C(=0)0C)encl3
CCCN(C1CCN(CC1)C(=0)c2cc3cc(NS(=0)(=0)C)cec3[nH]2)canccecc
4ANCC
CCclcc(NCc2oc3ccec(Cle3n2)c(O)nclC
Cclce2nn(CC\N=C(/S)\Nc3ccc(Br)cn3)nc2cclC
CCN1c2nc(cc(C)c2NC(=0)c3ccenc13)N4CCSCC4
CN1C(=0)c2ccenc2N(C3CC3)canc(ceecld)cheencces
O=C1Nc2c(CNc3cceee3)cenc2N(C4CC4)cbneeecls
CCN1c2nccec2C(=0)N(C)c3ccec(ncl3)caccec(OC)ca
Fclccec(CCNC(=S)Nce2nees2)cl
COclcccc(CCNC(=S)Nc2ncees2)cl
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130
130
130
130
130

130

130
130

130
130
130.77
131
132
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139
139.64
139.64
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140
140
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142.89
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150
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nM
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nM
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nM
nM
nM
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CHEMBL2114381
CHEMBL30752
CHEMBL42906
CHEMBL297851
CHEMBL295893
CHEMBL327744
CHEMBL330602

CHEMBL125203
CHEMBL116350
CHEMBL59140
CHEMBL377310
CHEMBL59917
CHEMBL50664
CHEMBL305965
CHEMBL316922
CHEMBL103399
CHEMBL331790
CHEMBL132122
CHEMBL426396
CHEMBL177256
CHEMBL57
CHEMBL281230
CHEMBL177191
CHEMBL35033
CHEMBL301370
CHEMBLS50550
CHEMBL301022
CHEMBL539427
CHEMBL110625

CHEMBL125437
CHEMBL127564
CHEMBL145736
CHEMBL144773
CHEMBL254237
CHEMBL302861

CHEMBL131518
CHEMBLA49733
CHEMBL321174
CHEMBL284065
CHEMBL105400
CHEMBL71311
CHEMBL94725
CHEMBLA441072
CHEMBL102056

CHEMBL339279
CHEMBL124594
CHEMBL340381

CCN1c2cc(C)c(C)nc2N(C)C(=0)c3cc(N)encl3
CCC10C(\C=C\C2CC2)(c3cc(F)ccec3NC1=0)C(F)(F)F
CCN1c2nccec2e3ncc(C)n3cdcec(OC)ncl4
CC(C)OC(=0)N1c2cc(Cl)ccc2NC(=0)C1(CHCCICCI)C(F)(F)F
CC(C)C(I)N1c2ccecc2NC(=0)C1(C#HCCICCI)C(F)(F)F
CCN1c2nc(Cl)cece2N(C)C(=0)c3cc(CCcdeenc(CO)cd)encl3
CCN1c2nce(CCc3ccc(N)ce3)cc2C(=0)N(C)cdcec(Chncld
CN(C1CCN(CC1)C(=0)c2cc3cc(NS(=0)(=0)C)ccc3d[nH]2)c4nceccdN
C5(C)CCh

Brclccc(NC(=S)NCCc2c[nH]c3cccec23)ncl
CCCN1C(=0)c2cc(N)ccc20c3cc(C)e(C)ecl3
Cclce(C)e(c(C)el)n2nnnc2SCC(=0)Nc3cee(cc3C)[N+](=0)[0-]
FC(F)(F)[C@]L(NC(=0)Nc2ccc(Cl)c(Cl)c12)C#CC3CC3
CC(=C)OC(=0)N1c2ccccc2NC(=0)C1(C#CC3CCI)C(F)(F)F
CCN1c2cce(Clyecec2N(C)C(=0)c3ccencl3
CCN1c2nc(Cl)cec2N(C)C(=0)c3cc(COc4ccec(cd)[N+](=0)[0-])cncl3
CCN1c2ncc(COc3ccccc3F)cc2C(=0)N(C)cdcec(Clncl4
CC(C)NclceencIN(C)C2CCN(CC2)C(=0)c3ccacee(CO)ecd[nH]3
COclccc2N=C(S)C(CSC)N(C(=0)0OC(C)C)c2c1
Cclcc(CCc2oc3cceeec3n2)c(O)nclC
CCclcc(CCc2oc3cc(C)eee3n2)c(O)neclC
Cclcenc2N(C3CC3)cancecc4C(=0)Nc12
CC10C(\C=C\C2CC2)(c3c(F)c(F)ccc3NC1=0)C(F)(F)F
CCclcnc(O)c(CCc2oc3ccecc3n2)cl
CCOCN1C(=0O)NC(=0)C(=C1Cc2ccccc2)C(C)C
CC[C@@H]IN(C(=0)OC(C)C)c2cc(F)cce2NC1=0
FC(F)(F)C1(C#CC2CC2)N(CC3CC3)c4ccccc4NC1=0
CN1C(=0)c2cc(N)ccc20c3ccccecl3
Brclccc(NC(=N)N[C@@H]2C[C@@H]2c3cccee3)ncl
Cclc(O)ne(SCC(=0)c2ccc(F)cc2)nclCe3ccecdcceec3d
CNC(=0O)Nclccc2[nH]c(cc2¢1)C(=0)N3CCC(CC3)N(C)ecdncceccdNC(
C)C

CCclcc(NCc20c3ccec(0C)e3n2)c(O)nclC
CN1C(=0)c2ccenc2N(C3CC3)canc(ceecla)cbeeench
CCN1c2nc(\C=C\C(=0)OC)ccc2N(C)C(=0)c3ccencl3
CCOclcec(OCC)c(CCNC(=S)Nc2cee(Br)en2)cl
Fclccc2NC(=0O)N[C@@](C#Cc3cceec3)(c2c1F)C(F)(F)F
CCOC(=0)CCCC=C(clcc(C)c(0C)c(c1)C(=0)OC)c2cc(C)e(0C)c(c2)
C(=0)0C
CC(=C)OC(=0O)N1c2cc(F)ccc2NC(=0)CL(C#HCC3CCI)C(F)(F)F
CCOC(C#CC1CC1)(c2cc(CC)e(C)nc20)C(F)(F)F
CCC10C(\C=C\C2CC2)(c3cc(Cl)ccc3NC1=0)C(F)(F)F
CCclce(c(0O)nclC)C(OCC2CC2)(CHCCICCI)C(F)(F)F
CCN1c2cec(C)ec2N(C)C(=0)c3ccencl3
Fclccc2NC(=0)OC(C#CC3CC3)(c2c1)C(F)(F)F
CCN1c2nc(Cl)cec2N(C)C(=0)c3cc(COc4ccencd)encll
CCN1c2ncccec2N(C)C(=0)c3cc(CCc4cccend)encl3
CCCN(C1CCN(CCL)C(=0)c2cc3cc(NC(=0)N4CCN(C)CC4)cee3[nH]2
)cbneecc5NC(C)C

CSclcec(NCc2oc3cccec3n2)c(O)nclC
Nclcc(Cl)nc(SC\C=C\c2cccec2)nl
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150
151
156
160
160
160
160

160
164.32
165
165
166
169
170
170
170
170
170
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172
172.92
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177
178.89
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179.25
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180
180
180
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181
183
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185
188
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nM
nM
nM
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nM
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nM
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nM
nM
nM
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nM



CHEMBL147800
CHEMBL342068
CHEMBL2115336
CHEMBL174311
CHEMBL31771
CHEMBL35434
CHEMBLA41694
CHEMBL70483
CHEMBL311356
CHEMBL83401
CHEMBL319762
CHEMBL333128
CHEMBL338936

CHEMBL135235
CHEMBL358143
CHEMBL148106
CHEMBL145709
CHEMBL147099
CHEMBL345190
CHEMBL347823
CHEMBL157028
CHEMBL381286
CHEMBL254415
CHEMBLA401167
CHEMBL254839
CHEMBL398764
CHEMBL176637
CHEMBL294211
CHEMBL318646
CHEMBL103437
CHEMBL101293
CHEMBL99644

CHEMBLA43308

CHEMBL291662
CHEMBL84705

CHEMBL125478
CHEMBL342056
CHEMBL132259
CHEMBL37628

CHEMBL308686
CHEMBL308248
CHEMBL101670
CHEMBL319425

CHEMBL436392
CHEMBL121820
CHEMBL359187
CHEMBL144378
CHEMBL204735

OclcceeclCc2cenc3N(C4CC4)c5nceecc5C(=0)Nc23
CCN1c2nc(NC)ccc2N(C)C(=0)c3ceencl3
CCN1c2cc(C)c(C)nc2N(C)C(=0)c3ceencl3
CCclcc(OCc2oc3ccecc3n2)c(O)nclC
CC10cC(C#CC2CC2)(c3c(F)c(F)cceaNC1=0)C(F)(F)F
C[C@H]1C(Chn2c(S)nc3ccecc(CN1CC=C(C)C)c23
CclccecclC(OCCn2c(C)ncc2[N+](=0)[O-])c3cccecce3
CC(C)N1c2ccecc2N(C)C(=0)c3ccencl3
CCN1c2nc(ccec2N(C)C(=0)c3ceencl3)cdc[nH]c5cec(OC)ccd5
CSclnc(0)ce(nl)C(C)c2ce(F)ccec2F
CCN1c2ncccc2N(C)C(=0)c3cc(CCc4cceccdC)encl3
CN(C)C(=0)\C=C\CSclnc(N)cc(Chnl
CCC1=C(C)NC(=0)C(=C1Cc2cc(C)cc(C)c2)NC=0
C[C@]1(ChHCC2=C(CCC(=0)C[C@H]3CC[C@@]4(C)[C@@H](CC
[C@@]4(0)CHC)[C@H]13
Cclcee(Ce2cenc3N(C4CC4)ce5necce5C(=0)Ne23)c(0)cl
S=C(NCCclcccccl)Ne2ne(cs2)C#N
S=C(NCCclcccenl)Ne2nceces2
S=C(NCCclcccccl)Ne2ne3ceeee3s2
CCCCSclnc(O)cc(Ce2c(F)ceec2F)nl
CC(C)CSclnc(O)ce(Ce2c(F)ceec2F)nl
CSclnc(0)c(C)e(Ce2c(F)ceec2F)nl
Cclee(C)e(c(C)el)n2nnnc2SCC(=0)Nc3ccee(c3)[N+](=0)[0-]
CCCOclccec(CCNC(=S)Nc2ncees2)cl
COclccc(OC)c(CCNC(=S)Nc2ncees2)cl
CC(C)clesc(NC(=S)NCCc2cceee2)nl
CCOC(=0)clcsc(NC(=S)NCCc2cccec2)nl
CCclcc(c(O)nclC)S(=0)(=0)Cc20c3c(Chcee(Clye3n2
CCCN1C(=0)c2ccccc20c3nc(Clheecl3
CCN1c2ncecc2N(C)C(=0)c3cc(CCC#N)encl3
CCN1c2ncece2N(C)C(=0)c3cc(COc4cc[n+]([O-])ccd)encl3
CCN1c2nc(Cl)cec2N(C)C(=0)c3cc(cncl3)N(C)C(=0)c4cccccd
CCN1c2nce(COc3ccec(0)ce3)cc2C(=0)N(C)cacee(Clyncl4
Cclcenc2N(C3CC3)canccccdchbneen5scl2
COclccc2NC(=O)N[C@@](C#Cc3cccee3)(c2cl)C(F)(F)F
COC(=O)[C@H]1CSC2(N1C(=0)c3ccccc23)caccecca
CCN(CLCCN(CC1)C(=0)c2cc3cc(NC(=0O)NACCN(C)CC4)cee3[nH]2)
c5nccccBNC(C)(C)C
CCN1c2nccec2C(=0)N(C)c3cce(ncl3)cdocend
COc1c(CCNC(=0)Nc2cee(Clen2)c(F)cecclC(=0)C
CCN1c2ncee(C)c2NC(=0)c3ccencl3
CCCN1c2ccecc2N(C)C(=0)c3ceencl3
CCN1c2cc(ccc2N(C)C(=0)c3ceencl3)C(F)(F)F
CCN1c2ncc(CCce3ccec(C)ee3)cc2C(=0)N(C)c4ceec(Clh)ncla
CCN1c2nce(COc3cc[n+]([0-])ce3)cc2C(=0)N(C)cdcee(Clncls
CC(C)NclceencIN(C2CC2)C3CCN(CCI3)C(=0)cacchec(NS(=0)(=0)C
)cee5[nH]4
Cclnc(CCCCCCC(0O)c2cceecc2)n3nc(ceecl3)ndcencd
CCN1c2nc(ccec2N(C)C(=0)c3ccencl3)cdcceccd
CCNclcce2N(C)C(=0)c3ccenc3N(CC)e2nl
[O-][N+](=0)clcccccINC(=0)CSc2nnnn2c3cec(Cl)e(Cl)e3
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190
190
190
191
193
200
200
200
200
200
200
200
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200
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217
219
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220
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229.13
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nM
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CHEMBL129835
CHEMBL31285
CHEMBL316785
CHEMBL292790
CHEMBL55391
CHEMBL305521
CHEMBL70850
CHEMBL108360
CHEMBL108647

CHEMBL125112

CHEMBL340822
CHEMBL145796

CHEMBL294720
CHEMBL68353
CHEMBL297982
CHEMBL56383
CHEMBL329653
CHEMBL100629

CHEMBL331330

CHEMBL130177
CHEMBL143976
CHEMBL39999

CHEMBL57697

CHEMBL328168
CHEMBL108581
CHEMBL124726
CHEMBL299073
CHEMBL314061
CHEMBLS82481

CHEMBL341512

CHEMBL132883
CHEMBL341667
CHEMBL150424
CHEMBL291400
CHEMBL56628
CHEMBL317080
CHEMBL338992
CHEMBL123779
CHEMBL339354
CHEMBL2115325
CHEMBL416853
CHEMBL70255
CHEMBL144872
CHEMBL2115328
CHEMBL39021

CCOC(=0)CccCcC=C(clcc(Che(0C)c(c1)C(=0)0C)c2cc(Che(0C)c(c2)
C(=0)0C
FC(F)(F)CC1OC(C#CC2CC2)(c3cc(Cl)cce3ANC1=0)C(F)(F)F
CCclcc(NCc2oc3ccecc3c2)c(O)nclC
COclccc2NC(=O)N[C@@](C#Cc3cccen3)(c2¢1)C(F)(F)F
CCN1C(=0)c2cc(N)ceec20c3ccec(C)ecl3
CCN1c2ccee(C)e2N(C)C(=0)c3ccencl3
CCN1c2nc(C)e(C)ecec2N(C)C(=0)c3ccencl3
CC(C)clc(O)ne(SCC(=0)c2cce(C)ec2)nclCe3cecccdcccec34
CC(C)clc(O)ne(SCC(=0)c2cce(C)ecc2C)nclCe3ccccdccecc34
CCNclceencIN(CC)C2CCN(CC2)C(=0)c3ccacc(NS(=0)(=0)N5CCN(
C)CC5)ccc4[nH]3
CCCN(C1CCN(CC1)C(=0)c2cc3cc(NS(=0)(=0)C)cee3[nH]2)cancccc
4NC(C)C

CCN1c2nc(0C)cc(C=0)c2NC(=0)c3ccencl3
Nclccc(CO[C@H]2C(=0)Nc3ccc(Clycc3[C@@]2(CHCCACC4A)C(F)(F)
F)cclF

FC(F)(F)C12NC(=0)Nc3ccc(Clc(OC(=C1)cacccec4)c23
CCN1c2nccec2e3necn3c4c(C)eencls
CN1C(=0)c2cc(N)cnc20c3cc(C)eecl3
CCC1(0Oc2cceec2n3ccec3C1l=0)cdcccccsd
CCN1c2ncecc2N(C)C(=0)c3cc(\C=Cl/cdcceecd)encl3
CCN(CLCCN(CC1)C(=0)c2cc3cc(NS(=0)(=0)C)ccc3[nH]2)cdnccecs
NC(C)C
COE:()=O)clcccnclN(C)C2CCN(CC2)C(=O)03cc4cc(NS(=O)(=O)C)ccc
4[nH]3

CCN1c2nc(\C=C\C(=O)N)ccc2N(C)C(=0)c3ccencl3
Brclccc(NC(=S)NCCc2cceen2)ncl
CCCN1C(=0)c2cc(N)cec20c3ccec(C)cl3
CCN1c2nc(Cl)ccc2N(C)C(=0)c3cc(NCc4ccceeecd)encl3
CCclc(O)nc(SCC(=0)c2ccc(Clycc2)nclCe3ccccdcecccc34
CCclcc(NCc20c3c(CC)eeee3n2)c(O)nclC
Fclccc2NC(=0)C(C#CC3CC3)(N(CC4CC4h)c2c1)C(F)(F)F
CCclcc(NCc2cccec20C)c(O)nclC
Clclccc2NC(=O)NC(C#Cc3cncen3)(C4CC4)c2cl
CN(C)cleec2e(C)nc(CCCCCCC(=0)c3ccccc3)n2nl
CCCclccencIN(CC)C2CCN(CC2)C(=0)c3ccacc(NS(=0)(=0)C)cccdn
H]3

0O=C1Nc2c(COCc3cccee3)ecenc2N(C4CC4)cbneceecls
CC(C)OC(=0)clceenlS(=0)(=0)c2cc(Cheee2N
FC(F)(F)[C@]L(NC(=0O)Nc2ccc(Cl)ccl2)C#Cc3ccecece3
CN1C(=0)c2cc(ccc20c3cc(C)eecl3)C#N
CCN1c2ncc(COc3ccc(F)ee3)cc2C(=0)N(C)cdecc(Cl)ncld
CCclcc(NCc20c3CCCCc3n2)c(O)nclC
Cclceec(CSc2ne(N)cec(Chn2)cl
Nclcc(ne(SCe2ccc3ccecec3c2)nl)C(F)(F)F
CCN1c2ccenc2N(C)C(=0)c3cc(N)encl3
CC(C)CHC[C@@]L(NC(=O)Nc2ccc(Clyecl2)C(F)(F)F
CCN1c2cc(cc(Cl)e2N(C)C(=0)c3ceencl3)C(F)(F)F
Cclceceec1OCc2cenc3N(C4ACC4)chneeec5C(=0)Nce23
CN1C(=0)c2ccecnc2N(C3CC3)cance(Clyccld
Cclccee(cl)C(OCCn2¢(C)ncc2[N+](=0)[O-])c3cecec3
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CHEMBL40632
CHEMBL301055
CHEMBL69855
CHEMBL100844
CHEMBL124557

CHEMBL339406
CHEMBL124149
CHEMBL357411
CHEMBL347403
CHEMBL157137
CHEMBL155689
CHEMBL?262184
CHEMBL 144866
CHEMBL174953
CHEMBL46008

CHEMBL320702
CHEMBL316773
CHEMBL133250
CHEMBLA418104
CHEMBLA49531

CHEMBL100951
CHEMBL101834
CHEMBL125928
CHEMBL342342
CHEMBL311050
CHEMBL123553
CHEMBL48286

CHEMBL56567

CHEMBL125205
CHEMBL357250
CHEMBL293785
CHEMBL37067

CHEMBL288305
CHEMBL306032
CHEMBL85142

CHEMBL124610
CHEMBL254206
CHEMBL399069

CHEMBL340869
CHEMBL309574

CHEMBL121827
CHEMBL95426
CHEMBL107606
CHEMBL56451

CHEMBL58542
CHEMBL70312

Cclnce([N+](=0)[O-])n1CCOC(c2ccecc2)c3cccc(c3)[N+](=0)[0-]
Nclccec(c1lC#N)S(=0)(=0)c2cc(Cl)cec2Cl
C1CC1N2c3nccec3C=Cc4ccenc24
CCN1c2nccecc2N(C)C(=0)c3cc(CCCO)encl3
CCclcc(NCc2ccc3ccccc3c2)c(S)nclC
CC(C)NclceencIN(C)C2CCN(CC2)C(=0)c3ccdccc(OCCOCCOCCO)e
c4[nH]3

CC(=0)clcc(NCc2oc3c(Clheee(Cl)e3n2)c(O)nclC
CCN1c2nc(cce2N(C)C(=0)c3ccencl3)N4CCCCC4
CCC(C)Sclnc(0O)ce(Ce2ccecc2[N+](=0)[O-]nl
CCC(C)Sclnc(O)ce(Ce2ccec(c2)[N+](=0)[O-])nl
CCC(C)Sclnc(O)ce(Ce2cceec2F)nl
CCN1c2ncc(COc3cecd[nH]ccedce3)ec2C(=0)N(C)escee(Cl)ncls
CCN1c2nccec2C(=0)N(C)c3ccc(ncl3)ndccend
Cclnc(O)c(CCc2oc3cccce3n2)cc1C#N
CC(=C)OC(=0)N1c2cc(Cl)ccc2NC(=0)C1(CHCC3CCI)C(F)(F)F
CCclc(O)nc(SCC(=0)c2ccc(C)ec2)nclCe3ccecdccccc34
CC(C)clc(O)ne(SCC(=0)c2ccc(Clhecec2)nclCe3ccccdccecc3s
COclccc2[nH]ec(CC\N=C(/S)\Nc3cce(Br)en3)c2cl
CN1C(=0)c2cc(N)cnc20c3cc(C)e(C)ecl3
FC(F)(F)C1(C#CC2CC2)N(CC3CC3)c4cc(Cl)cccaNC1=0
CCN1c2ncc(COc3ccecd[nH]cee34)cc2C(=0)N(C)escee(Cl)ncls
CCN1c2nc(Cl)ccc2N(C)C(=0)c3cc(CCeacecc(NS(=0)(=0)C)ecd)encl3
COC(=0)clccec(CSc2ne(N)ec(Chn2)cl
CCN1c2nc(cc(C=0)c2NC(=0)c3ccencl3)cdccec(0C)ca
Clclccc2NC(=O)N[C@@](C#Cc3cceen3)(C4CC4)c2cl
CCclcc(NCc20c3c(Clyceec3c2)c(O)nclC
FC(F)(F)C1(C#CC2CC2)N(CCC3CC3)caccccc4NC1=0
CC(C)N1C(=0)c2ccecc20c3ccecccl3
Clclcec2enc(CCCCCCC(=0)c3ccccc3)n2nl
CCN1c2nc(O)ce(Ce3ceccce3)c2NC(=0)c4ceencld
CCN1C(=0)c2ccenc20c3cceec(c13)[N+](=0)[0-]
CC1=C(Sc2cccec2)N(COCce3ccecc3)C(=0)NC1=0
CCN1c2nccec2C(=0)N(C)c3cec(C)nel3
CCN1c2ccccc2N(C)C(=0)c3ccencl3
CCOclcececcc1CNe2cc(CC)e(C)nc20
CCC(C)(C)NcleceencIN(C)C2CCN(CC2)C(=0)c3ccacc(NS(=0)(=0)C)
ccc4[nH]3

COclccc(CCNC(=S)Nc2ncees2)ccl
CCCclcsc(NC(=S)NCCc2cccecc2)nl
CCOC(=0)CCCC=C(clcc(Br)c(OC)c(c1)C(=0)0OC)c2cc(Br)c(OC)c(c2
)C(=0)0OC

CCN1c2ncccc2N(C(=0)C)C(=0)c3ccencl3
CC(C)Nclcee(ClncIN(C)C2CCN(CC2)C(=0)c3ccacc(NS(=0)(=0)C)c
cc4[nH]3

CCclcc(CCc2nc3cceec3s2)c(O)nclC
COclcee(ccl)C(=0)CSc2ne(O)e(C)e(Ce3ccccdccece34)n2

CCCN1C(=0)c2cceec20c3cceccl3
CCCCCC=C(clcc(Br)c(OC)c(c1)C(=0)0OC)c2cc(Br)c(0OC)c(c2)C(=0)
oC

CCN1C(=0)c2ccenc2N(CC)c3cccecl3
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300
300
300
300
300

300
300
300
300
300
300
310
310
310
315
320
320
320
322
329
330
330
330
330
334.07
335
340
340
340
340
343
346.41
346.41
350
350

350
350
350

359
360

360
370
370
375

380
380

nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM

nM
nM

nM
nM
nM
nM

nM
nM



CHEMBL73845

CHEMBL340556

CHEMBL332675
CHEMBL125084
CHEMBL358564
CHEMBL173635
CHEMBL315990
CHEMBL144561
CHEMBL345006
CHEMBL285510
CHEMBL295978
CHEMBLA43293
CHEMBL299714
CHEMBL55258
CHEMBL71927
CHEMBL83641
CHEMBL91942
CHEMBL93822

CHEMBL340453
CHEMBL341931
CHEMBL145295
CHEMBL356611
CHEMBL349806
CHEMBL155864
CHEMBL351121
CHEMBL170942
CHEMBL254416
CHEMBL60513

CHEMBL300721
CHEMBL311349
CHEMBL321980

CHEMBL336318
CHEMBL 146828
CHEMBL348086

CHEMBL57216
CHEMBL70930
CHEMBL143250
CHEMBLA434122
CHEMBL283614
CHEMBLA42132
CHEMBL?2114370
CHEMBL70077
CHEMBL424046
CHEMBL321765
CHEMBL124453
CHEMBL32290

CCN1c2ccccc2NC(=0)c3ceencl3
CCNclceencIN(C(C)C)C2CCN(CC2)C(=0)c3ccdec(NS(=0)(=0)C)cce
4[nH]3
C[CN%01CCN(CCl)C(zO)chc3cc(NS(:O)(:O)N4CCN(C)CC4)ccc3[n
H]2)c5ncccc5NC(C)C
Cclnc(CCCCCCC(0O)c2cceecc2)n3ne(Clycecl3
CCN1c2nc(ccec2N(C)C(=0)c3ccencl3)cdencss
CCclcc(CCc2oc(cn2)c3ccece3)c(O)nclC
Cclcee(cclC)C23SCCN2C(=0)c4dccececc34
CCN1c2nc(ccec2N(C)C(=0)c3ccencl3)cdcen[nH]4
CCN1c2nc(N\C=C\C)ccc2N(C)C(=0)c3ceencl3
CCC10ocC(C#cC2CC2)(c3cc(Cl)cceaNC1=0)C(F)(F)F
CCN1c2ncceec2e3ncen3cdcec(OC)ncld
Cclncc([N+](=0)[O-])n1CCOC(c2cceec2)c3ccccc3F
CCOC(=0)clceenlS(=0)(=0)c2cc(Clcee2N
CCCN1C(=0)c2cceec2Sc3ccececl3
CCN1c2cc(cce2N(C)C(=0)c3ceencl3)[N+](=0)[0-]
CCclcc(CCc2cc(CC)c(C)nc20)c(O)nclC
CCOclcce(F)c(CC\N=C(/N)\Nc2ccc(Br)en2)c1Cl
Brclecc(NC(=S)NCCC2=CCCCC2)ncl
CCNclceencIN(CC)C2CCN(CC2)C(=0)c3ccacc(NS(=0)(=0)CC)ccca
[NH]3

CCclc(C)nc(O)cclSc2ee(C)ece(C)e2
CCN1c2nc(ccec2N(C)C(=0)c3ceencl3)N4CCOCC4
CCCOC(=0)clceenlS(=0)(=0)c2cc(Cl)cce2N
Oclcc(Cc2c¢(Clceec2Clne(SC3CCCCC3)nl
CCC(C)Sclnc(0O)c(C)e(Cc2cccec2Ci)nl
CCC(C)Sclnc(0O)c(C)e(Ce2ecec(c2)[N+](=0)[0-)n1
COclccec(CC\N=C(/S)\Nc2ccc(Br)cn2)cl
CC(C)Oclceec(CCNC(=S)Nc2nees2)cl
COclccc2NC(=0)N[C@@](CHCC(C)C)(c2c1)C(F)(F)F
CC(C)CN1c2cc(Cl)ccc2NC(=0)C1(C#CC3CCI)C(F)(F)F
CCN1c2nccec2C(=0)Nc3cec(C)e(C)ncl3
CC(C)clc(O)ne(SCC(=0)C)nclCc2ccec3ccecec23
CCN(C1CCN(CC1)C(=0)c2cc3cc(NS(=0)(=0)C)ccc3[nH]2)cdnccecd
CC(C)C
0O=C1Nc2c¢(COc3cce(ce3)C#N)ecenc2N(C4CC4)cbneeeclb
CCC(C)Sclnc(0O)c(C)e(Ce2cceec2F)nl
Nclcce(CO[C@H]2C(=0O)Nc3cec(Cl)cc3[C@@]2(C#HCCACCA)C(F)(F)
Fccl

CN1C(=0)c2ccenc2N(C(=0)C)c3cc(C)c(C)ecl3
CCN1c2nc(O)cc(CO)ec2NC(=0)c3ccencl3
0O=C1Nc2c(COCCc3ccceeld)cenc2N(C4CC4)cbnececls
CC(C)C#CC1(0OCC(=0O)Nc2cce(Clyccl2)C(F)(F)F
CCN1c2nccec2e3ncc(C)n3c4ceencls
C[C@@H]10[C@@](C#HCC2CC2)(c3cc(F)ccec3NC1=0)C(F)(F)F
Oc1c(Cl)ccc2NC(=O)NC(C#Cc3cccee3)(c12)C(F)(F)F
O=C1Nc2ccenc2N(C3CCC3)canccecls
CCN1c2nccecc2N(C)C(=0)c3cc(CCO)encl3
CCSclcc(NCc2oc3ccece3n2)c(O)nclC
FC(F)(F)C1(OCC(=0O)Nc2cce(Cl)cc12)C#CC3CC3
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380

380

380
380
380
385
390
390
390
391
392.79
400
400
400
400
400
400
400

400
400
400
400
400
400
400
400
400
401
404
410
410

410
410
410

412
420
420
420
423
425
429.3
430
430
430
430
432

nM

nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM



CHEMBL59215
CHEMBL291024

CHEMBL58970
CHEMBL123778
CHEMBL2114371
CHEMBL94526
CHEMBL177898

CHEMBL127283
CHEMBL289816
CHEMBL290957
CHEMBL79696

CHEMBL122460
CHEMBL144136
CHEMBL151896
CHEMBL101998

CHEMBL127456
CHEMBL124494
CHEMBL145158
CHEMBL301443
CHEMBL125397
CHEMBL146169
CHEMBL316083

CHEMBL125324
CHEMBL124279
CHEMBL145893

CHEMBL131761

CHEMBL37056
CHEMBLA416617
CHEMBL288629
CHEMBL305010
CHEMBL91891
CHEMBL156083
CHEMBL199090
CHEMBL297103
CHEMBLS82904

CHEMBL 133469

CHEMBL340193
CHEMBL313695

CHEMBL330990
CHEMBL100968
CHEMBL85446

CHEMBL107200

FC(F)(F)[C@@]1(C#CC2CC2)[C@@H](OCc3ccenc3)C(=0)Nc4accee(C
l)ccl4

CCN1c2ncccc2NC(=0)c3ceencl3
FC(F)(F)[C@@]1(C#CC2CC2)[C@@H](OCc3cccce3)C(=0)Nc4ceec(C
l)ccld

CCclcc(NCc20c3ccec(0)ce3n2)c(O)neclC
CC[C@@H]10[C@@](C#CC2CC2)(c3cc(F)ccc3NC1=0)C(F)(F)F
Fclcc2NC(=0)OC(C#CC3CC3)(c2c(F)c1F)C(F)(F)F
CCclcc(CCc20c3cc(F)cee3n2)c(O)nclC
CCNclceencIN(CC)C2CCN(CC2)C(=0)c3ccacc(NS(=0)(=0)C)cccd[n
H]3

O=C1Nc2ccenc2N(C3CC3)canceccld
CCCN1c2ncece2N(C)C(=0)c3ccencl3
Clclccc2NC(=O)NC(C#Cc3cencc3)(C4CC4)c2cl
CCNclceencIN(CC)C2CCN(CC2)C(=0)c3ccdcc(NS(=0)(=0)C(C)C)c
cc4[nH]3

CC(C\N=C(/S)\Nclnccsl)c2ceecec?
COC(=0)clceenlS(=0)(=0)c2cc(Clycce2N
CCN1c2nce(CCc3cence3)cc2C(=0)N(C)cdecc(ncld)CHN
CCN(CLCCN(CC1)C(=0)c2cc3cc(NS(=0)(=0)C)cec3[nH]2)canc(F)ce
c4NC(C)C

Nclcc(Cl)nc(SCc2ccc3ceccc3c2)nl
Oclcceec1lOCce2cenc3N(C4CC4)cbnecce5C(=0)Nc23
C=CCN1C(=0)c2ccccc20c3cccccll
CCclcc(NCc2oc3ccc(F)ce3n2)c(O)nclC
CCN1c2nccec2C(=0)N(C)c3cec(O)ncl3
FC(F)(F)C1(OC(=0O)Nc2cccecl2)C#CC3CC3
CCCN(C1CCN(CC1)C(=0)c2cc3cc(NS(=0)(=0)C)cec3[nH]2)cancccc
4ANC(C)(C)C

Nclcc(Clnc(SCe2ccc(Cl)e(Che2)nl
CCN1c2nc(cc(COc3ceeecc3)c2NC(=0)cdecencld)csbecee(OC)eh
COC(=0)clcc(cc(Br)clOC)C(=CCCN2CCOC2=0)c3cc(Br)c(0OC)c(c3)
C(=0)0C
CE:(C;NclcccnclN2CCN(CC2)C(=O)c3cc4ccc(NS(=O)(=O)C)cc4[nH]
3

Cclncc([N+](=0)[O-])n1CCOC(c2cceec2)c3ccec(Cle3
Cclncc([N+](=0)[O-])n1CCOC(c2cceec2)c3ccec(F)e3
CCN1c2cccec2C(=0)N(C)c3ceencl3
CCC1(Oc2cceec2n3cccc3C1=0)c4ccchecceches
CCCCSclnc(O)cc(Ce2¢(Clyceec2Chnl
CC(C)CC(=0)clc(O)c(CC(=C(C)C)O)c20C(=0)C=C(c3cceee3)c2c10
COC(=0)N1c2ccccc2NC(=0)C1(C#CC3CCI)C(F)(F)F
CCclcce(CNc2cec(CC)e(C)nc20)c(0OC) el
CC(C)CclccencIN(C)C2CCN(CC2)C(=0)c3ccacc(NS(=0)(=0)C)cecd
nH]3
E:N(]C1CCN(CCl)C(:O)c2cc3cc(NS(:O)(=O)C)cccB[nH]2)c4ncccc4N
CC5CC5

CCclcc(NCc2ccecc2[N+](=0)[O-])c(O)ncliC
CN(C1CCN(CC1)C(=0)c2cc3cc(NS(=0)(=0)C)ccc3[nH]2)c4nc(F)ceccd
NC(C)(C)C

CCN1c2ncccc2N(C)C(=0)c3cec(CCe4cenencd)encl3
Cclccee(cl)C23SCCN2C(=0)c4ccecc3ds
COC(=0)CCCC=C(clcc(Br)c(OC)c(c1)C(=0)OC)c2cc(Br)c(0OC)c(c2)
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438
440

440
440
441.52
442
442

44475
450
450
450

450
450
450
460

460
460
460
465
470
470
478

480
490
490

499

500
500
500
500
500
500
500
504
510

510

520
530

530
540
547.72
547.72

nM
nM

nM
nM
nM
nM
nM

nM
nM
nM
nM

nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM

nM
nM
nM

nM

nM
nM
nM
nM
nM
nM
nM

nM

nM

nM
nM

nM
nM
nM
nM



CHEMBL106661
CHEMBL127427
CHEMBLA410771
CHEMBL2115335
CHEMBL299710
CHEMBL340248
CHEMBL312340
CHEMBL356313
CHEMBL71023
CHEMBL314633
CHEMBL103716
CHEMBL102735
CHEMBL32038
CHEMBL288535
CHEMBL295585
CHEMBL298405
CHEMBL69952
CHEMBL102957
CHEMBLA415716
CHEMBL357409
CHEMBL156380
CHEMBL346023
CHEMBL254836
CHEMBL46209
CHEMBLA413751
CHEMBL317072
CHEMBL191146
CHEMBL190170
CHEMBL55610
CHEMBL69657
CHEMBL435017
CHEMBL144591
CHEMBL1203236
CHEMBL48629
CHEMBL303466
CHEMBL302931
CHEMBL359410
CHEMBL126214
CHEMBL294848
CHEMBL321026
CHEMBL301986
CHEMBL198050
CHEMBL85533

CHEMBL133010
CHEMBL70562
CHEMBL40631
CHEMBL40625
CHEMBL103235

C(=0)0C
Cclc(O)nc(SCC(=0)c2ccec(Chec2)nclCe3ccecdccecc3d
Cclcn(cnl)c2ccc3c(C)nc(CCCCCCC(=0)cdccececcd)n3n2
FC(F)(F)clcsc(NC(=S)NCCc2ccccc2)nl
CCN1c2cc(Br)cnc2N(C)C(=0)c3ccencl3
CCN1C(=0)c2cceec20c3ccecccl3
Cclnc(CCCCCCC(=0)c2ccecc2)n3ncecccl3
CCN1c2ccc(C)cc2C(=0)N(C)c3ccencl3
Cclcec(OCc2cenc3N(C4CC4)cbneecc5C(=0)Nc23)ccl
CC(C)N1c2nccecc2NC(=0)c3ceencl3
Clclce(Clee(c1)C23SCCN2C(=0)c4ccccc34d
CCN1c2nc(ccc2N(C)C(=0)c3cc(CCce4cccecd)encl3)C5=CCC=N5
CCN1c2ncc(CN(C)c3ccecee3)cc2C(=0)N(C)cdcec(Chncld
CC(C)C10Cc(cHCcC2CC2)(c3cc(Cl)cce3aNC1=0)C(F)(F)F
Cclncc([N+](=0)[O-])n1CCOC(c2ccecc2)c3ccccc3Cl
FclcececcclCCA\N=C(/S)\Nc2ccce(Br)en2
CN1C(=0)c2ccccc20c3cc(C)eccl3
Brclccc(NC(=S)NCCN2CCCCC2)ncl
ClclcecccclCCNC(=S)Nc2nceces2
CCclc(C)nc(O)c(NCc2oc3cceec3n2)clC
CCOC(=0)clc(O)nc(C)e(CC)elsc2ece(C)ec(C)e2
CC(C)CSclnc(O)cc(Ce2c(Clycecc2Clnl
CCC(C)Sclnc(O)cc(Ce2ccec(F)c2)nl
CCclcsc(NC(=S)NCCc2ccccec2)nl
FC(F)(F)C1(C#CC2CC2)N(CC=C)c3ccccc3NC1=0
CCclcc(c(O)nclC)C(OCc2c(F)cecc2F)(CHCC3CCI)C(F)(F)F
CCN1c2ncccc2N(C)C(=0)c3cc(CCC(=0)N)encl3
CCCC1=C(Sca2cccee2)c3cec(Clycece3NC1=0
CC(C)C1=C(OCc2ccceee2)cdcec(Clycece3NC1=0
CN1C(=0)c2cc(O)ccc20c3cc(C)eccll
CCOCCOCNI1C(=0O)NC(=0)C2=C1Sc3ccccc3NC2
Cclnc(CCCCCCC(=0)c2ccecc2)n3nc(cecl3)ndecnnd
0O=C1Nc2c(CC3=CCNC3)ccnc2N(C4CC4)cbneeccls
ClL.COclcec2e(C)ne(CCCCCCC(=0)c3ccecc3)n2nl
FC(F)(F)C1(C#CC2CC2)N(CC=C)c3cc(Cl)ccc3NC1=0
CN1C(=0)c2ccenc2N(C#C)c3ccceccl3
CCN1C(=0)c2ccec(C)ec2N(CC)e3nceeccl3
S=C(NCCclocccl)Nc2nces2
CCN(Ccloc2c(Cl)cee(Che2nl)c3cec(CC)e(C)nc30
CCCN1C(=0)c2cc(N)cecc20c3cec(C)e(C)cl3
Cclcee(ccl)C(=0)CSc2nce(0O)c(C)e(Ce3ccecdeceee34)n2
CCCCOC(=0)N1c2ccccc2NC(=0)C1(C#HCC3CCI)C(F)(F)F

COC(=0)CCC\C=C(/clccee(cl)CH#N)\c2ec(C)e(0C)c(c2)C(=0)0C

CCclcc(NCc2ccenc20C)c(0O)nclC

COC(=0)clcc(cc(ClclOC)C(=CCCCC(=0)N(C)C)c2cc(Cl)c(OC)c(c2)

C(=0)0C

CCN1C(=0)c2ccccc2N(CC)e3ncececcl3
ClclcccccICCNC(=S)Nc2cec(Br)cn2
Fclccec(CC\N=C(/S)\Nc2ccc(Br)cn2)cl
CCN1c2nc(Cl)cec2N(C)C(=0)c3cc(COc4dccec(c4)C(=0)0C)encl3
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550
550
550
550
560
560
580
580
590
590
590
590
597
600
600
600
600
600
600
600
600
600
600
601
613
620
621.61
630
640
640
640
640
640
650
650
650
650
654
670
670
672
673.5
680

687
690
700
700
700

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM



CHEMBL114559
CHEMBLA421246
CHEMBL356278
CHEMBL215724
CHEMBLS80118

CHEMBL187718

CHEMBL134227
CHEMBL283619

CHEMBL123478

CHEMBL121881
CHEMBLA42656
CHEMBL100942
CHEMBL198425
CHEMBL37789
CHEMBL39950
CHEMBL340593
CHEMBL2115334
CHEMBL313175
CHEMBL106646
CHEMBL85425

CHEMBL125896
CHEMBL94779

CHEMBL 283630
CHEMBL314572
CHEMBL317765
CHEMBL100394
CHEMBL116474
CHEMBL145279
CHEMBL157777
CHEMBL94550

CHEMBL 145004

CHEMBL331684
CHEMBL351375
CHEMBL290410
CHEMBL310490
CHEMBL70743

CHEMBL142478
CHEMBL280527
CHEMBL305416

CHEMBL57178
CHEMBL33981
CHEMBL54977
CHEMBL83362
CHEMBL314884
CHEMBL149275
CHEMBL345908

Brclccc(NC(=S)NCCc2ccc30C0c3c2)ncl
CC(C)NclceencIN(C2CC2)C3CCN(CC3)C(=0)c4ccheccecs[nH]4
0O=C1Nc2c(CN3CCCC3)ccnc2N(C4CC4)cbnececls
COC(=0)CCC\C=C(\clcce(ccl)C#N)/c2cec(C)c3onc(OC)c3c2
CCN1c2nc(ccc2N(C)C(=0)c3ccencl3)cac[nH]c5ccc(F)ccds
CCCC1=C(0Oc2ccceee2)cdcec(Clycece3NC1=0
C[C@H]10c2c3C=CC(C)(C)Oc3c4C(=CC(=0)0Oc4c2[C@@H](OC(=0
)O)[C@@H]1C)c5cccech
FC(F)(F[C@]1(NC(=0)Nc2cce(Cl)ccl2)C#CC3CC3
CCN(CLCCN(CC1)C(=0)c2cc3cc(NS(=0)(=0)C)cec3[nH]2)canc(F)ce
c4NC(C)(C)C
CC(C)NclcennclN(C)C2CCN(CC2)C(=0)c3ccacc(NS(=0)(=0)C)cecd
[nH]3

CCN1c2cencc2N(C)C(=0)c3ccencl3
CCN1c2nccec2N(C)C(=0)c3cc(C)encl3
COC(=0)CCC\C=C(/clccee(c1)CHN)\c2cc(Clye(OC)e(c2)C(=0)0C
CC(C)NclceencIN2CCN(CC2)C(=0)c3ccacec(CO)ecd[nH]3
CCN1c2ncc(C)ec2N(C)C(=0)c3ccencl3
Nclcc(Cl)nc(SCc2cccc(Br)c2)nl
CN1C(=0)c2ccenc2N(C3CC3)c4cc(Cl)encld
Cclcee(ccl)C23SCCN2C(=0)c4ccecc3ds
CCclcc(c(O)nclC)C(OC)(CHCC2CC2)C(F)(F)F
CCclcc(NCc2cccec2C#N)c(O)nclC
CCN(C1CCN(CC1)C(=0)c2cc3cc(NS(=0)(=0)N4CCN(C)CC4)cce3[n
H]2)c5ncccc5NC(C)(C)C
Fclcec(F)c2cINC(=0)OC2(C#CC3CCI)C(F)(F)F
CCCC10C(C#CC2CC2)(c3cc(Cl)cce3NC1=0)C(F)(F)F
CCC(clcc(O)nc(SC(C)C)nl)c2ccec3ceceecec23
Fclec(F)c2NC(=0)OC(C#CC3CC3)(c2c1F)C(F)(F)F
CCN1c2nc(Cl)cec2N(C)C(=0)c3cc(COc4dcecece(ced)C(=0)0C)encl3
Brclccc(NC(=S)NCCc2cccs2)ncl
CCN1c2nc(0C)cc(C30CCCO3)c2NC(=0)caccencls
CSclnc(O)cc(Ce2c(F)ccec2F)nl
CN(C)clccc2NC(=0)OC(C#CC3CC3)(c2c1)C(F)(F)F
CCN1c2nceec2C(=0)N(C)c3cce(ncl3)cdcccccdOC
CCN(CLCCN(CC1)C(=0)c2cc3cc(NS(=0)(=0O)N4CCN(C)CC4)cee3[n
H]2)c5nc(F)cceS5NC(C)(C)C
O=C1N2CCS[C@@H](c3cccee23)cdcccecld
CSCN1c2ncecc2N(C)C(=0)c3ccencl3
CN1C(=0)c2ccenc2N(CC=C)c3ncceecl3
CCN1c2nc(N)c(Chce2N(C)C(=0)c3ccencl3
COclcee(O)e(Ce2cenc3N(C4CC4)cbnecec5C(=0)Ne23)cl
CCNclceencIN2CCN(CC2)C(=0)c3ccdcec(OC)cecd[nH]3
CCN1c2cc(ccc2N(C)C(=0)c3ce(Br)encl3)[N+](=0)[O-]
Fclcec(CO[C@H]2C(=0)Nc3cec(Cl)ce3[C@@]2(CHCCACCA)C(F)(F)
F)ccl

S=C(NCCclcccccl)Ne2nees2
CCCN1C(=0)c2cc(N)ccc20c3c(C)ec(C)ecl3
O=C1N2CCSC2(c3cccecl3)cacheceecsecbeecec4b
O=C1N2CCSC2(c3cccc4CCCc34)c5eccecls
Nclcee(Cl)eelS(=0)(=0)n2ccecc2C(=0)0CC=C
CCC(C)Sclnc(0O)c(C)e(Ce2cecce(Che2)nl
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700
700
700
700
706
710

720
725.95

730

740
748.33
750
750
760
760
760
760
770
770
790

790
796
799
800
800
800
800
800
800
816
820

830
830
850
850
850
850
853.23
890

899
900
900
900
900
900
900

nM
nM
nM
nM
nM
nM

nM
nM

nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM



CHEMBL170810
CHEMBL372175
CHEMBL357664
CHEMBL187438
CHEMBL281239
CHEMBL262374
CHEMBL338872
CHEMBL334129
CHEMBL37518

CHEMBL433487
CHEMBL419629
CHEMBL313273

CHEMBL335768
CHEMBL144949

CHEMBL141323
CHEMBL355333
CHEMBL171920
CHEMBL198551
CHEMBL253996
CHEMBL2115323

CHEMBL294840

CHEMBL61152
CHEMBLS86015

CHEMBL357187
CHEMBL318562

CHEMBL340403
CHEMBLA422839
CHEMBL145730
CHEMBL357877

CHEMBL124338
CHEMBL124556
CHEMBL124992
CHEMBL294406

CHEMBL337029
CHEMBL109389
CHEMBL288062
CHEMBLA418885
CHEMBL85697

CHEMBL420460
CHEMBL121834
CHEMBL142664
CHEMBL147375

CHEMBL149055

COclccc(CCI\N=C(/S)\Nc2cce(Br)en2)ccl
COC(=0)CCC\C=C(/clcc(F)cc(cl)C(F)(F)F)\c2ce(C)c3onc(OC)c3c2
CCN1c2nccec2C(=0)Nc3c(COCc4cceccd)cc(OC)necl3
CCCclc(O)nc2cec(Chec2el[S+](JO-])C3CCCCC3
CCCH#CC1(OCC(=0)Nc2cce(Cl)ec12)C(F)(F)F
Cclcee(C)e(c1)C23SCCN2C(=0)caccecc34
CCclcc(NC(C)c20c3cceec3c2)c(O)nelC
COclccec(CSc2ne(N)ee(Chn2)cl
CC(C)NclcecencIN2CCN(CC2)C(=0)c3ccdec(N)cecd[nH]3
CN1C(=0)c2ccenc20c3cc(C)ec(N)c13
CN1C(=0)c2ccenc2N(CCF)c3cceccl3
Cclcenc(c1)C23SCCN2C(=0)c4ccccc34d
CCCCCC=C(clcc(C)c(0C)c(c1)C(=0)0C)c2cc(C)e(0C)c(c2)C(=0)0
C
CCN1c2nc(cc(C)ec2NC(=0)c3ccencl3)C(C)C
CCC(=0)CCCC=C(clcc(Cl)c(OC)c(c1)C(=0)OC)c2cc(Cl)c(OC)e(c2)C
(=0)0C
COclcceccclCC\N=C(/S)\Nc2cce(Br)en2
CCclcc(CCc2oc3c(Clheccee3n2)c(O)nclC
COC(=0)clec(cc(C)c1OC)\C(=C/CCN2CCOC2=0)\c3ccc(0C)c(0C)c3
Fclecc(CCNC(=S)Nc2nees2)cecl
CN1C(=0)c2ccecnc2N(C3CC3)cacec(Clncld
COC(=0)CCCC=C(clcc(Chc(0C)c(c1)C(=0)0C)c2cc(Che(0C)c(c2)C
=0)0C
E\Icl%:cccchO[C@H]20(=O)NcSccc(CI)cc3[C@@]Z(C#CC4CC4)C(F)(
F)F
CC(clcc(O)nc(SC2CCCC2)nl)c3ccecdccecc3s
COC(=0)clcc(cc(CleclOC)C(=CCCCCN=[N+]=[N-
Dc2ce(Che(0C)c(c2)C(=0)0C
CCN1c2ncc(CCc3cccdcccccdc3)cc2C(=0)N(C)cseec(Chnels
CCN(CLCCN(CC1)C(=0)c2cc3cc(NS(=0)(=0)C)cceec3[nH]2)c4nc(Cl)e
cc4NC(C)(C)C
O=C1Nc2c¢c(CN3CCOCC3)cecnc2N(C4CC4)c5neeecls
O=C1Nc2c(CSc3cccee3)cecnc2N(C4CC4)c5bnececls
COclccc(OCc2cenc3N(C4CC4)chneeec5C(=0)Ne23)ccl
CC(C)NclceencIN(C)C2CCN(CC2)C(=0)c3ccacc(NS(=0)(=0)C)ceca
[nH]3
CC(O)clec(NCc2oc3c(Cheee(Cl)e3n2)c(O)nclC
CCclcc(N(C)Cc20c3c(Cl)cee(Che3c2)c(O)nclC
CCCO[C@H]1C(=O)Nc2cce(Checec2[C@@]1(CHCC3CCI)C(F)(F)F
C[C@H]10c2c3C=CC(C)(C)Oc3c4C(=CC(=0)Oc4c2[C@@H](O)[C@
@H]1C)c5cccecech
CCC(C)Sclnc(O)c(C)e(Cc2cceec2)nl
CCNZ1c2ncceec2e3ncec(C)n3cdccc(ncl4)N(C)C
CCN1c2cce(cc2N(C)C(=0)c3ccencl3)C(=0)0C
CCclccec(cl)C23SCCN2C(=0)c4ccecc3d4
CCN1c2ncece2N(C)C(=0)c3cc(NC(=0)N)cncl3
CCclcc(NCC2=COc3ccccc3C2=0)c(0O)nclC
CCN1c2nc(cce2N(C)C(=0)c3ceencl3)cdcec(O)ncs

S=C(NCCclccce(Oc2cceec2)cl)Ne3nces3
CC(C)OclcecencIN2CCN(CC2)C(=0)c3ccacc(NS(=0)(=0)C)cccd[nH]
3
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900
900
920
951
964
970
970
980
1000
1000
1000
1000

1000
1000

1000
1000
1000
1000
1000
1000

1002.5

1019
1019.8

1019.8
1020

1020
1030
1030
1040

1048.81
1050
1050
1051

1067.71
1095.45
1100
1100
1100
1100
1100
1100
1100

1100

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM

nM
nM
nM
nM
nM
nM

nM

nM
nM

nM
nM

nM
nM
nM
nM

nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM

nM



CHEMBL351323
CHEMBL174267
CHEMBL400684
CHEMBL106204
CHEMBL124991
CHEMBL141443
CHEMBL1807294
CHEMBL439929
CHEMBL125666
CHEMBL345580
CHEMBL156636

CHEMBL264587
CHEMBL37080

CHEMBL289969
CHEMBL292339
CHEMBL294743
CHEMBL322898
CHEMBL112886
CHEMBL114598
CHEMBL145287
CHEMBL145897
CHEMBL215542
CHEMBL96328

CHEMBL291113
CHEMBL85945

CHEMBL124186
CHEMBL338658
CHEMBL175089
CHEMBL208008

CHEMBL443996
CHEMBL289304
CHEMBL38068
CHEMBL298243
CHEMBLS86178
CHEMBL338415
CHEMBLA433925
CHEMBL2115326
CHEMBL338339
CHEMBL105630
CHEMBL313481
CHEMBL330537
CHEMBL71766
CHEMBL38129
CHEMBLA41458
CHEMBL302866
CHEMBL72535
CHEMBL314925
CHEMBLS86261

CC(C)CSclnc(O)c(C)e(Ce2c(Clyceecz2Ci)nl
Cclnc(O)c(CCc20c3ccecc3n2)cclcdcccecd
OclcceccclCCNC(=S)Ne2nees2
CC(=0)Cscinc(0)c(C)c(Ce2cceec3ceccec23)nl
CCclcc(NC(C)c2ccc3ceccec3e2)c(O)nclC
[O-][N+](=0)clccc(OCc2cenc3N(C4CC4)cbneecc5C(=0)Nc23)ccl
Brclcccecle2nc3ceeen3c2NC4CCCCC4
CC(C)COC(=0)N1c2cecececc2NC(=0)C1(CHCCICCI)C(F)(F)F
Cclnc(O)c(NCc2oc3cceeec3n2)cclS(=0)(=0)C
CC(C)Sc1nc(0)c(C)e(Cc2e(Cheeec2Chnl
CCCCScl1nc(0O)c(C)e(Ce2c(Cheeec2Chnl
CNC(=0)CCCCNI1C(=0O)N(C=C(C)C1=0O)[C@@H]20[C@H](CO[Si](
C)(C)C(C)(C)O)[C@@]3(0S(=0)(=0)C=C3N)[C@H]20[Si](C)(C)C(
C)(C)C
CC(C)NclceencIN2CCN(CC2)C(=0)c3ccacec(O)eca[nH]3
CC(C)NclceencIN2CCN(CC2)C(=0)c3ccaccccc4[nH]3
C[C@@H](\N=C(/S)\Nclccc(Cl)ycnl)c2cceec2
C[C@@H](\N=C(/S)\Nclccc(Br)cn1)C2CCCCC2
CCC(C)Sclnc(O)ce(Ce2cee(cc2)[N+](=0)[O-])nl
CCC(C)Sclnc(O)cc(Ce2ceec(C)e2)nl
Brclccc(NC(=S)NCCc2occc2)ncl
CCN1c2nccec2C(=0)N(C)c3ccc(ncl3)cdcec(OC)ncd
S=C(NCclcccccl)Ne2neces2
COC(=0)CCC\C=C(\clcce(ccl)C#N)/c2cc(C)c30C(=0O)N(C)c3c2
FC(F)(F)Oclccc2NC(=0)OC(C#CC3CC3)(c2c1)C(F)(F)F
O=C1Nc2c(ccnc2N(C3CC3)canccecl4)CHN
CCclcc(NCc2cccc(0C)c2)c(O)nclC
CCclcc(NCc2oc3cc(F)cece3n2)c(O)nclC
CCclcc(NCc20c3cce(C)ec3n2)c(O)nclC
CCclcc(CNc2oc3cecce3n2)c(O)nclC
Cclee(C)e(c(C)el)n2nnnc2SCC(=0)Nc3ccee(ce3)S(=0)(=0)N
Fclceeecc1CO[C@H]2C(=0)Ne3cce(Cl)ce3[C@@]2(CHCCACCA)C(F)(
F)F
COclccc2ec([nH]c2¢1)C(=0)N3CCN(CC3)canccccdNC(C)C
CC(C)NclceencIN2CCN(CC2)C(=0)c3ccacc(O)ceca[nH]3
CCN1c2ccenc2N(C)C(=0)c3ccencl3
CCclcc(NCc2¢(C)eccc20C)c(O)nclC
Cclnc(CCCCCCC(=0)c2cceecc2)n3nc(cecl3)ndncend
CCOCclcenc2N(C3CC3)c4nceccdC(=0O)Ncl2
CCN1c2ncecc2N(C)C(=0)c3cce(Br)encl3
Cclnc(CCCCCOC(=0)c2ccccc2)n3nc(Clycecl3
CCclcc(c(O)nclC)C(OCc2cceec2)(CHCC3CCI)C(F)(F)F
O=C1N2CCSC2(c3occc3)cacccccla
Clclcec(NC(=S)NCCC2=CCCCC2)ncl
CCN1c2ncecc2N(C)C(=0)c3cc(Clyencl3
CC(C)NclceencIN2CCN(CC2)C(=0)c3ccacec(C=0)cc4[nH]3
Cclncc([N+](=0)[O-])n1CCOC(c2cccec2)c3cec(Cl)ec3Cl
C[C@@H](\N=C(/S)\Nclccc(Cl)cnl)C2CCCCC2
C=CCN1C(=0)c2cccnc2Nc3cceeccl3
CCC(clcc(O)nc(SC2CCCCC2)nl)c3ccccaccccc3d
CCclcc(NCc2ccecc2F)c(O)nclC
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1100
1100
1100
1120
1130
1130
1140.18
1142
1150
1150
1150

1159.31
1200
1200
1200
1200
1200
1200
1200
1200
1200
1200
1249
1250
1250
1250
1250
1250
1252

1296
1300
1300
1300
1300
1300
1300
1300
1319.85
1348
1350
1360.15
1374.77
1400
1400
1400
1400
1400
1400

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM



CHEMBL144794

CHEMBL151955
CHEMBL176814
CHEMBL320056
CHEMBL358782

CHEMBL58408
CHEMBLS86215
CHEMBL85829

CHEMBL292468
CHEMBL112949
CHEMBLS83524
CHEMBL1807340
CHEMBLA41119
CHEMBL309696
CHEMBLS87284
CHEMBL318343
CHEMBL317866
CHEMBL156208
CHEMBL160781
CHEMBL315689

CHEMBL291970
CHEMBL58607
CHEMBLA432526
CHEMBL157349
CHEMBL111153
CHEMBL313366
CHEMBL125504
CHEMBL175531
CHEMBL195108
CHEMBL284241
CHEMBL123966
CHEMBLA46961
CHEMBL2115322

CHEMBL59059
CHEMBL36835
CHEMBL323573
CHEMBL356163
CHEMBL49030
CHEMBLS84717
CHEMBL301996
CHEMBL106659
CHEMBL177192
CHEMBL289429
CHEMBL73672
CHEMBL124838
CHEMBL144130

CCN1c2nceec2C(=0)N(C)c3ccee(ncl3)cdccc(OC)ccd
CC(C)OclceencIN(C)C2CCN(CC2)C(=0)c3ccdcc(NS(=0)(=0)C)ceca
[NH]3

CCclcc([S+]([O-])Cc20c3c(Chcee(Cl)e3n2)c(O)nclC
CCOC(=0)CSc1nc(O)c(C(C)C)c(Cc2cccc3ccecec23)nl
C=CCOCclccnc2N(C3CC3)c4nccccdC(=0)Ncl12
FC(F)(F)[C@@]1(C#CC2CC2)[C@@H](OCC3CC3)C(=0O)Nc4ccc(Cl)
ccld

[O-][S+]1CCN2C(=0)c3cccec3Cl2c4cceccd
CCclcc(NCc2cceec2Cle(O)nclC
Nclccee(CO[C@H]2C(=0)Nc3ccc(Cl)cc3[C@@]2(C#CCACCA)C(F)(F
)F)cl

Cclc(O)ne(SC2CCCC2)nclCc3ccecec3
Clclccec(cl)C23SCCN2C(=0)c4ccecc3d4
Cclccee2ne(c(NC3CCCCC3)nl2)caccccc4aCl
Cclncc([N+](=0)[O-])n1CCOC(c2cceec2)c3cec(cc3)C(C)(C)C
Clclccc2NC(=O)NC(C#Cc3cnenc3)(C4CC4)c2cl
CCclcc(NCc2cceec2SC)e(O)neclC
CCN1c2ncc(CCe3cenc(c3)C(=0)0)cc2C(=0)N(C)caccc(Clyncl4
CN(\C(=N\CCclcccecl)\S)c2neces2
CC(C)Scinc(O)ec(Ce2¢(Clyceec2Cnl
CCC(C)Sclnc(O)c(C)e(Cc2ccec(F)e2)nl
CCclcc(NCc2ncecc20C)c(O)nclC
FC(F)(F[C@@]1(CHCC2CC2)[C@@H](OCc3cccen3)C(=0)Ncacec(C
l)ccld

Cclccec2elne(c3c(F)ccec3F)n2Ccdcccecsd
C[C@@H](\N=C(/S)\Nclccc(Br)cnl)c2cceec2
CCC(C)Sclnc(O)cc(Ce2ccecc2Chnl
CCC(C)Sclnc(O)ce(Ce2ceeec2)nl
Cclccee(clC)C23SCCN2C(=0)c4dcccecc34
CCclcc(NCc20c3cc(C)eeec3n2)c(O)nclC
CCclcc(CCc2oc3ccec(F)ee3n2)c(O)nclC
OC(=0)clcececcclC(=0)NCCONC(=N/c2cec(l)ce2)\s
Cclccee(Ce2ne(SC3CCCCC3)nc(0)c2C)cl
CCOC(=0)clcc(NCc20c3ccecc3n2)c(O)nclC
C[C@H]1CN2C(=S)Nc3cccc(CN1CC=C(C)C)c23
CCN1c2ccec(C)nc2N(C)C(=0)c3ccencl3
Fclccec(CO[C@H]2C(=0O)Nc3cec(Clyce3[C@@]2(C#HCCACCA)C(F)(F
)F)cl
CC(C)NclcecencIN2CCN(CC2)C(=0)c3ccacc(NC(=0)C)eec4[nH]3
CCC(C)Sclnc(O)c(C)e(Ce2cee(cc2)[N+](=0)[O-])nl
CC(C)OclcecencIN2CCN(CC2)C(=0)c3ccacceccd[nH]3
FC(F)(F)C1(C#CC2CC2)N(CC#C)c3ccccc3NC1=0
0=C1N2CCSC2(c3ccee(c3)C#N)cacceccls
FC(F)(F)C1(C#CC2CC2)N(Cc3ccccc3)cdcceccc4NC1=0
CCclcc(c(O)nc1C)C(OCCHN)(CHCC2CC2)C(F)(F)F
CN(C)clcc(CCc2oc3ccecc3n2)c(O)nclC
CCN1c2nccec2C(=0)N(C)c3c(C)cencl3
CCN1c2ncec(CC)ec2NC(=0)c3ceencl3
CCclcc(NCc20c3ccenc3n2)c(O)nclC
Cnlcccc1CC\N=C(/S)\Nc2nccs?2
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1400

1400
1400
1410
1410

1434
1450
1450

1455
1466.29
1469.69
1488.79

1500

1500

1500

1500

1500

1500

1500

1550

1572
1600
1600
1600
1643.17
1650
1650
1700
1700
1749.29
1750
1754.99
1760

1776
1800
1800
1800
1807
1810
1818
1842
1850
1900
1900
1900
1900

nM

nM
nM
nM
nM

nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM



CHEMBL 144420
CHEMBL151173
CHEMBL422001
CHEMBL96591

CHEMBL335037
CHEMBL125120
CHEMBL321786
CHEMBL94541

CHEMBL357658
CHEMBL316151
CHEMBL155936
CHEMBL36656

CHEMBL123514
CHEMBL358754
CHEMBL151565
CHEMBL166126
CHEMBL379813

CHEMBL?212394
CHEMBL126811
CHEMBL38744

CHEMBL71310

CHEMBL440879
CHEMBL315287
CHEMBL356173
CHEMBL177174
CHEMBL301109
CHEMBLA43324

CHEMBL114292

CHEMBL36776
CHEMBL299002
CHEMBL312172
CHEMBLS85830
CHEMBL322539
CHEMBL145272

CHEMBL343149
CHEMBLA424141
CHEMBLA48427
CHEMBL43348
CHEMBL85368
CHEMBL87569
CHEMBLA435216
CHEMBL355113
CHEMBL1309
CHEMBL125052

CHEMBL132489
CHEMBL101348

S=C(NCCclcccccl)Nc2nncs2
CCOclccencIN2CCN(CC2)C(=0)c3ccdcc(NS(=0)(=0)C)cccd[nH]3
CCC(C)Sclnc(O)cc(Ce2ccec(Che2)nl
FC(F)(F)C1(OC(=0O)Nc2cc3cceec3ccl2)C#CCACC4a
CCOC(=0)NCCC=C(clcc(Che(OC)e(c1)C(=0)OC)c2cc(Cle(0OC)e(c2)
C(=0)0C

CCclcc(NCc20oc3ccece3c2C)e(O)nclC
CCclce(c(O)nclC)C(OCc2¢(F)cecc20C)(CHCC3CCI)C(F)(F)F
CC(C)cleccc2NC(=0)OC(CHCC3CC3)(c2cl)C(F)(F)F
CCNC(=0)OCCCCC=C(clcc(Che(OC)c(c1)C(=0)0OC)c2cc(Clec(OC)e
(c2)C(=0)0C

COclccee(c1)C23SCCN2C(=0)c4cecccc34
OC1(CC1)C#CC2(OC(=0O)Nc3cce(Cl)ce23)C(F)(F)F
CCNclceencIN2CCN(CC2)C(=0)c3ccdcc(O)ceccd[nH]3
CCclnc(CCCCCCC(=0)c2ccecc2)n3ne(Clycecl3
CC(C)OclceencIN(C)C2CCN(CC2)C(=0)c3ccdcccccd[nH]3
CC(C)NclceencIN(C)C2CCN(CC2)C(=0)c3ccdcccccd[nH]3
Clcleee(ccl)N(C(=S)OCCN2C(=0)c3ccecc3C2=0)C(=0)cdcenc(Cl)c4
COclcce(cclOC2CCCC2)[C@@H]3CN(C(=0)C3)c4cccc(N)ca
COC(=0)CCC\C=C(/clcc(C)c(0C)c(c1)C(=0)0C)\c2cc(C)c3ON(C)C(
=0)c3c2

Cclnc(CCCCCCCC(=0)c2ccecc2)n3nc(Clycecl3
Cclcce(ccl)C(OCCn2¢(C)ncc2[N+](=0)[O-])c3cecec3
CCN1c2ccc(OC)ec2N(C)C(=0)c3ceencl3
CC(C)clceee(c1)C23SCCN2C(=0)c4ccccc34
CC(clcceecl)c2ec(O)ne(SC3CCCCI)n2
CCOclceencIN2CCN(CC2)C(=0)c3ccdcceccd[nH]3
COCclcc(CCc20c3ccccc3n2)c(O)nclC
CCNZ1c2nccec2e3nec(C)n3cdecc(ncl4)N5SCCCCH
CCN1c2ncceec2e3ncen3cdccc(ncl4)N(C)C
Oclcc(Cc2ccecc2)nc(SC3CCCCC3)nl
CC(C)NclcecencIN2CCN(CC2)C(=0)c3ccdeec(0S(=0)(=0)C)ecd[nH]
3

CCCN1C(=S)c2cceccc20c3ccececl3
O=C1N2CCCSC2(c3cceec3)c4cececcla
CCclcc(NCc2cceec2C)e(O)nclC
CC(C)CSclnc(O)c(C)e(Cc2eceec2)nl
O=C1Nc2c(Cn3ccen3)cenc2N(C4CC4)cbneeccls
COC(=0)CC=C(clcc(Chec(OC)c(c1)C(=0)OC)c2cc(Che(OC)e(c2)C(=
0)ocC

CCNclceencIN(C)C2CCN(CC2)C(=0)c3ccdcccccd[nH]3
Cclceec(n1)N2C(SCC2=0)c3c(Cl)cecc3Cl
Cclncc([N+](=0)[O-])n1CCOC(c2ccccc2)c3cec(F)cec3
CC(C)Sc1nc(0)ce(n1)C(C)e2cceec?
CCC(clcceecl)c2ec(O)ne(SC(C)C)n2
Cclnc(CCCCCOCc2cccec2)n3nc(Clyccel3
Clclcec(ccl)N(C(=S)OCCN2C(=0)c3ccccec3C2=0)C(=0)cdoccca
Oclcc(Cl)cc2cINC(=0)O[C@]2(C#HCC3CCI)C(F)(F)F
CCclcc(NCc2oc(cn2)c3ccece3d)c(O)nclC
COC(=O)NCCC=C(clcc(Br)c(0OC)c(c1)C(=0)OC)c2cc(Br)c(0OC)c(c2)
C(=0)0C

Clclenc(NC(=S)NCCc2ccccc2)sl
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1900
1900
1900
1909

1930
1950
1951
1958

1959.59
1969.77
1983
2000
2000
2000
2000
2000
2000

2000
2007.98
2100
2100
2100
2100
2100
2100
2186.09
2190
2190.89

2200
2200
2200
2200
2200
2200

2200
2200
2240
2300
2300
2300
2300
2300
2341
2350

2390
2400

nM
nM
nM
nM

nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM



CHEMBL342794
CHEMBL346356
CHEMBL173529
CHEMBLA49334

CHEMBLA415871
CHEMBL301449
CHEMBL109551
CHEMBL110007
CHEMBL110857
CHEMBL123202
CHEMBL338826
CHEMBL350396
CHEMBL197069
CHEMBL 254840
CHEMBL31455

CHEMBL151716
CHEMBL110008
CHEMBL126216
CHEMBL293498
CHEMBL85312

CHEMBL105826
CHEMBL32469

CHEMBL124328
CHEMBL151192
CHEMBL297115
CHEMBLA49441

CHEMBL50019

CHEMBL124946
CHEMBL359315
CHEMBL393003
CHEMBL347244
CHEMBL37722

CHEMBL296589
CHEMBL306079
CHEMBL111368

CHEMBL3143764
CHEMBL313212
CHEMBLA48637

CHEMBL133393
CHEMBL39343
CHEMBL99844
CHEMBL338823

CHEMBL345252
CHEMBL156109

CHEMBL3143760
CHEMBL144476

Cclccec(OCc2cenc3N(C4CC4)c5necee5C(=0)Ne23)cl
Ocl1cc2NC(=0)OC(C#CC3CC3)(c2cc1CNC(F)(F)F
CCclcc(CCc2ccc3ccccc3n2)c(O)nclC
CCN1c2nccec2e3ncc(CC)n3cdecencld
COC(=0O)Nclccc2[nH]c(cc2cl)C(=0)N3CCN(CC3)c4nccccaNC(C)C
CC(C)clcee(cel)S(=0)(=0)n2ccee(c2)C(O)c3cec(Chece3Cl
CC(C)Sc1nc(0)c(C)c(Cc2eeec(C)e2)nl
CSclnc(0)c(C)e(Ce2ceec(C)e2)nl
CC(C)Sc1nc(0)c(C)c(Cc2ceecc2)nl
Cclnc(CCCCCCC(=0)c2ccecc2)n3nc(cecclld)ndeencaC
CCclcc(NCc2nc(0)c3cecee3dn2)c(O)nclC
Clclcec(ccl)N(C(=S)OCCN2C(=0)c3ccecc3C2=0)C(=0)cdccess
CC(C)C(=0)clc(O)c(CC=C(C)C)c20C(=0)C=C(c3cceee3)c2c1o
CCCCclcsc(NC(=S)NCCc2cccec2)nl
FC(F)(F)C1(OCC(=0)Nc2cce(Cl)cc12)C#Cc3cocc3
Oclcec(CCOC(=0)c2cc(0)c(0)c(0)c2)eclO
Cclceec(Ce2cc(O)ne(SC3CCCCC3)n2)cl
Cclnc(CCCCCCC(=0)c2ccecc2)n3nc(cecl3)ndenncd
C[C@H]1CN2C(=S)Nc3cc(Cl)cc(CN1CC=C(C)C)c23
0=C1N2CCSC2(c3cces3)c4cceccld
CCclcc(c(O)nclC)C(OCc2ccc(Clec2CH(CHCCI3CCI)C(F)(F)F
CCC(C)Sclnc(O)c(C)e(Ce2ceec(C)e2)nl
CCclcc(NCc2oc3cccdeccecdc3n2)c(O)nclC
CCNclceencIN2CCN(CC2)C(=0)c3ccdcc(NS(=0)(=0)C)cccd[nH]3
CCN1c2nccec2e3nc(C)en3céceencls
CCN1c2ncccc2e3ncen3cdecc(ncl4)N5CCCCh
Cclcenc(cl)N2C(SCC2=0)c3c(F)cccc3F
Cclce(C)e(NCc2oc3c(Cheee(Cl)e3n2)c(O)nl
Cclccec(n1)N2C(SCC2=0)c3c(C)cecc3F
Fclceec(F)c1CN2C(=0)Nc3cec(Clec23
Cclc(O)nc(SC2CCCCC2)nclCc3c(Cheeee3Cl
CN1C(=0)c2ccenc2N(CCF)e3ncececl3
Cclceec(n1)N2C(SCC2=0)c3c(F)cccc3F
CCN1c2cceec2N(C)C(=0)c3ccec(F)ncl3
CC(C)Sc1nc(O)cc(Ce2ceec(C)ec2)nl
COCCNI1C(=0O)N(C=C(C)C1=0O)[C@@H]20[C@H](COISi](C)(C)C(C
)(C)O)[C@@]3(0S(=0)(=0)C=C3N)[C@H]20[Si](C)(C)C(C)(C)C
[O-][N+](=O)clcece(cl)C23SCCN2C(=0)cdccccc34
CCN21c2nccec2c3ncen3cdccencld
COC(=0)clce(cc(C)c10C)C(=CCCNC(=0)OCC(C)C)c2cc(C)e(OC)c(c
2)C(=0)0C

OCclcecnc2N(C3CC3)c4nceecdC(=0)Ncl2
CCN1c2ncccc2N(C)C(=0)c3cc(\C=C\cdcenced)encl3

Cclnc(CCCCCCC(=0)c2cceec2)n3nc(N)cecl3
CC(=0)NC1=CC(=0)c2ccc(nc2C1=0)c3[nH]c(ccachecece5nce34)C(=0
)OCCOP(=0)(0)O

CSclnc(O)cc(Cc2ce(Clyceecc2Chnl
COC(=0)CN1C(=0O)N(C=C(C)C1=0)[C@@H]20[C@H](CO[Si](C)(C
)CC(C)(C)C)[C@@]3(08(=O)(=0)C:C3N)[C@ H]20[Si](C)(C)C(C)(C)
Clclcecec10OCc2cenc3N(C4CC4)c5neccc5C(=0)Ne23
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2430
2450
2450
2488.57
2500
2500
2500
2500
2500
2500
2500
2500
2500
2500
2510
2533.77
2600
2600
2607.68
2650
2696
2700
2700
2700
2750
2792.85
2840
2850
2850
2860
2886.17
2900
2900
2900
2900

2900
2932.58
2946.18

2950
3000
3000
3000

3000
3000

3000
3050

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM

nM
nM
nM
nM

nM
nM

nM
nM



CHEMBL338435

CHEMBL211582

CHEMBL3143768

CHEMBL3143792
CHEMBL63497
CHEMBL147224
CHEMBL32460
CHEMBL305840
CHEMBL310070
CHEMBL124271
CHEMBL338302

CHEMBL151316
CHEMBL367204
CHEMBL84486
CHEMBL1807342
CHEMBL313676

CHEMBL3143793
CHEMBL53554
CHEMBL63150
CHEMBL82439
CHEMBL86062
CHEMBL358555

CHEMBL3142918
CHEMBL84821
CHEMBL177271

CHEMBL263515

CHEMBL3142919
CHEMBL107899
CHEMBL38088
CHEMBL320902
CHEMBL332351
CHEMBL7483
CHEMBLS84260
CHEMBLS82751
CHEMBL92810
CHEMBL344562
CHEMBL151411

CHEMBL213257

CN(C1CCN(CC1)C(=0)c2cc3cc(NS(=0)(=0)C)ccc3d[nH]2)c4nccccdN
C(C)(c)cC
C§\I1)é(lO)N(C:C(C)01:O)[C@@H]ZO[C@H](CO[Si](C)(C)C(C)(C)
C)[C@@]3(0S(=0)(=0)C=C3N)[C@H]20[Si](C)(C)C(C)(C)C
CC1=CN([C@@H]20[C@H](CO[Si](C)(C)C(C)(C)C)[C@@]3(OS(=
0)(=0)C=C3N)[C@H]20[Si](C)(C)C(C)(C)C)C(=O)N(CCO)C1=0
CNC(=0)CN1C(=0O)N(C=C(C)C1=0)[C@@H]20[C@H](CO[Si](C)(C
)CC(C)(C)C)[C@@]3(OS(=O)(=O)C=CSN)[C@H]ZO[Si](C)(C)C(C)(C)

CCCCCC=C(clccc(OC)c(c1)C(=0)0C)c2ccc(OC)c(c2)C(=0)0C
CCOclceencIN(C)C2CCN(CC2)C(=0)c3cc4cceccd[nH]3
FC(F)(F)C1(OCC(=0)Nc2ccc(Clyccl2)C#Cc3ccceec3
CCN1C(=0)c2ccccc2N(C)e3nce(Cl)eccl3
O=C1N2CCS[C@@]2(c3cccee3)c4cceccls
CNclcec2¢(C)ne(CCCCCCC(=0)c3cccce3)n2nl
Cclnc(CCCCCCC(=0)c2cceecc2)n3nc(cecl3)ndccend
CCOclccencIN(C)C2CCN(CC2)C(=0)c3ccdcc(NS(=0)(=0)C)ccca[nH
13

Cclnc(O)c(CCc2oc3ccece3n2)cclCOo
O=C1N2CCSC2(c3cccee3)cdnceecld
Clclcccccle2nce3ccec(C#N)n3c2NC4CCCCC4
S=C1N2CCSC2(c3cccec3)cdcecccls
CN(C)C(=0)CN1C(=O)N(C=C(C)C1=0)[C@@H]20[C@H](CO[Si](C
OOHOOICO@IOS0)=0)C=CNICOHIZ0ISICCICO
Fclccee(F)c1C2SCce3ncdcccccdn23
COC(=0O)clcc(cc(Clc1OC)C(=CCCCCO)c2ec(Che(0C)c(c2)C(=0)0C
CCclcc(CCN2C(=0)c3ccecc3C2=0)c(0O)nclC
CCC(clcceecl)c2ec(O)ne(SC3CCCCC3)n2
CCN1c2nc(ccc2N(C)C(=0)c3ccencl3)cdenc[nH]4
CC1=CN([C@@H]20[C@H](CO[Si](C)(C)C(C)(C)C)[C@@]3(OS(=
0)(=0)C=C3N)[C@H]20[Si](C)(C)C(C)(C)C)C(=O)N(CCCOP(=0)(O
)C(=0)0)C1=0

CCclcc(NCc2ccec(C)c20C)c(O)nelC
CCclcc(CCc20c3c(F)cec(F)e3n2)c(O)nclC
CC(C)[C@H](N)C(=O)NCC(=O)NCCCN1C(=0O)N(C=C(C)C1=0)C20
C(COISI](C)(C)C(C)(C)C)C3(OS(=0)(=0)C=C3N)C20[Si](C)(C)C(C)
(C)C
CC1=CN([C@@H]20[C@H](CO[Si](C)(C)C(C)(C)C)[C@@]3(OS(=
0)(=0)C=C3N)[C@H]20[Si](C)(C)C(C)(C)C)C(=O)N(CCCOP(=0)(O
)C(=0)OCc4ccccc4)C1=0
CCclcc(c(O)nclC)C(OCc2cc(OC)cc(0C)c2)(CHCC3CCI)C(F)(F)F
CC(C)NclceencIN2CCN(CC2)C(=0)c3ccaccec(cca[nH]3)CHN
S=C(NCCclcccecl)Nc2eneen?2
Cclnc(CCCCCC(=0)Cc2cccec2)n3nc(Clcecl3
CCNclceencIN2CCN(CC2)C(=0)c3ccdcceecd[nH]3
Clclcee(ccl)C23SCCN2C(=0)c4ccecc3d4
Clclcec(cclCl)C23SCCN2C(=0)c4ccecc3ds
FC(F)(F)clccc(\N=C(/S)\NCCC2=CCCCC2)ncl
CCN1c2nc(OC)cc(COc3ceccc3)c2NC(=0)c4ccencls
CCOC(=0)clceen1S(=0)(=0)c2cc(C)eccc2N
CC1=CN(C20C(CO[SIJ(C)(C)C(C)(C)C)C3(0S(=0)(=0)C=C3N)C20[
Si](C)(C)C(C)(C)C)C(=O)N(CCCNC(=0O)[C@@H]4CCCN4C(=0)[C
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3100

3100

3100

3100
3200
3200
3300
3300
3329.86
3400
3400

3400
3400
3450
3470
3500

3500
3505
3600
3700
3700
3700

3700
3800
3800

3800

3800
3843
3900
3900
3900
4000
4000
4000
4000
4000
4000

4000

nM

nM

nM

nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM

nM
nM
nM

nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM



CHEMBL85783
CHEMBL151152
CHEMBL150025
CHEMBL176587
CHEMBLA417331
CHEMBL58711
CHEMBL108944
CHEMBL320735
CHEMBLS87799
CHEMBL1807345
CHEMBL1807291
CHEMBL286325

CHEMBL212339

CHEMBL133678

CHEMBL63515
CHEMBL82461
CHEMBL107562
CHEMBL70324
CHEMBL 145260

CHEMBL343398
CHEMBL86268

CHEMBL 144654
CHEMBL314103
CHEMBL85476

CHEMBL111088
CHEMBL111118

CHEMBL378037
CHEMBL1807347
CHEMBL58865
CHEMBL294602

CHEMBL380211

CHEMBL3142917
CHEMBL110328
CHEMBL313518
CHEMBL35655

CHEMBL 148532
CHEMBL345128

CHEMBL214795

@@H](N)CC(=0O)N)C1=0
Cclceec(nl)C23SCCN2C(=0)c4ccccc34d
Cclcenc(cl)N2C(SCC2=0)c3c(F)ccee3Cl
Cclce(C)ne(cl)N2C(SCC2=0)c3c(F)ccec3F
CCclcc(\C=C/c20c3cceec3n2)c(O)nclC
CC(C)NclcecencIN2CCN(CC2)C(=0)c3ccdec(OCcehbecccech)cecc4[nH]3
C[C@H]1CN2C(=S)Nc3ccc(Cl)c(CN1CC=C(C)C)c23
CC(C)SC1=N\C(=C\c2ccccec2)\C(C)(C)C(=0)N1
CCC(C)SC1=N\C(=C\c2cccce2)\C(C)(C)C(=0)N1
FC(F)(F)clccee(cl)C23SCCN2C(=0)cdccccc34d
Clclcceecle2nce3cecec(Cln3c2NC4CCCCC4
Clclcccecle2nc3ccecn3c2NC4CCCCC4

CC(C)NclcecencIN2CCN(CC2)C(=0)c3ccdccece(F)cc4[nH]3
CC(C)[C@H](N)C(=O)N1CCC[C@H]1C(=O)N[C@@H](C(C)C)C(=0
JNCCCN2C(=0O)N(C=C(C)C2=0)C30C(COI[Si](C)(C)C(C)(C)C)C4(O
S(=0)(=0)C=C4N)C30[Si](C)(C)C(C)(C)C
COC(=O)NCCC=C(clcc(Che(OC)c(c1)C(=0)OC)c2cc(Che(OC)e(c2)C
(=0)0C

COC(=0)clcc(cc(Clc1OC)C(=CCCN=[N+]=[N-
Dc2ce(Clhe(0C)c(c2)C(=0)0C
Clclcc2C(=0)N3CCSC3(c4cceccd)c2eclCl
COC(=0)CSc1nc(0)c(C(C)C)c(Cc2ccecldccccc23)nl
CCN1c2cc(N)ccec2N(C)C(=0)c3ceencl3
S=C(NCCCclcccecl)Ne2nceces?2
COC(=0)clcc(cc(ClhclOC)C(=CCccC=0)c2cc(Che(0C)e(c2)C(=0)0
C

Nclcecee(cl)C23SCCN2C(=0)c4ccecc34
COC(=0O)clcc(cc(Cl)c1OC)C(=CCCCCBr)c2cc(Che(0C)e(c2)C(=0)0
C

Cclcenc(c1)C23SCCN2C(=0)cdccenc34
CCclcc(NCc2cceec20)c(O)nclC
CC(C)CSC1=N\C(=C\c2cccec2)\C(C)(C)C(=0O)N1
CC(C)CSclnc(0)c(C)e(Cce2cecec(C)e2)nl
CC(C)C[C@H](NC(=O)[C@@H](N)C(C)C)C(=O)NCCCNI1C(=O)N(C
=C(C)C1=0)C20C(CO[SIJ(C)(C)C(C)(C)C)C3(0S(=0)(=0)C=C3N)C
20[Si](C)(C)Cc(C)(C)C

Clclcccecle2ne3cecec(Br)n3c2NC4CCCCC4
CC(C)CH#CC1(NS(=0)(=0O)Nc2cce(Cl)ccl2)C3CC3
Cclcee(cel)C(0)c2een(c2)S(=0)(=0)c3cec(C)ec3
CC1=CN(C20C(CO[SIJ(C)(C)C(C)(C)C)C3(0S(=0)(=0)C=C3N)C20[
Si](C)(C)C(C)(C)C)C(=O)N(CCCNC(=0O)[C@@H]4CCCN4C(=0)I[C
@@H](N)CCCCN)C1=0

[Na+].COC(=0O)P(=0)([O-
]J)OCCCN1C(=0O)N(C=C(C)C1=0)[C@@H]20[C@H](CO[Si](C)(C)C(
C)(C)O)[C@@]3(0S(=0)(=0)C=C3N)[C@H]20[Si](C)(C)C(C)(C)C
CCclc(O)nc(SCC(=0)0OC)nclCc2cccc3ccccc23
OC(=0)clcc(Br)cccINC(=0)CCCCCC(=0)Nc2cce(Br)cc2C(=0)0
CSCSclnc(0)c(C(C)C)e(Cc2ec(C)ec(C)e2)nl
CC(C)(C)NcleecencIN2CCN(CC2)C(=0)c3ccacc(NS(=0)(=0)C)cecd[n
H]3

CCC(C)Sclnc(O)ce(Ce2cec(Chee2)nl
CC(C)[C@H](N)C(=O)N1C[C@H](O)[C@H](O)[C@H]1C(=O)NCCC
N2C(=0O)N(C=C(C)C2=0)C30C(COI[Si](C)(C)C(C)(C)C)C4(OS(=0)(

98

4100
4120
4120
4207.14
4300
4300
4300
4300
4311.03
4384.47
4390
4400

4400

4430

4449.72
4480
4490
4500
4500

4536.52
4549.73

4571.65
4600
4600
4600
4600

4600
4620
4627
4700

4700

4700
4720
4757.1
4800

4800
4800

4800

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM

nM

nM
nM
nM
nM
nM

nM
nM

nM
nM
nM
nM
nM

nM
nM
nM
nM

nM

nM
nM
nM
nM

nM
nM

nM



CHEMBL151315
CHEMBL109721
CHEMBL432812

CHEMBL387370

CHEMBL130316
CHEMBL316094
CHEMBL327832
CHEMBL151077
CHEMBL370921
CHEMBL125213
CHEMBL1460
CHEMBL1807339
CHEMBL172773

CHEMBL383894

CHEMBL37888

CHEMBL34542
CHEMBL40642

CHEMBL63982

CHEMBL130336
CHEMBL198201
CHEMBL288626
CHEMBL58119
CHEMBL86289

CHEMBL153896
CHEMBL314558
CHEMBL147069

CHEMBL325757
CHEMBL104738
CHEMBL35755

CHEMBL313729
CHEMBL111523
CHEMBL147336
CHEMBLA433258
CHEMBL85280

CHEMBL3142914
CHEMBL287978
CHEMBLA46562
CHEMBL60866
CHEMBL9839%4
CHEMBL308549

=0)C=C4N)C30[Si](C)(C)C(C)(C)C
Oclcc(0)c2CC(COc2c1)OC(=0)c3cc(0)c(0O)c(O)c3
CSclnc(0)c(C)c(Cc2ceccc2)nl

Brclecc(NC(=S)NCCN2CCCC2)ncl
CC1=CN([C@@H]20[C@H](COISi](C)(C)C(C)(C)C)[CR@I3(OS(=
0)(=0)C=C3N)[C@H]20[Si](C)(C)C(C)(C)C)C(=O)N(CCCO)C1=0
COC(=0O)NCCC=C(clcc(C)c(OC)c(c1)C(=0)OC)c2cc(C)ec(OC)c(c2)C(
=0)0C

CC1(Sc2ccecc2n3cccc3C1l=0)cdcccccsd
CCC1(CC=C)0Oc2ccceec2n3cecc3Cl=0
CCOC(=0)clccenlS(=0)(=0)c2cc(C)ececc2[N+](=0)[0-]
Oclnc2cce(Cl)cec2nlCce3cccdeccecdc3
COC(=0)\C=C\CSc1nc(N)cc(Chnl
OC[C@@H]1CC[C@@H](O1)n2cnc3C(=0O)NC=Nc23
Cclcee2ne(c(NC3CCCCC3)n2cl)cdceccec4Cl
CCclcc(CCC(=0)Nc2ceccc20)c(O)nclC
CC(C)[C@H](N)C(=O)N[C@@H](C)C(=O)NCCCN1C(=O)N(C=C(C)
C1=0)C20C(CO[Si](C)(C)C(C)(C)C)C3(0S(=0)(=0)C=C3N)C20ISi]
(C)(C)C(C)(C)C
CC(C)NclceencIN2CCN(CC2)C(=0)c3ccdcc(0S(=0)(=0)C)eccd[nH]
3
CC(C)NclcecencIN2CCN(CC2)C(=0)c3ccdcec(ceca[nH]3)N(C)S(=0) (=
O)C

CSCSclcc(Cc2ccecc2)c(C(C)C)e(O)nl
CCCCCC10C1(c2cc(Br)c(0OC)c(c2)C(=0)OC)c3cc(Br)c(0OC)c(c3)C(=
0)oC
Cg)C(=O)clcc(cc(C)clOC)C(=CCCCC(:O)N(C)C)chc(C)c(OC)c(cZ)
C(=0)0C
COC(=0)CCC\C=C(/clccee(cl)CHN)\c2cc(C)e3onc(OC)e3c2
Brclccc(NC(=S)NCN2CCCCC2)ncl
C[C@H]1Cn2¢(S)nc3ccc(F)c(CN1CC=C(C)C)c23
CC(C)Scinc(O)ce(nl)C(C)ec2eccc3ccecc23
CCCCOC(=0)c1cc2c3ccccc3[nH]c2c(nl)cdccc5C(=0)C=C(NC(=0)CC
C)C(=0)cbn4

0O=C1N2CCSC2(c3cccen3)cdcceccld
Oclcec(CCOC(=0)c2cc(0)c(0)c(0)c2)ccl
COC(=0)clcc(cc(Br)clOC)C(=CCCCC#HC)c2cc(Br)c(OC)e(c2)C(=0)0
C

CCclce(c(O)nclC)C(OCc2¢(F)ceec2Ch(C#CC3CCI)C(F)(F)F
CSCSclnc(0)c(C(C)C)e(Cc2eccec2)nl
O=C1N2CCOC2(c3cccec3)cacceccld
CSC1=N\C(=C\c2cccec2)\C(C)(C)C(=0O)N1
Oclcc(cec(0)c10)C(=0)0C2C0c3ccecc3C2
CCN1c2nccec2e3ncec(C)n3cdccec(O)ncld
Ccleceeec1C23SCCN2C(=0)c4cecccc34
CCOC(=0)P(=0)(0)OCCCNI1C(=O)N(C=C(C)C1=0)[C@@H]20[C@
H](COISi](C)(C)C(C)(C)C)[C@@]3(0OS(=0)(=0)C=C3N)[C@H]20[Si
1C)(C)C(C)(C)C

Fclccc(CC\N=C(/S)\Nc2ccc(Br)cn2)ccl
CCN1c2cncec2C(=0)N(C)c3ceencl3
CC(C)(C)clcee(cel)S(=0)(=0)n2ccce(c2)C(O)c3cce(Clycc3Cl
CCclcc(NCc2nc3cecce3[nH]2)c(O)nclC
CSCN1c2ccccc2N(C)C(=0)c3ceencl3

99

4853.86
4900
4900

4929.5

4930
5000
5000
5000
5200
5250
5370
5390
5400

5400

5500

5600
5600

5600

5650
5700
5800
5800
5800

5800
5850
5962.38

6000
6093
6100
6100
6100
6100
6248.2
6300

6300
6400
6400
6400
6400
6600

nM
nM
nM

nM

nM
nM
nM
nM
nM
nM
nM
nM
nM

nM

nM

nM
nM

nM

nM
nM
nM
nM
nM

nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM



CHEMBL82909
CHEMBL1807341

CHEMBL3143767
CHEMBL124578
CHEMBL262415

CHEMBL385844

CHEMBLA445417
CHEMBL83356

CHEMBL198873
CHEMBL108196
CHEMBL290312
CHEMBL108605

CHEMBL156598

CHEMBL264639

CHEMBL142532

CHEMBL405279
CHEMBL290125
CHEMBLA415703
CHEMBL85745
CHEMBL192976
CHEMBL1807350
CHEMBL194923
CHEMBL72272

CHEMBL387003
CHEMBL290204
CHEMBL302957
CHEMBL84266

CHEMBL174899
CHEMBL151791

CHEMBL 144209
CHEMBLA417311

CHEMBL380100

CHEMBL379994
CHEMBL107946

CHEMBL36479

CHEMBL326205
CHEMBL419025

Cclceec(n1)C23SCCN2C(=0)caccenc34
Clclcceeclce2nce3ceec(cn3c2NC4CCCCC4)CHEN
CN(C)CCCN1C(=O)N(C=C(C)C1=0O)[C@@H]20[C@H](COISi](C)(C
)CC(C)(C)C)[C@@]3(OS(=O)(=O)C=C3N)[C@H]2O[Si](C)(C)C(C)(C)
Nclcc(Cl)nc(SCe2ccecc2)nl
Cclnc(CCCCCCC(=0)c2cceec2)n3nc(cccl3)NACCCCC4
CC(C)[C@H](N)C(=O)NCCCN1C(=0O)N(C=C(C)C1=0)C20C(CO[si]
(C)(C)C(C)(C)C)C3(OS(=0)(=0)C=C3N)C20ISi](C)(C)Cc(C)(C)C
CC(C)[C@H](N)C(=O)N[C@@H](Cclccceel)C(=0O)NCCCN2C(=0O)N
(C=C(C)C2=0)C30C(COISi](C)(C)C(C)(C)C)C4(OS(=0)(=0)C=C4N)
C30[Si](C)(C)c(C)(C)C

CCclccecclCNe2ec(CC)e(C)nc20
CC(C)CC(=0)clc(O)ec(0)c2C(=CC(=0)0c12)c3cceec3
COC(=0)CSclnc(0)c(C)e(Ce2cceec3cecccc23)nl
CSCSclce(Ce2ec(C)ec(C)e2)c(C(C)C)e(O)nl
CCOC(=0)CSc1nc(O)c(C)e(Ce2ccec3ceccc23)nl
CCCCCCCCOC(=0)c1cc2c3ccccec3[nH]c2c(nl)cdccc5C(=0)C=C(NC=
0)C(=0)c5n4
COC(=0)clce(cc(C)clOC)C(=CCCCC(=0)N2CCCCC2)c3cc(C)c(0C)
c(c3)C(=0)0C
COC(=0)CCC=C(clcc(ChHc(OC)c(cl)C(=0)OC)c2cc(Chec(OC)c(c2)C(
=0)0C
CC)1=CN(CZOC(CO[Si](C)(C)C(C)(C)C)C3(OS(=O)(=O)C=CBN)CZO[
Si](C)(C)C(C)(C)C)C(=O)N(CCCNC(=0O)[C@@H]4CCCN4C(=0)I[C
@@H](N)CC(=0)0)C1=0

CCC(C)Sclnc(O)ce(Ce2ccc3cecccc3c2)nl
CCC(C)Sclnc(O)ce(Ce2ccee(F)eec2)nl
CCclcc(NCc2ccc(0C)ec2)c(O)nclC
Oclnc2cce(Clyce2n1Cce3c(Cl)cecc3Cl
Clclccceclce2nc3cccdececec4n3c2NC5CCCCCh
COC(=0)CCC\C=C(/clccee(cl)CH#N)\e2cee(Cheec20C
CCN1c2cceecc2N(C)C(=0)c3cec(Clhencl3
COclnoc2c(C)ce(ccl2)\C(=C/CCN3CCOC3=0)\c4cc(C)c50N(C)C(=0
)cbed

Cclnnc2c3ccenc3N(C4CC4)chnececbnl2
CCN1C(=0)c2ccenc2N(CC)c3ccec(C)cl3
Cclceec2c1C(=0)N3CCSC23c4ccecca
Cclnc(O)c(CCc2oc3ccece3n2)cclC(=0)N
COclcc(0C)c2CC(COC2c1)OC(=0)c3cec(0)c(0)c(0)ce3
COC(=0)clcc(cc(Cl)c10C)C(=CCC20CC02)c3cc(Clhe(0C)c(c3)C(=0
)OC

CCC(C)Sclnc(O)ce(Ce2ccec3ceccc23)nl
CC1=CN([C@@H]20[C@H](CO[Si](C)(C)C(C)(C)C)[C@@]3(OS(=
0)(=0)C=C3N)[C@H]20[Si](C)(C)C(C)(C)C)C(=O)N(CCCN)C1=0
CC1=CN(C20C(CO[SI](C)(C)C(C)(C)C)C3(0S(=0)(=0)C=C3N)C20[
Si](C)(C)C(C)(C)C)C(=O)N(CCCNC(=0O)[C@@H]4CCCN4C(=0)[C
@@H](N)Cc5cce(0)cc5)C1=0
OclncceclC(OCc2cencc2)(C#CC3CCI)C(F)(F)F
CC(C)NclceencIN2CCN(CC2)C(=0)c3ccacc(NS(=0)(=0)C(F)(F)F)cc
c4[nH]3
C(ECO]C(=O)CCCC=C(clcc(CI)c(OC)c(cl)C(=O)OC)c200(CI)c(OC)c(c
2)C(=0)0C

CC(C)CSclnc(O)ce(Ce2ceec(C)e2)nl

100

6600
6600

6600
6660
6700

6700

6800
6900
6900
6990
7000
7000

7100

7120

7200

7200
7400
7400
7500
7500
7520
7580
7600

7600
7820
8000
8000
8000
8094.44

8099.38
8100

8100

8100
8115

8300

8300
8400

nM
nM

nM
nM
nM

nM

nM
nM
nM
nM
nM
nM

nM

nM

nM

nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM

nM
nM

nM

nM
nM

nM

nM
nM



CHEMBL175235
CHEMBL88591
CHEMBL347255
CHEMBL386338
CHEMBL163536
CHEMBL89524
CHEMBL73568
CHEMBL134252

CHEMBL323016
CHEMBL109213

CHEMBL132790

CHEMBL157342
CHEMBL338873
CHEMBL36031

CHEMBL215346
CHEMBL82628
CHEMBL83640
CHEMBLS82621
CHEMBL91318
CHEMBL88213
CHEMBL340658
CHEMBL131432

CHEMBL 145842
CHEMBL88463
CHEMBL1807337
CHEMBL39505
CHEMBL305535
CHEMBL122978

CHEMBL3142920

CHEMBL3143763
CHEMBL363624
CHEMBL1807343
CHEMBL410036

CHEMBLS89674

CHEMBL408333
CHEMBL1807346
CHEMBL76986
CHEMBL83301
CHEMBL312160
CHEMBL152355

CCclcc(CCc2ccc3ccccc3c2)c(O)nclC
OC(=0)clce(l)ecccINC(=0)CCCCC(=0)Nc2cece(l)ec2C(=0)0
CCC(C)Sclnc(O)c(C)e(Ce2cec(Clheec2)nl
COC(=0)CCC\C=C(\clccee(cl)CHN)/c2ee(C)e30C(=0)N(C)c3c2
0O=C1c2cccecc2C34CC=CC[C@@]13c5cceee5C4=0
OC(=0)clcc(ClecccINC(=0)CCCCC(=0)Nc2cee(Clycc2C(=0)0
CN1C(=0)c2ccenc2N(Cce3cccecec3)cdcceecld
C[C@H]10c2c3C=CC(C)(C)Oc3c4C(=CC(=0)Oc4c2C=C1C)cbeeeech
CCCOC(=0)CcccC=C(clcc(Br)c(0C)c(cl)C(=0)0C)c2cc(Br)c(OC)c(c
2)C(=0)0C
CC(C)CSclnc(O)ce(Ce2ceeec2)nl
COC(=0)clcc(cc(Cl)c10C)C(=CCCN2CCOC2=0)c3cc(Clec(OC)c(c3)
C(=0)0C
O([C@)@H]l[C@@H](O)[C@H](Oc2cc(CI)cc3c2NC(=O)O[C@]3(C#C
C4CC4)C(F)(F)F)O[C@@H]([C@H]10)C(=0)0O
CCclcc(NCC2CCCc3ccece23)c(O)nclC
CCclc(O)nc(SCSC)nclCc2cceec2
COC(=0)clcc(cc(C)c1OC)\C(=C/CCN2CCOC2=0)\c3cc(C)c4ON(C)C
(=0)c4c3
O=C1N2CCSC2(c3cccee3)cdcec5eecececsecld
CC(C)clceee(cecl)C23SCCN2C(=0)c4ccccc34
CCclcc(NCc2cnccc20C)c(O)nclC
CC1(0Oc2cceec2n3ccec3C1l=0)cdcccccd
CCCcC1(CC)Oc2cceee2n3ccce3C1=0
CCclcc(NCc2oc3cc4cccccdce3n2)c(O)nclC
CCCcCcCC=C(clcc(F)c(0C)c(cl)C(=0)0C)c2cc(F)c(OC)e(c2)C(=0)0C
CCC1(CCcCC=C(c2cc(Clhc(OC)c(CO)c2)c3cec(Che(0C)c(CO)e3)0CCOo
1
COclceec(NC(=0)CCCCC(=0)Nc2ceec(0C)cc2C(=0)0)c(c1)C(=0)0
Cclceen2c(NC3CCCCC3)c(ncl12)cdcceccc4Cl
CN1C(=0)c2ccenc2N(c3nccccl3)C(C)(C)C
CCCCCC=C(clcc(h)c(OC)c(c1)C(=0)0C)c2cc(l)c(0OC)c(c2)C(=0)0C
CCC1=C(C)N(C)C(=0O)C(=C1)NCc2ccc3cceee3c2
COC(=0)P(=0)(OC)OCCCNI1C(=0O)N(C=C(C)C1=0)[C@@H]20[C@
H](COI[Si](C)(C)C(C)(C)C)[C@@]3(OS(=0)(=0)C=C3N)[C@H]20[Si
][fC)(C)C(C)(C)C
].CC1=CN([C@@H]20[C@H](CO[Si](C)(C)C(C)(C)C)[C@@]3(OS(=
0)(=0)C=C3N)[C@H]20ISi](C)(C)C(C)(C)C)C(=O)N(CCC[N+](C)(C
)C)C1=0
CC(=CCclc(0)cc(0)c2C(=CC(=0)0c12)c3ccceccl3)C
Fclcee2ne(c(NC3CCCCC3)n2cl)cacceccaCl
CC(=0)OCCOCNI1C(=0O)NC(=0)C2=C1Sc3ccccc3NC2
OC(=0)clce(cccINC(=0)CCCCC(=0)Nc2cec(cc2C(=0)0)C(F)(F)F)C
F)(F)F
g:C):((C))[C@H](N)C(=O)N1CCC[C@@H]lC(zO)NCCCNZC(zO)N(Cz
C(C)C2=0)C30C(CO[Si](C)(C)C(C)(C)C)C4(0OS(=0)(=0)C=C4N)C3
O[Si](C)(C)C(C)(C)C
Clclccccclce2ne3cec(Br)cn3c2NC4CCCCC4
CCCONI1C(=0O)NC(=0)C(=C1Ssc2cc(C)ec(C)e2)C(C)C
CCclcc(NCc2cceec2C(F)(F)F)c(O)nclC
Oclccee(c1)C23SCCN2C(=0)cdccccc34
CC(=0)NC1=CC(=0)c2ccc(nc2C1=0)c3[nH]c(ccacheceee5ne34)C(=0

101

8400
8500
8500
8597.67
8700
8848.73
9000
9000

9150
9400

9470

9489
9500
9700

9860
10000
10000
10000
10000
10000
10000
10000

10055.84
10600
10681.3
11000
11000
11000

11000

11000
11200
11280
11500

12000

12049.9
12200
12300
12500
12700
12700

nM
nM
nM
nM
nM
nM
nM
nM

nM
nM

nM

nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM

nM

nM
nM
nM
nM

nM

nM
nM
nM
nM
nM
nM



CHEMBL362924
CHEMBLA48690

CHEMBLA417737
CHEMBL316466

CHEMBL213365

CHEMBL346794
CHEMBL177074
CHEMBL59279
CHEMBLS89744
CHEMBL341238
CHEMBL1807344
CHEMBL625
CHEMBL67095
CHEMBLS82454
CHEMBL314121
CHEMBL88458
CHEMBL313804

CHEMBL379599

CHEMBL347211
CHEMBL290781
CHEMBL57772

CHEMBL63680
CHEMBL72920
CHEMBL340145
CHEMBL176982

CHEMBL379485
CHEMBL192499
CHEMBL347273
CHEMBL59133
CHEMBL309921
CHEMBL301913
CHEMBL132691
CHEMBL32386
CHEMBL90333
CHEMBL85069
CHEMBL151175
CHEMBL192310

CHEMBL154000
CHEMBL315784
CHEMBL1807331
CHEMBL59226

)N

Oclnc2ccc(Cl)cec2n1Cce3ccecdcccec3d
CCN1c2nccec2c3ncen3cdccc(O)ncld
C[C@@H](\N=C(/S)\Nc1nccs1)C2CCCCC2
CCC(C)Sclnc(O)c(C)e(Ce2cec(F)eec2)nl
CC1=CN(C20C(CO[SIJ(C)(C)C(C)(C)C)C3(0S(=0)(=0)C=C3N)C20[
Si](C)(C)C(C)(C)C)C(=O)N(CCCNC(=0)[C@@H]4CCCN4C(=0)CN)
C1=0
CC(=0)NC1=CC(=0)c2ccc(nc2C1=0)c3[nH]c(ccacbeccee5ne34)C(=0
)O

CCclcc(CCc2oc3cence3c2)c(O)nclC
C[C@H]1Cn2¢(S)nc3cce(C)c(CN1CC=C(C)C)c23
Cclcec(NC(=0)CCCCC(=0)Nc2cec(C)ec2C(=0)0)c(c1)C(=0)0
Cclnc(CCCCCCCc2cccecc2)n3nc(Clhceel3
Clclcee2ne(c(NC3CCCCC3)n2cl)caccecc4aCl
clcec2[nH]c(nc2cl)c3cesen3
CN1CC2=C(Sc3ccceccl3)N(COCCOC(=0)C)C(=0)NC2=0
O=C1N2CCCC2(c3cccece3)c4ceccccls
OC(=0)clcc(Br)cccINC(=0)CCCCC(=0)Nc2ccece(Br)cc2
OC(=0)clcc(Br)cccINC(=0)Cc2ccec(c2)C(=0)Nc3cce(Br)cc3C(=0)0
CCC1(Sc2cceec2n3cccc3C1l=0)c4ccececd
CC1=CN([C@@H]20[C@H](CO[Si](C)(C)C(C)(C)C)[C@@]3(OS(=
0)(=0)C=C3N)[C@H]20[Si](C)(C)C(C)(C)C)C(=O)N(CC(=0)0O)C1=
O
COC(=0)c1[nH]c(c2ccc3C(=0)C=C(NC(=0)C)C(=0)c3n2)canc5ceccc
5c4clC

CN1C(=0)c2ccenc2N(C(=0)C)c3nceecll
Fclccee(F)c1Cn2c(nc3ccecec23)cdcceccd
COC(=0)C=C(clcc(Chc(OC)c(c1)C(=0)OC)c2cc(Cl)c(OC)c(c2)C(=0)
oC

CCOC(=0)CN1c2ccecc2N(C)C(=0)c3ceencl3
Nclce(Clnc(SCC2=CCCc3ccccc23)nl
CCclcc(CCCc20c3cceee3n2)c(O)nclC
CC(C)[C@H](N)C(=O)N1C[C@H](O)C[C@H]1C(=0O)NCCCN2C(=0)
N(C=C(C)C2=0)C30C(CO[Si](C)(C)C(C)(C)C)C4(OS(=0)(=0)C=C4
N)C30O[Si](C)(C)C(C)(C)C

CC(C)clcee(Cn2c(0O)nc3cec(Clec23)ccl
Oclccc2CC(COc2¢1)OC(=0)c3cc(0)c(0)c(O)c3
OC(clcen(cl)S(=0)(=0)c2ccc(Cl)ec2)c3cee(Clyce3Cl
O=C1N2CCSC2(c3cccee3)cdencecls
Cclcee(ccl)S(=0)(=0)n2ccc(c2)C(0)c3cec(Cl)ce3Cl
Fclccec(F)cle2nc3cccce3n2Ce4cccecd
CSCSclnc(0)c(C)e(Ce2ccecc2)nl
CScleec(NC(=0)CCCCC(=0)Nc2cec(SC)ec2C(=0)0)c(c1)C(=0)0
OC(=0)clcc(Br)cccINC(=0)c2ccec(c2)C(=0)Nc3cec(Br)ce3C(=0)0
Oclce(cec(0)c10)C(=0)0C2C0c3ccec(0)c3C2
Fclccec(F)cLCN2C(=0)0Oc3cce(Clyce23
NC(=0)clcc2c3ccccc3[nH]c2c(nl)cdccc5C(=0)C=C(NC=0)C(=0)c5n
4

OC(=0)clccecccINC(=0)CCCCC(=0)Nc2cceccc2C(=0)0
Clclcec(c(Cl)el)e2nc3ceceen3c2NC4CCCCC4
CCclcce(ccl)S(=0)(=0)n2cce(c2)C(0)c3cec(Clyce3Cl
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12700
12915.96
13000
13000

13000

13300
13500
13600
14000
14000
14470
14600
14700
15000
15000
15000
15000

15000

15100
15300
16000

16000
16000
16000
16000

16000
16200
16609.64
17000
17000
18000
18600
18800
19000
19000
19895.98
20000

20500
21000
21760
22000

nM
nM
nM
nM

nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM

nM
nM
nM

nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM



CHEMBL123839
CHEMBL197138
CHEMBL151146
CHEMBL301973
CHEMBL33311

CHEMBL314443
CHEMBL123864
CHEMBL299935
CHEMBL328235
CHEMBL304269
CHEMBLS85270

CHEMBL34010
CHEMBLS57709
CHEMBL305503
CHEMBL313308
CHEMBLS83300

CHEMBL378646
CHEMBL292808
CHEMBL58811

CHEMBL287025

CHEMBL106414

CHEMBL3143797
CHEMBL333862
CHEMBLG65776

CHEMBL144509

CHEMBL334946
CHEMBL383592
CHEMBL198546
CHEMBL32690
CHEMBL298981
CHEMBL433931
CHEMBL287924
CHEMBL89319
CHEMBL314003
CHEMBL58552
CHEMBL37994
CHEMBL355912
CHEMBLS86243
CHEMBL299555
CHEMBL85459
CHEMBL346225
CHEMBL52500
CHEMBL286313
CHEMBL144096

Cclnc(CCCCCOC(=0)C2CCCC2)n3nc(Clycecll
COclc(C(=0)CC(C)C)c(O)c(CC=C(C)C)c20C(=0)C=C(c3cccee3)cl2
Oclcc(cc(0)c10)C(=0)OCCc2ccccec2
CCN1c2nccec2e3nnnn3c4c(C)ecencld
CCC(C)Sclnc(O)c(C)e(Ce2ceec3cececc23)nl
0O=C1N2CCSC2(c3cceen3)c4nceccls
CCclcc(NCc2oc3ceee(c3n2)[N+](=0)[O-])c(O)nclC
Fclccc2NS(=0)(=O)NC(C#CC3CC3)(c2c1F)C(F)(F)F
C=CCC1(0Oc2cccee2n3cccc3Cl=0)cdcccecd
COC(=0)clcc(cc(Br)c1OC)C(=CC)c2cc(Br)c(OC)c(c2)C(=0)0C
0O=C1N2CCSC2(c3cceec3)cdcleccheccecds
CC(C)NclceencIN2CCN(CC2)C(=0)c3ccacc(NC(=0)C(F)(F)F)ceed[n
H]3
CclceeeclS(=0)(=0)n2cce(c2)C(0)c3cce(Cl)ec3Cl
CCN1c2ccee(cc2N(C)C(=0)c3ceencl3)C(=0)N
O=C1N2CCSC2(c3cccnc3)cacceecls
CCclcc(NCc2cccec2N)c(O)nclC
CC(C)[C@H](N)C(=O)N1C[C@@H](C[C@H]1C(=O)NCCCN2C(=0)
N(C=C(C)C2=0)C30C(CO[Si](C)(C)C(C)(C)C)C4(OS(=0)(=0)C=C4
N)C30[Si](C)(C)C(C)(C)C)OCc5hcceech
OC(clcen(cl)S(=0)(=0)c2ceccc2)c3ceccc3Cl
C[C@H]1Cn2c(S)nc3ccc(C#C)c(CN1CC=C(C)C)c23
CCC(C)Sclnc(O)c(C)c(Cc2cec3cceecc3c2)nl
CCCOC(=0)CCCC=C(clcc(C)e(OC)c(c1)C(=0)OC)c2cc(C)e(OC)c(c2
C(=0)0C
)C(gC(z)O)\C=C\CN 1C(=0O)N(C=C(C)C1=0)[C@@H]20[C@H](COISi
1C)(C)C(C)(C)C)[C@@]3(0S(=0)(=0)C=C3N)[C@H]20[Si](C)(C)C
(©)C)C
C[S+]([O-])clec(NCc20c3cccee3n2)c(O)nclC
COC(=0)clcc(cc(Br)clOC)C(=CCCO)c2cc(Br)c(OC)c(c2)C(=0)0C
CCcC1(cccrC=C(\c2cc(Chc(0C)c(CO)c2)/c3ec(Che(0C)c(C=0)c3)0C
Co1
C[C@H]10c2c3C=CC(C)(C)Oc3c4C(=CC(=0)0Oc4c2C(=0)[C@@H]1
C)c5cecececech
CC(C)C(=0)clc(O)c(CC=C(C)C)c(O)c2C(=CC(=0)0c12)c3ccecce3
CC(C)C(=0)clc(0)c2C(=CC(=0)0c2c3C=CC(C)(C)Oc13)caccececa
Oclcc(Cc2ccc3ccccc3c2)ne(SC4CCCCC4)nl
CCN1c2nccec2e3nnc(CC)n3c4ceencls
COclccc2NC(=S)N3C[C@H](C)N(CC=C(C)C)Cc1c23
CC(C)NclceencIN2CCN(CC2)C(=0)c3ccacc(C)eecd[nH]3
OC(=0)clcce(Br)ecccINC(=0)c2ccec(nc2)C(=0)Nc3cec(Br)cc3C(=0)0
CCclcc(NCc2ccccc2COC)c(O)nclC
Clclccc2NS(=0)(=O)NC(C#CC3CC3)(C4CC4)c2cl
CC(C)NclcecencIN2CCN(CC2)C(=0)c3ccdecc(OCcehbeccecs)cc4[nH]3
Oclcc(0)c2CC(COc2c1)OC(=0)c3ccc(0)c(O)ce3
C[C@@H]1CN2C(=0)c3ccccec3C2(01)caccecca
CCNZ1c2nccec2e3nnc(C)n3cdceencld
O=C1N2Cc3cccce3SC2(cdccecccd)cheececls
Cclcee(ncl)N2C(SCC2=0)c3c(C)ceec3Cl
CCN1c2nccec2c3nnen3c4c(C)eencld
Cclc(O)ne(SC2CCCC2)nclCc3ccec4ccccc34
Nclcce2e(ce(c(N)c2c10)S(=0)(=0)0)S(=0)(=0)0
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22000
22200
22427.88
22464.91
22500
23000
24500
24667
25000
26000
26000

27000
27000
27000
28000
28000

28000
29500
29500
29700

29700

30000
31500
31600

31600

31622.78
31900
32100
33100

33813.02
33900
34000
35000
35500
35870
37000
37200
37600
38900
40000
42400
44500
45000
45000

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM

nM
nM
nM
nM

nM

nM
nM
nM

nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM



CHEMBL367515

CHEMBL334861
CHEMBL36019

CHEMBL214489
CHEMBL212395
CHEMBL444789
CHEMBL353328
CHEMBL366202
CHEMBL302788
CHEMBL316043
CHEMBL84743

CHEMBL194649
CHEMBL58506

CHEMBL357261
CHEMBL312872
CHEMBL191692

CHEMBL323276
CHEMBL357713
CHEMBL296773
CHEMBL6339%4

CHEMBL133842
CHEMBL315961
CHEMBL339425
CHEMBL150149

CHEMBL335955

CHEMBL144121

CHEMBL323259
CHEMBL295165
CHEMBLS85514

CHEMBL418686

CHEMBL63229
CHEMBL347272
CHEMBL196121

CHEMBL108267
CHEMBL32718

CHEMBL63988
CHEMBL330735

CHEMBL359242
CHEMBL367850

CCclcc(Cc2oc3cecce3n2)c(O)nclC
C[C@H]10c2c3C=CC(C)(C)Oc3c4C(=CC(=0)Oc4c2[C@H]([C@H]1
C)C(=0)c5cce(Br)cc5)cbeccech
Oclcc(Cc2ccec3cecccc23)nc(SC4CCCCa)nl
COC(=0)CCC\C=C(/clcc(C)c20C(=0)N(C)c2cl)\c3cc(C)caON(C)C(=
0O)c4c3
COC(=0)CCC\C=C(\clccee(cl)C#N)/c2cc(C)c30ON(C)C(=0)c3c2
Nclcc(c2ccccc2cIN)S(=0)(=0)0

CCclcc(CCc2cccec2)c(O)nclC

Oclnc2cce(Cl)cc2n1CC3CCCCC3
CCOCN1C(=0O)NC(=0)C2=C1Sc3ccccc3NC2
O=C1N2CCCOC2(c3cccee3)cdcccccla
C[C@H]1COC2(N1C(=0)c3ccccc23)caccceccd
COC(=0)CCC\C=C(/clcc(C)e(0C)c(c1)C(=0)0C)\c2cc(F)ce(c2)C(F)(
F)F

C[C@H]1Cn2¢c(S)nc3ccc(C#N)c(CN1CC=C(C)C)c23
Clclceec(Cl)c1C2SCC(=0)N2c3ccc(Br)cn3
NC(=0)[C@H]1CSC2(N1C(=0)c3cceec23)cdcceccd
Oclnc2cc(Cl)cce2n1Cce3c(F)ceccc3F
COC(=0)clcc(cc(C)clOC)C(=CCCCC(=0)0Cc(C)C)c2cc(C)e(0C)c(c2
)C(=0)0C

Fclccec(F)c1C2SCC(=0)N2c3cec(Br)en3
CCN1c2nceec2e3nne(C(C)C)n3cdccencls
COC(=0)clcc(cc(Cl)eclOC)C(=CCCN)c2ec(Cle(0C)ce(c2)C(=0)0C
COC(=0)clcc(cc(Cl)ec1OC)C(=CCCNC(=0)OCC(C)C)c2cc(Chc(OC)e
(c2)C(=0)0C
OC(=0)clcce(Br)ecccINC(=0)c2cenc(c2)C(=0)Nc3cec(Br)cc3C(=0)0
CCclcc(NCc2oc3ccec(N)e3n2)c(O)nclC
Fclceec(F)c1C2SCC(=0)N2c3cec(Clhen3
C[C@H]10c2c([C@@H](O)[C@H]1C)c30C(=0)C=C(c4ccceed)c3ch
O[C@H]6[C@@H](c25)C6(C)C
COC(=0)clcc(cc(Clc10C)C(=CCCCCCl)c2ec(Che(0C)c(c2)C(=0)0
C

COC(=0)clce(cc(Br)clOC)C(=CCCCC(=0)0C(C)C)c2cc(Br)c(OC)c(c
2)C(=0)0C

CCN21c2nccec2e3nnen3cdceencl4d
O=C1N2CCCCC2(c3cccec3)caceeccls
COC(=0O)clcc(cc(Br)c10C)C(=CCCN=[N+]=[N-
Dec2ce(Br)c(OC)c(c2)C(=0)0C
COC(=0)clce(cc(CleclOC)C(=CCCOS(=0)(=0)C)c2cc(Clc(0OC)ce(c2)
C(=0)0C

Oclcc(O)cc(cl)C(=0)0C2C0c3cc(O)ec(0O)ec3C2
COclcee(cclOC)\C(=C/CCN2CCOC2=0)\c3cc(F)ce(c3)C(F)(F)F
COC(=0)clcc(cc(Br)clOC)C(=CCCCC=C)c2cc(Br)c(0C)c(c2)C(=0)0
C

0O=C1C(Sc2cccec2n3ccccl3)cdcccecsd
COC(=0)clcc(cc(CleclOC)C(=CCCCC(=0)0)c2cc(Che(OC)e(c2)C(=
0)ocC

CCC10c2cceec2n3cccc3C1=0
COC(=0)CCCCC(clce(Che(OC)c(c1)C(=0)0C)c2cc(Che(0C)c(c2)C(
=0)oC

CCC1=C(C)NC(N)C(=C1)CCc20c3cccce3n2
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45000

46000
48700

49200
49600
50000
50000
50000
50200
51000
54037.02

55300
56300
56600
59000
60000

60400
61400
62600
63000

65400
66000
67000
67000

70000

70000

70800
72800
75500

94000

96000
96300
97800

99000
100000

100000
100000

100000
100000

nM

nM
nM

nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM

nM
nM
nM
nM

nM
nM
nM
nM

nM

nM

nM
nM
nM

nM

nM
nM
nM

nM
nM

nM
nM

nM
nM



8.3 Integrase training set

CHEMBL1917873

CHEMBL3806067
CHEMBL454633
CHEMBL492465

CHEMBL549422

CHEMBL556894
CHEMBL2316125

CHEMBL?2403116

CHEMBL1213165

CHEMBL1229211
CHEMBL1773312
CHEMBL492464

CHEMBL559395

CHEMBL550051
CHEMBL?2316116

CHEMBL2403238

CHEMBL3310085
CHEMBL3360113

CHEMBL3360128
CHEMBL2316126

CHEMBL242926
CHEMBLA412149
CHEMBL429327
CHEMBL522802
CHEMBL491336
CHEMBL491347
CHEMBL480904

CHEMBL522374

CHEMBL517428

CHEMBL517136

CHEMBL549592

CHEMBL558051

CHEMBL1914460
CHEMBL2316111

CC(C)N1C(=0)C(=C(0O)c2nceecl12)C(=0O)NCce3ccc(F)ce3
NC(=0)c1c2[C@H]3CCCCN3C(=0)c2c(0)c4ncc(Cesecec(Cl)e5F)ccl
4

Oclc(nc(N2CCCCS2(=0)=0)c3ccencl3)cdoc(Ce5ecc(F)ccs)nnd
CN(C)C1(CCOCC1)C2=NC(=C(0)C(=0)N2C)C(=0O)NCc3ccc(F)cc3
CC1(C)N(Cc2nnn[nH]2)CCN3C(=0)C(=C(N=C13)C(=0O)NCc4ccc(F)c
c4)O
Cnlcc(CN2CCN3C(=0)C(=C(N=C3C2(C)C)C(=0)NCc4ccc(F)ccd)O)n
nl

C[C@H](O)CNC(=0)C1=C(O)c2ncc(Cc3ccc(F)ce3)cc2N(C)C1=0
OC1=C2N(C[C@@H]30CCCN3C2=0)C=C(C(=0O)NCc4ccc(F)cc4)C1
=0
[Na+].C[C@@H]1CCO[C@H]2CN3C=C(C(=0O)NCc4ccc(F)cc4F)C(=
O)C(=C3C(=0)N12)[0O-]
C[C@@H]1CCO[C@H]2CN3C=C(C(=0O)NCc4ccc(F)ccaF)C(=0)C(=
C3C(=0)N12)0

ON1CCc2c(ncc3c2cen3Cedcecc(F)ccd)C1=0
CN1C(=0)C(=C(N=C1C(C)(C)N2CCOCC2)C(=0O)NCc3ccc(F)cc3)O0
CC1(C)N(Cc2cocn2)CCN3C(=0)C(=C(N=C13)C(=0)NCc4ccc(F)cc4)
o)

CC1(C)N(CCN2CCOCC2)CCN3C(=0)C(=C(N=C13)C(=O)NCc4ccc(F
)ccd)O

CC(C)(CO)NC(=0)C1=C(0O)c2ncc(Cc3cec(F)ee3)cc2NC1=0
C[C@H]1CO[C@@H]2CN3C=C(C(=O)NCc4ccc(F)cc4F)C(=0)C(=C3
C(=O)N12)0
CN(C)C(=0)CN1C(=0)C(=C(O)c2ncc(Cc3ccec(F)ce3)ccl2)C(=0)NC4
CC4

CSC1COCC1C2=NC(=C(0)C(=0O)N2C)C(=0O)NCc3ccc(F)cc3
COCCN1CCN(C1=0)c2cc(F)ccc2CNC(=0)C3=C(0O)C(=O)N(C)C(=N3
)C4CCOC4
C[C@@H](CO)CNC(=0)C1=C(0)c2ncc(Cc3ccc(F)cc3)cc2N(C)C1=0
CN(C)CC(=O)N1CCN(C)C(C1)C2=NC(=C(O)C(=0O)N2C)C(=O)NCc3
cce(F)ce3

COclcc(\C=C/2\C(=NN(C2=0)c3nnn[nH]3)C)cc(Cl)c10C
CCOclcc(\C=C/2\C(=NN(C2=0)c3nnn[nH]3)C)cc(Clcl0CC
CNC(=0)C1=C(0)c2ncc(Cc3ccc(F)cec3)cc2N(C)C1=0
CCNC(=0)C1=C(O)c2ncc(Cc3ccc(F)cec3)cc2N(C)C1=0
COCCNC(=0)C1=C(0O)c2ncc(Cc3ccece(F)ce3)cc2N(C)C1=0
COclcceccclCCN2CC(=C(0)C2=0)C(=0O)NCc3ccc(F)cc3
CN1C(=0)C(=C(N=C1C(C)(C)NC(=0)C(=0)0O)C(=O)NCc2ccc(F)cc2)
@)
CN(C)C(=0)C(=0O)NC(C)(C)C1=NC(=C(0O)C(=0O)N1C)C(=O)NCc2ccc
(F)cc2S(=0)(=0)C
CN1C(=0)C(=C(N=C1C(C)(C)NC(=0)c2nnc(C)[nH]2)C(=O)NCc3ccc(
F)cc3)0
C)N1gCN(CCl(C)CZzNC(=C(O)C(=O)N2C)C(=O)NCc3ccc(F)cc3)C(=
O)C
Cgll(C)N(Cc200nc2)CCN3C(=O)C(=C(N=C13)C(=O)NCc4ccc(F)cc4)
O
CN(C)C(=0)CN1C(=0)C(=C(O)c2nce(Cc3ccec(F)ee3)ccl2)C(=0)NCc4
cce(F)cc4
CN(CCNC(=0)C1=C(0)c2ncc(Cc3ccc(F)ee3)cc2NC1=0)S(=0)(=0)C
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2.7

2.7
2.9

3.46

AR DAADdMAD

nM

nM
nM
nM

nM

nM
nM

nM

nM

nM
nM
nM

nM

nM
nM

nM

nM
nM

nM
nM

nM
nM
nM
nM
nM
nM
nM

nM

nM

nM

nM

nM

nM
nM



CHEMBL2316118
CHEMBL?2316136

CHEMBL3310087
CHEMBL3360111
CHEMBL3360121
CHEMBL2311585

CHEMBL3309906
CHEMBL3310078
CHEMBL2316114

CHEMBL3310413
CHEMBL1256978
CHEMBL406595
CHEMBL407352
CHEMBL272420
CHEMBL492188
CHEMBL481094

CHEMBL563502

CHEMBL559537
CHEMBL560387

CHEMBL550985
CHEMBL552065

CHEMBL554284
CHEMBL557854

CHEMBL558641

CHEMBL2315830
CHEMBL2315831

CHEMBL2315832
CHEMBL2316113
CHEMBL2316119
CHEMBL2316120
CHEMBL2316129
CHEMBL2316132

CHEMBL2403118
CHEMBL3360114
CHEMBL3360115
CHEMBL3360116

CHEMBL2042548
CHEMBL?2316121
CHEMBL3310084

CHEMBL3310086

CC(C)(CO)CNC(=0)C1=C(0)c2ncc(Cce3cec(F)ce3)cc2NC1=0
OC1=C(C(=0O)NCCCN2CCCC2=0)C(=0)Nc3cc(Ccaccc(F)cecd)encl3
COCCNC(=0)C1=C(0O)c2ncc(Cc3ccc(F)ce3)cc2N(CC(=0)N(C)C)C1=
@)

CN1C(=0)C(=C(N=C1C2CCOC2)C(=0O)NCc3ccc(F)cc3)0
CN1C(=0)C(=C(N=C1C2CCOC2)C(=0O)NCc3ccc(F)cc3ndcncnd)O
C[C@H](O)CNC(=0)C1=C(O)c2ncc(Cc3ccc(F)ce3)cc2NC1=0
CCN(CC)C(=0O)CN1C(=0)C(=C(0)c2nce(Ce3ccc(F)ee3d)cc12)C(=0)N
C
CNC(=0)C1=C(0O)c2ncc(Cc3ccc(F)cc3)cc2N(CC(=0)NC4CC4)C1=0
C[C@H](CO)NC(=0)C1=C(0O)c2ncc(Cc3ccc(F)ce3)cc2NC1=0
COCCNC(=0)C1=C(O)c2ncc(Cc3ccc(F)ce3)cc2N(CC(=0)N4CCCccc4
)C1=0

CN1C(=0)C(=C(0)c2ncc(Ce3cec(F)ee3d)ccl12)C(=0)NCCO
Nc1c2C=C(C(=0)0)C(=0O)Nc2sc1C(=0)Nc3ccc(Cl)c(Cl)c3
OC(=0)CSclnnc(c2occc2)c(nl)c3ocec3
COclcecc(\C=C/2\C(=NN(C2=0)c3nnn[nH]3)C)cc1OCc4cccccaCl
COCCNC(=0)C1=C(0O)c2ncc(Cc3ccc(F)ce3)cc2NC1=0
OC1=C(CN(CCCc2ccccc2)C1=0)C(=0O)NCc3ccc(F)cc3
CCL(C)N(Cc2ccccc2)CCN3C(=0)C(=C(N=C13)C(=0O)NCc4ccc(F)cc4)
O
CC1(C)N(Cc2ccn[nH]2)CCN3C(=0)C(=C(N=C13)C(=O)NCc4ccc(F)c
c4)0
CC1=C(C=C2C(CCC(CC#N)C2(C)C)C1=C)C(=C)CCc3ccc(C)cc3
Cn1nnnclCN2CCN3C(=0)C(=C(N=C3C2(C)C)C(=0O)NCc4ccc(F)cc4)
O

CC1(C)NC(=0O)CN2C(=0)C(=C(N=C12)C(=O)NCc3ccc(F)cc3)0
Ccloc(CN2CCN3C(=0)C(=C(N=C3C2(C)C)C(=0)NCc4ccc(F)ccd)O)n
nl
CC(=O)N1CCN2C(=0)C(=C(N=C2C1(C)C)C(=0O)NCc3ccc(F)cc3)0O
CC1(C)N(CC(=0O)N)CCN2C(=0)C(=C(N=C12)C(=O)NCc3ccc(F)cc3)
@)

CN1C(=0)C(=C(0)c2ncc(Cce3ccc(F)ce3)ccl12)C(=0)NCCN4CCNC4=
@)

CN1C(=0)C(=C(0)c2nce(Ce3cec(F)eeld)cc12)C(=0)NCCNC(=0)C
CN(CCNC(=0)C1=C(0)c2ncc(Cc3cec(F)ee3)cc2N(C)C1=0)S(=0)(=0
)C

CSCCNC(=0)C1=C(0)c2ncc(Cc3ccc(F)ce3)cc2NC1=0
CN1C(=0)C(=C(0)c2ncc(Cc3ccc(F)ee3)cc12)C(=0)NCC(F)F
CN1C(=0)C(=C(0)c2ncc(Cc3ccc(F)ee3)eccl12)C(=0)NCCCO
CC(C)CCNC(=0)C1=C(0)c2ncc(Cce3ccc(F)ee3)cc2NC1=0
OCCNC(=0)C1=C(O)c2ncc(Cc3cec(F)ce3)cc2NC1=0
C[C@@H]1CCN2[C@H](CN3C=C(C(=0O)NCc4ccc(F)ccd4)C(=0)C(=C
3C2=0)0)01
CN1C(=0)C(=C(N=C1C2(C)CCCO02)C(=0O)NCc3ccc(F)cc3)0
CN1C(=0)C(=C(N=C1C2(C)CCCS2)C(=0O)NCc3ccc(F)cc3)0
CN1C(=0)C(=C(N=C1C2CCOCC2)C(=0O)NCc3ccc(F)cc3)O
OC(=0O)\C(=C\C(=0)C1=CC(=CN(Cc2ccc(F)cc2F)C1=0)Cc3ccc(F)cc3
F\O
C[C@H](CO)NC(=0)C1=C(0O)c2ncc(Cc3ccc(F)ce3)cc2N(C)C1=0
CNC(=0)C1=C(O)c2ncc(Cc3ccec(F)ce3)cc2N(CC(=0)NOC)C1=0
CN(C)C(=0)CN1C(=0)C(=C(O)c2nce(Cc3ccec(F)ce3)ccl2)C(=0)NCC
@)
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CHEMBL521793
CHEMBL519936

CHEMBL462045

CHEMBL560251

CHEMBL561467

CHEMBL560322

CHEMBL550784

CHEMBL564212

CHEMBL549831
CHEMBL559306
CHEMBL1914553
CHEMBL1917874
CHEMBL1917876

CHEMBL2043144
CHEMBL2316123
CHEMBL2316128
CHEMBL3360112
CHEMBL3360124

CHEMBL3360127
CHEMBL3360132

CHEMBL3360137

CHEMBL3310092

CHEMBL3310409

CHEMBL3310090
CHEMBL3310082

CHEMBL3310079

CHEMBL243151
CHEMBL?246744
CHEMBL492667

CHEMBL518491

CHEMBLA460771

CHEMBL561729
CHEMBL561987

CHEMBL557646

CHEMBL557308

CNC(=0)C1=C(0)c2ncc(Cc3ccc(F)cc3)cc2NC1=0
Cclceec(CN2CC(=C(0)C2=0)C(=0)NCc3ccc(F)ce3d)cl
CN1C(=0)C(=C(N=C1C(C)(C)NC(=0)c2c[nH]cn2)C(=0O)NCc3ccc(F)c
c3)0
Cn1nncclCN2CCN3C(=0)C(=C(N=C3C2(C)C)C(=0O)NCc4ccc(F)cc4)
O

CC1(C)N(Cc2cnccn2) CCN3C(=0)C(=C(N=C13)C(=O)NCc4ccc(F)cc4)
@)
CC1(C)N(Cc2cnn[nH]2)CCN3C(=0)C(=C(N=C13)C(=O)NCc4ccc(F)c
c4)O
Cclonc(CN2CCN3C(=0)C(=C(N=C3C2(C)C)C(=0O)NCc4ccc(F)cca)0)
nl
CN(C)C(=0)C(=0O)N1CCN2C(=0)C(=C(N=C2C1(C)C)C(=0O)NCc3ccc
(F)cc3)O
Cnlnnc(CN2CCN3C(=0)C(=C(N=C3C2(C)C)C(=0O)NCc4ccc(F)cca)O
)nl

CN1CCN2C(=0)C(=C(N=C2C1(C)C)C(=0O)NCc3ccc(F)cc3)O
COclccecclCNC(=0)C2=C(0O)c3ncc(Ccaccc(F)ccd)cc3NC2=0
0OC1=C(C(=0O)NCc2ccc(F)cc2)C(=O)N(C3CCCC3)c4ccencls
0OC1=C(C(=0O)NCc2ccc(F)cc2)C(=0O)Nc3cc(Cc4cec(F)cecd)encl3
OC(=0)\C(=C\C(=0)C1=CC(=CN(Cc2ccccc2F)C1=0)Cc3ccc(F)cc3F)\
@)

CN1C(=0)C(=C(0)c2ncc(Ce3cec(F)ee3)cc12)C(=0)NC(C)(C)CO
CN1C(=0)C(=C(0)c2ncc(Ce3cec(F)ce3)cc12)C(=0O)NCCCN4CCCC4
CN1C(=0)C(=C(N=C1C2C0OCC20)C(=0O)NCc3ccc(F)cc3)O
CN1C(=0)C(=C(N=C1C2CCOC2)C(=0O)NCc3ccc(F)cc3c4ncnn4aC)O
CN1CCN(C1=0)c2cc(F)ccc2CNC(=0)C3=C(0O)C(=0O)N(C)C(=N3)C4
CCocC4
CN1C(=0)C(=C(N=C1C2CCOCC2)C(=0O)NCc3ccc(F)cc3n4dcncn4)O
CN1C(=0)C(=C(N=C1C2CCOCC2)C(=0O)NCc3ccc(F)cc3N4CC(C)(C)
N(C)S4(=0)=0)0
C[C@@H](O)CNC(=0)C1=C(0O)c2ncc(Cc3ccc(F)ce3)cc2N(CC(=0)N(
C)C)C1=0
COCCNC(=0)C1=C(O)c2ncc(Cc3ccc(F)ce3)cc2N(CC(=0O)NC(C)C)C1
=0
CN(C)C(=0)CN1C(=0)C(=C(0O)c2nce(Cce3cce(F)ce3)eccl2)C(=0)NC(C
)(C)CO
CNC(=0)C1=C(O)c2ncc(Cc3cce(F)ce3)cc2N(CC(=0)NCCOC)C1=0
CNC(=0)C1=C(0)c2ncc(Cc3ccc(F)ce3)cc2N(CC(=0)NC(C)(C)C)C1=
@)
CN1CCN(CC1C2=NC(=C(0O)C(=0)N2C)C(=0O)NCc3ccc(F)cc3)S(=0)(
=0)c4cceccd
CNC(=0)CclcceccICNC(=0)c2nc(N3CCCCS3(=0)=0)c4ccencdc20
CN1C(=0)C(=C(N=C1C(C)(C)NC(=0)C)C(=0O)NCc2ccc(F)cc2)O
CN1C(=0)C(=C(N=C1C(C)(C)NC(=0)c2nccen2)C(=0O)NCc3cce(F)ce3
)O
CN1C(=0)C(=C(N=C1C(C)(C)NC(=0)c20cnc2)C(=0)NCc3ccc(F)cc3)
@)
CCL(C)N(CC(=0O)N2CCOCC2)CCN3C(=0)C(=C(N=C13)C(=O)NCc4
cce(F)eed)O
CCL(C)NS(=0)(=0)CN2C(=0)C(=C(N=C12)C(=0O)NCc3ccc(F)cc3)0
CC1(C)N(Cc2cn[nH]c2)CCN3C(=0)C(=C(N=C13)C(=0O)NCc4ccc(F)c
c4)0
CCL(C)N(CC(=0O)N2CCCC2)CCN3C(=0)C(=C(N=C13)C(=0O)NCc4cc
c(F)ccd)O
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CHEMBL558121

CHEMBL1914551
CHEMBL2316124
CHEMBL2316137

CHEMBL518520

CHEMBL3310081

CHEMBL3310097
CHEMBL3309903

CHEMBL3310414
CHEMBL3310095
CHEMBL3310077

CHEMBL3310088
CHEMBL524164

CHEMBL460977

CHEMBL562327

CHEMBL563631

CHEMBL550997

CHEMBL551808
CHEMBL1914554

CHEMBL1914564
CHEMBL2316138
CHEMBL3310080

CHEMBL3360129
CHEMBL3360133
CHEMBL3309268

CHEMBL3310098

CHEMBL3310094
CHEMBL1773408

CHEMBL461405
CHEMBL523678

CHEMBL564823

CHEMBL552202

CHEMBL552264

CHEMBL2316112
CHEMBL2316130

CnlnccclCN2CCN3C(=0)C(=C(N=C3C2(C)C)C(=0O)NCc4ccc(F)ccd)
@)

COclccc(CNC(=0)C2=C(0O)c3ncc(Ccacec(F)cecd)cc3NC2=0)ccl
CN1C(=0)C(=C(0)c2ncc(Ce3cec(F)ee3)cc12)C(=0)NC4(CO)CCCC4
OC1=C(C(=0O)NCCN2CCOCC2)C(=0)Nc3cc(Ccaccc(F)ced)encl3
[K+].CN1C(=0O)C(=C(N=C1C(C)(C)NC(=0)c20c(C)nn2)C(=0O)NCc3cc
c(F)cc3)[0-]
CNC(=0)C1=C(O)c2ncc(Cc3ccc(F)ce3)cc2N(CC(=O)NCC(F)(F)F)C1=
@)
COCCNC(=0)C1=C(0O)c2ncc(Cc3ccc(F)ce3)cc2N(CC(=0)NC4CC4a)C
1=0

CNC(=0)C1=C(O)c2ncc(Cc3ccc(F)ce3)cc2N(CC(=0)N)C1=0
COCCNC(=0)C1=C(0O)c2ncc(Cc3ccec(F)ce3)cc2N(CC(=0)N4CCcoCcc4
)C1=0
COCCNC(=0)C1=C(0O)c2ncc(Cc3ccc(F)ce3)cc2N(CC(=0)N)C1=0
CNC(=0)C1=C(0)c2ncc(Cc3ccc(F)cec3)cc2N(CC(=0)NC(C)C)C1=0
C[C@H](CO)NC(=0)C1=C(0O)c2ncc(Cc3ccc(F)ce3)cc2N(CC(=0)N(C)
C)C1=0
CN1C(=0)C(=C(N=C1C(C)(C)NS(=0)(=0)C)C(=0O)NCc2ccc(F)cc2)O
CN1C(=0)C(=C(N=C1C(C)(C)NC(=0)c2cscn2)C(=0)NCc3ccc(F)cc3)
O
CC1(C)N(CC(=0)O)CCN2C(=0)C(=C(N=C12)C(=0O)NCc3ccc(F)cc3)
@)

Ccloc(CN2CCN3C(=0)C(=C(N=C3C2(C)C)C(=O)NCc4ccc(F)cc4)O)n
cl
CN(C)S(=0)(=0)N1CCN2C(=0)C(=C(N=C2C1(C)C)C(=0O)NCc3ccc(F
)cc3)O
CN(C)C(=0)CN1CCN2C(=0)C(=C(N=C2C1(C)C)C(=O)NCc3ccc(F)c
c3)0
COclccc(CNC(=0)C2=C(0O)c3ncc(Ccaccc(F)ced)cc3NC2=0)ccl1OC
OC1=C(C(=0O)NCc2ccc(F)cc2)C(=O)N(CC(=0O)N3CCOCC3)c4cc(Cch
ccc(F)ceb)encld
OC1=C(C(=0O)NCCCN2CCOCC2)C(=0O)Nc3cc(Cc4ccc(F)cecd)encl3
CNC(=0)C1=C(0)c2ncc(Cc3ccc(F)cec3)cc2N(CC(=0)NCC4CC4)C1=0
CN1C(=0)C(=C(N=C1C2CCOCC2)C(=0O)NCc3ccc(F)cc3S(=0)(=0)C)
@)
CN1C(=0)C(=C(N=C1C2CCOCC2)C(=0O)NCc3ccc(F)cc3n4ncncaC)O
CCNC(=0)CN1C(=0)C(=C(O)c2ncc(Cc3ccc(F)ce3)ccl2)C(=0)NC
COCCNC(=0)C1=C(0O)c2ncc(Cc3ccc(F)cc3)cc2N(CC(=0)NC4ACCC4)
C1=0
CN(C)C(=0)CN1C(=0)C(=C(O)c2nce(Cc3ccec(F)ce3)ccl2)C(=0)NCC
N4CCOCC4
CC(C)(0O)CCclen(Cc2ccce(F)cc2)c3cncdC(=0)N(O)CCc4cl13
CN(C)C(=0)C(=0O)NC(C)(C)C1=NC(=C(0O)C(=O)N1C)C(=O)NCc2ccc
(F)c(Cl)c2

CC1=CC=CN2C(=0)C(=C(N=C12)C(=0O)NCc3ccc(F)cc3)O
CC1(C)N(Cc2cscn2)CCN3C(=0)C(=C(N=C13)C(=O)NCc4ccc(F)cc4)
@)
CCL(C)N(Cc2cceen2)CCN3C(=0)C(=C(N=C13)C(=0)NCc4ccc(F)cc4)
O
Cnlccc(CN2CCN3C(=0)C(=C(N=C3C2(C)C)C(=0)NCc4ccc(F)ccd)0)
nl
OC1=C(C(=0O)NC2CCS(=0)(=0)CC2)C(=0O)Nc3cc(Ccaccc(F)ccd)encl
3

CCOCCNC(=0)C1=C(0)c2ncc(Cc3ccce(F)cec3)cc2NC1=0
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CHEMBL2316131
CHEMBL3310096

CHEMBL3360118

CHEMBL3360120
CHEMBL3360135
CHEMBL3310076
CHEMBL3309904
CHEMBL3309905

CHEMBL3805726
CHEMBL32865
CHEMBL?216874
CHEMBL232226
CHEMBL232446
CHEMBL240692
CHEMBL428565
CHEMBL246535

CHEMBL245519
CHEMBL245719
CHEMBLA407651
CHEMBL259573
CHEMBL259779
CHEMBL259780

CHEMBL495331
CHEMBLA457616

CHEMBL456356

CHEMBL554737

CHEMBL1088058
CHEMBL1914552
CHEMBL2171671
CHEMBL3360117

CHEMBL3360119
CHEMBL3360123

CHEMBL3360126
CHEMBL3582062
CHEMBLA452588

CHEMBL1773322
CHEMBL1773324
CHEMBL2316133
CHEMBL2316139

CHEMBL3310410

CHEMBL3360131
CHEMBL242924

CC(C)OCCCNC(=0)C1=C(0)c2ncc(Cc3cec(F)ce3)cc2NC1=0
CNC(=0)CN1C(=0)C(=C(0)c2ncc(Cc3ccc(F)ee3)cc12)C(=0)NCCcoC
CN1C(=0)C(=C(N=C1C2CCOC2)C(=0O)NCc3ccc(F)cc3S(=0)(=0)C)
@)

CN1C(=0)C(=C(N=C1C2CCOC2)C(=0)NCc3ccc(F)cc3N4CCCCS4(=
0)=0)0
CN1C(=0)C(=C(N=C1C2CCOCC2)C(=0O)NCc3ccc(F)cc3cancnn4C)O
CCCNC(=0)CN1C(=0)C(=C(0O)c2ncc(Cc3ccec(F)ce3)ccl2)C(=0)NC
CNC(=0)CN1C(=0)C(=C(0O)c2ncc(Ce3ccec(F)ee3)cc12)C(=0)NC
CNC(=0)C1=C(0O)c2ncc(Cc3ccc(F)ce3)cc2N(CC(=0)N(C)C)C1=0
NC(=0)c1c2C[C@H]3CCCN3C(=0)c2c(0O)c4ncc(Cehecec(Cl)e5F)ccl
4
Oclc(ncc2ceenc12)C(=0)c3cc(CN4CCCS4(=0)=0)cc(Ccheececeb)ce3
Oclnc(nc(C(=0O)NCc2ccc(F)cc2)c10)c3cecs3
Oclnc(nc(C(=0O)Nc2cc3cecec3s2)clO)cdccesd
Oclnc(nc(C(=0)NCc2ccc(Cl)c(Cl)c2)c10)c3cceces3
CCOC(=0)c1cn2CCN(Cc3cec(Che(Che3)C(=0)c2c10
OC(=0)c1cn2CCN(Cc3ccec(Cl)e3)C(=0)c2c10
Oclc(nc(N2CCCCS2(=0)=0)c3ccencl3)C(=0)NCc4cccecs
NS(=0)(=0)clcc(F)cccIlCNC(=0)c2nc(N3CCCCS3(=0)=0)c4ccencac
20
CNC(=0)clcc(F)cccICNC(=0)c2nc(N3CCCCS3(=0)=0)c4ccencdc20
CN1C(=0)C(=C(N=C1C(C)(C)C)C(=0O)NCc2ccc(F)cc2)O
CCOclcececcICNC(=0)e2ne(ne(0)c20)C(C)(C)C
CC(C)(C)clnc(0)c(0)e(n1)C(=0O)NCc2ccec3ec[nH]c23
CC(C)(C)clnc(0)e(O)e(n1)C(=0O)NCc2cce(F)cc2
CN(C)C(=0)C(=O)NC(C)(C)C1=NC(=C(O)C(=O)N1C)C(=0O)NCc2ccc
(F)cc2
CC(C)NIC[C@H](C)n2c3C=NN(Cc4ccc(F)ccd)C(=0)c3c(0)c2C1=0
CC(C)NIC[C@H](C)n2c3C(=NN(Cc4ccc(F)ccd)C(=0)c3c(0)c2C1=0)
C
CC1(C)N(CCN2C(=0)C(=C(N=C12)C(=0)NCc3ccc(F)cc3)0)S(=0)(=
O)C
Oclnc(nc(C(=0O)NCc2cc3cceec3s2)cl10)cdcecesd
COclccec(CNC(=0)C2=C(0)c3ncc(Ccaccec(F)cecd)cc3NC2=0)cl
OC(=0)C1=C(0)C(=0)C(=CN1)C(=0O)NCc2ccc(F)cc2
CN1C(=0)C(=C(N=C1C2CCCCO02)C(=0O)NCc3ccc(F)cc3)0
CN(C)S(=0)(=0)clcc(F)ccclCNC(=0)C2=C(0O)C(=0O)N(C)C(=N2)C3
CCOC3
CN1C(=0)C(=C(N=C1C2CCOC2)C(=0O)NCc3ccc(F)cc3n4nnccaC)O
CN1C(=0)C(=C(N=C1C2CCOC2)C(=0)NCc3ccc(F)cc3N4CC(C)(C)N
(C)S4(=0)=0)0
OC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2F)c3cceccc3C1=0)\0
Oclc(nc(N2CCCCS2(=0)=0)c3ccencl3)cannc(Cesecc(F)ecs)[nH]4
ON1CCc2c¢(ncc3c2¢c(CNACCC(F)(F)C4)cn3Cc5ecec(F)ec5)C1=0
ON1CCc2c(ncec3c2c(COCc4cccend)cn3Cesecc(F)ees5)C1=0
OCCCNC(=0)C1=C(0O)c2ncc(Cc3ccc(F)cc3)cc2NC1=0
CN1CCN(CCCNC(=0)C2=C(0)c3ncc(Ccaccc(F)eccd)cc3NC2=0)CC1
COCCNC(=0)C1=C(0O)c2ncc(Cc3ccc(F)ce3)cc2N(CC(=O)NCC(F)(F)F
C1=0
)CN 1C(=0)C(=C(N=C1C2CCOCC2)C(=0O)NCc3ccc(F)cc3N4CCCCS4(
=0)=0)0
CN1CCN(CC1C2=NC(=C(O)C(=0)N2C)C(=0O)NCc3ccc(F)cc3)C(=0)
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10
10
10
10

10
10
10
10
10
10

10
10

10

10
10
10
10
10

10
10

10
10
11
11
11
11
11

11

11

nM
nM

nM

nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM

nM
nM

nM

nM
nM
nM
nM
nM

nM
nM

nM
nM
nM
nM
nM
nM
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nM

nM
nM



CHEMBL493295
CHEMBL521567

CHEMBL551325
CHEMBL1773323
CHEMBL3360122

CHEMBL3360130

CHEMBL 243365
CHEMBL272194

CHEMBL552177

CHEMBL1773405
CHEMBL1773406
CHEMBL1773410
CHEMBL1773413
CHEMBL1917872
CHEMBL1917875
CHEMBL2315829
CHEMBL3309907
CHEMBL3360134

CHEMBL394786

CHEMBL394251
CHEMBLA476564
CHEMBL461259
CHEMBL563757
CHEMBL1773401
CHEMBL1773403
CHEMBL1773407
CHEMBL1773409

CHEMBL1914562
CHEMBL2316134
CHEMBL3125979

CHEMBLA497501
CHEMBL389829

CHEMBL495332

CHEMBL493920

CHEMBL460770

CHEMBL550108

CHEMBL1773318
CHEMBL1773319
CHEMBL2236599

c4dcccecd
CN(C)S(=0)(=O)NC(C)(C)C1=NC(=C(O)C(=0O)N1C)C(=O)NCc2ccc(
F)cc2

CCOC(=0)\C(=C\C(=0)c1cn(Cc2ccec(F)c2F)c3ccec(OC)e13N0
CC1(C)N(CCc2ccccn2)CCN3C(=0)C(=C(N=C13)C(=0)NCc4ccc(F)cc
4)0

ON1CCc2c(ncc3c2¢c(COCCc4cceend)cn3Cebecc(F)ee5)C1=0
CN1C(=0)C(=C(N=C1C2CCOC2)C(=0)NCc3ccc(F)cc3ndncnc4C)O
CN(C)S(=0)(=0)clcc(F)ccc1CNC(=0)C2=C(O)C(=0)N(C)C(=N2)C3
CCOcCC3
CN(C)S(=0)(=O)N1CCN(C)C(C1)C2=NC(=C(0)C(=0O)N2C)C(=O)NC
c3cce(F)ce3

CC1=NN(C(=0)/C/1=C\c2cc(Cl)c(O)c(Clh)c2)c3nnn[nH]3
Cclnoc(CN2CCN3C(=0)C(=C(N=C3C2(C)C)C(=0O)NCc4ccc(F)cca)0)
nl

ON1CCc2c(ncc3c2c(CCC(=0)0)cn3Cc4ccc(F)eccd)C1=0
ON1CCc2c(ncc3c2c(CCCN4ACCOCC4)cn3Cchecec(F)ee5)C1=0
ON1CCc2c(ncc3c2c(CCC(F)(F)F)cn3Cc4ccec(F)ced)C1=0
CN(C)S(=0)(=0)clen(Cc2ccec(F)cc2)c3cncdC(=0)N(0O)CCc4cl3
0OC1=C(C(=0)NCc2ccc(F)cc2)C(=0O)Nc3ccencl3
0OC1=C(C(=0)NCc2ccc(F)cc2)C(=0O)Nc3cc(Cc4ceeecd)encll
CN1C(=0)C(=C(0)c2ncc(Cc3ccc(F)ee3)ecc12)C(=0)NCCN4CCOoCC4
CNC(=0)C1=C(0)c2ncc(Cc3ccc(F)cec3)cc2N(CC(=0)N4CCCC4)C1=0
CN1C(=0)C(=C(N=C1C2CCOCC2)C(=0)NCc3ccc(F)cc3ndnncc4C)O
CN1CCN(CC1C2=NC(=C(0O)C(=0)N2C)C(=0O)NCc3ccc(F)cc3)C(=0)
C
CN(C)C(=0)CclccccclCNC(=0)c2nc(N3CCCCS3(=0)=0)c4ccencac?
@)

CCN1CC(CC1=0)c2nc(C(=0)NCc3ccc(F)ce3)c(O)cdnceec24
COcl1c2CNC(=0)c2c(0)c3nce(Ce4ccec(F)ced)ccl3
CC(=0O)N1CCCCC1(C)C2=NC(=C(0)C(=0O)N2)C(=0O)NCc3ccc(F)cc3
ON1CCc2c(ncc3c2c(COCCACCOCC4H)cn3Cchecce(F)cc5)C1=0
ON1CCc2c(ncc3c2c(COCCCc4ccecend)cn3Ccebhecce(F)ec5)C1=0
CN(CCCclcn(Cc2ccc(F)cc2)c3cncdC(=0)N(0)CCc4c13)C(=0)C
ON1CCc2c(ncc3c2c(CCCOC4CCOCCA)cn3Ccehecc(F)ec5)C1=0
OC1=C(C(=0O)NCc2ccc(F)cc2)C(=O)N(CCN3CCCC3=0)c4cc(Ceheec(
F)ce5)encl4
OC1=C(C(=0O)NCCN2CCCCC2)C(=0O)Nc3cc(Ccaccc(F)ccd)encl3
ON1C(=0)C(=Cc2cccncl2)C(=0)NCc3ccc(F)c(Cl)c3
OC(=O)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2)c3cce(cc3C1=0)C(=0)\C=
C(/0)\C(=0)0O)\O
CN1C(=0)C(=C(N=C1C2COCCN2C(=0)C)C(=0)NCc3ccc(F)cc3)O
COC(=0)C(=O)NC(C)(C)C1=NC(=C(O)C(=O)N1C)C(=O)NCc2ccc(F)
cc2
CN(C)C(=0)C(=0O)N(C)C(C)(C)C1=NC(=C(0O)C(=0O)N1C)C(=0O)NCc2
cce(F)ce2
CN1C(=0)C(=C(N=C1C(C)(C)NC(=0)c2cccnn2)C(=O)NCc3ccc(F)cc3
@]
%:CNC(=O)N1CCN2C(=O)C(=C(N=C2C1(C)C)C(=O)NCcSccc(F)ccS)
@)
CN(CCO)Cclcn(Cc2cec(F)eec2)c3cencdC(=0)N(0)CCc4cl3
ON1CCc2c(ncec3c2¢c(CN4ACCCCC4)en3Ccehece(F)ee5)C1=0
OC(=0O)\C(=C\C(=0)C1=CN(Cc2cccc(F)c2)c3cceccc3C1=0)\O
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12
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12.65
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13
13
13
13
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13
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13.86

14
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14.28
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15
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nM

nM

nM

nM
nM
nM
nM



CHEMBL550394
CHEMBL1773404

CHEMBL2315828

CHEMBL3360125
CHEMBL3582057
CHEMBL406596

CHEMBL558661

CHEMBL1773316
CHEMBL1773402
CHEMBL1914556
CHEMBL3125980

CHEMBL3360136

CHEMBL564267
CHEMBL261833
CHEMBL481296
CHEMBL505332

CHEMBL492930

CHEMBL494944

CHEMBL523833

CHEMBL1773314
CHEMBL1914557
CHEMBL2171670
CHEMBL3352894
CHEMBL3582070

CHEMBL243150
CHEMBL 244863

CHEMBL492538

CHEMBL1914563
CHEMBL2236601
CHEMBL3360110
CHEMBL3415853
CHEMBL199145
CHEMBL?226916
CHEMBL232228
CHEMBL232444

CHEMBL388908

CHEMBL?243377
CHEMBL237728
CHEMBL237942
CHEMBL?240481

CCL(C)NCCN2C(=0)C(=C(N=C12)C(=0O)NCc3ccc(F)cc3)O
ON1CCc2c(ncc3c2c(COCc4cccccdF)en3Cesecc(F)ecs)C1=0
CN1C(=0)C(=C(0)c2nce(Ce3ccc(F)ee3)cc12)C(=0)NCCCN4CCCC4=
@)

CN1C(=0)C(=C(N=C1C2CCOC2)C(=0O)NCc3ccc(F)cc3N4ACCN(C(C)(
C)C)S4(=0)=0)0
OC(=0O)\C(=C\C(=0)C1=CN(Cc2ccccc2F)c3cceccc3C1=0)\0
Cclcec(ccINC(=0)CSc2nc3ccccc3s2)C(=0)0
OC(=0)C(=0)CC(=0)C1=CN(Cc2ccc(F)cc2)c3cee(cc3C1=0)C(=0)C
C(=0)C(=0)0O
ON1CCc2c(ncc3c2cen3Ccdcecc(F)c(ClcaC#N)C1=0
CC(C)OCCOCclcen(Cc2ccc(F)cc2)c3cncdC(=0)N(O)CCc4cl3
CN1C(=0)C(=C(0)c2ncc(Ce3cec(F)ee3d)ccl12)C(=0)NCc4accc(F)ccs
ON1C(=0)C(=Cc2cccncl2)C(=0)NCc3ccc(F)c(F)c3
CN1C(=0)C(=C(N=C1C2CCOCC2)C(=0O)NCc3ccc(F)cc3N4CCN(C(C
)(C)C)S4(=0)=0)0
CN1CCN(CC1(C)C2=NC(=C(0O)C(=0O)N2C)C(=0)NCc3ccc(F)cc3)S(=
0)(=0)C
OC(=0)clcececccINC(=0)c2ccccc2S(=0)(=0)Nc3ccc(Ocdceccecd)ce3
OC1=C(C2CCCCN2C1=0)C(=0O)NCc3ccc(F)cc3
CN(C)C(=O)NC(C)(C)C1=NC(=C(0)C(=0O)N1C)C(=O)NCc2ccc(F)cc2
OC1=C(N=C2N(C=CC=C2NC(=0)c3ccccc3)C1=0)C(=0O)NCc4ccc(F)
cc4d
CCCN(C(=0)C(=0O)N(C)C)C1=CC=CN2C(=0)C(=C(N=C12)C(=O)N
Cc3cee(F)celd)O
CCN(C(=0)clonccl)C2=CC=CN3C(=0)C(=C(N=C23)C(=0)NCc4ccc(
F)cc4)O
ON1CCc2c(ncc3c2cen3Ceancc(F)ccdF)C1=0
CCCN1C(=0)C(=C(O)c2ncc(Cc3cceee3)cc12)C(=0)NCceaccc(F)ccd
COC(=0)C1=C(0O)C(=0)C(=CN1)C(=O)NCc2ccc(F)cc2
CN1C(=0)C(=C(N=C1C2CCOC2)C(=0O)NCc3ccc(F)cc3c4nncn4C)O
OC(=0O)\C(=C\C(=0)C1=CN(Cc2cccc(Cl)c2F)c3ccecc3C1=0)\O
CN1CCN(CC1C2=NC(=C(0)C(=0)N2C)C(=0)NCc3ccc(F)cc3)S(=0)(
=0)C
CN1CCOCC1C2=NC(=C(0)C(=0O)N2C)C(=0O)NCc3cccc(Br)c3
CCN(CC)C(=0)C(=0)N(CC)C1=CC=CN2C(=0)C(=C(N=C12)C(=0)
NCc3ccc(F)ce3)O
OC1=C(C(=0O)NCc2ccc(F)cc2)C(=0O)N(CC(=0O)N3CCCCC3)c4cc(Cchbe
cc(F)ceb5)encld
OC(=0O)\C(=C\C(=0)C1=CN(Cc2c(F)cccc2F)c3ccccc3C1=0)\O
CN1C(=0)C(=C(N=C1C2=CCOC2)C(=0O)NCc3ccc(F)cc3)0O
OC(=O)\C(=C\C(=0)clcc(cnlCc2ccc(F)cec2)c3ccece3)\O
Oclc(ncc2ceencl2)C(=0)NCc3cec(F)ee3
Oclnc(nc(C(=0O)NCCc2cccec2)clO)c3ccees3
Oclnc(nc(C(=0)NCc2c[nH]c3ccccc23)c10)cdccesd
Oclnc(nc(C(=0)NCc2ccc(Clycc2)cl0)c3cees3
CN1C[C@@H](F)C[C@H]1C2=NC(=C(0O)C(=0O)N2C)C(=0O)NCc3ccc
F)cc3
E:lzl1C(:O)C(=C(N=C1CZCOCCN2C(:O)OC(C)(C)C)C(=O)NCc3ccc(
F)cc3)0
OC1=C(C#N)C(=O)N2CCN(Cc3ccc(F)cc3)C(=0)C2=C10
OC1=C(I1)C(=0O)N2CCN(Cc3ccc(F)cc3)C(=0)C2=C10
CCOC(=0)c1cn2CCN(Cc3ccec(F)c(Che3)C(=0)c2cl0
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17.32
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CHEMBL258681
CHEMBL258682
CHEMBL411299
CHEMBL260665
CHEMBL408075
CHEMBL259125
CHEMBL262067
CHEMBL408076

CHEMBL510093

CHEMBL461406
CHEMBLA476357
CHEMBL523901
CHEMBL499475
CHEMBLA456326
CHEMBL565220

CHEMBL550202

CHEMBL550674
CHEMBL563898
CHEMBL563270

CHEMBL562595
CHEMBL572902
CHEMBL573605
CHEMBL1222998
CHEMBL1914555

CHEMBL243265
CHEMBL394353

CHEMBL461652

CHEMBL492329

CHEMBL494945

CHEMBL495145

CHEMBL492350

CHEMBL492543

CHEMBL560185

CHEMBL551402

CHEMBL552327
CHEMBL3360109
CHEMBL499184
CHEMBL1773414
CHEMBL3310083

CN1C(=0)C(=C(N=C1C(C)(C)C)C(=0O)NCc2ccc(F)cc2C(=0)N)O
CN1C(=0)C(=C(N=C1C(C)(C)C)C(=0O)NCc2ccc(F)cc2S(=0)(=0)C)0O
CNC(=0)clcc(F)cccICNC(=0)C2=C(0)C(=0O)N(C)C(=N2)C(C)(C)C
CN1C(=0)C(=C(N=C1C(C)(C)C)C(=0O)NCc2ccc(F)cc2c3onc(C)n3)0
CN1C(=0)C(=C(N=C1C(C)(C)C)C(=0O)NCc2cccc3cc[nH]c23)0
CCOclceecclCNC(=0)C2=C(0O)C(=0)N(C)C(=N2)C(C)(C)C
Cclnoc(nl)c2cc(F)ccc2CNC(=0)c3nc(nc(0)c30)C(C)(C)C
CNC(=0)clcc(F)cccICNC(=0)c2nc(nc(0)c20)C(C)(C)C
CN1C(=0)C(=C(N=C1C(C)(C)NC(=0)C(=O)N2CCOCC2)C(=0O)NCc3
cce(F)ee3)0
CN1C(=0)C(=C(N=C1C(C)(C)NC(=0)c2ccccn2)C(=O)NCc3ccc(F)cc3
)O

CN1CC(CC1=0)c2nc(C(=0O)NCc3ccc(F)ce3)c(O)canccec24
COclccec2clce(cn2Cc3ccec(F)cc3F)C(=0)\C=C(/O)\C(=0)O
COclccec2clc(en2Cc3cc(F)cecc3F)C(=0)\C=C(/O)\C(=0)0
ON1C(=0)Cc2ccc(NC(=0)Cc3ccc(F)cc3)cc2C1l=0
CC1(CCCCN1)C2=NC(=C(0O)C(=0O)N2)C(=O)NCc3ccc(F)cc3
Cclnc(C)ce(s1)C(=0)N2CCCCC2(C)C3=NC(=C(0O)C(=0O)N3)C(=O)NC
c4ccc(F)ccd
CC(=O)N1CCCI[C@@]1(C)C2=NC(=C(O)C(=0)N2)C(=0)NCc3ccc(F)
cc3

CC(=O)N1CCCCC1C2=NC(=C(0)C(=0O)N2)C(=O)NCc3ccc(F)cc3
CCL(C)NCCCN2C(=0)C(=C(N=C12)C(=0O)NCc3ccc(F)cc3)O
CN(C)S(=0)(=0)N1CCN(C)C(C)(C1)C2=NC(=C(O)C(=0O)N2C)C(=0)
NCc3ccc(F)cc3
CC(=O)N1CCN(CC1)c2cc(C(=0O)NCc3ccc(F)ce3d)c(O)cdncecc24
CN(C(=0)C)clcc(C(=0)NCc2ccc(F)cc2)c(O)c3nceccl3
OC1=C(N=C2C=CC(=CN2C1=0)N3CCOCC3)c4ncc(Cc5ccc(F)cch)s4
CC(NC(=0)C1=C(0)c2ncc(Cc3ccecc3)cc2NC1=0)c4cececd
CN1CC[C@@H](O)C[C@H]1C2=NC(=C(O)C(=0)N2C)C(=0O)NCc3c
cc(F)ce3
CN1CCOCC1C2=NC(=C(0O)C(=0O)N2C)C(=0O)NCc3ccc(F)c(F)c3
COclccecc(CNC(=0)C2=C(O)C(=O)N(C)C(=N2)C(C)(C)NC(=0O)C(=0O
)N(C)C)c10C
CCN(C(=0)clcceenl)C2=CC=CN3C(=0)C(=C(N=C23)C(=0)NCc4cc
c(F)ccd)O
CC(C)N(C(=0O)C(=0O)N(C)C)C1=CC=CN2C(=0)C(=C(N=C12)C(=0)
NCc3ccc(F)ce3)O
CCN(C(=0)clcsen1)C2=CC=CN3C(=0)C(=C(N=C23)C(=0O)NCc4ccc(
F)cc4)O
CCN(C(=0)C(=0)N1CCCC1)C2=CC=CN3C(=0)C(=C(N=C23)C(=0)
NCc4ccc(F)ced)O
CCN(C(=0)C(=O)N1CCN(C)CC1)C2=CC=CN3C(=0)C(=C(N=C23)C
(=O)NCc4cce(F)ccd)O
CN1CCN(CC1)C(=0O)CN2CCN3C(=0)C(=C(N=C3C2(C)C)C(=0O)NCc
4ccc(F)ecd)O
CNC(=0)CN1CCN2C(=0)C(=C(N=C2C1(C)C)C(=O)NCc3ccc(F)cc3)
O
CC1(C)N(Cc20cnn2)CCN3C(=0)C(=C(N=C13)C(=O)NCc4ccc(F)cc4)
@)

CN1C(=0)C(=C(N=C1c20ccc2)C(=0O)NCc3ccc(F)cc3)O
OC1=C(N=C2C=CC=CN2C1=0)C(=0O)NCc3ccc(F)cc3
ON1CCc2c(ncc3c2c(cn3Cc4ccec(F)ecd)S(=0)(=O)N5CCCCH)C1=0
CNC(=0)C1=C(O)c2ncc(Cc3ccc(F)ce3)cc2N(CC(=O)NCCN(C)C)C1=
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CHEMBL3415843
CHEMBL272642

CHEMBL492932
CHEMBL2316135

CHEMBL3310091

CHEMBL492526
CHEMBL514836
CHEMBL3415845

CHEMBL550590
CHEMBLA48573

CHEMBL492682

CHEMBL492537

CHEMBL514555
CHEMBL1773320
CHEMBL3125970
CHEMBL414850
CHEMBL394610
CHEMBL513189

CHEMBL1914559

CHEMBL1914560

CHEMBL3310415
CHEMBL209591
CHEMBL216683

CHEMBL?242561

CHEMBL244520
CHEMBL394905
CHEMBL240479

CHEMBL?247570
CHEMBL260185
CHEMBL525898

CHEMBL560944
CHEMBL554745
CHEMBL562899
CHEMBL575207
CHEMBL1213723
CHEMBL1213788

CHEMBL1770430
CHEMBL1770431

O

OC(=0)\C(=C\C(=0)clcn(Cc2ccc(F)cc2)cclc3ceccee3)\O
Cclcce2ne(sc2cl)c3cec(NC(=0)\C=C\C(=0)0)cc3
CCN(C(=0)CN1CCOCC1)C2=CC=CN3C(=0)C(=C(N=C23)C(=O)NC
c4ccc(F)ccd)O
OC1=C(C(=0O)NCCCN2CCCC2)C(=0O)Nc3cc(Ccacce(F)ccd)encl3
CN(C)C(=0)CN1C(=0)C(=C(O)c2ncc(Cc3ccc(F)ce3)ccl2)C(=0)NCA(
co)cccc4
OC1=C(N=C2N(C=CC=C2CNC(=0)c3ccccc3)C1=0)C(=0O)NCc4ccc(F
)ccd

Oclc(nc(C2CNC(=0)C2)c3ceencl3)C(=0)NCc4accec(F)ccd
OC(=O)\C(=C\C(=0)clccn(Cc2ccc(F)cc2)ci)\O
Cnlcnc(CN2CCN3C(=0)C(=C(N=C3C2(C)C)C(=0O)NCc4ccc(F)cc4)0)
nl

OC(=0)C(=0)CC(=0)\C=C\clccenlCe2ccec(F)cc2
CN1CCN(CC1)C(=0)C(=O)NC(C)(C)C2=NC(=C(0)C(=0)N2C)C(=0)
NCc3ccc(F)cc3
CN(C)C(=0)C(=0O)N(C)C1=CC=CN2C(=0)C(=C(N=C12)C(=O)NCc3
cce(F)ee3)0
CCNI1CC(CC1=0)c2nc(C(=0O)NCc3ccc(F)cec3S(=0)(=0)C)c(O)canceec
24

COCCN(C)Cclen(Cc2ccc(F)eec2)c3cncdC(=0)N(O)CCc4cl3
ON1C(=0)C(=C(O)c2ccencl12)C(=0)NCc3ccc(F)c(Cl)c3
O\C(=N/Cclccc(F)ccl)\e2nc(N3CCCCS3(=0)=0)c4ccencac20
CN1CCOCC1C2=NC(=C(0)C(=0O)N2C)C(=O)NCc3ccc(F)c(Cl)c3
CN(c1c2CN(Cc3ccce(F)ce3)C(=0)c2c(0)cdncceecld)S(=0)(=0)C
Nclccc(CN2C(=0)C(=C(O)c3ncc(Ccdceccecd)cc23)C(=0)NCc5ccec(F)c
c5)ccl
CS)(:O)(=O)clccc(CN2C(=O)C(=C(O)CSncc(Cc4ccccc4)0023)C(=O)N
Ccbccec(F)ceh)cecl
COCCNC(=0)C1=C(0O)c2ncc(Cc3ccec(F)ce3)cc2N(CC(=0)N4CCN(C)
CC4)C1=0

Oclc(ccc2eecencl2)C(=0)NCc3ccec(F)cce3
CN1CCOCC1c2nc(0)c(0)c(n2)C(=0)NCc3ccc(F)ee3
CN1C[C@H](C[C@H]1C2=NC(=C(O)C(=0)N2C)C(=0O)NCc3ccc(F)c
c3)NS(=0)(=0)C
CN1CC(F)(F)C[C@H]1C2=NC(=C(0O)C(=0)N2C)C(=0)NCc3ccc(F)cc
3

OC1=C(Br)C(=0)N2CCN(Cc3ccc(F)cc3)C(=0)C2=C10
CCOC(=0)c1cn2CCN(Cc3cceec(Cheld)C(=0)c2cl0
CN(C)S(=0)(=0)clcc(F)ccclCNC(=0)c2nc(N3CCCCS3(=0)=0)c4ccc
nc4c20

COclccc(OC)c2clce(cn2Cc3cec(F)ce3)C(=0)\C=C(/O)\C(=0)0O
COclccec2clc(ecn2Cc3cecc(F)e3)C(=0)\C=C(/O)\C(=0)0O
CN1CCN(C(C1)C2=NC(=C(0O)C(=0)N2)C(=0)NCc3ccc(F)cc3)C(=0)
C

CN1CN2C(=0)C(=C(N=C2C1(C)C)C(=0O)NCc3ccc(F)cc3)O
OC(=0)C(=0)CC(=0)C1=CN(Cc2ccc(F)cc2)c3cce(Br)cc3C1=0
CN(CCNclcc(C(=0O)NCc2ccc(F)cec2)c(O)e3nceccl3)C(=0)C
COclccec2elce(cn2Cc3ccec(Cl)e3)C(=0)\C=C(/O)\C(=0)0O
COclccec2elce(cn2Cc3ccec(Cl)e3F)C(=0)\C=C(/O)\C(=0)0O
OC(=0)\C=C\clccc2N(Cc3ccc(F)ce3)C=C(C(=0)\C=C(/O)\C(=0)0)C(
=0)c2cl
OC(=O)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2)c3cce(Br)cc3C1=0)\O
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24
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27.39
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nM
nM
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nM
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nM
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nM
nM
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CHEMBL2407280
CHEMBL1087940
CHEMBL3805585
CHEMBL498697

CHEMBL563963

CHEMBL1773313
CHEMBL1914550

CHEMBL1914561
CHEMBL243366

CHEMBLA478239
CHEMBL272448

CHEMBL1914558
CHEMBL3582056
CHEMBL386710

CHEMBL1258726
CHEMBL1773321
CHEMBL1917877
CHEMBL493335

CHEMBL522534

CHEMBL1222997

CHEMBL1773415
CHEMBL389566
CHEMBL2236588
CHEMBL232629
CHEMBL36070
CHEMBL209854
CHEMBL237725
CHEMBL237726
CHEMBL237727
CHEMBL239413
CHEMBL240058
CHEMBL236409
CHEMBLA476565
CHEMBL497605
CHEMBL563628
CHEMBL572901
CHEMBL572448
CHEMBL3125971

CHEMBL394537
CHEMBL3125981
CHEMBL491150

CHEMBL1222999
CHEMBL3087617

ON1C(=0)C(C(=O)NCc2ccccc2)c3ccecc3C1=0
Oclnc(nc(C(=0)Nc2cce3ccccc3c2)c10)cdeccess
Ocl1c2C(=0)N3CCCN3Cc2c(C#N)cacc(Ccheeec(Clc5F)encld
OC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2)c3cc(F)cce3C1=0)\0O
CCL(C)NC(=O)N2C(=0)C(=C(N=C12)C(=O)NCc3ccc(F)cc3)O
ON1CCc2c(ncc3c2cen3Cce4ccc(F)end)C1=0
0OC1=C(C(=0O)NCc2ccc(F)cc2C(F)(F)F)C(=0)Nc3cc(Ccdceccecd)encl3
OC1=C(C(=0O)NCc2ccc(F)cc2)C(=O)N(CCN3CCCC3=0)c4cc(Cchecce
c5)cncld
CCN1CCOCC1C2=NC(=C(0)C(=O)N2C)C(=O)NCc3ccc(F)cc3
CN(C)C(=0)CN1CC(CC1=0)c2nc(C(=0)NCc3ccc(F)cc3)c(O)cancece
24

OC(=0)C1CCCCC1C(=0O)Nc2cee(Oc3ccecdccece34)cc2
OC1=C(C(=0O)NCc2ccc(F)cc2)C(=0O)N(CC3CC3)c4cc(Cehbecceeh)encl
4

OC(=O)\C(=C\C(=0)C1=CN(Cc2ccccc2)c3cceccc3C1=0)\O
CN1CCOCC1C2=NC(=C(0)C(=O)N2C)C(=O)NCc3ccc(F)cc3
OC1=C(N=C2N(C=C(C=C2N3CCOC3=0)N4CCOCC4)C1=0)c5bncc(C
céeee(F)ce6)[nH]5
CN(CC1CC1)Cc2cn(Cc3cce(F)ce3)cdcnc5C(=0)N(O)CCcehe24
OC1=C(C(=0)NCc2ccc(F)cc2CIhC(=0)Nc3cc(Cc4cceccd)encll
CCNC1=CC=CN2C(=0)C(=C(N=C12)C(=0O)NCc3ccc(F)cc3)O
CCN(C(=0)C(=0O)N(C)C)C1=CC=CN2C(=0)C(=C(N=C12)C(=O)NCc
3ccc(F)ee3)O
OC1=C(N=C2N(C=C(C=C2N3CCCS3(=0)=0)N4CCOCC4)C1=0)c5n
cc(Ccbecece(F)ccb)ss
CC1CCN(CC1)S(=0)(=0)c2cn(Cc3ccec(F)ce3)cdcncsC(=0)N(O)CCche
24
CN1CC[S+]([O-])CC1C2=NC(=C(0)C(=0)N2C)C(=0)NCc3ccc(F)cc3
COclcceccclCN2C=C(C(=0)\C=C(/O)\C(=0)0)C(=0)c3cccee23
Cclccec(CNC(=0)c2nc(nc(0O)c20)c3ccees3)cl
Oclc(ncc2ceencl2)C(=0)c3cceec(Cedcccecd)c3
Oc1c2C(=0)N(Cc3ccc(F)cec3)Ce2c(C(=0)N4CCOCC4)cheeencls
OC1=CC(=0)N2C=CN(Cc3ccc(F)cc3)C(=0)C2=C10
OC1=CC(=0)N2CCN(Cc3cccc(Cl)c3)C(=0)C2=C10
OC1=CC(=0)N2CCN(Cc3ccc(F)c(Cl)c3)C(=0)C2=C10
CCOC(=0)c1cn2CCN(Cc3ccc(F)ce3)C(=0)c2c10
CCOC(=0)c1cn2CCN(Cc3cec(Checld)C(=0)c2cl0
CNC(=0)c1cn2CCN(Cc3cce(Che(Che3)C(=0)c2c10
CC(C)N1CC(CC1=0)c2nc(C(=0O)NCc3ccc(F)ce3)c(O)cdncecc24
COclccec2elce(cn2Cc3ccccc3F)C(=0))\C=C(/O)\C(=0)0
CC(=O)N1CCCC1C2=NC(=C(0)C(=0O)N2)C(=0O)NCc3ccc(F)cc3
CN1CCN(CC1)c2cc(C(=0)NCc3ccc(F)ce3)c(O)cdncecc24
CN(C)C(=0)C(=0O)N(C)clcc(C(=0)NCc2ccc(F)cc2)c(O)e3neeecl3
ON1C(=0)C(=C(O)c2ccencl12)C(=0O)NCc3ccc(F)c(F)c3
CN1CCN(CC1C2=NC(=C(O)C(=0)N2C)C(=0O)NCc3ccc(F)cc3)C(=0)
OC(C)(C)C

ON1C(=0)C(=Cc2cccncl2)C(=0)NCc3cce(F)cc3F
Oclc(ncc2ceencl2)c3oc(Cedcecc(F)ecd)nn3
OC1=C(N=C2N(C=C(C=C2Br)N3CCOCC3)C1=0)c4ncc(Cc5ccc(F)cc
5)s4

OC(=0)C(=0)CC(=0)\C=C\clcccnlCc2ccc(F)cc2F
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CHEMBL3310412
CHEMBL260960
CHEMBL1773411
CHEMBL3415846
CHEMBL270717

CHEMBL390027
CHEMBL395819

CHEMBLA437940
CHEMBL491538

CHEMBL1258050

CHEMBL3310411
CHEMBL497688
CHEMBL272419
CHEMBL3805532

CHEMBL1258727
CHEMBL2206768

CHEMBL2401912
CHEMBL512195
CHEMBLA498713
CHEMBL35842
CHEMBL209440
CHEMBL386515
CHEMBL430194
CHEMBL394782
CHEMBL232227

CHEMBL492328

CHEMBLA495144

CHEMBL559493

CHEMBL1770428
CHEMBL1773315
CHEMBL3582069
CHEMBLA438113
CHEMBL232630
CHEMBL1088059
CHEMBL?246774

CHEMBL394781
CHEMBL272418
CHEMBL3087618
CHEMBL498698
CHEMBL2206761
CHEMBL3125972

COCCNC(=0)C1=C(0O)c2ncc(Cc3ccc(F)ce3)cc2N(CC(=0)N4CCCC4)
C1=0

COclccecc(NC(=0)c2sc3NC(=0)C(=Cc3c2N)C(=0)0)cl
ON1CCc2c(ncc3c2c(cn3Cc4ccec(F)ecd)S(=0)(=0)N5CCOCCH)C1=0
N\C(=C/C(=0)clcn(Cc2ccc(F)cc2)ceclc3cecece3)\C(=0)0
OC(=0)C1=CNc2ccc(Cc3ccec(Clyc3F)cc2C1=0
C[C@H]1CI[C@H](N(C)C1)C2=NC(=C(0)C(=0)N2C)C(=0O)NCc3ccc(
F)cc3
CN1CCOCC1C2=NC(=C(0)C(=0O)N2C)C(=O)NCc3ccc(F)c(Br)c3
CNS(=0)(=0)clcc(F)cccICNC(=0)c2nc(N3CCCCS3(=0)=0)c4ccencd
c20

NC(=0)C1=C(0O)c2ncc(Cc3ccc(F)ce3)cc2NC1=0
OC1=C(N=C2C=CC(=CN2C1=0)N3CCOCC3)c4ncc(Cc5ccc(F)cc5)[n
H]4
Cg)CCNC(=O)C1=C(O)c2ncc(Cc3ccc(F)cc3)cc2N(CC(=O)NCCN(C)C)
C1=0
OC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2)c3cc(Cheec3C1=0)\0
OC(C(0O)cinc2cc3cceccc3ec2[nH]1)C(=0)0
Ocl1c2C(=0)N3CCCN3Cc2ccacc(Cc5eeec(Cl)c5F)encla
OC1=C(N=C2N(C=C(C=C2N3CCCC3=0)N4CCOCC4)C1=0)c5ncc(C
céeec(F)ce6)[nH]5
Oclcc(c2CN(Cc3cec(F)c(Che3)C(=0)c2c10)S(=0)(=0)N4CCOCC4
O[C@@H]1CCC[C@H]INC(=0)C(=0)\C=C(/0)\C2=CC(=CN(Cc3ccc
cc3F)C2=0)Cc4ccc(F)ccaF
OC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2)c3ccecc3Cl=0)\0
OC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2)c3cc(Che(Cl)cc3C1=0)\O
Oclc(ccc2ecencl2)C(=0)c3ccec(Ce4ceccec4)c3
COc1c2CN(Cc3cec(F)ce3)C(=0)c2¢c(O)cdnccecls
CN(C)C(C)(C)cnc(0O)c(O)c(n1)C(=0)NCc2ccc(F)ec2
CN1CC(=0O)N(C)CC1C2=NC(=C(O)C(=0)N2C)C(=0O)NCc3ccc(F)cc3
CN1C(=0)C(=C(N=C1C2COCCN2)C(=0O)NCc3ccc(F)cc3)O
Oclnc(nc(C(=0)Nc2csc3ceccc23)clO)cdecesd
CCN(C(=0)clcenecl)C2=CC=CN3C(=0)C(=C(N=C23)C(=0)NCc4cc
c(F)ccd)O
CCN(C(=0)c1oc(C)nn1)C2=CC=CN3C(=0)C(=C(N=C23)C(=O)NCc4
ccc(F)ecd)O
Cc1nc(C)c(s1)C(=0O)N2CCCCC2C3=NC(=C(0)C(=0O)N3)C(=O)NCc4c
cc(F)ccd
OC(J()=O)\C(=C\C(=O)C1=CN(CCZCCC(F)cc2)c3c:cc(OCc4ccc(F)cc4)cc3
C1=0)\0

ON1CCc2c(ncc3c2cen3Cedcecc(F)cc4C#N)C1=0
Cclee(C)ec(CN2C=C(C(=0O)\C=C(/O)\C(=0)O)C(=0)c3cccec23)cl
COclccecc(CNC(=0)c2nc(nc(0)c20)c3cces3)cl
Oclnc(nc(C(=0)NCc2ccec(c2)c3ccece3)c1O)cdeccsd
Oclnc(nc(C(=0O)NCc2csc3ccccc23)c10)cdccesd
CNC(=0)clcc(F)cccICNC(=0)c2ncece3ccenc3c20
CCNC(=0O)N1CCN(C)C(C1)C2=NC(=C(O)C(=0)N2C)C(=0O)NCc3ccc
(F)ce3

CCOclcc(CNe2nn[nH]n2)cc(Cl)c10Cc3cec(Cl)ec3
OC(=0)C(=0)CC(=0)\C=C\clcccnlCc2cc(F)ccc2F
OC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2)c3c(F)cccc3C1=0)\O
CCN(CC)S(=0)(=0)c1cc(0)c(0)c2C(=0)N(Cc3ccc(F)c(Che3)Ccl2
ON1C(=0)C(=C(0)c2ccencl2)C(=0)NCc3ccc(F)cc3F
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CHEMBL499273

CHEMBL2206770
CHEMBL260096
CHEMBL1258049
CHEMBL3087616
CHEMBL236408
CHEMBL259336
CHEMBL405927

CHEMBL559494
CHEMBL1213726

CHEMBL244700

CHEMBL243655
CHEMBL244651
CHEMBL389142
CHEMBL560265

CHEMBL552176
CHEMBL3415847
CHEMBL272193
CHEMBLA428570

CHEMBL409315
CHEMBL1773412
CHEMBL3415850
CHEMBL562760
CHEMBL?211634
CHEMBL?244904

CHEMBL430049
CHEMBL408938

CHEMBL261703
CHEMBLA493531
CHEMBL496380
CHEMBL1214536

CHEMBL1258617
CHEMBL2042382
CHEMBL277754
CHEMBL398211

CHEMBL496454
CHEMBLA428215

CHEMBL551401

CHEMBL254316
CHEMBL244963
CHEMBL212921

OC(=0)\C(=C\C(=0O)clccenlCce2ccc(F)cc2)\0O
CN(CC(=0)0)S(=0)(=0)clcc(0)c(0)c2C(=0)N(Cc3ccc(F)e(Che3)Ccel
2

CCOclcc(\C=C/2\C(=NN(C2=0)c3nnn[nH]3)C)ccclOC
OC1=C(N=C2C=CC(=CN2C1=0)N3CCOCC3)c4oc(Cc5ccc(F)cc5)cnd
OC(=0)C(=0)CC(=0)\C=C\clccenlCc2ccec(F)c2F
CNC(=0)c1cn2CCN(Cc3ccc(Clhee3)C(=0)c2c10
CC(C)(C)clnc(0)c(0)e(n1)C(=O)NCc2ccc(F)cc2S(=0)(=0)C
OC(=0)CSclnc(cc(c2cee(Clyec2)c1C#N)c3ceccecee3
CN1CCN(C(C1)C2=NC(=C(0)C(=0)N2)C(=0O)NCc3ccc(F)cc3)C(=0)
c4cncend

COclccec2clc(en2Cc3cec(F)cec3ClC(=0)\C=C(/O)\C(=0)0O
CN1C[C@H](C[C@H]1C2=NC(=C(O)C(=0)N2C)C(=0O)NCc3ccc(F)c
c3)NC(=0)C
CN1CC[C@H](C[C@H]1C2=NC(=C(O)C(=0)N2C)C(=0O)NCc3ccc(F)
cc3)OCc4cccecd
CN1CCOCC1C2=NC(=C(0)C(=0O)N2C)C(=O)NCc3cccc(F)c3
CN1CCOCC1C2=NC(=C(0)C(=0O)N2C)C(=0O)NCc3cccc(Cl)c3
CN(C)CCN1CCN2C(=0)C(=C(N=C2C1(C)C)C(=0O)NCc3ccc(F)cc3)O
Cclcc(CN2CCN3C(=0)C(=C(N=C3C2(C)C)C(=0)NCc4ccc(F)cca)O)o
nl
OC(=0)\C(=C\C(=0O)\C=C\clcc(cnlCc2cceec2)C(=0)c3ccec(F)ce3)\O
CCOclcc(cccl\C=C/2\C(=NN(C2=0)c3nnn[nH]3)C)N(CC)CC
CN1CCOCC1C2=NC(=C(0)C(=0O)N2C)C(=0O)NCc3ccccc3
OC(=0)CN1C(=0O)\C(=C\2/SC(=S)N(C(Cc3ccccec3)C(=0)0)C2=0)\c4c
ccccld
COCCN(C)S(=0)(=0)clcn(Cc2ccc(F)ec2)c3enc4C(=0)N(O)CCc4cl3
OC(=0)\C(=C\C(=0)\C=C\clcc(cnlCc2ccc(F)cc2)c3ceccc3)\O
CN(C)[C@@H]1CCCN2C(=0)C(=C(N=C12)C(=O)NCc3ccc(F)cc3)O
Oc1c2C(=0)N(Cc3ccc(F)ce3)Ce2ccdccencld
CN1CCSCC1C2=NC(=C(0O)C(=0)N2C)C(=0O)NCc3ccc(F)cc3
CCCNC(=0)clcc(F)ccclCNC(=0)C2=C(O)C(=0O)N(C)C(=N2)C(C)(C)
C

CCNC(=0)clcc(F)ccclCNC(=0)C2=C(0)C(=0O)N(C)C(=N2)C(C)(C)C
OC(=0)[C@@H](Cclcc(O)c(O)ccl[N+](=0)[O-
1)OC(=0)\C=C\c2cc(O)c(O)cc2[N+](=0)[O-]
CN(C)C1=CC=CN2C(=0)C(=C(N=C12)C(=O)NCc3ccc(F)cc3)O
CCOC(=0)\C(=C\C(=0)clcn(Cc2c(F)ccec2F)c3ccec(OC)c13)N0
CCOC(=0)\C(=C\C(=0)c1cn(Cc2cce(F)c(Clyc2)c3ceec(OC)c13)N\0
CN1CCN(C2=CC(=CN3C(=0)C(=C(N=C23)c4ncc(Cc5ccc(F)cch)[nH]
4)O)N6CCOCC6)S1(=0)=0
OC(=0)\C(=C\C(=0)C1=CC(=CN(Cc2ccccc2)C1=0)Cc3ccccc3)\0
Cclcec(CNC(=0)c2nc(nc(0)c20)c3ccees3)ccl
Oclnc(nc(C(=0)NCc2cccc(F)c2)c10)c3cecs3
OC(=0O)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2)c3cc(ccc3C1l=0)N4CCCC4
NO
CN1CCOCC1C2=NC(=C(0)C(=0)N2C)C(=0O)NCCc3ccccc3
CCN(CC)CCNI1CCN2C(=0)C(=C(N=C2C1(C)C)C(=0O)NCc3ccc(F)cc3
@)
)CN 1C(=0)C(=C(N=C1C(C)(C)NC(=0)c20c(C)nn2)C(=O)NCc3ccc(F)c
c3)0
CN1CCCC1C2=NC(=C(0)C(=0)N2C)C(=0O)NCc3ccc(F)cc3
COc1c2C(=0)N(Cc3ccc(F)ce3)C(=0)c2c(0)cdnceecls
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57

58
59
59
59
60
60
60

60
60

61

62
62
62
62

62
63
65
66

66
66
66
69
70
70

70
70

70
70
70
70

70
70
70.79
70.79

70.99
71

76

77.07
78.74
80

nM

nM
nM
nM
nM
nM
nM
nM

nM
nM

nM

nM
nM
nM
nM

nM
nM
nM
nM

nM
nM
nM
nM
nM
nM

nM
nM

nM
nM
nM
nM

nM
nM
nM
nM

nM
nM

nM

nM
nM
nM



CHEMBL240694
CHEMBL396890
CHEMBL495540
CHEMBL459382
CHEMBL554522
CHEMBL2206769

CHEMBL3238130
CHEMBL234707
CHEMBL1773317
CHEMBL2407281
CHEMBLA437708
CHEMBL?244236
CHEMBL386055

CHEMBL260913

CHEMBL260082
CHEMBL549798
CHEMBL1213791
CHEMBL232435
CHEMBL?226764
CHEMBLA480531

CHEMBL 1258504
CHEMBL3582072
CHEMBL2407287

CHEMBL242137
CHEMBL?244754
CHEMBL388419
CHEMBL237724
CHEMBL481279
CHEMBL498202
CHEMBL512021
CHEMBL460632
CHEMBL516025

CHEMBL559492

CHEMBL551942
CHEMBL557899
CHEMBL1088620
CHEMBL496652
CHEMBL232437
CHEMBL240272

CHEMBL?245717

CHEMBL2206762
CHEMBL?2407278
CHEMBL3415854
CHEMBL3582064

0OC(=0)c1cn2CCN(Cc3cceec3)C(=0)c2c10
CNC(=0)c1lcn2CCN(Cc3ccc(F)ce3)C(=0)c2c10
COclccec2elce(cn2Cc3c(F)ccce3F)C(=0)\C=C(/O)\C(=0)0O
CN(c1c2CN(C)C(=0)c2c(O)c3nce(Cedcecc(F)ced)ccll)S(=0)(=0)C
C[C@]1(CCCN1)C2=NC(=C(0)C(=0O)N2)C(=0O)NCc3ccc(F)cc3
OC(=0)CNS(=0)(=0)clcc(0)c(0)c2C(=0)N(Cc3ccee(F)c(Cheld)Ccl2
CC(=0O)N1CCN(CC1)c2ccc3C(=0)C(=CN(Cc4ccc(F)ced)c3c2)C(=0)\
C=C(/O)\C(=0)0O
Oclnc(nc(C(=0)Nc2cceec3ccccc23)c10)cdcccesd
CN(C)Cclcn(Cc2ccc(F)ee2)c3encdC(=0)N(0O)CCc4cl3
Cclcec(CNC(=0)C2C(=0)N(O)C(=0)c3ccecc23)ccl
Oclnc(nc(C(=0)NCc2cccec2)c10)c3cceces3
CN1CCOCC1C2=NC(=C(0)C(=0O)N2C)C(=0O)NCc3ccc(F)c(C)c3
COclenc2¢(0)c3C(=0)N(Ccacec(F)cecd)Ce3c(0C)c2cl
CN1C(=0)C(=C(N=C1C(C)(C)C)C(=O)NCc2ccc(F)cc2C(=O)NCC(F)(
F)F)O
C)C()C)NC(=O)c1cc(F)ccc1CNC(=O)C2=C(O)C(=O)N(C)C(=N2)C(C)(
C)C
CN1CCC[C@@]1(C)C2=NC(=C(0)C(=0)N2)C(=0)NCc3ccc(F)cc3
COclccec2clc(ecn2Cc3cc(Cl)ece3F)C(=0)\C=C(/O)\C(=0)0O
COclcccecc1CNC(=0)c2nc(nc(0)c20)c3ceces3
CN1CCCC1c2nc(0O)c(0)c(n2)C(=0)NCc3ccc(F)cce3
OC1=C(CN(Cc2ccccn2)C1=0)C(=0O)NCc3ccc(F)cc3
OC1=C(N=C2N(C=C(C=C2N3CCCS3(=0)=0)N4CCOCC4)C1=0)c5n
cc(Ccbecc(F)eeb)[nH]5
OC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)c(Cl)c2)c3c(Clceceec3C1=0)\0O
ON1C(=0)C(C(=O)NCc2ccc(F)cc2)c3cccee3C1=0
CN1C[C@H](O)C[C@H]1C2=NC(=C(0O)C(=O)N2C)C(=O)NCc3ccc(F
)ce3
CNI1CCN(C)C(C1)C2=NC(=C(0)C(=0O)N2C)C(=0O)NCc3ccc(F)cc3
Oclnc(nc(C(=0)Nc2cces2)c10)c3ccces3
OC1=CC(=0)N2CCN(Cc3ccc(F)cc3)C(=0)C2=C10
0OC1=C(CN(Cc2ccccc2)C1=0)C(=0)NCc3ccc(F)cc3
COclccec2clce(cn2Cc3cc(F)e(F)c(F)c3)C(=0)\C=C(/O)\C(=0)0O
ON1C(=0)Cc2ccc(NC(=0)Cc3cccec3)cc2C1=0
COc1c2CN(C)C(=0)c2c(0)c3ncc(Ceaccec(F)ccd)ccl3
OC(=0)\C(=C\C(=0)clcc(OCc2ccecc2)cc(OCe3cceccld)c)\O
CN1CCN(C(=0)C)C(C)(C1)C2=NC(=C(0)C(=0O)N2)C(=O)NCc3ccc(F
cc3
)CN 1CCN(C(=0)c2cncen2)C(C)(C1)C3=NC(=C(0O)C(=O)N3)C(=O)NC
c4ccc(F)ccd
Oclccc2CN(Cce3cec(Cl)e(Cl)e3)C(=0)c2c10
Oclnc(nc(C(=0)NCc2cccs2)c10)c3ccees3
OC(=O)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2)c3ccc(Cl)cc3C1=0)\0O
Cclceecc1CNC(=0)c2ne(nc(O)c20)c3cees3

CCOC(=0)c1cn2CCN(Cc3ccec(F)c3)C(=0)c2c10
CN(C)C(=0)clcc(F)ccclCNC(=0)c2nc(N3CCCCS3(=0)=0)c4ccencac
20

Oclcc(c2CN(Cc3cec(F)c(ChHe3)C(=0)c2c10)S(=0)(=0)NCCCBr
ON1C(=0)C(C(=O)Nc2ccce(F)c2)c3ceece3C1=0
O\C(=C/C(=0)clccenlCc2ccc(F)ec2)\e3nc[nH]n3
OC(=O)\C(=C\C(=0)C1=CN(Cc2ccc(F)c(F)c2)c3ccecece3C1=0)\O
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80
80
80
80
80
80

80
80.09
81
84
85.11
86
90

90

90

90

90
91.2
91.65
94

95
96
99

100
100
100
100
100
100
100
100
100

100

100
100
100
105.83
109.65
110

110
110
110
110
110

nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM

nM

nM
nM
nM
nM
nM
nM

nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM

nM

nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM



CHEMBL390433
CHEMBL562366
CHEMBL495952
CHEMBL564984
CHEMBL559753
CHEMBL550776
CHEMBL1213789
CHEMBL2206760

CHEMBLA478452
CHEMBL2407273
CHEMBL389093
CHEMBL3805531
CHEMBL227497

CHEMBL389332

CHEMBL242609
CHEMBLA455437
CHEMBL522630
CHEMBL523974
CHEMBLA492727
CHEMBL584772
CHEMBL1213787
CHEMBL2171665
CHEMBL3582073
CHEMBL3805269

CHEMBL397268
CHEMBL244235
CHEMBL573637
CHEMBL2236603
CHEMBL?2297147
CHEMBL1289430
CHEMBL572414
CHEMBL3087619
CHEMBLA437361
CHEMBL253342
CHEMBL526283
CHEMBL232445
CHEMBL50605
CHEMBL492524
CHEMBL559284

CHEMBL1258167
CHEMBL3087330
CHEMBL3087628
CHEMBL389141

CHEMBL3805498

CHEMBL389331
CHEMBLA410444

Oclnc(nc(C(=O)N[C@H]2CCc3ccccc23)cl10)cdcccsd
Oclccc2C(=0)N(Cc3ccc(F)c(F)c3)C(=0)c2c10
COclccec2ele(cn2Cc3ccec(F)c3F)C(=0)\C=C(/O)\C(=0)0O
OC1=C(N=C(NC1=0)C2CCCN2)C(=0O)NCc3ccc(F)cc3
CCOC(=0)C(=0)CC(=0)C1=CN(Cc2ccc(F)cc2)c3cee(Br)cec3C1=0
Oclccc2C(=0)N(Cc3cec(Che(Che3)C(=0)c2c10
COclccec2ele(cn2Cc3cec(F)c(ChHe3)C(=0)\C=C(/O)\C(=0)0O
CNS(=0)(=0)clcc(0)c(0)c2C(=0O)N(Cc3ccc(F)c(Cl)e3)Ccl2
CN1CC(CC1=0)c2nc(C(=0)NCc3ccc(F)cec3S(=0)(=0)C)c(O)canccec2
4

COclccc(CCNC(=0)C2C(=0)N(O)C(=0)c3ccecc23)cc10C
Oclnc(nc(C(=0)NCc2cccec2e3ccccce3)clO)cdecesd
Oc1c2C(=0)N3CCC[C@@H]3c2c(C#N)cacc(Ccsceee(Cl)c5F)encld
Oclnc(nc(C(=0O)NCc2ccc(F)cc2)c10)C3CCCCN3
CN1C[C@@H](C[C@H]1C2=NC(=C(0)C(=0)N2C)C(=O)NCc3ccc(F
)cc3)OCc4cccecd
CC(C)NICCN(C)C(C1)C2=NC(=C(0)C(=0O)N2C)C(=0O)NCc3ccc(F)cc
3

Oclc(ncc2ceencl2)c3noc(Cedcecc(F)cecd)n3
Oclc(ncc2ceencl2)c3nnc(Ceédcecc(F)ccd)[nH]3
Oclc(ncc2ceencl2)c3oc(Cedeceecd)nn3
CNC1=CC=CN2C(=0)C(=C(N=C12)C(=0O)NCc3ccc(F)cc3)O
OC(=O)\C(=C\C(=0)clcsc(Cc2cceec2)c)\O
COclccec2clc(ecn2Cc3c(F)ccec3Cl)C(=0)\C=C(/O)\C(=0)O
COCCNC(=0)C1=C(0O)C(=0)C(=CN1)C(=O)NCc2ccc(F)cc2
OC(=O)\C(=C\C(=0)C1=CN(Cc2ccccc2F)c3c(Cl)ccee3C1=0)\O
Oc1c2C(=0)N3CCCC[C@@H]3c2c(C#N)cacc(Cchecec(Cl)c5F)encld
CN1CCS(=0)(=0)CC1C2=NC(=C(0)C(=0)N2C)C(=0O)NCc3ccc(F)cc
3

COclccec(CNC(=0)C2=C(0)C(=0O)N(C)C(=N2)C3COCCN3C)cl
COclccee(Cce2cecee(c2)C(=0)\C=C(/O)\C(=0)0)c1
COclccec(CN2C=C(C(=0)\C=C(/O)\C(=0)0)C(=0)c3cccee23)cl
CC(C)C1=NC(=C(0O)C(=0O)N1C)C(=0O)NCc2ccc(F)cc2
CN(O)C(=0)clcc2c(CO)en(Ce3cec(F)ce3)c2enl
COclccee(Cce2ccec(c2)C(=0)\C=C(/O)\C(=0)0)ccl
OC(=0)C(=0)CC(=0)\C=C\clccenlCe2c(F)ccec2F
C[C@H](NC(=0)c1nc(nc(O)cl0)c2cces2)c3cccdcceec4c3
Oclccc2CN(Cce3ccc(F)c(Cl)e3)C(=0)c2c10
COclccec2clc(ecn2Cc3c(F)cec(F)c3F)C(=0)\C=C(/O)\C(=0)0O
Oclnc(nc(C(=0)NCc2ccccc2F)c10)c3cces3
OC(=0)C(=0)CC(=0)clcceniCc2cec(F)cc2
OC1=C(N=C2N(C=CC=C2CN3CCOCC3)C1=0)C(=0O)NCc4ccc(F)cca
Oclccc2C(=0)N(Cc3cec(F)c(Cl)e3)C(=0)c2c10
OC1=C(N=C2N(C=C(C=C2I)N3CCOCC3)C1=0)c4oc(Cc5ccc(F)cc5)c
n4

OC(=0)C(=0)CC(=0)\C=C\clccenlCc2c(Cl)ceec2Cl
CclceceeclCn2cccc2\C=C\C(=0)CC(=0)C(=0)0
CN1CCOCC1C2=NC(=C(0)C(=0O)N2C)C(=O)NCc3ccccc3F
Oc1c2C(=0)N3CCC[C@@H]3Cc2c(C#N)cacc(Ccheeec(Cl)c5F)encld
CO[C@@H]1C[C@H](N(C)C1)C2=NC(=C(O)C(=0)N2C)C(=0O)NCc3
cce(F)ce3
CN(C)C(=0)clcc(F)ccclCNC(=0)C2=C(0)C(=0O)N(C)C(=N2)C(C)(C)
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11091
118.32
120
120
120
120
120
120

123
126
128.82
128.84
130

130

130
130
130
130
130
130
130
130
130
138.56

140
140
140
140
140
145
150
150
156.67
160
160
162.18
164.32
170
170

170
170
170
175
178.27

180
180

nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM

nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM

nM
nM



CHEMBL572471

CHEMBL492525

CHEMBL494946
CHEMBL211110
CHEMBL261714

CHEMBL2206767
CHEMBL2206773
CHEMBL3582071

CHEMBL3736106
CHEMBL1088621

CHEMBL242353
CHEMBLA427698
CHEMBL232025
CHEMBL458279
CHEMBL559852
CHEMBL2180587
CHEMBL?2407272
CHEMBL234922

CHEMBLA427715
CHEMBLA407451
CHEMBL240057
CHEMBL261541
CHEMBL573644
CHEMBL3582065
CHEMBL1257823
CHEMBL237083

CHEMBL261106
CHEMBL493291
CHEMBL564147
CHEMBL524066
CHEMBL2203322
CHEMBL1289543
CHEMBL2180590
CHEMBL214371
CHEMBL394536
CHEMBL549309
CHEMBL572473
CHEMBL567841
CHEMBL578867
CHEMBL1213790

CHEMBL2206228
CHEMBL2236600
CHEMBL1289757

C

OC(=0)\C(=C\C(=0)C1C=CSC1Cc2ccccc2)\O
CC(=O)N1CCN(CC2=CC=CN3C(=0)C(=C(N=C23)C(=O)NCc4ccc(F)
cc4)O)CC1
CCN(C(=0O)CN(C)C)C1=CC=CN2C(=0)C(=C(N=C12)C(=O)NCc3ccc
(F)cc3)0
0Oc1c2C(=0)N(Cc3ccc(F)ce3)Ce2c(C(=0)NCc4cecend)cbecencls
COclccec2ce(en(Ce3ccec(F)ce3)c12)C(=0)N\C=C(/O)\C(=0)O
NCCN1CCN(CC1)S(=0)(=0)c2cc(0)c(0)c3C(=0O)N(Cc4ccc(F)c(Clyca
)Cc23
CC(C)c1c(0)c(0)c2C(=0O)N(Cc3ccce(F)c(Cl)e3)Cc2clS(=0)(=0)N(C)C
OC(=O)\C(=C\C(=0)C1=CN(Cc2ccc(F)c(Cl)c2)c3ccecc3C1=0)\0
CCOC(=0)C1=C(C)N(Cc2ccc(cc2)C(=0)\C=C(/O)\C(=0)O)C(=0O)N=
C1Cc3cccece3

Oclnc(nc(C(=0)NCc2nces2)c10)c3cees3
CCO[C@@H]1IC[C@H](N(C)C1)C2=NC(=C(O)C(=0O)N2C)C(=O)NC
c3ccc(F)ce3
CN1CCNCC1C2=NC(=C(0)C(=0O)N2C)C(=0O)NCc3ccc(F)cc3
Oclnc(nc(C(=0)Nc2nces2)c1O)c3cees3
OCCN1C=C(C(=0)0O)C(=0)c2cc(Cc3cce(Clycc3Clheccl2
Oclccc2C(=0O)N(Cc3ccec(F)c3F)C(=0)c2c10
Oclc(nc(NCCCCCCNC=0)c2ccenc12)C(=0)NCc3ccc(F)cc3
ON1C(=0)C(C(=O)NCCc2ccc(F)cc2)c3ceecc3Cl=0
CN(C(=0)c1nc(nc(0)c10)c2ccces2)c3ccecdccccc3d
Oclcee(cclO)S(=0)(=0)N(N2Cc3ccc(0)c(0)c3C2=0)S(=0)(=0)c4cce
(O)c(O)c4

CN1CCCCC1c2nc(0O)c(0)c(n2)C(=0)NCc3ccc(F)ce3
CCOC(=0)c1cn2CCN(Cc3ccecec3)C(=0)c2c10
COclccc2ce(en(Cce3ccec(F)ce3)c2c1)C(=0)\C=C(/O)\C(=0)O
OC(=0O)\C(=C\C(=0)clccenlCe2ccecc2)\0
OC(=0O)\C(=C\C(=0)C1=CN(Cc2cc(F)cc(F)c2)c3ccece3CL=0)\O
OC1=C(N=C2C=CC(=CN2C1=0)N3CCOCC3)c4nnc(Cc5ccc(F)cc5)s4
OC1=CC(=0O)N2CCN(Cc3cccce3)C(=0)C2=C10
CN1C(=0)C(=C(N=C1C(C)(C)C)C(=O)NCc2ccc(F)cc2C(=O)N3CCCC
3)0

CN(C)C(C)(C)C1=NC(=C(0O)C(=0O)N1C)C(=O)NCc2ccc(F)cc2
Oclccc2C(=0O)N(Cc3cc(F)cece3F)C(=0)c2c10
COclccec2ele(cn2Cc3cc(F)ec(F)e3)C(=0)\C=C(/O)\C(=0)O
CN(C)CCCNS(=0)(=0)clcc(0)c(0)c2C(=0)N(Cc3cec(F)c(Cheld)Ccel2
COCclcn(Cc2ccc(F)cc2)c3cenc(ccl3)C(=0)N(C)O
C[C@@H](CO)Nc1nc(C(=0O)NCc2ccc(F)cc2)c(O)c3nceecl3
CN(C)S(=0)(=0)0Oc1c2CN(Cc3ccc(F)ce3)C(=0)c2c(O)canceecla
CCN1CCN(C)C(C1)C2=NC(=C(0)C(=0O)N2C)C(=0O)NCc3ccc(F)cc3
CN1CCCCC1(C)C2=NC(=C(0O)C(=0)N2)C(=0O)NCc3ccc(F)cc3
OC(=0)\C(=C\C(=0)clccec(Cc2ceeec(F)c2)cNO
CN(O)C(=0)clcc2cen(Ce3ccec(F)ce3)c2enl
CN(O)C(=0)clcc2cen(Ce3cec(F)cec3F)c2enl
COclccec2clc(cn2Cc3cc(F)ec(Cl)e3)C(=0)\C=C(/O)\C(=0)O
CN(C)S(=0)(=0)clccec(cecl)c2c(0)c(0)c3C(=0O)N(Ccaccc(F)c(Cl)cd)C
c3c2S(=0)(=0O)N(C)C
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2c(F)cccc2F)c3ccecc3C1=0)\0O
CC(C)NC(=0)cicn(Cc2cce(F)cc2)c3cenc(ccl3)C(=0O)N(C)O
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180

185

185
190
190

190
190
190

190
199.53

200
200
200
200
200
200
200
210

210
220
220
220
220
220
225
230

230
230
230
240
240
242
244.95
250
250
250
250
250
250
250

250
250
251

nM

nM

nM
nM
nM

nM
nM
nM

nM
nM

nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM



CHEMBL2407283
CHEMBL2407286

CHEMBL206604
CHEMBL2206227
CHEMBL517854
CHEMBL409643
CHEMBL1213727
CHEMBL3582067
CHEMBL?2407277
CHEMBL521569
CHEMBL3582039

CHEMBL204656
CHEMBL2407274
CHEMBLA497672
CHEMBL564630
CHEMBL552566
CHEMBL563256
CHEMBL2171666
CHEMBL2180589
CHEMBL2407285
CHEMBL1289651
CHEMBL551568
CHEMBL1257699

CHEMBL2206764
CHEMBL3087332
CHEMBL3087337
CHEMBL1289542

CHEMBL1289756

CHEMBL2206763
CHEMBL379382
CHEMBL564495
CHEMBL 1289864
CHEMBL524807
CHEMBL378395
CHEMBLA492770
CHEMBL455438
CHEMBL504621
CHEMBL268633
CHEMBL2206765
CHEMBL389930
CHEMBL394890
CHEMBL?2171667
CHEMBL1289431
CHEMBL1289200
CHEMBL550494
CHEMBL496379

COclccc(CNC(=0)C2C(=0)N(0O)C(=0)c3ccecec23)c(0C) el
ON1C(=0)C(C(=O)NCc2ccc(0)c(0)c2)c3ccccc3C1=0
CC(O)[C@@H](CO)N1C=C(C(=0)O)C(=0)c2cc(Cc3ccec(Cl)c3F)cecl
2

CN(C)S(=0)(=0)c1c(0)c(0)c(0)c2C(=0)N(Cc3ccc(F)c(Che3)Cel2
CN(c1c2CN(C)C(=0)c2c(0)c3ncc(Cedccc(F)e(Cl)ed)ecl3)S(=0)(=0)C
COclccc2ce(cl)e(cn2Cc3ccc(F)cc3)C(=0)\C=C(/O)\C(=0)O
COclccec2clc(en2Cc3cc(F)cecec3ClC(=0)\C=C(/O)\C(=0)0O
OC(=0O)\C(=C\C(=0)C1=CN(Cc2c(Chcccc2Cl)c3ceece3CL=0)\O
COclcecc(NC(=0)C2C(=0O)N(0O)C(=0)c3cceec23)cclCl
COclccec2clc(en2Cc3cec(F)c(F)c3F)C(=0)\C=C(/O)\C(=0)0O
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2ccccc2F)c3ccece3C1=0)\0
COclcc2N(C=C(C(=0)0O)C(=0)c2cclCc3ccec(Cl)ec3F)[C@H](CO)C(C
)C

ON1C(=0)C(C(=O)NCCc2ccc(0)c(0)c2)c3cceecec3C1l=0
OC(=0)\C=C\clcce(0)c20C3C(C(=0)c4cc(0)c(O)ec3d)cl2
Oclccc2C(=0)N(Cc3cccce(F)e3)C(=0)c2cl0
Oclccc2C(=0)N(Cc3ccc(F)eec3F)C(=0)c2cl0
Oclccc2CN(Cce3cec(F)ee(F)e3)C(=0)c2clo
OCCNC(=0)C1=C(0O)C(=0)C(=CN1)C(=0O)NCc2ccc(F)cc2
OCCNclnc(C(=0O)NCc2ccc(F)cc2)c(O)e3nceecl3
COclcecc(CNC(=0)C2C(=0O)N(0O)C(=0)c3cceec23)ccloC
CCOCCOCclcen(Cc2ccec(F)ec2)c3enc(ccl3)C(=0)N(C)O
Oclccc2C(=0)N(Cc3cc(Cheec3F)C(=0)c2c10
OC1=C(N=C2C=CC(=CN2C1=0)N3CCOCC3)c4oc(Cc5ccc(F)cc5)nn4
Oclcc(c2CN(Ce3ccc(F)c(Cl)e3)C(=0)c2c10)S(=0)(=O)NCCN4CCNC
Cc4

OC(=0)C(=0)CC(=0)\C=C\clcccnlCc2ccec(Cl)c2
CCOclccceeclCn2cccc2\C=C\C(=0)CC(=0)C(=0)0
CN(O)C(=0)clcc2c(COC3CCOCCI)en(Ce4acec(F)ecd)c2enl
CN(O)C(=0)clcc2c(cn(Cc3ccc(F)ce3)c2cnl)C(=0)N4CCC[C@@H]4C
@)
Oclcc(c2CN(Cc3cec(F)c(Che3)C(=0)c2c10)S(=0)(=0)NCCN4CCOoC
C4

Ocl1c2C(=0)N(Cc3cce(F)cec3d)Ce2c(cac(F)cececdF)cbeecencls
OC(=0)\C(=C\C(=0)clcccc(CN=[N+]=[N-DcI)NO
CN(O)C(=0)clcc2c(CCCO)en(Ce3ccc(F)cc3d)c2enl
OC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2)c3c(Chceecc3C1=0)\0
CCOC(=0)clcceeclc2c3CN(Cedcecec(F)eed)C(=0)c3c(0)cbneecc25
OC(=0)\C(=C\C(=0)clccec(OCc2ccecc2)c)\O
Oclc(ncc2ccencl2)e3nnc(Cedeccecd)[nH]3
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2)c3cce(F)ec3C1=0)\O
OC1=CC(=0)N2CCN(Cc3cccce3Cl)C(=0)C2=C10
Oclcc(c2CN(Cc3ccc(F)c(Che3)C(=0)c2¢10)S(=0)(=0)NCc4acceecnd
OC(=0)C(=0)CC(=0)c1cc2ccecc2e3cccccl3
OC1=CC(=0)N2CCN(Cc3ccc(Cl)cec3)C(=0)C2=C10
NC(=0)C1=C(0O)C(=0)C(=CN1)C(=0O)NCc2ccc(F)cc2
COCCOCclcen(Cc2ccc(F)ce2)c3cenc(ccl3)C(=0)N(C)O
CN(O)C(=0)clcc2c(CN3CCNC(=0)C3)cn(Ce4cec(F)ecd)c2enl
Oclccc2C(=0)N(Cc3cccec3)C(=0)c2cl0
CCOC(=0)\C(=C\C(=0)clcn(Cc2cc(F)cec2F)c3ceec(0OC)c13)\0

120

254
258

259.31
260
265
270
270
270
277
280
280

293.94
296
300
300
300
300
300
300
307
308
310
310

310
310
310
313

319

320
330
330
340
342.49
350
350
360
365.24
370
370
380
380
380
382
388
394.97
400

nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM

nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM



CHEMBL560644
CHEMBL549966
CHEMBL569375
CHEMBL551559

CHEMBL2206759

CHEMBL2206766
CHEMBL3582082

CHEMBL541369

CHEMBL2206774
CHEMBL3415832
CHEMBL216389

CHEMBL1257700
CHEMBL3087621
CHEMBL3582059
CHEMBL574315

CHEMBL3741323

CHEMBL401801
CHEMBL3087624
CHEMBLA403574
CHEMBL560202
CHEMBL563552
CHEMBL582913
CHEMBL573874
CHEMBL2180599
CHEMBL3334637
CHEMBL1289652

CHEMBL1289312
CHEMBL3415841
CHEMBL3582060
CHEMBL1214587
CHEMBL225681

CHEMBL3087336
CHEMBL3087790
CHEMBL3125976
CHEMBL1289199
CHEMBL2171669
CHEMBL3582058
CHEMBLA458064

CHEMBL232436

CHEMBL562482

CHEMBL573873

CHEMBL1289981
CHEMBL1289863
CHEMBL2407284
CHEMBL1213724

Oclccc2C(=0)N(Cc3cc(Cl)c(F)cec3F)C(=0)c2c10
Oclccc2C(=0)N(Cc3ccec(Chel3)C(=0)c2clO
Oclccc2C(=0)N(Cc3ccec(Br)c3)C(=0)c2c10
Oclccc2C(=0)N(Cc3cc(F)ce(F)c3)C(=0)c2c10
CN(C)S(=0)(=0)clccc(ccl)c2cc3CN(Cedcecc(F)c(Cled)C(=0)c3c(0)c
20

CN1CCN(CC1)S(=0)(=0)c2cc(0)c(0)c3C(=0)N(Cc4ccc(F)c(Clhcd)Cce
23

OC(=0O)\C(=C\C(=0)C1=CN(Cc2ccc3cccec3dn2)cdccecc4CLl=0)\0
COc1c2CCc3cc4C=NN(C(=0)c4c(0)c3c2c(0)c5C(=0)cbec(0)c(C)e(O
)c6C(=0)cl5)c7cecec?
CC(C)clce(0)c(0)c2C(=0O)N(Cc3ccc(F)e(Che3)Ce2c1S(=0)(=0)N4CC
OCcC4

CCOC(=0)\C(=C\C(=0)clcn(Cc2ccc(F)cc2)ccle3cecce3)\O
CN1CCCCC1C2=NC(=C(0O)C(=0O)N2C)C(=0O)NCc3ccc(F)cc3
OC1=C(N=C2C=CC(=CN2C1=0)N3CCOCC3)c4noc(Cc5ccc(F)cc5)n4
CCOC(=0)C(=0)CC(=0)\C=C\clccenlCce2cec(F)ccc2F
OC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(O)cc2)c3ccccc3Cl=0)\0
OC(=0)\C(=C\C(=0)clcc(CN=[N+]=[N-])cc(CN=[N+]=[N-])c1)\O
COclcce(cecl)C2=Cc3ccc(cc3C(CC(=0)C)N2c4ccc(F)ccd)[N+](=0)[O-
]CN 1CCN(CC1)C(=0)c2cc(F)ccc2CNC(=0)C3=C(O)C(=0O)N(C)C(=N3
)C(C)(C)C

CCOC(=0)C(=0)CC(=0)\C=C\clcccnlCc2cc(F)cc(F)c2
Oclccec(C(=0)NNC(=0)c2cceec20)c10
Oclccc2CN(Cce3ccc(F)ec3F)C(=0)c2cl0
Oclccc2C(=0)N(Cc3cc(F)c(F)cc3F)C(=0)c2c10
OC(=0O)\C(=C\C(=0)clccenlCCCc2ccccc2)\0
OC(=O)\C(=C\C(=0)clcce(Ce2cceec2)s)\0
Oclc(nc(Br)c2ccenc12)C(=0)NCc3cec(F)ce3
Cclcec(CNC(=0)C2=C(0)C(=0)NC(=N2)c3ccc(F)ce3)cclC
CN(O)C(=0)clcc2e(cn(Ce3ccec(F)ee3)c2enl)C(=0)NCCN4CCOCC4
CN(O)C(=0)clcc2c(CN3CCC[C@@H]3C(=0)N)cn(Cc4ccec(F)ced)c2e
nl

CCOC(=0)\C(=C\C(=0)clcceniCc2ecc(F)cc2)\O
COclccc(CN2C=C(C(=0O)\C=C(/O)\C(=0)0O)C(=0)c3cccee23)ecl
COclccec2elce(cn2Cc3ccecc3Cl)C(=0)\C=C(/O)\C(=0)0O
OC(=0)C(=0)CC(=0)clccc2ecc3ceecdccclc2c3d
COclcceeclCn2ccec2\C=C\C(=0)CC(=0)C(=0)0O
CCOC(=0)C(=0)CC(=0)\C=C\clccenlCc2ccec(F)c2F
ON1C(=0)C(=Cc2cccc(0)c12)C(=0)NCc3ccc(F)c(Che3
CN(O)C(=0)clcc2c(CN3CCN(C)CC3)en(Ce4accece(F)ccd)c2enl
CN(C)C(=0)C1=C(0)C(=0)C(=CN1)C(=0O)NCc2ccc(F)cc2
OC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(Cl)cc2)c3ccecc3C1=0)\0
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2)c3cceceec3C1=0)\O
COclccc(CNC(=0)c2nc(nc(0)c20)c3cceces3)ccl
CN1CCCCC1(C)C2=NC(=C(0O)C(=0)N2C)C(=0)NCc3ccc(F)cc3
OC(=0)\C(=C\C(=0O)clcen(Cc2cceec2)c1)\O
COCCOCCCclcn(Cc2cce(F)ce2)c3cenc(cc13)C(=0O)N(C)O
CN(O)C(=0)clcc2c(CCCN3CCOCCI)en(Cedccc(F)ecd)c2enl
ON1C(=0)C(C(=O)NCc2ccc(0)cc20)c3ccccc3C1=0
COclccec2clc(cn2Cc3ccec(Cl)ee3)C(=0)\C=C(/O)\C(=0)0O
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400
400
400
400

400

400
400

410

410
420
440
450
450
450
460

460

490
490
500
500
500
500
500
500
500
503

509.93
510
510
520
530
530
530
530
534
540
540

542.95

549.54
550
550
552
559
572
590

nM
nM
nM
nM

nM

nM
nM

nM

nM
nM
nM
nM
nM
nM
nM

nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM



CHEMBL3415848

CHEMBL240506
CHEMBL253394
CHEMBL495960
CHEMBL522229
CHEMBLA459381
CHEMBL572334
CHEMBL3087623
CHEMBL3334633
CHEMBL3415856

CHEMBL3740792
CHEMBL523303

CHEMBL3582061

CHEMBL3736051
CHEMBL260398
CHEMBL496580
CHEMBL241924
CHEMBL36640
CHEMBL539708
CHEMBL549298
CHEMBL549299
CHEMBL1631331

CHEMBL2180585

CHEMBL2180586

CHEMBL3397851
CHEMBL3582038
CHEMBL3739466
CHEMBL373761
CHEMBL3334635
CHEMBL244051
CHEMBL496565
CHEMBL578595
CHEMBL524273
CHEMBL1214417
CHEMBL?2407276
CHEMBL3415852
CHEMBL443502
CHEMBL1214535
CHEMBL572472
CHEMBL3087334
CHEMBL210396
CHEMBL1257580
CHEMBL1928170
CHEMBL3125977
CHEMBL3415842

OC(=0)\C(=C\C(=0O)\C=C\clcc(cnlc2ccecc2)C(=0)c3cec(F)ce3)\O
Oclc(\C=N\Nc2nc(Nc3cccee3)nc(Ncdccceed)n2)ee(Br)ccl[N+](=0)[O-
]
Oclccc2CN(N3C(=0)c4cec(0)c(0)caC3=0)C(=0)c2c10
COclccec2clc(en2Cc3ccc(F)c(F)ec3)C(=0)\C=C(/O)\C(=0)0O
OCCCCN1C=C(C(=0)0)C(=0)c2cc(Cc3cce(Chec3Clycecl2
COc1c2CN(Cc3ccc(F)ce3)C(=0)c2c(0)c4nce(Cesecc(F)ees)ccl4
Oclccc2C(=0)N(Cc3cc(F)c(F)c(F)e3)C(=0)c2c10
CCOC(=0)C(=0)CC(=0)\C=C\clcccnlCc2cec(F)c(F)c2
OC1=C(N=C(NC1=0)c2ccc(F)cc2)C(=O)NCc3ccc(F)cc3
CCOC(=0)\C(=C\C(=0)\C=C\clcccnlCc2ccc(F)c(F)c2)\0
COclcce(cecl)C2=Cc3ccc(cc3C(CC(=0)C)N2c4ccc(C)eccd)[N+](=0)[O-
]
Oclc(ncc2ceencl2)c3nnc(Cedcecc(Cl)ecd)[nH]3
OC(=0O)\C(=C\C(=0)C1=CN(Cc2ccc(cc2)[N+](=0)[O-
Dec3ccecc3C1=0)\O
CCOC(=0)C1=C(CC)N(Cc2ccc(cc2)C(=0)\C=C(/0)\C(=0)O)C(=O)N
=C1c3ccccece3
CCOC(=0)\C(=C\C(=0)clcn(Cc2cce(F)cc2)c3c(0OC)cec(OC)c13)N\0
CCOC(=0)\C(=C\C(=0)clcn(Cc2ccc(F)ec2F)c3ccec(0OC)cl13)N0
CCLCCC(N1C)C2=NC(=C(O)C(=0)N2C)C(=0O)NCc3ccc(F)cc3
COclcc(\C=C\c2cce3cec(C(=0)0)c(0)e3n2)cc(0)clO
Oclccc2CN(Cce3cccc(F)c3F)C(=0)c2cl0
Oclcc(cec(0)c10)C(=0)Nc2ccece(ce2)S(=0)(=0)Nce3cee(Br)ce3
Oclce(cec(0)c10)C(=0)Nc2ccece(ce2)S(=0)(=0)Nce3ccee(Br)c3
[Na+].COclcc(\C=C\c2cce3ccc(C(=0)[O-])c(0)c3n2)cc(0)clO
CS(=0)(=0)NCCCN(clnc(C(=O)NCc2ccc(F)cc2)c(O)c3nceecl3)S(=0)
=0)C
E:S():O)(=O)NCCCCCCN(clnc(C(=O)NCchcc(F)ch)c(O)cSncccclS)S
=0)(=0)C
E:O()3(1=C)(N=C(Cc2ccc(0)c02)N(C)Cl=O)C(=O)N3CCN(CCNC(=O)c4
cc(0O)c(0)c(O)c4)CC3
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2ccccc2)c3ceeccc3CL=0)\0O
COclcee(ccl)C2=Cc3ccc(F)cc3C(C[N+](=0)[O-])N2c4cce(Cl)cca
Oclnc(nc(C(=0)NCC2CCCCC2)c10)c3cees3
OC1=C(N=C(NC1=0)c2ccc(F)cc2)C(=0)NCc3ccc(Br)cc3
CCLCCN(C)C1C2=NC(=C(0)C(=0)N2C)C(=0O)NCc3ccc(F)cc3
CCOC(=0)\C(=C\C(=0)clcn(Cc2cccec2F)c3cccc(0C)c13)N0
Oclccc2C(=0)N(Cc3ccecdcecccc34)C(=0)c2c10
OC(=0)\C=C\clccc(O)c(O)cI\C(=Clc2cec(0)c(0)e2)\C(=0)0
CCOC(=0)\C(=C\C(=0)clcn(Cc2cccec2Cl)ec3ceec(0OC)ec13)\0
ON1C(=0)C(C(=0O)Nc2cceec2)c3ccecc3C1=0
OC(=0)\C(=C\C(=0O)\C=C\clcn(Cc2ccc(F)cc2)cclc3ceccee3)\O
Oclccc2CN(Cc3ccccdeccec34)C(=0)c2c10
CCOC(=0)\C(=C\C(=0)c1cn(Cc2ccee(Cl)c2F)c3ccec(0C)c13)\O
OC(=0)\C(=C\C(=0)clccce(Ce2ceec(Cl)ce2)c1)\O
OC(=0)C(=0)CC(=0)\C=C\clccenlCc2ccec(c2)C#N
CN(C)C(=0)0Oc1c2CN(Cc3ccc(F)ce3)C(=0)c2c(O)canccecla
OC1=C(N=C2C=CC(=CN2C1=0)N3CCOCC3)C(=0)NCc4ccc(F)cca
Cclc(nnnlCc2cccc(F)c2)C(=0)\C=C(/O)\c3cc(O)c(0)c(0)c3
ON1C(=0)C(=Cc2cccc(0)c12)C(=0O)NCc3ccc(F)c(F)e3
CCOC(=0)\C(=C\C(=0)clcc(cnlCc2ccc(F)cc2)c3cecce3)\O
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590

600
600
600
600
600
600
600
600
600

600
640

640

640
660
670
690
700
700
700
700
700

700

700

700
700
700
707.11
707.11
710
720
720
730
730
730
730
740
740
750
750
760
775
780
780
790

nM

nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM

nM

nM
nM
nM
nM
nM
nM
nM
nM
nM

nM

nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM



CHEMBL550574
CHEMBL553173
CHEMBL568970
CHEMBL402709
CHEMBL498204

CHEMBL3739970
CHEMBL456580
CHEMBLA49201

CHEMBL3735829
CHEMBL2206232
CHEMBL1214584
CHEMBLA464215
CHEMBL444646
CHEMBL563507
CHEMBL561770
CHEMBL569376
CHEMBL556071
CHEMBL563783
CHEMBL2297144

CHEMBL3397844
CHEMBL3087631

CHEMBL3735630
CHEMBL510677
CHEMBL574570
CHEMBL579040
CHEMBL3087331
CHEMBL3087630
CHEMBL373760
CHEMBL241597
CHEMBL572338
CHEMBL557898
CHEMBL2180588
CHEMBL3085796
CHEMBL3087632
CHEMBL3334636
CHEMBL3334647
CHEMBL3334652
CHEMBL490971
CHEMBL2407282
CHEMBL236241
CHEMBL3582052
CHEMBL507259

CHEMBL3735944
CHEMBL?2407279
CHEMBL496346
CHEMBL574571

Cclcc(CN2C(=0)c3cec(0)c(0)c3C2=0)ccclF 800

Oclccc2C(=0)N(Cc3cec(F)c(F)c3F)C(=0)c2c10 800
Oclccc2CN(Cc3cccdeccccdc3)C(=0)c2c10 800
Oclccc2CN(N3C(=0)cdcee(0)c(0)ccaC3=0)C(=0)c2c10 810
CCOC(=0)\C(=C\C(=0)clcn(Cc2c(F)ccc(F)c2F)c3ccec(0C)c13N0 820
COclcee(cecl)C2=Cc3ccc(F)cc3C(CC(=0)CO)N2c4ccc(ccd)[N+](=0)[

O-] 820
OC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2)c3ccc(F)ce3C1=0)\O 830.66
OC(=0)C(=0)CC(=0)\C=C\clccenlCc2ccecc2 843.21
CCOC(=0)C1=C(CC)N(Cc2ccc(Cc3ceec(c3)C(=0)\C=C(/O)\C(=0)0)c
c2)C(=0O)N=C1c4cccccd 850
Oc1c(0)c2C(=0O)N(Cc3cce(F)e(Cle3)Ce2cclcdccececa 870
CCOC(=0)\C(=C\C(=0)clcn(Cc2cc(Cl)ccc2F)c3ceec(OC)c13)\0 890
CN1C(=0)C(=C(0)c2cc(Cc3ccc(F)ce3)ccecl2)C(=0)0 900
ON1C(=0)Cc2ccc(Br)cc2C1=0 900
Oclccc2CN(Cce3ccc(F)c(F)e3)C(=0)c2cl0 900
Cclcc(CN2Cc3cec(0)c(0)c3C2=0)ccclF 900
Oclccc2C(=0)N(Cc3cec(Cl)e(F)e3)C(=0)c2c10 900
Oclce(cec(0)c10)C(=0)Nc2ccec(ce2)S(=0)(=0)Ne3cec(F)cec3 900
Oclccc2C(=0)N(Cc3cec(F)e(Br)c3)C(=0)c2cl0 900
Oclcecc(\C=C\S(=0)(=0)CS(=0)(=0)\C=C\c2ccc(0)c(0)c20)c(0)c10 900
COC1=C(N=C(Cc2ccccc2)N(C)C1=0)C(=0)N3CCN(CCCNC(=0O)c4c
¢(0)c(0)c(0)c4)CC3 900
OC(=0)C(=0)CC(=0)\C=C\clcccnlCc2ccec(F)c2 920
CCOC(=0)clc(CC)nc(SCe2cec(cc2)C(=0)\C=C(/O)\C(=0)O)nclc3ccc

(F)ce3 920
Oclc(ncc2ceencl2)c3noc(Cedeccecd)n3 950
OC(=0)clcc2een(Ce3ccec(Cl)e3F)c2enl 950
Oclccc2C(=0)N(Cc3cccdeccec4c3)C(=0)c2c10 960
OC(=0)C(=0)CC(=0)\C=C\clccenlCe2cc(Clyce(Cle2 970
OC(=0)C(=0)CC(=0)\C=C\clccecnlCec2ccecc2F 980
Oclnc(nc(C(=0)Nc2cceec2)c10)c3cces3 1000
OC1=C(C(=0O)NNC(=0)c2cccc(c2)[N+](=0)[O-])C(=0)Nc3cceecl3 1000
Oclccc2C(=0)N(Cc3cccee(l)e3)C(=0)c2c10 1000
Oclccc2CN(Cce3ccc(F)e(Br)c3)C(=0)c2c10 1000
Oclc(nc(NCCc2c[nH]c3cceec23)cdceencl4)C(=0)NCcebecc(F)ech 1000
CCOC(=0)C(=0)CC(=0)\C=C\clccenlCc2ccc(F)cc2F 1000
CCOC(=0)C(=0)CC(=0)\C=C\clccenlCc2ccecc2F 1000
OC1=C(N=C(NC1=0)c2ccc(F)cc2)C(=0O)NCc3ccc(F)c(F)c3 1000
OC1=C(N=C(NC1=0)c2ccccc2)C(=0O)NCc3ccc(F)ce3 1000
OC1=C(N=C(NC1=0)c2cccc(F)c2)C(=O)NCc3ccc(F)cc3 1000
Oclc(ncc2ceencl2)c3nnc(Cedcecee(Clcd)[nH]3 1030
COclcecc(CNC(=0)C2C(=0O)N(O)C(=0)c3ccecc23)cecl 1030
OC1=CC(=0)N2CCCN(Cc3ccc(F)cc3)C(=0)C2=C10 1040
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2cccc(Clhc2F)c3ccccc3C1=0)\0 1080
OC(=0)Cclc(0)c(0O)cccl\C=C\C(=0)0 1090
CCOC(=0)C1=C(CC)N(Cc2ccc(cc2)C(=0)\C=C(/O)\C(=0)O)C(=0O)N
=C1c3ccc(F)ce3 1100
ON1C(=0)C(C(=0O)Nc2ccc(F)cc2)c3ceecce3C1=0 1120
CCOC(=0)\C(=C\C(=0)clcn(Cc2ccc(F)c(F)c2F)c3ceec(0C)c13)\O 1150
OC(=0)clcc2cen(Ce3c(F)cc(Cl)ec3F)c2enl 1190
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CHEMBL49363
CHEMBL377693
CHEMBL252570
CHEMBL550838
CHEMBL1214534
CHEMBL3087328
CHEMBL3415836

CHEMBL3735286
CHEMBLA458275
CHEMBL3334634
CHEMBL458280
CHEMBL564499
CHEMBL560769
CHEMBL557046
CHEMBL2171668
CHEMBL3087629
CHEMBL3582051

CHEMBL3735397

CHEMBL3736042
CHEMBL2236589
CHEMBL3334640
CHEMBL3334644
CHEMBL3582041
CHEMBL497394
CHEMBL1289080
CHEMBL562196
CHEMBL549713
CHEMBL2206233
CHEMBL496142
CHEMBL497661

CHEMBL560002

CHEMBL549995
CHEMBL3087338
CHEMBL3087620
CHEMBL3415833
CHEMBL19977
CHEMBL226490
CHEMBL562335
CHEMBL3087335
CHEMBL3087626
CHEMBL36303
CHEMBL252700
CHEMBL549415
CHEMBL556473
CHEMBL557770

CHEMBL3736096

Cclcee(Cn2ccec2\C=C\C(=0)CC(=0)C(=0)0)cc1
CCOclcee(ccl)c2c3CN(Cce4cecec(F)ecd)C(=0)c3c(O)cdbnecee2s
Oclccc2CN(N3Cc4ceec(0)c(0)caS3(=0)=0)C(=0)c2c10
Oclccc2CN(Cc3cec(Cl)ecc3F)C(=0)c2c10
CCOC(=0)\C(=C\C(=0)clcn(Cc2c(F)ccec2Cl)c3ccec(0OC)c13)\O
OC(=0)C(=0)CC(=0)\C=C\clcccnlCc2cc(F)cc(F)c2
CCOC(=0)\C(=C\C(=0)\C=C\clcc(cnlc2cceec2)C(=0)c3ccc(F)ce3)N0
CCOC(=0)clc(nc(SCec2cce(cc2)C(=0)\C=C(/O)\C(=0)O)nclc3cec(OC
)ce3)cdcececcd
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2)c3cc(F)cec3C1=0)\0
OC1=C(N=C(NC1=0)c2ccc(F)cc2)C(=0O)NCc3ccc(Cl)cc3
OCCCNI1C=C(C(=0)0O)C(=0)c2cc(Cc3cce(Chee3Clycecl2
Oclccc2C(=0)N(Cc3cec(F)ee3ChC(=0)c2c10
Oclccc2C(=0)N(Cc3c(F)c(F)c(F)c(F)c3F)C(=0)c2c10
CCOclcec(NS(=0)(=0)c2cec(NC(=0)c3cc(0)c(0)c(0)e3)cc2)ecl
CNC(=0)C1=C(0O)C(=0)C(=CN1)C(=0O)NCc2ccc(F)cc2
Cclccec(Cn2cccc2\C=C\C(=0)CC(=0)C(=0)0)cl
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2cc(C)cc(C)c2)c3ccecc3C1=0)\0
CCOC(=0)C1=C(C)N(Cc2ccc(cc2)C(=0)\C=C(/O)\C(=0)O)C(=0O)N=
Clc3ccc(F)cc3
CCOC(=0)C1=C(N(Cc2ccc(cc2)C(=0)\C=C(/0)\C(=0)0)C(=O)N=C1
c3cc(C)ec(C)e3)caceeccd
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2ccccc20C)c3ccccc3C1=0)\O
OC1=C(N=C(NC1=0)c2ccc(F)cc2)C(=0O)NCc3cccc(Cl)c3
OC1=C(N=C(NC1=0)c2ccc(F)cc2)C(=O)NCc3cccc(Cl)c3F
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(0)cc2)c3cceccc3C1=0)\0O
CCOC(=0)\C(=C\C(=0)c1cn(Cc2cc(F)c(F)c(F)c2)c3ccec(OC)c13)\O
CN(O)C(=0)clcc2c(CN3CCC(0)C3)en(Ce4dcec(F)eed)c2enl
Oclcc(cec(0)c10)C(=0)Nc2cce(cc2)S(=0)(=0O)Nc3cec(F)e(F)e3
Oclcc(cc(0)c10)C(=0)Nc2ccce(cc2)S(=0)(=0O)Nc3cceeee3
Oclcc2CN(Cc3cee(F)e(Cle3)C(=0)c2¢(0)c10
CCOC(=0)\C(=C\C(=0)clcn(Cc2ccc(F)c(F)c2)c3ceec(OC)c13)N0
CCN1C=C(C(=0)0)C(=0)C2=C1C(=0)C=C(Sc3ccccc3)C2=0
CC(=0)0clce(cc(OC(=0)C)c10C(=0)C)C(=0)Nc2cec(cc2)S(=0)(=0)
Nc3cceec3
CC(=0)0clce(cc(OC(=0)C)c10C(=0)C)C(=0)Nc2cec(cc2)S(=0)(=0)
Nc3cceee3C

Cclce(C)ee(Cn2ccecc2\C=C\C(=0)CC(=0)C(=0)0)c1
OC(=0)C(=0)CC(=0)\C=C\clcccnlCc2ccec(F)c(F)c2
CCOC(=0)\C(=C\C(=0O)clcecn(Cc2cce(F)ec2)c)\O
OC(=0)C(=0)CC(=0)clcc(OCc2ccecc2)ce(OCce3ccece3)cl
OC(=0)C(=0)CC(=0)c1c2cccec2ec3cecccl3
Oclcc(ce(0)c10)C(=0)Nc2ccee(ce2)S(=0)(=0O)Nc3cec(Che(Cl)e3
OC(=0)C(=0)CC(=0)\C=C\clcccnlCc2ccc(cc2)C#N
CCOC(=0)C(=0)CC(=0)\C=C\clccenlCc2c(Cheeec2Cl
OclccecclC(=0)NNC(=0)c2ccecc20
COclccec(CN(Ce2ccec(0C)c2)c3cccdnc(N)[nH]c4c3)cl
Oclccc2C(=0)N(Cc3c(F)cec(F)c3F)C(=0)c2c10
Oclccc2C(=0)N(Cc3ccec(Cl)c3F)C(=0)c2c10
OC(=0)C(=0)CC(=0)clccc(NC(=0)c2ccecc2)sl
CCOC(=0)C1=C(N(Cc2ccc(cc2)C(=0)\C=C(/0)\C(=0)0)C(=0O)N=C1
c3ccc(OC)ce3)c4dcceecd
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1200
1200
1200
1200
1200
1200

1200
1249
1264.91
1300
1300
1300
1300
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1300
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1421
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1500
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CHEMBL388276
CHEMBL562273
CHEMBL559681
CHEMBL561709
CHEMBL561593
CHEMBL564228
CHEMBL549886
CHEMBL551560
CHEMBL557865

CHEMBL1223974
CHEMBL1813126
CHEMBL3334638
CHEMBL3334650

CHEMBL3735322
CHEMBL211275
CHEMBL252905
CHEMBLA497490
CHEMBLA473489

CHEMBL555736
CHEMBL3582044

CHEMBL3735665
CHEMBL495970

CHEMBL3735583
CHEMBL2206772
CHEMBL3582066

CHEMBL3735455
CHEMBL259012
CHEMBL1673089
CHEMBL260619
CHEMBL212320
CHEMBL491149
CHEMBL574316
CHEMBL1270317

CHEMBL3238122

CHEMBL3397845

CHEMBL3734837

CHEMBL3734908
CHEMBL3116306

CHEMBL456365
CHEMBL388420
CHEMBL561646
CHEMBL556642

COclccec(\C=C\C(=0)c2cceec2)c10
Oclcc(cc(0)c10)C(=0)Nc2ccee(ce2)S(=0)(=0O)NCc3cce(Cl)ee3
CclccecccINS(=0)(=0)c2ccc(NC(=0)c3cc(0)c(0)c(0)c3)cc2
Oclccc2C(=0)N(Cc3ccecc3F)C(=0)c2c10
Oclcc(cc(0)c10)C(=0)Nc2ccee(ce2)S(=0)(=O)NCc3ccc(F)ce3
Oclcc(cc(0)c10)C(=0)Nc2cee(ce2)S(=0)(=0)Nc3cec(Clyee3
Oclccc2CN(Cc3ccec(Cl)ec3F)C(=0)c2c10
Oclccc2C(=0O)N(Cc3c(F)cceec3F)C(=0)c2c10
NS(=0)(=0)clccc(NC(=0)c2cc(0)c(0)c(0)c2)ccl
CC1(C)0Oc2ccc3C(=0)C(=C(0)C(=0)c3c2C=C1)C4=C(C(=0)c5cceecs
C4=0)C6=C(0)C(=0)c7c8C=CC(C)(C)Oc8ccc7C6=0
CCOC(=0)CC(=0O)Nclcce(ccl)C(=0)0
COclcecc(CNC(=0)C2=C(0O)C(=0O)NC(=N2)c3ccc(F)ce3)ecl
OC1=C(N=C(NC1=0)c2ccccc2F)C(=0O)NCc3ccc(F)ce3
CCOC(=0)C1=C(N(Cc2ccc(cc2)C(=0)\C=C(/0)\C(=0)0)C(=O)N=C1
c3cccecec3)cdceccecsd
CCOC(=0)clccec(cl)c2c3CN(Cedcecc(F)ccd)C(=0)c3c(0)cbneccc25
NC(=N)clccc2cec(cec2cl)C#Ce3ecec(OCc4ccceccd)c3
CCN1C=C(C(=0)0)C(=0)C2=C1C(=0)C=C(Nc3ccc(F)c(Cl)c3)C2=0
O\C(=C/C(=0)clc[nH]c2cce(Cl)cel2)\e3nnn[nH]3
COclc2CCc3cc(\C=N\Nc4cce(ccd)[N+](=0)[O-
Dc(C(=0)0)c(0)c3c2c(0)c5C(=0)cbec(0)c(C)ec(0)c6C(=0)cl5
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2F)c3ccece3C1=0)\0
CCOC(=0)clc(CCnc(SCe2cec(cc2)C(=0)\C=C(/O)\C(=0)O)nclc3ccc
cc3

CCOC(=0)\C(=C\C(=0)cilcn(Cc2ccec(F)c2)c3ceec(0C)c13)\0
CCOC(=0)clc(CC)nc(SCc2cce(cc2)C(=0N\C=C(/O)\C(=0)0O)nclc3ccc
(OC)cc3
CCCCclc(0)c(0)c2C(=0O)N(Cc3ccc(F)e(Che3)Ce2c1S(=0)(=0)N(C)C
OC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(Cl)cc2Cl)c3cceeec3C1=0)\O
CCOC(=0)C1=C(C(C)C)N(Cc2ccc(cc2)C(=0)\C=C(/0)\C(=0)0)C(=0
)JN=C1c3cccee3

OC(=O)\C(=C\C(=0)clcn(Cc2ccc(F)ec2)c3cceccl3)\O
OC(=0)\C(=C\C(=0)clcn(Cc2ccecc2)c3cceccl3N0
CCOC(=0O)\C(=C\C(=0)clcn(Cc2cce(F)cc2)c3cc(OC)cecl3)N0
CN(C)C(=0)0Oc1c2C(=0O)N(Cc3ccc(F)ce3)C(=0)c2c(O)canccecls
Oclc(ncc2ceencl2)c3nnc(CCce4cccccd)[nH]3
OC(=0)\C(=C\C(=0)C(=0)clccce(cl)C(=0)c2cceecc2)\O
ON1C(=0)C=C(c2ccce(c2)c3ccccc3)cdccencls
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2)c3cc(ccc3C1=0)N4CC
N(CC)CC4)\O
COC1=C(N=C(Cc2ccc(Cl)cc2)N(C)C1=0)C(=O)N3CCN(CCCNC(=0)
c4cc(0)c(0)c(O)c4)CC3
CCOC(=0)C1=C(C)N(Cc2ccc(cc2)C(=0)\C=C(/O)\C(=0)O)C(=0O)N=
Clc3ccceeced
CCOC(=0)C1=C(N(Cc2ccc(cc2)C(=0)\C=C(/0)\C(=0)0)C(=0O)N=C1
c3ccc(F)ce3)cdcceecd

NC(Cclcce(Cl)e(Cl)el)(P(=0)(0)O)P(=0)(0)O
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2)c3cc(ccc3C1l=0)N4CC
CC4A)\O

Oclnc(nc(C(=0)Nc2cncs2)c10)c3ccces3
Oclccc2CN(Ce3ccc(F)ce3ChC(=0)c2c10
CCCCclccc(NS(=0)(=0)c2ccc(NC(=0)c3ec(0)c(0)c(0)e3)cc2)cecl
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2200
2200

2230
2260

2270
2300
2300

2300
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2330
2340
2400
2400
2400
2400

2400

2400

2400

2400
2449.49

2491.99
2500
2500
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nM
nM
nM
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CHEMBL557319
CHEMBL564494

CHEMBL1223975

CHEMBL3397850
CHEMBL3415838
CHEMBL1087929
CHEMBL1214481
CHEMBL254727
CHEMBL1928167
CHEMBL496455
CHEMBL405652

CHEMBLA456158

CHEMBL555734
CHEMBL569135
CHEMBL496143
CHEMBL490972
CHEMBL2206771

CHEMBL3735239
CHEMBL254632
CHEMBL1214478

CHEMBL3740311
CHEMBL1214533

CHEMBL30922

CHEMBL226484
CHEMBL249349
CHEMBLA457779
CHEMBL458228
CHEMBL564594

CHEMBL552413
CHEMBL558132

CHEMBL1223978
CHEMBL2216808
CHEMBL3334642

CHEMBL562425
CHEMBL3582053

CHEMBL3740012

CHEMBL562741
CHEMBL1214583
CHEMBL565676
CHEMBL3582063
CHEMBL3736464

Cclce(C)ee(NS(=0)(=0)c2ccc(NC(=0)c3cc(0)c(0)c(0)c3)cc2)cl
OC(=0)\C(=C\C(=O)clccce(Br)c1)\O
COclccc2C(=0)C(=C(C(=0)c2c1)C3=C(0O)C(=0)c4c5C=CC(C)(C)Oc
5ccc4C3=0)C6=C(0O)C(=0)c7c8C=CC(C)(C)Oc8ccc7C6=0
COC1=C(N=C(Cc2ccc(F)cc2)N(C)C1=0)C(=O)N3CCN(CCNC(=0)c4
cc(0)c(0)c(O)cd)CC3
CCOC(=0)\C(=C\C(=0)\C=C\clcc(cnlCc2ccc(F)cc2)c3cceee3)\O
Oclnc(nc(C(=0)NCc2cncs2)c10)c3cces3
CCOC(=0)\C(=C\C(=0)clcn(Cc2ccc(F)cc2Cl)c3ceec(OC)c13)N\0
CC(C)S(=0)(=0O)Ncilcce2ne(N)[nH]c2cl
Cclc(nnnlCc2ccc(F)cc2)C(=0)\C=C(/O)\c3cc(0)c(0)c(0)c3
CCOC(=0)\C(=C\C(=0)C1=CNc2ccc(Cl)cc2C1=0)\O
CCOC(=0)\C(=C\C(=0)cilcn(Cc2ccc(F)cc2)c3c(OC)ceeccl3N0
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2)c3cc(Che(Clyce3C1=0)
\O
CCOC(=0)CN1N=Cc2cc3CCc4c(0OC)c5C(=0)c6e(0)c(C)ec(O)cebC(=0
)c5¢(0)cdc3c(0)c2C1=0

Oclccc2CN(Ce3ccec(F)c(F)e3F)C(=0)c2c10
CCOC(=0)\C(=C\C(=0)clcn(Cc2cc(F)cc(F)c2)c3ceec(OC)c13)N\0
COclccee(Ce2nne([nH]2)c3ncecdccencdc30)cl
CN(C)S(=0)(=0)c1c(C)c(0)c(0)c2C(=0)N(Cc3ccc(F)c(Che3)Cel2
CCOC(=0)clc(nc(SCc2cce(cc2)C(=0)\C=C(/O)\C(=0)O)nclc3cce(F)c
c3)cdcccecd

Oclccee(C(=0O)NNC(=0)c2ccec(0)c20)c10
CCOC(=0)\C(=C\C(=0)clcn(Cc2ccee(Cl)c2)c3ccec(OC)c13)\O
COclcce(cecl)C2=Cc3cce(cc3C(CC(=0)C)N2c4ccc(ccd)CHN)[N+](=0)
[O-]

CCOC(=0)\C(=C\C(=0)clcn(Cc2cc(F)ccc2Cl)c3ceec(OC)c13)N\0
COC(=0)[C@H](COC(=0)\C=C\clccc(OC(=0)C)c(OC(=0)C)cI)NC(
=0)\C=C\c2ccc(OC(=0)C)c(0C(=0)C)c2
Cclccc2cec(cec2cl)C(=0)CC(=0)C(=0)0
Cclcee(ccl)n2¢(SCC(=0)NNC(=0)c3ccccc30)nnc2cdcceccdO
Cclcc2c(SC(=NS2(=0)=0)C(=0)c3cccacccecdc3)cclCl
Cclcc2c(SC(NS2(=0)=0)C(=0)c3cce(Br)ce3)cclCl
Oclccc2CN(Cce3ccecce(Br)c3)C(=0)c2c10
Oclce(cec(0)c10)C(=0)Nc2ccce(cc2)S(=0)(=0)Nc3cce(ce3)[N+](=0)[O

Oclcc(cc(0)c10)C(=0)Nc2ccec(cc2)S(=0)(=O)Nc3ccc(F)c(F)c3F
CC1(C)0Oc2ccc3C(=0)C(=C(0)C(=0)c3c2C=C1)C4=C(C(=0)c5c6C=C
C(C)(C)Ocbeee5C4=0)C7=C(0)C(=0)c8cIC=CC(C)(C)Oc9ccc8C7=0
Oclccc(NC(=0)C(=S)NN2C(=S)S\C(=C\c3ce(l)ee(1)ec30)\C2=0)ccl
OC1=C(N=C(NC1=0)c2ccc(F)cc2)C(=O)NCc3cccec(F)c3
COc1c2CCc3ccdC=NN(C(=N)N)C(=0)c4c(0)c3c2c(0)c5C(=0)cbec(O
)c(C)c(0)c6C(=0)c15
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)c(Cl)c2)c3cceecc3C1=0)\O
[O-][N+](=O)CCIN(C(=Cc2ccc(ccl2)[N+](=0)[O-
Dec3ccece3d)cdece(Clyccs
COc1c2CCc3cc(\C=N\NC(=N)N)c(C(=0)0)c(0)c3c2c(0)c4C(=0)cbec
(0)c(C)c(0)c5C(=0)c14
CCOC(=0)\C(=C\C(=0)clcn(Cc2cc(F)cc(Cl)c2)c3ceec(OC)c13)\O
OC(=0)clcc2cen(Cc3cec(Cl)es3)c2enl
OC(=0)\C(=C\C(=0)C1=CN(Cc2cc(F)ccc2F)c3ccecc3C1=0)\0
CCOC(=0)C1=C(C(C)C)N(Cc2ccc(cc2)C(=0)\C=C(/0)\C(=0)0)C(=0
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2500
2500

2500

2500
2500
2511.89
2560
2600
2600
2632.49
2640

2649.53

2670
2700
2740
2800
2800

2800
2828.43
2890

2900
2940

3000
3000
3000
3000
3000
3000

3000
3000

3000
3000
3000

3020
3100

3100

3150
3170
3200
3200
3300

nM
nM

nM

nM
nM
nM
nM
nM
nM
nM
nM

nM

nM
nM
nM
nM
nM

nM
nM
nM

nM
nM

nM
nM
nM
nM
nM
nM

nM
nM

nM
nM
nM

nM
nM

nM

nM
nM
nM
nM
nM



CHEMBL1774045
CHEMBL1214585

CHEMBL404423

CHEMBL540405
CHEMBL523302
CHEMBL562110
CHEMBL568050

CHEMBL3397847
CHEMBL3582078
CHEMBL3116308
CHEMBL226485

CHEMBL3735086
CHEMBL576026

CHEMBL260778
CHEMBL550086
CHEMBL3582045

CHEMBL?242139
CHEMBL241397

CHEMBL506605

CHEMBL461996

CHEMBL459890
CHEMBL561849
CHEMBL560706
CHEMBL550978
CHEMBL540719
CHEMBL576652

CHEMBL1223981
CHEMBL3087622
CHEMBL3334639
CHEMBL3334645

CHEMBL552100
CHEMBL46032
CHEMBL299873
CHEMBL1761475
CHEMBL131784

CHEMBL3415835
CHEMBL555979
CHEMBL562871

JN=C1c3ccc(OC)cc3
0OC1=C2C(=0)N(Cc3ccc(F)c(Cl)c3)C(=0)C2=C4CCCCN4C1=0
CCOC(=0)\C(=C\C(=0)clcn(Cc2ccc(Clycc2F)c3ccec(OC)c13)\O
CC(C)(C)C1ccc(cL1)C2=NCCe3cecec(cec23)[C@H]4CC4acheccbec(ccc
6c5)C(=N)N
COc1c2CCc3cc4C=NN(C(=0)c4c(0)c3c2c(0)c5C(=0)cbec(0)c(C)e(O
)c6C(=0)c15)c7cec(cc7)C(=0)0
Oclc(ncc2ceencl2)c3nne(Cedccencd)[nH]3
Oclccc2C(=0)N(Cc3c(F)ceec3ChC(=0)c2c10
OC(=0)clcc2een(Ce3ccc(F)cc3F)c2enl
COC1=C(N=C(Cc2ccc(C)cc2)N(C)C1=0)C(=O)N3CCN(CCCNC(=0)c
4cc(0)c(0O)c(0)cd)CC3
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2ccc3cccee3n2)cdcceccaCl=0)\0
OP(=0)(O)C(Cclcce(Che(Chel)(Ce2eee(Clye(Cl)e2)P(=0)(0)O
OC(=0)C(=0)CC(=0)clcce2ccec3ceccc3c2cl
CCOC(=0)C1=C(C(C)C)N(Cc2ccc(cc2)C(=0)\C=C(/0)\C(=0)0)C(=0
IJN=C1c3ccc(F)ce3

OC(=0)clcc2cen(Ce3ccc(F)c(F)c3F)c2enl
OC(=0O)[C@@H](Cclcc(O)c(O)ccl[N+](=0)[O-
DOC(=0)\C=C\c2cce(O)c(O)c2
Oclccc2CN(Cc3cec(F)c(F)ce3F)C(=0)c2c10
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2cc(F)ccc2F)c3cccecc3C1=0)\0O
CN1CCN(C(C1)C2=NC(=C(O)C(=0)N2C)C(=0O)NCc3ccc(F)cc3)C(=0
)C

OC(=0)clcc(ceclClc2oc(\C=N\Nc3nc4nonc4nc3Nc5cecccc5F)cc2
CN1[C@@H](Cc2ccc(Oc3ccdcec(c30)checcoc(C[C@@H](NC(=0)C(=
O)c7cc(Cl)c(O)c(Clc7)C(=O)N[C@@H](C(=O)N[C@H]4C(=O)N[C
@@H](C1=0)c8cc(Chc(O)c(Clhe8)c9cc(Cl)e(O)e(Cl)c9)c[nH]cbe5)cc2
)JC(=O)N[C@@H](C(=0)O)c%210ccc(0)cc%10
Cclce(c(S)cc1ChS(=0)(=0)NC2=Nc3cc(sc3C(=0)N2Cc4acccccd)C(C)(
C)C
C?:lcc(c(S)cchI)S(=O)(=O)NC2=NcScc(scBC(=O)N2Cc4ccccc4)05ccc
(Chcehs

Oclccc2CN(Cc3cec(F)c(F)c(F)c3)C(=0)c2cl0
Oclccc2CN(Cc3cceec(l)e3)C(=0)c2c10
Oclccc2C(=0O)N(Cc3c(F)cec(F)c3ChHC(=0)c2c10
Oclccc2CN(Cc3ceec(Cl)e3)C(=0)c2c10
Oclccc2C(=0O)N(C3Cc4ccececdCl3)C(=0)c2cl0O
CC1(C)Oc2ccc3C(=0)C(=C(0)C(=0)c3c2C=C1)C4=C(C(=0O)N(Cc5cc
€cc5)C4=0)C6=C(0)C(=0)c7c8C=CC(C)(C)Oc8ccc7C6=0
CCOC(=0)C(=0)CC(=0O)\C=C\clcccnlCc2c(F)cccc2F
OC1=C(N=C(NC1=0)c2ccc(F)cc2)C(=O)NCCc3ccc(F)cc3
OC1=C(N=C(NC1=0)c2ccc(F)cc2)C(=O)NCc3ccc(F)c(Chc3
COc1c2CCc3ccdC=NNC(=0)c4c(0)c3c2c(0)c5C(=0)cbec(0)e(C)e(0)
c6C(=0)cl15

COclcce(Cn2ccecc2\C=C\C(=0)CC(=0)C(=0)0)ccl
OC(=0)C(=0)CC(=0)\C=C\clcccnlCc2cec(Clycc2
CCC1=C(N(COCCc2ccc(F)cc2)C(=O)N(0)C1=0)C(=0)c3cccee3
Cclee(c(S)cclCl)S(=0)(=0)Nc2nnc3c4scc(C)cdncn23
CCOC(=0)\C(=C\C(=0)\C=C\clcc(cnlCc2ccccc2)C(=0)c3ccc(F)ced))\
@)

Oclccc2CN(Cce3cc(Cl)e(F)ec3F)C(=0)c2c10
COclccc(NS(=0)(=0)c2ccc(NC(=0)c3cc(0)c(0)c(0)e3)cc2)ecl
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3304.54
3320

3400

3450
3500
3500
3500

3500
3500
3577.71
3600

3600
3690

3700
3700
3700

4000
4000

4000

4000

4000
4000
4000
4000
4000
4000

4000
4000
4000
4000

4060
4100
4100
4100
4260

4300
4400
4500

nM
nM

nM

nM
nM
nM
nM

nM
nM
nM
nM

nM
nM

nM
nM
nM

nM
nM

nM

nM

nM
nM
nM
nM
nM
nM

nM
nM
nM
nM

nM
nM
nM
nM
nM

nM
nM
nM



CHEMBL1213850

CHEMBL366861
CHEMBL490970

CHEMBL564339
CHEMBL565954

CHEMBL453488
CHEMBLA472374
CHEMBL1631332
CHEMBL2236598
CHEMBL3087329
CHEMBL250975

CHEMBL525803
CHEMBL511191

CHEMBL1223976
CHEMBL1813504
CHEMBL551241

CHEMBL3742287
CHEMBL2206231
CHEMBL565266

CHEMBL1270108
CHEMBL3582046
CHEMBL1213849

CHEMBLA454134

CHEMBL561619
CHEMBL2407275

CHEMBL3735646
CHEMBL583059

CHEMBL550220

CHEMBL550080
CHEMBL250367
CHEMBL400055

CHEMBLA448564

CHEMBL461997

CHEMBL459891

COclccec2ele(cn2Cc3cec(Cle(F)e3)C(=0)\C=C(/O)\C(=0)0O
Cclce(0)c(C=0)c20c3c(C)c(C(=0)0)c(0)c(COC(=0)\C=C\C(=0)0)c
30C(=0)c12

Oclc(ncc2ceencl2)c3nnc(Cedeenecd)[nH]3
COc1c2CCc3cc4C=NN(CC(=0)O)C(=0)c4c(0)c3c2c(0)c5C(=0)cbee(
0)c(C)c(0)c6C(=0)c15
Oclccc2C(=0)N([C@H]3CCc4cccec34)C(=0)c2c10
CC(C)C(=C)CC[C@@H](C)[C@H]1CC=C2C3=C([C@@H](O)[C@H
1(0C(=0)O)[C@]12C)[C@@]4(C)CCI[C@H](OS(=0)(=0)O)C(C)(C)I
C@@H]4ccs

Cclce(c(S)cc1ChS(=0)(=0)Ne2nc(N)n[nH]2
[Na+].COclcc(\C=C\c2ccc3cec(C(=0)[0-])c(0)c3n2)cc(0OC)c10
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2cccc(F)c2)c3cceecec3C1=0)\O
OC(=0)C(=0)CC(=0)\C=C\clccecnlCc2cec(Chec2Cl
OclcceeclC(=0O)NNC(=0)CSc2nnc(c3ccc(Cl)ce3)n2cdcceccd
CN1[C@@H](Cc2ccc(Oc3ccdcc(c30)c5ececte(C[C@@H](NC(=0)C(
=0)c7cc(Che(0)c(Che7)C(=0)N[C@@H](C(=O)N[C@H]4C(=O)N[C
@@H](C1=0)c8cc(Chc(O)c(Cl)e8)c9cc(Cl)c(O)c(Cl)c9)c[nH]c56)cc2)
C(=O)N[C@@H](C(=0)0)c%10ccc(0O)cc%10
CCCCCN1C(=0)C(=C(0)c2cc(Cc3ccc(F)ee3)eecc12)C(=0)0
CCCOclccc2C(=0)C(=C(C(=0)c2c1)C3=C(0)C(=0)cac5C=CC(C)(C)
OcbcccdC3=0)C6=C(0)C(=0)c7c8C=CC(C)(C)Oc8ccc7C6=0
Oclcc(cc(C(=0)NCc2ccc(F)cec2)c10)S(=0)(=0)N3CCccC3
Oclccc2C(=0)N(Cc3cec(F)eec3)C(=0)c2cl0
COclcee(ccl)C2=Cc3ccc(F)cc3C(CC(=0)C(C)O)N2c4ccc(ccd)[N+](=
O)IO-]

CC(C)clcc2CN(Ce3ccec(F)e(Che3)C(=0)c2¢c(0)c10
OC(=0)clcc2cen(Cce3cccc(Clyc3Clyc2enl
OC(=0)C1=NN(C(=0)/C/1=C\c2ccc(0)c(OCc3ccc(F)ce3)c2)caccec(cd
)IN+](=0)[O-]
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)c(F)c2)c3cceec3C1=0)\O
COclccec2elce(cn2Cc3ccc(Cl)ecec3F)C(=0)\C=C(/O)\C(=0)O
C[C@H](CCCL(CO1)C(C)(C)O)[C@H]2CC[C@H]3C4=C([C@@H](
O)[C@H](OC(=0)C)[C@]23C)[C@@]5(C)C[C@@H](OC(=0)CCCC
CCCCCCCCCCCO)[C@H](0OS(=0)(=0)O)C(C)(O)[Co@H]5CC4
OC[C@H](C1CCCCC1)N2C=C(C(=0)0)C(=0)c3cc(Ccacccc(Cl)caF)c
cc23

CN(C(=0)C1C(=0)N(O)C(=0)c2cceecl2)c3cccecee3
CCOC(=0)C1=C(CC)N(Cc2ccc(cc2)C(=0)\C=C(/O)\C(=0)O)C(=O)N
=C1c3ccc(0C)cc3

OC(=0)\C(=C\C(=0O)clcceeclCe2ececc2)\0O
COclcc2N(C=C(C(=0)0O)C(=0)c2cclCc3ccec(Cl)ec3F)[C@H](CO)C(C
)(C)C
CCC[C@@H](CO)N1C=C(C(=0)0)C(=0)c2cc(Cc3ccec(Cl)ec3F)c(0C)
ccl?

COclcceecln2c(SCC(=0)NNC(=0)c3ccecc30)nnc2c4cccecdO
Oclccec(C(=0)NN2Cc3cec(0)c(0)c3C2=0)c10
CN1[C@@H](Cc2ccc(Oc3ccdcc(c30)c5ecec6e(C[C@@H](N)C(=0O)N[
C@@H](C(=O)N[C@H]4C(=O)N[C@@H](C1=0)c7cc(Clc(O)c(Cl)c
7)c8cc(Cl)c(O)c(Ch)e8)c[nH]c56)cc2)C(=0)0
Cclce(c(S)cclCl)S(=0)(=0)NC2=Nc3cc(sc3C(=0)N2Cc4cceccd)chece
ccd
Cclee(c(S)cclCl)S(=0)(=0)NC2=Nc3cc(sc3C(=0)N2Cc4docccd)chbecesce
5
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4580

4600
4600

4620
4647.58

4800
4900
4900
4900
4900
5000

5000
5000

5000
5000
5147.82

5200
5400
5420

5477.23
5500
5520

5600

5600
5600

5600
5670

5800

5800
6000
6000

6000

6000

6000

nM

nM
nM

nM
nM

nM
nM
nM
nM
nM
nM

nM
nM

nM
nM
nM

nM
nM
nM

nM
nM
nM

nM

nM
nM

nM
nM

nM

nM
nM
nM

nM

nM

nM



CHEMBLA464212

CHEMBL565125
CHEMBL540720

CHEMBL1223980
CHEMBL3087333
CHEMBL3087634
CHEMBL3334641

CHEMBL538448

CHEMBL3735570

CHEMBL239057

CHEMBL554095
CHEMBL523468

CHEMBL557286

CHEMBL3739763

CHEMBL560836
CHEMBL567591
CHEMBL2206230

CHEMBL 236066
CHEMBL226434
CHEMBL375956
CHEMBLA457778
CHEMBLA458432

CHEMBL1761476
CHEMBL3334643
CHEMBL3582068
CHEMBLA456791
CHEMBL3125975
CHEMBLA477328
CHEMBL585005
CHEMBL129147
CHEMBL573623
CHEMBL406929
CHEMBL3739984

CHEMBL550839
CHEMBL1270510
CHEMBL3125973
CHEMBL491685
CHEMBL3742037
CHEMBLA457850
CHEMBL385951

CN1C(=0)C(=C(0O)c2cc(Cc3cceee3)cccl2)C(=0)0
CC(O)(O)[C@@H](CO)N1C=C(C(=0)O)C(=0)c2cc(Cc3ccec(Cle3F)c
ccl?

Oclccc2CN(Cce3cec(Cl)e(F)e3)C(=0)c2c10
CC1(C)CCc2c(01)ccec3C(=0)C(=C(C(=0)c23)C4=C(0O)C(=0)c5c6C=
CC(C)(C)Ocbeee5C4=0)C7=C(0)C(=0)c8cIC=CC(C)(C)Oc9ccc8CT7=
O

OC(=0)C(=0)CC(=0)\C=C\clccenlCc2ccecc2C#N
CCOC(=0)C(=0)CC(=0)\C=C\clcceniCc2ecece(Clyc2
OC1=C(N=C(NC1=0)c2ccc(F)cc2)C(=0O)NCc3ccc(0)cc3
COc1c2CCc3cc(\C=N\NC(=0)c4cccecdO)c(C(=0)0)c(0)c3c2c(0)chC(
=0)c6ee(0)c(C)c(0)c6C(=0)cl5
CCOC(=0)clc(nc(SCec2cce(cc2)C(=0)\C=C(/O)\C(=0)O)nclc3ccecel)
c4dcccccd
CCOclcce(ccl)c2e(C#N)C(N)nc(SCC(=0)C3=Cc4cc(Br)cc(Br)c40C3=
O)c2C#N
COc1c2CCc3ccdC=NN(CCOC(=0)C)C(=0)c4c(0)c3c2c(0)c5C(=0)ch
cc(0)c(C)c(0)c6C(=0)c15
COclcce(Ce2nne([nH]2)c3nccdccenc4c30)cclOC
CCCNI1N=Cc2cc3CCc4c(0OC)c5C(=0)cbe(0)c(C)e(0)ec6C(=0)c5e(0)
c4c3c¢(0)c2C1=0
COclcce(cecl)C2=Cc3ccc(cc3C(CC(=0)C)N2c4ccc(0)ccd)[N+](=0)[O-
]COclcczN(C=C(C(=O)O)C(=O)c2cchc3cccc(CI)c3F)[C@ H](CO)C4
CCcCcCc4

Oclccc2C(=0)N(CCc3cceee3d)C(=0)c2cl0
CCCCclcc2CN(Cc3cce(F)c(Clh)e3)C(=0)c2c(0)clo
Cclcee(cecl)C(=0)C2=C(0)C(=0O)N(C2c3ccce(Cl)c3)cdnce(s4)S(=0) (=
0)c5ccc(cc5)[N+](=0)[O-]
COC(=0)clccceclc2ecc(cc2[N+](=0)[O-])C(=0)CC(=0)C(=0)0
OC(=0)C(=0)CC(=0)cilccc2cccec2el
Cclcc2c(SC(=NS2(=0)=0)C(=0)c3ccc(Cl)c(Cl)e3)cclCl
Cclec(Cl)ec2SC(=NS(=0)(=0)c12)C(=0)c3cccdcccec4c3
CCC1=C(N(COCCc2ccc(F)cc2)C(=0O)N(0)C1=0)C(=0)c3cc(C)cc(C)e
3

OC1=C(N=C(NC1=0)c2ccc(F)cc2)C(=O)NCc3ccccc3F
Cclcec(CN2C=C(C(=0O)\C=C(/O)\C(=0)O)C(=0)c3cccce23)c(C)cl
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2)c3cc(Cl)ccc3C1=0)\0
OC1=C(C(=0O)NCc2ccc(F)cc2F)C(=0O)Nc3nccecl3
O=C(CN1CCCC1)Nc2ccc(Cc3ccc(NC(=0O)CN4CCCC4)cel)cc2
OC(=0)clcc2cen(Ce3ccc(F)ce3)c2enl
Cclce2ne3nc(N)nc(NS(=0)(=0)cdcc(C)c(Cl)ccaS)n3c2cclC
OC(=O)\C(=C\C(=0)clccenlCc2ccc(cc2)c3cccee3)\O
CCOC(=0)\C(=C\C(=0)c1cn(Cc2cce(F)cc2)c3cec(0C)cc13)N0
COclcce(cecl)C2=Cc3ccc(F)cc3C(CC(=0)CO)N2c4ccc(ccd)C#N
COcl1c2CCc3ccd4C(O)N(N(C)C)C(=0)cac(0)c3c2c(0)c5C(=0)cbec(0)
¢(C)c(0)c6C(=0)c15
NCclccce(ccl)c2ccec(c2)C3=CC(=0)N(O)c4nccecc34d
0OC1=C(C(=0O)NCc2ccc(F)c(Cl)c2)C(=0O)Nc3ncceel3
Cnlnc(nclCc2ccc(F)cc2)c3nccdceenc4c30
COclcee(cecl)C2=Cc3ccc(F)cc3C(CC(=0)C(C)O)N2c4ccc(F)cca
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2)c3cce(Cl)ecec3C1=0)\O
Oclnc(nc(C(=0O)NCc2cccec2)c10)c3ccecc3
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6000

6000
6000

6000
6000
6000
6000

6090

6100

6196.77

6280
6300

6340

6600

6700
6800
6800

6985.7
7000
7000
7000
7000

7000
7000
7000
7099.3
7100
7290
7350
7410
7500
7550
7600

7700
7800
7800
7900
7900
7937.25
8000

nM

nM
nM

nM
nM
nM
nM

nM

nM

nM

nM
nM

nM

nM

nM
nM
nM

nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM



CHEMBL250777
CHEMBL254853

CHEMBL507121

CHEMBLA475854
CHEMBLA458653
CHEMBL562442
CHEMBL551736
CHEMBL1813506
CHEMBL3087627
CHEMBL3087792
CHEMBL3334646
CHEMBL1270511
CHEMBL3125974
CHEMBL563677
CHEMBL1214479
CHEMBL399581
CHEMBL2297149
CHEMBL569371
CHEMBL398969
CHEMBL250574

CHEMBLA464213

CHEMBLA446297
CHEMBL549816
CHEMBL583869

CHEMBL1223979
CHEMBL3087635
CHEMBL1270417
CHEMBL462081

CHEMBL1214480

CHEMBL396335

CHEMBL557891
CHEMBL253138
CHEMBL254527
CHEMBL457536
CHEMBL456024

CHEMBL1223983

CHEMBL1224084

CHEMBL2297143
CHEMBL3334648
CHEMBL576837

OclcceeclC(=0O)NNC(=0)CSc2nnc(Cc3ccccc3)n2cdccec(Cl)ca
COclceec(C(=0)NNC(=0)c2cc3ccccc3ec20)c10
CN1[C@@H](Cc2ccc(Oc3ccacc(c30)csececte(C[C@@H](NC(=0)C(
=0)c7cc(Cl)c(0)c(Cl)c7)C(=O)N[C@@H](C(=O)N[C@H]4C(=O)N[C
@@H](C1=0)c8cc(Chc(O)c(Cl)e8)c9cc(Cl)e(O)c(Cl)c9)c[nH]c56)cc2)
C(=0)O

O(C(:)O)\C(=C\C(=O)clcccc(NC(=O)c2cc(cc(c20)[N +](=0)[O-
DIN+](=0)[O-])c1)\O
Clcleec2e(SC(=NS2(=0)=0)C(=0)c3cccdcccecac3)cl
Oclccc2CN(Ce3c(F)c(F)c(F)c(F)c3F)C(=0)c2c10
Cclcec(NS(=0)(=0)c2cec(NC(=0)c3cc(0)c(0)c(0)ce3)cc2)cclC
CC(C)(C)NS(=0)(=0)clcc(0)c(0)e(c1)C(=0O)NCc2ccc(F)cc2
CCOC(=0)C(=0)CC(=0O)\C=C\clcceniCc2ec(Cl)ec(Clhc2
CCOC(=0)C(=0)CC(=0O)\C=C\clcccniCc2cccc(C)c2
OC1=C(N=C(NC1=0)c2ccc(F)cc2)C(=O)NCc3cc(F)c(F)c(F)c3
NCclccc(ccl)c2cccc(CC3=CC(=0)N(O)cancccc3dd)c2
OC1=C(C(=0O)NCc2ccc(F)c(F)c2)C(=0O)Nc3nccccl3
CCC[C@@H](CO)N1C=C(C(=0)0)C(=0)c2cc(Cc3cccc(Cl)c3F)cecl2
CCOC(=0)\C(=C\C(=0)clcn(Cc2ccc(Clyce2)c3ceecc(OC)c13)N0
Oclccec(\C=NINC(=0)c2cccc(0)c20)c10
NNS(=0)(=0)clcccc(OCC(=0)0)cl
Oclccc2CN(Ce3c(F)cec(F)e3ChC(=0)c2c10
OclcceeclC(=0)NNC(=0)CSc2nnc(c3ccccc30)n2Ccdceccccd

OclcceeclC(=0)NNC(=0)CSc2nnc(c3ccccc3)n2Ccacccccsd
CCCCCN1C(=0)C(=C(0)c2cceec12)C(=0)Nc3cc(ccc30)[N+](=0)[O-

]
CC(C)C(=C)CC[C@@H](C)[C@H]1CC=C2C3=C([C@@H](O)[C@H
1(0C(=0)C)[C@]12C)[C@@]4(C)C[C@@H](O)[C@H](OS(=0)(=0)
O)C(C)(C)[C@@H]4CC3
CC[C@@H](CO)N1C=C(C(=0)0)C(=0)c2cc(Cc3ccecc(Che3F)cecl2
C[C@@H](C1CCCc2cccccl2)N3Cc4acec(0)c(0)caC3=0
CC1(C)CCc2c(01)ccec3C(=0)C(=C(0)C(=0)c23)C4=C(C(=0)c5c6CC
C(C)(C)Ocbeees5C4=0)C7=C(0)C(=0)c8cICCC(C)(C)Oc9ccc8CT7=0
CCOC(=0)C(=0)CC(=0O)\C=C\clcccnlCc2ccccc2C#N
NCclccee(cl)c2ceeee(c2)C3=CC(=0)N(O)c4ncccc34
Clcleec2c(SC(NS2(=0)=0)C(=0)c3cccdceccecac3)cl
CCOC(=0)\C(=C\C(=0)c1cn(Cc2ccec(F)c2Cl)c3ceec(OC)c13)M\0
CCL(CO)OC(=0)C2([C@H](CC(=0)C[C@H]2c3c[nH]c4ccceec34)c50ccc
5)C(=0)01
OC[C@@H](N1C=C(C(=0)0)C(=0)c2cc(Cc3cccc(Chc3F)cecl2)cdcce
ccd

Oclccc2CN(Cc3ccec(F)ee3)C(=0)c2c10
OC(=0)\C(=C(/C#N)\clcn(c2cec(F)ec2)c3cceccl13)\O
Cclcc2c(SC(NS2(=0)=0)C(=0)c3ccc(Che(Che3)ceciCl
Clclcee(ccl)C(=0)C2NS(=0)(=0)c3cce(Cl)ce3s2
COclccc2C(=0)C(=C(0)C(=0)c2c1)C3=C(C(=0)c4cccccaC3=0)Ch=
C(O)C(=0)cbec(0OC)eec6Ch=0
COclcc2C(=0)C(=C(C(=0)c2cc10C)C3=C(C(=0)c4cc(OC)c(OC)cca
C3=0)C5=C(0)C(=0)c6cc(0OC)c(OC)cc6C5=0)0
Cclcece(ccl)n2nenc2e3ncdcccccdanc3NS(=0)(=0)c5ec(C(=0)Ncbeeecch
)c(Cl)eesS

OC1=C(N=C(Cc2ccc(F)cc2)NC1=0)C(=0)NCc3ccc(F)cc3
C[C@H](N1Cc2ccc(O)c(0)c2C1=0)c3cccdccceccac3
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8700
8900
9000
9000
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CHEMBL3741789
CHEMBL1774044
CHEMBL401049
CHEMBL252775
CHEMBLA478246

CHEMBL1269999

CHEMBL1270406
CHEMBL1813508
CHEMBL3087633
CHEMBL3582047
CHEMBLA457106
CHEMBL573638

CHEMBL443983
CHEMBL2206229
CHEMBLA444733
CHEMBL514422
CHEMBL3742275
CHEMBL239485

CHEMBL401050

CHEMBL?241495

CHEMBL396688
CHEMBL250977

CHEMBL506797

CHEMBL391925
CHEMBLA449723
CHEMBL559410

CHEMBL1223984

CHEMBL1270908
CHEMBL1813496
CHEMBL3087788
CHEMBL3741160
CHEMBL3116307
CHEMBL253137

CHEMBL524869

CHEMBL524665

COclcee(ccl)C2=Cc3ccc(F)cc3C(CC(=0)C(C)O)N2c4cec(C)eca
OC1=C2C(=0)N(Cc3ccc(F)c(Cl)c3)C(=0)C2=C4CCCN4C1=0
Oclcce(Br)cc1\C=N\Nc2nc3nonc3nc2Nc4ccc(F)ccd
Oclccc2CN(N3C(=0)c4dccecc(0)caC3=0)C(=0)c2cl0
CN(C)clcee(\C=C\C(=0)C2=C(0)C=C(C)0C2=0)s1
COclcec(\C=C\2/C(=0)N(N=C2C(=0)0)c3cccc(c3)[N+](=0)[O-
DcclCcdcecc(F)ccs
COclccc(\C=C\2/C(=0O)N(N=C2C(F)(F)F)c3cccc(Br)c3)cclCc4ccc(F)c
c4

Oclcc(ce(C(=0)NCc2ccc(cc2)C(F)(F)F)c10)S(=0)(=0O)N3CCCCC3
CCOC(=0)C(=0)CC(=0)\C=C\clcceniCc2ccec(F)c2
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2cc(F)cc(F)c2)c3cccec3C1=0)\0
Clcleec2c(SC(NS2(=0)=0)C(=0)c3ccc(Cl)e(Cl)e3)cl
OC(=0O)\C(=C\C(=0)clccc(Oc2ccccc2)cc)\O
CC(C)C(=C)CC[C@@H](C)[C@H]1CcC=C2C3=C([C@@H](O)[C@H
1(GC(=0)C)[C@]12C)[C@@]4(C)C[C@@H](OC(=0)CN)[C@H](OC(
=0)CN)C(C)(C)[C@@H]4CC3
Cclcc2CN(Cce3cec(F)c(Cl)e3)C(=0)c2c(0)c10
Cclcc2c(SC(NS2(=0)=0)C(=0)c3ccecce3)cclCl
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2)c3c(F)ccec3C1=0)\O
COclcec(ccl)C2=Cc3cec(F)cc3C(CC(=0)C(C)O)N2c4ccc(Clcca
Oclcc2ccccc2cc1C(=0)NNC(=0)COc3cccdeccecdc3
O=C(CSc1nc(SCC(=0O)NCc2occc2)nc(SCC(=0)NCc3occc3)nl)NCedoc
cc4
CN(O)[C@H]L[C@@H]2C[C@H]3C(=C(O)[C@]2(O)C(=0)C(=C10)
C(=O)NCN4CCN(CC4)c5cc6N(C=C(C(=0)0)C(=0)cbccs5F)C7CCT)C(
=0)c8c(0)ccec8[C@@]3(C)O
CCN1C=C(C(=0)0O)C(=0)c2cc(F)c(cc12)N3CCN(CNC(=0)C4=C(O)[
C@H]J([C@@H]5[C@@H](0)[C@H]6C(=C(0)[C@]5(0)C4=0)C(=0)
c7c(O)ceec7[C@@]6(C)O)N(C)C)CC3
Cclcee(cel)n2¢(SCC(=0)NNC(=0)c3ccecc30)nnc2cdcccecsd
CC(C)C(=C)CC[C@@H](C)[C@H]1CC=C2C3=C([C@@H](O)[C@H
1(0C(=0)C)[C@]12C)[C@@]4(C)C[C@@H](O)[C@H](OC(=0)CCC(
=0)0O)C(C)(C)[C@@H]4CC3
CC(C)C(=C)CC[C@@H](C)[C@H]1CC=C2C3=C([C@@H](O)[C@H
1(0C(=0)C)[C@]12C)[C@@]4(C)C[C@@H](OC(=0)CCC(=0)0O)[C
@H](0)C(C)(C)[C@@H]4CC3
Cclcc2c(SC(=NS2(=0)=0)C(=0)c3cceee3)cclCl
Oclcecc(\C=C\C(=0)Nc2ccc(cc2)S(=0)(=0)Nc3cceee3)eclO
COclcc2C(=0)C(=C(C(=0)c2cc10C)C3=C(C(=0)c4cceecaC3=0)Ch=
C(O)C(=0)cbec(0C)c(0C)ce6C5=0)0
COclcecc(\C=C\2/C(=O)N(N=C2C(F)(F)F)c3cc(Clcc(Cl)c3)cc1OCc4dce
c(F)ccd

Oclccec(C(=0)NCc2cces2)c10
CCOC(=0)C(=0)CC(=0)\C=C\clccenlCc2ccccc20CC
COclcee(cecl)C2=Cc3ccc(F)cc3C(CC(=0)C)N2c4ccec(O)ccd
OP(=0)(0O)C(Cclcce(Cl)c(Chcl)P(=0)(0)O
Oclccc2CN(Cc3ccccc3)C(=0)c2c10
CN1[C@@H](Cc2ccc(Oc3ccdce(c30)c5ecc6e(NC(=0)C6(O)C[C@@
H](NC(=0)C(=0)c7cc(Cl)c(O)c(Cl)c7)C(=O)N[C@@H](C(=O)N[C@
H]4C(=O)N[C@@H](C1=0)c8cc(Cl)c(0O)c(Chc8)c9cc(Che(O)c(Clc9)
c5)cc2)C(=0)N[C@@H](C(=0)0)c%10ccc(0)cc%10
CN1[C@@H](Cc2ccc(Oc3ccacc(c30)cs5ecc6C(C[C@@H](NC(=0)C(=
O)c7cc(Cl)c(O)c(Cl)c7)C(=O)N[C@@H](C(=O)N[C@H]4C(=O)N[C
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CHEMBL561566
CHEMBL510036
CHEMBL1213725
CHEMBL1224051
CHEMBLA456991
CHEMBL226489
CHEMBL241359

CHEMBL396907
CHEMBL398846

CHEMBL1223982

CHEMBL1224083
CHEMBL1813507
CHEMBL2180600
CHEMBL2311867
CHEMBL3087785

CHEMBL554301
CHEMBL34249

CHEMBL392565

CHEMBLA427703
CHEMBL565985
CHEMBL464216

CHEMBL501254
CHEMBLA453267
CHEMBL456030

CHEMBL1270000
CHEMBL1813512
CHEMBL3582077
CHEMBL2297148

CHEMBL538878
CHEMBLA48381

CHEMBL503991
CHEMBL462288
CHEMBL1269478
CHEMBL1270213
CHEMBL1813497
CHEMBL?2311873

@@H](C1=0)c8cc(Chc(O)c(Che8)c9cc(Cle(O)e(Cl)ec9)C(=0)Ncebe5)c
c2)C(=O)N[C@@H](C(=0)O)c%10ccc(O)cc%10
CO\N=C\c1cc2CCc3c(OC)caC(=0)c5¢(0)c(C)e(O)cc5C(=0)cac(0O)c3c
2¢(0)c1C(=0)0

Cclcc2c(SC(NS2(=0)=0)C(=0)c3cce(Clyeec3d)cclCl
COclccec2clc(en2Cc3ccec(F)e3ClC(=0)\C=C(/O)\C(=0)0O
Oclcc(cec(0)c10)C(=0)NCCCN2CCN(CC2)C(=0)\C=C\c3cceece3
CCOC(=0O)\C(=C\C(=0)C1=CN(Cc2ccc(F)cc2)c3c(Clhceecec3C1=0)\0
OC(=0)C(=0)CC(=0)clccc2cc3ccccc3cc2cl
COclccc(Ne2nc(NCc3ocee3)nc(N\N=C\cdcee(Br)ced)n2)cel
CCN1C=C(C(=0)0)C(=0)c2cc(F)c(cc12)N3CCN(CNC(=0)C4=C(0)[
C@H]([C@@H]5C[C@H]6C(=C(O)[C@]5(0)C4=0)C(=0)c7c(O)cccc
7[C@@]6(C)O)N(C)C)CC3

Oclccc2CN(Cc3ceec(CBr)ce3)C(=0)c2c10
COclcccc2C(=0)C(=C(C(=0)c12)C3=C(C(=0)c4cceecaC3=0)C5=C(
0)C(=0)cbeeec(0C)e6C5=0)0
0OC1=C(C(=0)c2ccccc2C1=0)C3=C(C(=0)c4cceccdC3=0)C5=C(O)C(
=0)c6eeeec6C5=0
Oclcc(ce(C(=0)NCc20ccc2)c10)S(=0)(=0)N3CCCCC3
CS(=0)(=0)0clc(nc(Br)c2ccencl12)C(=0)NCc3cec(F)ce3
COclcc(Br)cc(\C=N\NC(=0)c2cccen2)clO
CCOC(=0)C(=0)CC(=0)\C=C\clccenlCc2ccec(c2)C#N
COc1c2CCc3cc(C(=0)0)c(C(=0)0)c(0)c3c2c(0)caC(=0)chec(0)e(C)
c(0)c5C(=0)c14

OC(Cclcce(Cl)e(Chel)(P(=0)(0)0)P(=0)(0)O
COc1c(N2CCN(CNC(=0)C3=C(O)[C@H]([C@@H]4[C@@H](O)[C
@H]5C(=C(O)[C@]4(0)C3=0)C(=0)c6ec(O)cececc6[C@@]5(C)O)N(C)
C)C(C)C2)c(F)cc7C(=0)C(=CN(C8CCB8)c17)C(=0)0
CCL(CO)OC(=0)C2([C@H](CC(=0)C[C@H]2c30ccc3)cdocccd)C(=0)
01

C[C@H](N1Cc2ccc(O)c(0)c2C1=0)c3ccecdceccce3d
CN1C(=0)C(=C(0)c2cc(0Oc3cceece3)cecl12)C(=0)0
C[C@H](CCC1(CO1)C(C)(C)O)[C@H]2CC=C3C4=C([C@@H](0)[C
@H](OC(=0)O)[C@]23C)[C@@]5(C)C[C@@H](OC(=0)CCccccecece
CCCCCCCCO)[C@H](0S(=0)(=0)O)C(C)(O)[Ca@a@H]5CC4
Cclec(Cl)ec2SC(NS(=0)(=0)c12)C(=0)c3ccc(Cl)ec3
Cclec(Cl)ec2SC(NS(=0)(=0)c12)C(=0)c3ccc(Cl)c(Cl)e3
COclccc(\C=C\2/C(=0)N(N=C2C(=0)0)c3cccc(c3)[N+](=0)[O-
DcclOCc4ccec(F)eca

CC(=0)Nclcc(O)c(0)c(cl)C(=0O)NCc2ccc(F)cc2
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2ccncc2)c3ccecc3C1=0)\0
O=C1NC(=S)SC1NS(=0)(=0)c2ccc(cc2)N=Nc3nccen3
COcl1c2CCc3cc(\C=N\NC(=0)c4cccecd)c(C(=0)0)c(0)c3c2c(0)csC(=
0)c6ec(0)e(C)e(0)cbC(=0)cls
CCOC(=0)C(=0)CC(=0O)\C=C\clccenlCc2cccec?2
CC(C)C(=C)CC[C@@H](O)[C@H]1CC[C@H]2C3=C([C@@H](O)[C
@H](OC(=0)C)[C@]12C)[C@@]4(C)C[C@@H](O)[C@H](OS(=0)(=
0)O)C(C)(O)[C@@H]4CC3
Clclcee(cclClC(=0)C2NS(=0)(=0)c3cceec3s2
ON1C(=0)C=Cc2cccncl2
COclcc(\C=C\2/C(=0)N(N=C2C(F)(F)F)c3cccc(Br)c3)cc(OC)c10C
Oclccec(C(=0O)NCc20ccc2)clO
Oclcce(Br)cc1\C=N\NC(=0)C2=NNC3CCCCC23
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CHEMBL3741987
CHEMBL1224124
CHEMBL3116305
CHEMBL197014
CHEMBL225682

CHEMBL?240547

CHEMBL1270602
CHEMBL2236602
CHEMBL3582081
CHEMBL526642
CHEMBL232024
CHEMBL1084126

CHEMBL392160

CHEMBL239176
CHEMBL398970
CHEMBL250779
CHEMBL456482
CHEMBL565527
CHEMBL1224052
CHEMBLA456031
CHEMBL3739597
CHEMBL394650
CHEMBL?241804

CHEMBL239177
CHEMBLA475828
CHEMBL561848
CHEMBL1270416
CHEMBL1813501

CHEMBL1978342
CHEMBL3125978
CHEMBL511508

CHEMBL3397849

CHEMBL3397846

CHEMBL1269893

CHEMBL1270700
CHEMBL1813509
CHEMBL3087789
CHEMBL1224122
CHEMBL3125968
CHEMBL252551

CHEMBLA459074

COclcee(ccl)C2=Cc3ccc(F)cc3C(CC(=0)CO)N2c4cee(C)eca
Oclccec(\C=C\C(=O)N2CCN(CCCNC(=0)c3cc(0)c(0)c(0)c3)CC2)cl
OC(Cclcee(Checl)(P(=0)(0)O)P(=0)(0)O
CC(C)CN1C(=0)C(=C(0)c2cceec12)C(=0)Nce3cccec3S(=0)(=0O)N
Cclccc20c3nc(C)e(cc3C(=0)c2c1)C(=0)CC(=0)C(=0)0
COclcce(ccl)C(=0)Nc2ccccc2C(=0)NC(C(C)C)C(=0)NNC(=0)c3ccc
cc30
COclccc(\C=C\2/C(=O)N(N=C2C(F)(F)F)c3cccc(c3)cdccececd)cc1OCce
5cce(F)cch

CCOC(=0)\C(=C\C(=0)C1=CN(Cc2cccc(0C)c2)c3cceec3CL=0)\0
OC(=0)\C(=C\C(=0)C1=CN(Cc2ccncc2)c3ccecc3C1=0)\0
COCCNI1C=C(C(=0)0O)C(=0)c2cc(Cc3cce(Chece3Clycecl2
Oclnc(nc(C(=0)NCc2ccncc2)c10)c3ceces3

Oclnc(nc(C(=0)NCn2ccnc2)clO)c3cees3
CCNI1C(=0)C(=C(0O)c2cceec12)C(=0)NNC(=0)c3ccec(c3)[N+](=0)[O

]
CN(C)[C@H]1[C@@H]2[C@@H](O)[C@H]3C(=C(O)[C@]2(O)C(=
0O)C(=C10)C(=O)NCN4CCN(CC4)c5cc6N(C=C(C(=0)0O)C(=0)cbec5
F)C7CC7)C(=0)c8c(0)ccee8[C@@]3(C)0
COclcce(cecl)n2ce(Ce3cccce3)nnc2SCC(=0)NNC(=0)cdcccccdO
OclcceeclC(=0)NNC(=0)CSc2nnc(Cc3ccccc3)n2C4CCCCC4a
COclcce(ccl)C(=0)C2NS(=0)(=0)c3cc(C)e(Clyce3s2
C[C@H](N1Cc2ccc(0)c(0)c2C1=0)c3cce(F)ec3
Ccleec(\C=C\C(=O)N2CCN(CCCNC(=0)c3cc(0)c(0)c(0)c3)CC2)ccl
Cclec(Cl)cc2SC(NS(=0)(=0)c12)C(=0)c3cccdcccec4c3
COclcce(cecl)C2=Cc3ccc(F)cc3C(CC(=0)CO)N2c4ccc(Cl)eca
OclcceeclC(=0)NNC(=0)COc2ccc3cccec3c?
COclcce(ccl)C(=0)NNC(=0)c2cc3cccec3cec20
CCN1C=C(C(=0)0)C(=0)c2cc(F)c(N3CCN(CNC(=0)C4=C(O)[C@H]
([C@@H]5CIC@@H]6Cc7c(ccec(0)c7C(=0)C6=C(O)[C@]5(0)C4=0)
N(C)C)N(C)C)C(C)C3)c(F)c12
OC(=0O)\C(=C\C(=0)clccec(NC(=0)\C=C\c2cce(Clycc2)c)\O
Oclccc2CN(Ce3c(F)ceec3ChC(=0)c2c10
NCclcceecle2ecee(c2)C3=CC(=0)N(O)c4ncccc3d
Oclccec(C(=0O)NCC2CCCCC2)c10
OC1=C(C(C2=C(0O)c3ccccc30C2=0)c4ccce(ccd)C(=0)c5ceccccs)C(=0)
Oco6cececececl6

ON1C(=0)C(=Cc2cccc(0)c12)C(=0O)NCc3ccc(F)cc3F
OCCN1C=C(C(=0)0O)C(=0)c2cc(Sc3cceee3)eccl2
COC1=C(N=C(Cc2ccccc2)N(C)C1=0)C(=0O)N3CCN(CCNC(=O)c4acc(
0)c(0)c(O)c4)CC3
COC1=C(N=C(Cc2ccc(F)cc2)N(C)C1=0)C(=O)N3CCN(CCCNC(=0)c
4cc(0)c(0O)c(0)cd)CC3
COclcec(\C=C\2/C(=0O)N(N=C2C(=0)0)c3cccc(Br)c3)cc1OCc4ccc(F)
ccd

COclcec(\C=C\2/C(=0O)N(N=C2C(F)(F)F)c3cccc(c3)[N+](=0)[O-
DecclOCc4ccec(F)eca
Oclcc(cc(C(=0)NCC2CCCCC2)c10)S(=0)(=0)N3CcCcCCC3
CCOC(=0)C(=0)CC(=0)\C=C\clccenlCc2cec(C)ece(C)e2
Oclcce(cc(0)c10)C(=0)NCCCN2CCN(CC2)C(=0)\C=C\c3cceee3Cl
ON1C(=0)C(=Cc2cccccl12)C(=0)NCc3ccc(F)cc3F
COclccec(C(=O)NNC(=0)c2ccec(0)c20)c10
COclcce(cecl)C(=0)C2=NS(=0)(=0)c3cc(C)e(Clyce3Ss2

133

15100
15410
15874.51
16000
16000

16000

16000
16000
16000
16500
16595.87
16982.44

17000

17000
17000
17000
17000
17182.55
17470
17492.86
17900
18000
18000

18000
18000
18000
18000
18000

18000
18000
18500

18600

18900

19000

19000
19000
19000
19270
19700
19899.75
19899.75
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CHEMBL235417

CHEMBL239696

CHEMBL240752

CHEMBL468656

CHEMBL512638
CHEMBL560218

CHEMBL554975
CHEMBL1813514
CHEMBL1214586

CHEMBL235847
CHEMBL438489
CHEMBL399559
CHEMBL252161
CHEMBL561164
CHEMBL1761473
CHEMBL1813498

CHEMBLA430776
CHEMBL254852

CHEMBL505948
CHEMBLA475819

CHEMBL538947

CHEMBL1270308
CHEMBL1813513
CHEMBL3741049
CHEMBL3740456

CHEMBL3397848
CHEMBL428588
CHEMBL389881
CHEMBLA445242
CHEMBL586817
CHEMBL1813386
CHEMBL3087787
CHEMBL563525
CHEMBL145

CHEMBL1270501
CHEMBL1270611
CHEMBL1813493
CHEMBL497505
CHEMBL568462
CHEMBL1224053

COclcec(0C)c(cl)C(=0)C2=C(O)C(=0O)N(CCCCCC(=0)0O)C2c3cce(
Clce3
CCN1C(=0)C(=C(0O)c2cceecl2)C(=0)NNC(=0)c3ccc(cc3)[N+](=0)[O

NC(=0)NN=C1c2cc(ccc2c3cee(ccl3)S(=0)(=0O)NCcdoccecd)S(=0)(=0)
NCc5occch
CCCC[C@@H](C)C1=C(O)C(=0)[C@@H]2C[C@H](C)C[C@@H](]
C@H]2[C@]1(C)C(=0)CCO)C(=0)0
CCCCCC[C@@H](C)C1=C(O)C(=0)[C@@H]2[C@H](O)[C@H](C)
C[C@H](O)[C@H]2[C@]1(C)C(=0O)\C=C/O
Oclccc2CN(Cc3c(F)ceee3F)C(=0)c2c10
COc1c2CCc3ccdC5SCC(N5C(=0)c4c(0)c3c2c(0)c6C(=0)c7cc(0)c(C)
¢(0)c7C(=0)c16)C(=0)0
CN(C)Cclcee(C(=0O)NCc2cce(F)ee2)c(0)c10
CCOC(=0)\C(=C\C(=0)c1cn(Cc2cce(Che(F)c2)c3ccec(OC)c13N\0
CCOC(=0)clsc(nc1C)N2C(C(=C(0)C2=0)C(=0)c3cccec3)caccc(F)ce
4

OC1=C(C(N(C1=0)c2nc3cccee3s2)cdccc50C0c5¢4)C(=0)cbeecech
COclcee(cclOC)c2nne(SCC(=0O)NNC(=0)c3ccececc30)n2c4cccccd
Oclccc2CN(NS(=0)(=0)c3ccc(F)ce3)C(=0)c2c10
Oclccc2CN(Cc3ccec(F)e3)C(=0)c2c10
CCC1=C(N(COCc2ccc(F)cc2)C(=0O)N(0)C1=0)C(=0)c3cc(C)cc(C)c3
Oclccec(C(=0O)NCc2ccc(cc2)c3cees3)clO
[Na+].COclccc(cclO)c2c3cdec(OC)c(0S(=0)(=0)[0-
1)cc4OC(=0)c3n5ccc6ec(OC)c(0OC)cc6e25
COclccec(C(=O)NNC(=0)c2ccec(0C)c20)c10
COclcee(cclO)c2e3cdcc(0C)c(0S(=0)(=0)0)cc40C(=0)c3n5cccbec(
0OC)c(0OC)ccbe25
OC(=0)\C(=C\C(=0)clccec(NC(=0)\C=C\c2cce(F)cc2)c)\O
COc1c2CCc3cc(\C=N\NS(=0)(=0)c4ccc(C)ccd)c(C(=0)0)c(O)c3c2e(
0)c5C(=0)c6ec(0)c(C)c(0)e6C(=0)cls
Oclcec(\C=C\2/C(=0O)N(N=C2C(F)(F)F)c3cccc(Br)c3)cc1OCc4accc(F)c
c4

Oclcc(cc(C(=0)NCc2ccc(F)cc2)c10)C#HN
COclcce(cecl)C2=Cc3ccc(F)cc3C(CC(=0)CO)N2c4ccc(O)ccs
COclcce(cecl)C2=Cc3ccc(F)cc3C(CC(=0)C(C)O)N2c4ccec(ccd)C#N
COC1=C(N=C(Cc2ccc(Chc(Chc2)N(C)C1=0)C(=0O)N3CCN(CCCNC(
=0)c4cc(0)c(0)c(0)cd)CC3
Oclccec(C(=0O)NNC(=0)c2cc3cceecc3cc20)c10
OC(=0)C(=0)CC(=0)clcce(ccl)N2ccocce2
CC1=CC(=C(C(=0)\C=C\c2ccc(Br)s2)C(=0)01)0
Oclccc2CN(C3Cc4ccecc4C3)C(=0)c2c10
Oclccec(C(=0)NCc2ccc(F)c(F)c2)c10
CCOC(=0)C(=0)CC(=0)\C=C\clccenlCc2ccccc20C
C[C@@H](CO)N1C=C(C(=0)0O)C(=0)c2cc(Cc3ccec(Che3F)cecl2
OC(=0)\C=C\clccc(O)c(O)cl
COclcecc(\C=C\2/C(=0O)N(N=C2C(F)(F)F)c3cccc(c3)C(F)(F)F)cc10Cc
4ccc(F)eca

NCclccc(ccl)c2cec(CC3=CC(=0)N(O)cadncceec34)cc2
Oclccec(C(=0O)NCc2ccc3[nH]ccc3c2)c10
CN(C)CCN1C=C(C(=0)0)C(=0)c2cc(Cc3ccc(Clycec3Clcec12
C[C@H](C1CCc2cccccl2)N3Ccacec(0)c(0)caC3=0
Oclcc(cc(0)c10)C(=0)NCCCN2CCN(CC2)C(=0)\C=C\c3cce(Clee3
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20000

20000

20000
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20350
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22627.42
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23808.4
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24372.12
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CHEMBL240543
CHEMBLA456475
CHEMBLA456476
CHEMBL565197
CHEMBL554974

CHEMBL1270909
CHEMBL1761472
CHEMBL492335

CHEMBL3582054
CHEMBL3741857

CHEMBL235418
CHEMBL391411
CHEMBL516404
CHEMBL1813385
CHEMBL3415851
CHEMBL226433
CHEMBL251378
CHEMBL512205
CHEMBL561565

CHEMBL1271215
CHEMBL241598
CHEMBL252831
CHEMBLA458229
CHEMBL576828

CHEMBL391519
CHEMBL518799
CHEMBL430168
CHEMBL239482
CHEMBL395448
CHEMBL506796
CHEMBL510455
CHEMBL513773

CHEMBL1270214

CHEMBL1270805
CHEMBL399560
CHEMBL399480
CHEMBLA462344
CHEMBL2094513
CHEMBL2180601

CHEMBL1224123
CHEMBL?241606

CHEMBL1928169
CHEMBL3087791
CHEMBL3582049

Oclcce(C(=0)CSc2nnc([nH]2)c3cence3)c(0)cl
Cclce(Clec2SC(=NS(=0)(=0)c12)C(=0)c3ccc(Clhee3
Cclce(Cl)ec2SC(=NS(=0)(=0)c12)C(=0)c3ccc(Che(Cl)e3
Oclccc2CN(Cc3c(F)cee(F)e3F)C(=0)c2c10
Oclccc2CN(Cc3ccccc3F)C(=0)c2cl0
COclcecc(\C=C\2/C(=0O)N(N=C2C(F)(F)F)c3ccc(Br)cc3)cclOCc4accc(F)
cc4

CCC1=C(N(COCc2ccc(F)cc2)C(=0)N(0)C1=0)C(=0)c3cccec3
OC(=0)\C(=C\C(=0)C1=CNc2cc(Cl)ccc2C1=0)\0O
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2ccc(F)c(Chc2)c3c(Clcceec3C1=0)
\O

COclcee(cecl)C2=Cc3ccc(F)cc3C(CC(=0)C(C)O)N2c4cec(O)eca
COclcee(cclOC)C2N(C(=0)C(=C2C(=0)c3ccc(Br)cc3)O)cdcecee(cd)C
(R(FF

Oclccc(\C=N\NC(=0)c2ccccc20)ccl1O
OC(=O)\C(=C\C(=0)clccec(NC(=0)\C=C\c2cce(O)cc2)cI)N\O
Oclccec(C(=0O)NCc2ccec3ceeccc23)cl10
OC(=O)\C(=C\C(=0)\C=C\clccn(Cc2ccc(F)cc2)c)\O
COC(=0)C(=0)CC(=0)clcce(c2eeececc2C(=0)OC)c(c1)[N+](=0)[0O-]
Cclee(C)nc(SCe2nnc(SCC(=0O)NNC(=0)c3cceec30)n2cdcececcd)nl
ONC(=0)clcc(onl)c2ccec(OCc3ccece3d)c2
Oclccc2CN(Cce3cc(F)cec3F)C(=0)c2cl0
COclcec(\C=C\2/C(=O)N(N=C2C(F)(F)F)c3nc4cccccds3)cc1OCce5ecc(
F)ces

OC1=C(C(=0O)NNC(=0)c2ccccc2)C(=0)Nc3cceccll
Oclccc2CN(CCce3cceeec3)C(=0)c2cl0
Cclcc2c(SC(NS2(=0)=0)C(=0)c3ccec(c3)[N+](=0)[O-])cclCl
Oclccc2C(=0)N([C@H]3CCCc4ccecc34)C(=0)c2clO
COclcc(cc(\C=N\Nc2nc(Nc3cccee3)nc(Ncdcceecd)n2)c1O)[N+](=0)[O
-]

Cclce(c(S)ecc1ChS(=0)(=0)NC2=Nc3ccsc3C(=0O)N2Cc4cceeca
CCOclcee(ccl)C(=0)C2=C(0)C(=0)N(C2c3ccc(0)c(0OC)c3)cancesa
CCN1C(=0)C(=C(0)c2cccecl12)C(=0O)NNC(=0)c3ccccc3[N+](=0)[O-]
OC1=C(C(=0O)NNC(=0)c2ccccc2F)C(=0O)Nc3ceeecl3
COclcecc(\C=C\C(=0)Nc2ccee(c2)C(=0)\C=C(/O)\C(=0)0)ccl
Cclcc2c(SC(NS2(=0)=0)C(=0)c3ccc4dcccccdc3)cclCl
Cclcc2c(SC(=NS2(=0)=0)C(=0)c3cce(Br)cc3)cclCl
COclcec(\C=C\2/C(=0)N(N=C2C(F)(F)F)c3cccc(Br)c3)cc1OCcaccec(
Chc4F
C(%clccc(\C=C\2/C(:O)N(N=C2C(F)(F)F)c3cccc(CI)c3)cclOCc4ccc(F)
ccd

OclcceeclC(=0O)NNC(=0)CSc2nnc(c3cencc3)n2cdccc(F)ccd
Oclccee(C(=0)NCCCNC(=0)c2ccec(0)c20)c10
Cclce(c(S)ecc1ChS(=0)(=0)NC2=Nc3cscc3C(=0)N2Cc4ccceca
Oclccc(\C=N\N2CCN(CC2)c3cccecld)cclO
Cclcee(ccl)S(=0)(=0)0c2c(nc(Br)c3ccenc23)C(=0)NCc4ccec(F)cca
Oclcc(cec(0)c10)C(=0)NCCCN2CCN(CC2)C(=0)\C=C\c3ccecc3[N+](
=0)[O-]

OC(=0)clceccccINC(=0)c2ccc(cc2)C(=0)Nc3ccececc3C(=0)0
Cclc(nnnlCc2cccc(F)c2)C(=0)\C=C(/O)\c3ccc(O)c(O)c3
CCOC(=0)C(=0)CC(=0O)\C=C\clccenlCc2ccccc2C
CCOC(=0)\C(=C\C(=0)C1=CN(Cc2c(Cl)cccc2Cl)c3cececcc3C1=0)\O
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CHEMBL3582076

CHEMBL235848
CHEMBL240329

CHEMBL400246
CHEMBLA471327

CHEMBL1237046
CHEMBL1270106
CHEMBL1813511
CHEMBL254646
CHEMBL389931
CHEMBL252553
CHEMBL462561

CHEMBL1270806
CHEMBL264109
CHEMBL240334

CHEMBLA479537

CHEMBL?247961

CHEMBL240513

CHEMBL552987
CHEMBL1761471
CHEMBL182653
CHEMBL235639
CHEMBL518478
CHEMBL490818
CHEMBL1813515
CHEMBL131063

CHEMBL468459

CHEMBL538879

CHEMBL1270307
CHEMBL1909979
CHEMBL1928166
CHEMBL253609

CHEMBL513386
CHEMBLA475853

CHEMBL1271008
CHEMBL1761474
CHEMBLA417356
CHEMBL392358
CHEMBL518513
CHEMBLA475661

CCOC(=0)\C(=C\C(=0)C1=CN(Cc2ccc3cccce3c2)cdcceecdCl=0)\0
CCOC(=0)clsc(nc1IC)N2C(C(=C(0)C2=0)C(=0)c3cce(C)ee3)caccec(F)
ccsd
COclccee(cl)C(=0O)NNC(=0)c2cce3ccecc3c20
Oclccc2CN(N(S(=0)(=0)c3ccc(F)ce3)S(=0)(=0)caccc(F)ccd)C(=0)c2
cl0
Cclee(c(SCc2cecec2)cclCS(=0)(=0)NC3=Nc4cc(Cl)cccdC(=0)N3
CN(O)[C@H]L[C@@H]2C[C@H]3C(=C(O)[C@]2(O)C(=0)C(=C10)
C(=O)NCN4CCCC4)C(=0)c5c(O)ccech[C@@]3(C)O
COclccc(\C=C\2/C(=O)N(N=C2C(F)(F)F)c3cccc(Br)c3)cc10C
CS(=0)(=0)Nclcc(0)c(0)e(c1)C(=O)NCc2ccc(F)ec2
COclccec(\C=NINC(=0)c2cccc(0)c20)c10C
Cclnc20c3ccecc3C(=0)c2cclC(=0)CC(=0)C(=0)0
Oclccec(C(=0O)NCc2ccc(F)cc2)clO
Cclee(c(S)cclChS(=0)(=0)NC2=Nc3cc(sc3C(=0)N2N)C(C)(C)C
COclcec(\C=C\2/C(=O)N(N=C2C(F)(F)F)c3cccc(l)c3)cc1OCc4ccc(F)c
c4
CCOC(=0)C1=C(0O)CCC2([C@H]1c30cce3)C(=0)OC(C)(C)0C2=0
Oclccc(C(=0)N\N=C/2\C(=0)Nc3cccee23)c(0)cl
Clclee(SCc2ccecc2)c(cclC(=0)Nc3ceccce3)S(=0)(=0)NC4=Nc5cceech
C(=O)N4
Cg)cl)ccc(ccl) [C@@H]2CC(=0)C[C@H](c30ccc3)C24C(=0)OC(C)(C
0C4=0
)CNclnC(N\N:C\CZOC(CCZ)C3CCC(CC3OC)[N+](:O) [O-
Pnc(Ncdccceed)nl
COc1c2CCc3cc(\C=N\C45CC6CC(CC(CB)C4H)C5)c(C(=0)0)c(O)c3c2c
(0)c7C(=0)c8cc(0)c(C)c(0)c8C(=0)cl7
CCC1=C(N(COCc2ccccc2)C(=0)N(0)C1=0)C(=0)c3cceec3
COclcec(\C=C\C(=0)c2ccc(0)cc20)ccl
Cclcee(ccl)C(=0)C2=C(O)C(=0O)N(C2c3ccc(Cl)cc3)cdncess
Cclee(c(S)cclChS(=0)(=0)NC2=Nc3sc(C)c(C)c3C(=0)N2N
COclccec(\C=C\C=C\C(=0)C2=C(0)C=C(C)0C2=0)ccl
CN(C)Cclcee(C(=0O)NCc2occc2)c(0)c10
CC(C)CnlcnncINS(=0)(=0)c2cc(C(=0)Nc3ccee(Clyce3)e(Cl)ee2S
CC(C)C(=C)CC[C@@H](C)[C@H]1CC(=0)C2=C3CC[C@H]4C(C)(C
)IC@@H](O)[C@H](O)CIC@]4(C)C3=C[C@H](OC(=0)C)[C@]12C
COc1c2CCc3cc(CANCce5cccecbN4)c(C(=0)0)c(0)c3c2c(0)c6C(=0)c7
cc(0)c(C)c(0)c7C(=0)cl6
COclcecc(\C=C\2/C(=0O)N(N=C2C(F)(F)F)c3cccc(Br)c3)cc1OCc4accc(F)
cc4d
COclcecc(CCN2C(C(=C(0)C2=0)C(=0)c3cceen3)caccec(Cled)ecl
Cclc(nnnlCc2ccc(F)cc2)C(=0)\C=C(/O)\c3ccc(0)c(O)c3
Oclccc2CN(N3Cc4ceec(0)e(0)caC3=0)C(=0)c2c10
CCCCCC[C@H]10C(=0)C2=Cl[C@@H](O)[C@@H]30[C@@H]3[
C@@H]20
OC(=0)\C(=C\C(=0)clcccc(NC(=0)c2ccecc20)c1)\O
COclcec(\C=C\2/C(=0)N(N=C2C(F)(F)F)c3ccc(cc3)C(=0)0)cclOCc4
cce(F)cc4
CCC1=C(N(COCc2ccccc2)C(=0)N(0)C1=0)C(=0)c3cc(C)ee(C)e3
CCOC(=0)C(=0)CC(=0)\C=C\clcceniCc2ccc(Cl)ec2
COclcce(cclOC)C(=0)C2=C(0)C(=O)N(CCc3ccceel)C2c4ccec(Br)ccd
Cclee(c(S)cclChS(=0)(=0)NC2=Nc3cccec3C(=0)N2Ccdocccd
COclecc(\C=C\C(=0O)Nc2ccee(c2)C(=0)\C=C(/O)\C(=0)O)cccl0O
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nM
nM

nM
nM

nM
nM
nM
nM
nM
nM
nM

nM
nM
nM

nM

nM

nM

nM
nM
nM
nM
nM
nM
nM
nM

nM

nM

nM
nM
nM
nM

nM
nM

nM
nM
nM
nM
nM
nM



CHEMBL1813127
CHEMBL?2297146

CHEMBL235637
CHEMBL392359
CHEMBL240299
CHEMBLA459879

CHEMBL396686

CHEMBL1813505
CHEMBL1813510
CHEMBL1909981

CHEMBL394249

CHEMBL505739
CHEMBL1909980
CHEMBL241596
CHEMBL148472
CHEMBL240330
CHEMBLA474027
CHEMBL239274
CHEMBL399272
CHEMBLA457777
CHEMBL559409
CHEMBL1456957
CHEMBL398210
CHEMBL1085426

CHEMBLA479348
CHEMBL2311887
CHEMBL?241396
CHEMBL404420
CHEMBL516661
CHEMBL460943
CHEMBL253395
CHEMBL1682052
CHEMBL500308
CHEMBLA497314

CHEMBL549679
CHEMBL1813502
CHEMBL394683
CHEMBL510239

CHEMBL1271426

CHEMBL240546
CHEMBL251172
CHEMBL1813495

CCOC(=0)CC(=0)Nclccc2ecec(O)e2nl
Cclcc2c(SC(=NS2(=0)=0)C(=0)c3cce(F)cc3d)cclCl
COclcee(cclOC)C2N(C(=0)C(=C2C(=0)c3cce(Br)cc3)O)cacc(ond)C(
C)(C)C
CC(C)(C)cleece(ccl)C2N(C(=0)C(=C2C(=0)c3ccc(F)ce3)O)canncss
Nclcee(ccl)C(=0)CC(=0)Nc2ce(ce(c2)C(=0)0)C(=0)0
Cclee(c(S)cclCl)S(=0)(=0)NC2=Nc3cscc3C(=0O)N2N
CCN1C=C(C(=0)0)C(=0)c2cc(F)c(N3CCN(CNC(=0)C4=C(O)[C@H]
([C@@H]5CI[C@H]6C(=C(O)[C@]5(0)C4=0)C(=0)c7c(O)cccc7[C@
@]6(C)O)N(C)C)C(C)C3)c(F)c12
CNS(=0)(=0)clcc(0)c(0)c(c1)C(=0O)NCc2ccc(F)cec2
Oclcc(cc(C(=0)NCc2cccs2)c10)S(=0)(=0O)N3CCCCC3
OC1=C(C(N(C1=0)c2ccccc2)c3cec(cec3)[N+](=0)[O-])C(=0)c4ccecca
COclccec([C@@H]2CC(=0)C[C@H](c30ccce3)C24C(=0)OC(C)(C)O
C4=0)c10C
CN[C@@H](Cclcce(Oc2cc3cc(c20)c4ccee5c(C[C@@H](N)C(=0O)N]
C@@H](C(=O)N[C@H]3C(=O)N[C@@H](C(=0)O)c6ee(Cl)c(O)c(Cl)
c6)c7cc(Che(O)c(Che7)c[nH]c45)ccl)C(=0)0
COclcec(CCN2C(C(=C(0)C2=0)C(=0)c3ccecc3)c4ccceccd)ccl
OC1=C(C(=0O)NNC(=0)c2ccccc2[N+](=0)[O-])C(=O)Nc3ccceecl3
Oclcce(C(=0)\C=C\c2cceec20)c(0)cl
CCCN1C(=0)C(=C(0O)c2cceec12)C(=0)NNC(=0)CC(=0)0CC
Cclceec(C(=0)Nc2ceec(c2)C(=0)\C=C(/O)\C(=0)0O)c10
[O-][N+](=0)clccc2N(C3=NC(=0O)NC(=0)C3=Cc2cl)caccc(Cl)ccs
Oclccec(C(=0)NCCNC(=0)c2ccec(0)c20)c10
Cclcc2e(SC(=NS2(=0)=0)C(=0)c3ccec(c3)[N+](=0)[O-])cclCl
Oclcce(cc1O)C(=0)Nc2cee(cc2)S(=0)(=0)Nc3cecee3
CCOC(=0)CC(=0)Ncicce(C)ecl
Oclnc(nc(C(=0)NCc2ccc(cc2)c3ccece3)clO)cdcecesd
Oclnc(nc(C(=0O)NCn2cncn2)c10)c3cees3
Clclcec(NC(=0)c2cc(c(SCce3ccece3)cc2Cl)S(=0)(=0)NC4=Nc5cccech
C(=0O)N4)ccl
Cclsc2nenc(N\WN=C\c3c(O)cccdceccce34)c2c1C
CC(C)CN1C2C(N=C1N\N=C\c3cc(Br)ccc30)N(C)C(=O)NC2=0
Oclccc2CN(N3C(=0)c4ccec(F)ecdaC3=0)C(=0)c2c10
Cclee(c(S)cclChS(=0)(=0)NC2=Nc3ccsc3C(=0O)N2N
Cclee(c(S)cclCl)S(=0)(=0)NC2=Nc3ccsc3C(=0)N2Cc4occcs
Oclccec(\C=NIN2Cc3ccc(0)c(0)c3C2=0)c10
COclcec(\C=C\C(=0)c2cc(Br)cc(C(=0)0)c20)cc10C3CCCC3
OC(=0O)\C(=C\C(=0)clccec(NC(=0)Cc2cceec2)c1)\O
OC(=0)\C(=C\C(=0)C1=CNc2ccc(Cl)cc2C1=0)\0O
COc1c2CCc3cc4C5NCCCN5LC(=0)c4c(0)c3c2¢(0)c6C(=0)c7cc(0)c(
C)c(0)c7C(=0)cl6
CNC(=0)CclcccecclCNC(=0)c2ccec(0)c20
OclcceeclC(=0O)N\N=C\2/C(=0)Nc3cccec23
OC(=0)\C(=C\C(=0)clcccc(NC(=0O)c2cecc(Cl)c2)c)\O
COclcec(\C=C/2\C(=NN(C2=0)c3cccc(Br)c3)COC(=0)C)cclOCc4cce
F)ccd
é%CClZNCZCCCCCZC(:O)N1NC(:O)C3:C(O)C4CCCCSCCCN(C3:O)C4
5
Cnlc(SCC(=0O)NNC(=0)c2ccececc20)nncle3cceccc3
Oclccee(C(=0)Nc2cee3[nH]ccc3c2)c10
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42000
42000

43000
43000
43000
43000

44000
44000
44000
44000

44200

45000
45000
46000
47000
48000
48000
49000
50000
50000
50000
50000
50118.72
50118.72

52000
52000
53000
53000
53000
53000
54000
55000
56000
56000
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57000
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58000
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nM
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CHEMBL498504
CHEMBL399006
CHEMBL239244

CHEMBL1270701
CHEMBL398558
CHEMBL3706873
CHEMBL?226374
CHEMBLA457554
CHEMBL239056
CHEMBL237537
CHEMBL458494

CHEMBL1086442
CHEMBL235200
CHEMBLA474862

CHEMBL1271007
CHEMBL2180593
CHEMBL496412
CHEMBL239484
CHEMBL391423
CHEMBLA471330
CHEMBL572179
CHEMBL239483
CHEMBLA474861
CHEMBL2311881
CHEMBL240331

CHEMBLA479347
CHEMBL225669
CHEMBL235846
CHEMBL513058
CHEMBL2407289
CHEMBL241183
CHEMBL2311882
CHEMBL240542
CHEMBLA459878
CHEMBL501858
CHEMBL455820
CHEMBL429082
CHEMBL240333
CHEMBL513057

CHEMBL?240511
CHEMBL577062
CHEMBL240548

CHEMBL452658
CHEMBL1813382

CCN1C=C(C(=0)0)C(=0)C2=C1C(=0)C=CC2=0
OclcceeclC(=0O)NNC(=0)CSC2=Nc3cccec3C(=0)N2CC4CCCO4
CCCOclcecc(\C=N\NC2=NC(CC(=N2)c3cccce3d)cdcceccdO)c(O)cl
COclcec(\C=C\2/C(=0O)N(N=C2C(F)(F)F)c3cccc(F)c3)cclOCc4ccc(F)c
c4

Oclccc(C(=O)NNC(=0)CSc2nnnn2c3cccce3)c(O)cl
O=C1Nc2ccc(cc2c3ccecc13)N(Cedecc(ccd)C#N)Ce5eec(ce5)C#N
OC(=0)C(=0)CC(=0)clccc2c(NC(=0)c3cccec23)cl
Cclcc2c(SC(=NS2(=0)=0)C(=0)c3ccc(Clyce3)cciCl
CCCN1C(=0)C(=C(O)c2cceecl2)C(=0)NNC(=0)c3ccccc3
Cclcee(ccl)C(=0)C2=C(O)C(=O)N(CCCn3ccnc3)C2c4ccc(Clcca
OC(=0)clcc(onl)c2ccec(OCce3cceccece3)c2
CC(C)C[C@H](N)C(=O)N[C@@H](CCC(=O)N)C(=O)N[C@@H](CC
C(=0)N)C(=O)N[C@@H](CC(C)C)C(=O)N[C@@H](CC(C)C)C(=0)
N[C@@H](Cclccececl)C(=0)0
Cclcee(ccl)C2N(CC(=0)0)C(=0)C(=C2C(=0)c3ccc(Clhyeel3)o
COclccee(cl)C(=0)Nc2cceee(c2)C(=0)\C=C(/O)\C(=0)0O
COclcec(\C=C\2/C(=O)N(N=C2C(F)(F)F)c3ccc(l)cc3)cc1OCc4ccc(F)c
c4

OCCNclc(nc(Br)c2ccencl12)C(=0O)NCc3cec(F)ce3
OC(=0)clccee(cclO)c20c(C=C3C(=0)NC(=S)NC3=0)cc2
O\C(=C/C(=0)clcce(Cl)ccl)\C(=0O)Nc2ncees2
COclcec(NC(=0)c2cceec(c2)S(=0)(=0)Nc3cec(ce3)C(=0)0)ccl
Cclce(c(SCe2ccecc2)cclCl)S(=0)(=0)NC3=Nc4ccscdC(=0)N3
C[C@H](N1Cc2ccc(0)c(0)c2C1=0)c3ccecc3
Cclce(C)ec(OCC(=0)NNC(=0)C2=Cc3ccccc30C2=0)cl
COclccecclC(=0)Nc2ceec(c2)C(=0)N\C=C(/O)\C(=0)O
CcloccclC(=O)NN\C=C/2\C(=0O)N(C(=0)c3ccccc23)caccccc4Cl
Oclcce(cc1O)C(=0)CSc2nc(0)c3cccce3n2
Ccleec(NC(=0)c2cc(c(SCce3ccecee3)cc2Cl)S(=0)(=0)NC4=Nc5cceech
C(=0O)N4)ccl

Brclccc2NC(=0)c3ccccc3c2cl
Cclcee(ccl)C(=0)C2=C(0O)C(=O)N(C2c3ccc(F)ce3)cancesd
Cclee(c(SCc2cceec2)cclCS(=0)(=0O)NC3=Nc4cscc4C(=0)N3
Fclecc(CNC(=0)C2C(=0O)NC(=0)c3cceec23)ccl
CCCnlc(N\N=C\c2cc(Br)ccc20)nc3N(C)C(=O)NC(=0)c13
COCCNI1C(=S)NC(=O)\C(=C\NNC(=0)c2cc(Cl)ccc20)\C1=0
CCOclcc(Br)cc(\C=N\c2ncccc20)c10
Cclee(c(S)cclCl)S(=0)(=0)NC2=Nc3scc(C)c3C(=0O)N2N
OC(=O)\C(=C\C(=0)clccec(NC(=0)c2cec(0)cc2)c)\O
OC(=0)clonc(cl)c2ceec(OCce3cceccee3)c2
OC1=C(C(N(C1=0)c2nc3cccee3s2)cacceend)C(=0)cheec(Clyech
Oclcce(cc1O)c2cesc(Ne3neecen3)n2
Cclec(c(SCc2cccec2)cclClS(=0)(=0)NC3=Nc4cccccdC(=0)N3
Cclcee(NC(=0)CN2C(=0)\C(=N/NC(=0)c3cccdccccc4n3)\cbeceee2b)
ccl

ONC(=0)clcc2cen(Ce3ccec(F)cc3F)c2enl
CC(C)Cclc(C#N)c(SCC(=0)c2cec(0)c(0)c2)nc(C)c1C(=0)N
C[C@H](CCC(O)C(C)(C)O)[C@H]1CC[C@@]2(C)C3=C(CC[C@]12
C)[C@@]4(C)CIC@@H](OC(=0)CC(C)(O)CC(=0)0)C(=0)C(C)(C)I
C@@H]4accs

ONC(=0)clcc(OCc2ccc(F)cc2)ceclO

138

58700
60000
60000

60000
61000
62000
65000
65000
66000
67000
68000

68000
69000
69000

69000
69000
69160
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70000
70000
72000
73000
75000
77000

77000
78000
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83000
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85000
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CHEMBLA448271

CHEMBL1269892
CHEMBL238632
CHEMBL?240544
CHEMBL391949
CHEMBL236067
CHEMBL239275
CHEMBLA472204
CHEMBL512918
CHEMBL3415839
CHEMBL1774052

CHEMBL247960
CHEMBL238633
CHEMBLA474035
CHEMBL1682034
CHEMBL263887

CHEMBL455050
CHEMBLA474034

CHEMBL541701
CHEMBLA450074
CHEMBL1813383
CHEMBL 246950
CHEMBL498635
CHEMBLA45578
CHEMBL3415855
CHEMBL387679
CHEMBL399412

CHEMBL?240974
CHEMBL?241184

CHEMBL?241185

CHEMBL490208
CHEMBL455952

CHEMBL1271425
CHEMBL1813381
CHEMBL1813494
CHEMBL1813503
CHEMBL1909977
CHEMBL?2311878
CHEMBL2311902

CN([C@@H](Cclcee(Oc2cec3cc(c20)cacceeshe(C[C@@H](N)C(=0)N|
C@@H](C(=O)N[C@H]3C(=0)O)cbece(Cl)c(O)c(Cheb)c[nH]c45)ccl)
C(=0)O)C(=0)[C@H](N)c7cc(Che(O)ce(Chec7
CCC(=0)OC1=NN(C(=0)/C/1=C\c2ccc(0C)c(OCc3ccc(F)ce3d)c2)caccee
c(Br)c4

O=C(Nclccee(\C=C\C(=0)c2cceec2)cl)c3ccces3
Nclcc(O)nc(SCC(=0)c2ccc(0)c(O)c2)nl
CCOclccee(ccl)C(=0)C2=C(O)C(=0O)N(C2c3ccc(OC)ce3)cancesd
OC1=C(C(N(C1=0)c2nc3cccee3s2)caccencd)C(=0)chece(Clyees
CCCC(=O)NC(clcee(0C)c(0C)cl)c2ec(Clhc3ccenc3c20
CN1C(=NC(=0)c2ccecccl12)NS(=0)(=0)c3cc(C)c(Cl)ce3SCeacccecs
Clclcece(ccl)C(=0)C2=NS(=0)(=0)c3cce(Cl)cc3S2
CCOC(=0)\C(=C\C(=0)\C=C\clccn(Cc2ccc(F)cc2)cI)No
OC1=C2C(=0O)N(Cc3ccccaccccc34)C(=0)C2=C5CCCCCN5C1=0
COclcce(cclOC)[C@@H]2CC(=0)C[C@H](c30ccc3)C24C(=0)0C(C
)(C)OC4=0
0=C(Oclcccecl\C=C\C(=0)c2cceec2)C3=Cc4dceeccd0C3=0
OC(=0)\C(=C\C(=0)clcccc(NC(=0)c2ccecc2Clhec)\O
OC(=0)clce(Chec(C(=0)\C=C\c2ccee(Cl)ec2Checlo
CCOC(=0)\C(=C\C(=0)clcn(Cc2ccc(F)cc2)c3ceec(0C)c13N0
COclcecc(NC(=0)c2cce(c(SCe3ccecce3)cc2CS(=0)(=0)NC4=Nc5ccece
5C(=0)N4)ccl
COclcce(ccl)C(=0)Nc2ccec(c2)C(=0)\C=C(/O)\C(=0)0O
COclc2CCc3ccaChScbeecce6N5C(=0)cde(0)c3c2c(0)c7C(=0)c8ec(O
)c(C)c(0)c8C(=0)cl7

OC(=0)clcc(onl)c2eec(cc2)[N+](=0)[0-]
ONC(=0)c1c(O)cceclOCc2ccc(F)cc2
COclcce(ccl)[C@H]2CC(=0)CCC23C(=0)0C(C)(C)OC3=0
OC(=0)clcee(ccl0)c20c(\C=C\3/SC(=S)NC3=0)cc2
CCOC(=0)C(=0)CC(=0)\C=C\clccenlCc2ccc(F)cc2
CCOC(=0)\C(=C\C(=0)\C=C\clccecnlCc2ccc(F)cc2)\O
Clclccc2NC(=0)c3ccccc3c2cl
CN1C(=0)c2c3CCCc3sc2N=C1SCC(=0O)NNC(=0)c4cccc(O)ca
Oclccec(NC(=0)c2cc(ce(c2)C(=0)Nc3ccec(0)c3)N4C(=0)c5heceecsC4
=0)cl
CCclnc2sc3CCCCc3c2¢c4nnc(SCC(=0)NNC(=0)c5cec(0C)cc5)n14
CCclcccc2c(SCC(=0)NNC(=0)c3ccecc3[N+](=0)[O-
Dnc(ncl2)caccc(F)ccs
COclcce(Br)ecc1\C=C\C(=0)C2=C(0O)C=C(0C2=0)\C=C\c3ccc(cc3)N(
C)C

OC(=0)clcc([nH]n1)c2ceece(OCce3ccecec3)c2
COclcec(\C=C/2\C(=NN(C2=0)c3cccc(Br)c3)OC(=0)C)cclOCc4ccc(F
)ccd

ONC(=0)clcce(OCc2ccc(F)ec2)cclO
Oclccec(C(=0)NCCc2c[nH]c3cceec23)c10
CNC(=0)clcc(F)cccICNC(=0)c2ccec(0)c20
COclcecc(CCN2C(C(=C(0)C2=0)C(=0)c3ccecc3d)cdcee(O)ecd)ccl
Oclc(Br)cc(Br)cc1\C=N\NC(=0)CP(=0)(c2cccec2)c3ceccece3
OC1=Cc2ccccc2\C(=N/Nc3cee(Cl)ee3)\C1=0
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8.4 Rev training set

CHEMBL1374066
CHEMBL2000619
CHEMBL 1864348
CHEMBL1378470
CHEMBL1410045
CHEMBL1517523
CHEMBL1527986
CHEMBL1391213
CHEMBL1303557
CHEMBL1579180
CHEMBL1460312

CHEMBL1411766
CHEMBL269410
CHEMBL282433

CHEMBL1555842

CHEMBL1357473
CHEMBL 1493286
CHEMBLS3211323
CHEMBL1553837
CHEMBL274921
CHEMBL166209
CHEMBL1469144
CHEMBL1425966
CHEMBL1378107
CHEMBL1308993
CHEMBL1568292
CHEMBL1478947
CHEMBL68500
CHEMBL 1446983
CHEMBL1494927
CHEMBL 1456904
CHEMBL1560136
CHEMBL1354016
CHEMBL1585268
CHEMBL1391235
CHEMBL1566518
CHEMBL1365400
CHEMBL1574146
CHEMBL1549677

CHEMBL1378413
CHEMBL1332240
CHEMBL1385436
CHEMBL1575084
CHEMBL1437954

Nclcce2nonc2cl[N+](=0)[O-]
CN(C)clcee(ccl)\IN=C\2/C(=0)N(C)c3ccccdc(O)cbeccecbe2c34
Oclccc(\C=N\Nc2cc(nc(n2)N3CCCC3)N4CCCC4)ccl
CCOclcc(ccclN)c2cec(N)c(OCC)c2
CN(C)clcec(\C=C/2\C(=0O)ON=C2C)ccl
[O-][N+](=O)\C=C\1/SCC(=0O)N1c2cccec2
CCOC(=0)CN1C(=0)C(=Nc2cccecl2)c3cec(Br)cee3N
Nclccee(cl)C(=0)OCC(=0)Nc2cecec3C(=0)cdcccccdC(=0)c23
[I-].CC[n+]1c(oc2cccecl2)\C=C\Nc3cceee3
COclccc(NS(=0)(=0)c2cec(Cl)s2)enl
CCCCN1C(=0)Nc2nc3cc(NC(=0)C)ceec3nc2C1=0
CCCCN(C(=0)cloc(ccl)[N+](=0)[O-
1)C2=C(N)N(CC(C)C)C(=O)NC2=0
Nclccec2C(=0O)N(C(=0)c12)c3cceec3
CclcecccINC(=N)Nc2ceeecc2C
CC(CCC(C)C(C)(C)C)[C@@H]1CC[C@H]2C3C[C@H](OS(=S)(=S)O
)[C@HJAC[C@H](OS(=S)(=S)0)[C@H](C[C@]4(C)[C@H]3CC[C@]
12C)0S(=S)(=S)O
CC(C)CCN(C(=0)CccCsclnc2eccec2[nH]1)C3=C(N)N(Cc4cceecd)C(=
O)NC3=0

CN(C1CCCCC1)C(=0)CN2C(=0)c3ccec(N)c3C2=0
Cclnnc(C)n1\N=C\c2cccc(CC=C)c20
OCCN(CCO)clccecc2C(=0)c3ccecc3C(=0)c12
Nclcc2nc3cceece3nc2eclN
OC(=0)clccc2C(=0)c3ccecc3cdncenclc24
Cclccc2C(=0)c3ccccc3cdcccclc24
Cclcee[n+](cl)c2ne([O-])sc2C=NNc3ccc(cc3)[N+](=0)[O-]
[O-][N+](=0)clccecccI\C=C(/C#N)\C(=O)NCC=C
COCCOC(=0)C1=C(N)N(CCOC)C(=S)s1
COclcec(NC(=0)Nc2cec(C)ec(C)ec2)enl
COC(=0)clcc2c(C)ec3ceec(C)en3c2clC(=0)0C
0O=C1NC(=0)c2nc3cccec3nc2N1
0OC1=CC(=0)c2cccc3cceecclc23
Cclc(O)ccc2C=C(C(=0)0c12)S(=0)(=0)c3ccceecl
CN1C(=0)C=C2c3ccccc3C(=0)cac(ccclc24)N5SCCCCCh
COclcce2nc(N3CCCCC3)c(cc2cl)CHN
CC(=O)Nclccec2nc3ccecce3nc2cl
CC(=O)N1CCN(CC1)C2=Nc3ccecdeccc2c3d
COclcc(0)cc2cc30C(C)(0)CC(=0)c3c(0)cl2
COclccec(NC(=0)c2oc(cc2)c3cec(ce3)C(=0)C)enl
CCN1C\C(=C\c2cces2)\c3ncdceccecdc(C(=0)0)c3Cl
Nclccec2C(=0)N(Cc3ccec(Cl)e3)C(=0)c12
CC1CN(CC(C)0O1)C2=Nc3ccecdccec2c34d
COC(=0)[C@@]1(CHN)[C@@H]2C=CC(=CN2[C@H]([C@@H]1c3c
cc(F)ce3)C(=0)N)C(=0)C
COclcce(ccl)c20c(C)e(CI[S+]([O-)CC(=0O)NCc3ccecen3)n2
Cclcec(ccl)N2CCN(CC2)c3cec(NCceancheceee5n4C)ee3
CCnlc(CSc2ncen2C)nc3cec(cecl3)C(=0)0
CCOclcee2nc(N3CCCN(CC3)C(=0)Nc4cecccaC)e(cc2cl)C#N
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690.35
1047
1364
2471
2861
3035
4534
5219
5664
6301
6497

7261
7863
8312

8337

8380

8386

8387

8440

9529

9783
10093
10098
10447
11141
11406
12248
12395
13868
14216
14250
14753
14833
15785
16241
16416
16969
17851
18230

18291
19371
19597
19748
20324

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM

nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM



CHEMBL1442125
CHEMBL1998429
CHEMBL1549136
CHEMBL1541803

CHEMBL1578982
CHEMBL1470560

CHEMBL1436090
CHEMBL3190665
CHEMBL1415258

CHEMBL1415985
CHEMBL1445765
CHEMBL1981093
CHEMBL1546264
CHEMBL1573564
CHEMBL1523792
CHEMBL1495503
CHEMBL1601851
CHEMBL1442453
CHEMBL41286
CHEMBL1362550
CHEMBL11475
CHEMBL456295
CHEMBL1503865
CHEMBL88326
CHEMBL1337685
CHEMBL1381318
CHEMBL1987546
CHEMBL1421995
CHEMBL1587496
CHEMBL1376371
CHEMBL1537049
CHEMBL294264
CHEMBL1419027
CHEMBL1502839
CHEMBL1397154
CHEMBL1469407
CHEMBL1312914
CHEMBL539676
CHEMBL546344
CHEMBL1299250
CHEMBL1311876
CHEMBL1349146
CHEMBL1369795
CHEMBL1382621
CHEMBL1385794
CHEMBL1386820
CHEMBL1401938
CHEMBL1405895

OC(=0)clcceccIN=Nc2ccc(O)cc2
Ccloc(ccl)C(=0)N\N=C\c2oc(cc2)c3cce(Br)cc3[N+](=0)[O-]
COclccc(NC(=0)Cc2cceec2)enl
CIC1=CCC2C(C1)C(=O)N(CC(=0O)NCc3ccccc3)C2=0
Cclcee(ccl)S(=0)(=O)N[C@H](C(=0)Oc2ccc3C(=CC(=0)0c3c2)C(F)
(F)F)c4cceecd

C1CN(CCO1)C2=Nc3cccc4ccec2c34
CCCN1C(=0O)NC(=0)C(=C1N)N(CCOC)C(=0)Cc2ccc(s2)S(=0)(=0)
N3CCOCC3

COclcce(\C=N\c2c(nc3cccen23)cdocccd)cclOC
CCclcce2ne3nc(C)ec(C)e3e(N)c2cel
FC(F)(F)C1=CC(=0)0c2cc(OC(=0)CN3C(=0)NC4(CCCCC4)C3=0)c
ccl2

COclcce2nc(N3CCC(0)CC3)c(cc2cl)CHN
Nclnnnn1\N=C\c2cc(Cl)ccc20
COclccc(\C=C(/CC(=0)O)\c2nc3ccece3s2)cclO
OCCCN1C(=0)C2=C(SCCSs2)C1=0
CCOC(=0)c1[nH]cnclN=Nc2c(O)cce3cecec23
Cclcee(ccl)S(=0)(=0O)Nc2cc3c(C(=0)Ncaccceed)c(C)oc3chbeceee25
CCOC(=0)clcc2c(ccn2C)n1CC(=0)N(Cc3ccece3)cacceccs
COclcce(Ne2nne(SCC3=CC(=0)N4C=CSC4=N3)s2)ccl
CC(=0)0clccec2C(=0)c3cc(cc(OC(=0)C)c3C(=0)c12)C(=0)0
CCOclcce(ce(Br)clO)C2C(=CN(C=C2C(=0)0C)C3Ccccre3)c(=0)oC
CC1=CC(=0)c2c(O)ccc(0)c2C1=0
COclcc2C(=0)c3ncecdc(OC)c(OC)c(0OC)c(c2cc1OC)c34
CCN(CC)S(=0)(=0)clccc(N2CCCC2)c(NS(=0)(=0)c3ccec(F)ce3)cl
Nclcee(O)c2C(=0)c3cccecec3C(=0)cl2
COC(=0)clccc2N=C3CCCC(=C3Sc2cl)0
Nclc(O)cec2C(=0)c3cccecec3C(=0)cl2
Clclcec(\C=N\c2c(nc3cceen23)cdoccecd)ccl
Cclc(O)cee(clO)c2[nH]nc(C(=0)0)c2c3nc4dcceccds3
CCOC(=0)clcc2c(ccn2C)n1CC(=0)N(Cc3ccecc3d)cdcce(F)eca
CN1CC2=Cc3ccccc30C240c5¢cccec5C=C4C1
CCOC(=0)clcc2c(ccn2C)n1CC(=0)N3CCN(CC3)c4accee(c4)C(F)(F)F
Oclcc(0)c2C(=0)c3ccecc3C(=0)c2c10
COclccc(N2CCCC2)c(NC(=0)c3oc(Br)ce3)cl
CCnlc(CSc2nnc3cceen23)ncdcc(cccl4)C(=0)0
CC(OC(=0O)\C(=C\clcee(ccl)N(C)CNCH#N)C(=0O)NCc20ccc2
Oclnc2cc3ccecc3ce2nclC(F)(F)F
Nclc(nc2cceenl2)c3ccec(c3)[N+](=0)[O-]
COclccc(Ne2ne(N)nc(CN(C)C3CCCCC3)n2)ccl
[CI-].[N+]clnc(Nc2cce(Cl)cc2)nc3ceceel3
COclccc(CCNC(C)CCce2ccc(0C)cc2)cecl
[CI-].[N+]CCCC(=0O)N1c2ccccc2[S]c3cececl3
COclcecc(\C=C\C2=[N+](C)OC(=C2)c3ccc(C)ce3)ccl.[Cl-]
CNCCCOclcce(ccl)C(C)(C)c2cecceec2
Cclnc(Nc2cencc2)c3oc4dccecccdc3nl
[Br-].C[n+]1c2SCC(=Nn2c3cccecl3)cdcce(Cl)cca
CC(C)COclccec(Ce2enc(N)nc2N)cel
Cclcee(ccl)C(=O)NNC(=0)CSc2n[nH]c3c4cc(F)ceednc3n2
CC1=NN(C(=0)C1N=Nc2ccc(N)cc2)c3ceeee3
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22020
25109
25171
25752

26862
29228

39575
56122
58820

65306
67576
75326
75365
75380
75386
75403
75403
75409
75411
75412
75414
75418
75418
75421
75421
75421
75421
75423
75425
75427
75427
75434
75442
75449
75472
75487
75502
79370
79370
79370
79370
79370
79370
79370
79370
79370
79370
79370

nM
nM
nM
nM

nM
nM

nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM



CHEMBL1418879
CHEMBL 1485867
CHEMBL1503307
CHEMBL1508313
CHEMBL1540598
CHEMBL1557351
CHEMBL1572144
CHEMBL1587299
CHEMBL1599483
CHEMBL1603067
CHEMBL1603229
CHEMBL1704267
CHEMBL1706577

8.5 TAT training set

CHEMBL1553368
CHEMBL1536556

CHEMBL1391063
CHEMBL1398964
CHEMBL1600422
CHEMBL1527520
CHEMBL1334586
CHEMBL1455440

CHEMBL1420548
CHEMBL1504655
CHEMBL1405834
CHEMBL1546396
CHEMBL1453703
CHEMBL1346508
CHEMBL1405604
CHEMBL1446786
CHEMBL1375570

CHEMBL1409647
CHEMBL1575767
CHEMBL1324208
CHEMBL1508847
CHEMBL1402056
CHEMBL1710520
CHEMBL257359

CHEMBL1423980
CHEMBL3188788
CHEMBL1541610
CHEMBL1583518
CHEMBL1312986
CHEMBL1412911
CHEMBL1524916

[CI-].CC([N+]Cclccc(ccl)N(C)C)C2CcC3cceeacs
COclccecccINC2=NC(=NC(N2)c3ccc(Cl)cec3)N
COclccec(OC)clc2nn3c(nnc3s2)cdce([nH]n4)c5cccech
CCOC(=0)clc(C)n(C)c2ccc(O)c(CN(C)C)cl2
[Br-].Brclcec(ccl)C(=0)C[N+]2C3=NCCN3c4cccecc24
[CI-].CCN(CC)CC[N+]C1=NCCN2C1=CC3=CC(0C)=CC=C23
[CI-].COclcce(ccl)C2N=C(N)N=C([N+])N2c3ccc(C)cc3
COclccec(Ne2ne(N)nc(n2)c3ocdcccec4c3C)el
[CI-].COC(=0)c1c(C(=0)OC)n(CCC[N+])c2cce(C)ecl2
CC(C)CINH+]=C1C=C(Oc2ccc(Cl)cc12)c3ccecc3.[Cl-]
CN(C)CC(O)COclccec(ccl)c2eec(cc2)C#N
Fclcec(\C=N\NC(=O)c2cc(nc3ccccc23)cdocccd)ccl
Fclcececc(\C=N\NC(=0)c2cc(nc3ccecc23)cdoccecd)cl

0.CIL.COC(=0)clcceeclC2=C3C=CC(=N)C=C30c4cc(N)ccc24
COclcee(0)e(cl)C(=0)C2N(C(=0)c3cccecc23)cacce(C)ecd
O[C@H]1[C@H]2[C@H](CC(=0)O)C(=0)O[C@@H]3C(COC(=0)c4
cc(0)c(0)c(O)ch)O[C@@H](OC(=0)c5cc(O)c(O)c(O)ch)[C@@H](OC
(=0)c6ee(0)c(0)c(0C1=0)c26)[C@H]30C(=0)c7cc(0)c(0)c(O)c7
OC(=0)clcc(ccclCIN2N=C(\C(=C\C=C\c3occc3)\C2=0)C(F)(F)F
COclccee(cl)C2CC(c3ceececc30C)n4nc(N)ncaN2
OC(=0)C1Nc2c(0O)ccec2C3C=CCC13

Cclcec(C)nINC2=NC(=0)CS2
CC1(C)OC(=C(C(=0)01)C2=NCCC2)0
Cclccec(c1)N2C(=0O)NC(=0O)\C(=C\c3cc40COc4cc3[N+](=0)[O-
D\C2=0

Cclcec(C)nlc2scec2C(=0)0
O=C1NC(=S)S/C/1=C\c20c(SCc3occc3)cc2
Nclc(sc2nc3\C(=C/cdocccd)\CCe3c(chocee5)c12)C(=0)NC6CCh
CNC(=0)clcccccINC(=0)c2cce(C)e(c2)S(=0)(=0)N3CCCCC3
CCOC(=0)clcce(NS(=0)(=0)c2ccc3N(C)C(=0)0c3c2)ccl
Sclnnc(COc2ccc30C0c3c2)nlcdcccccd
CclccceclCe2e(C)nc3c(enn3c2C)C(=0)NCcécecc50C0chc4
CCN(C(=0)C1=C0OC(=0)C(=C1)Br)c2ccc30C0Oc3c2
Fclecc(NC(=0)C(N2CCN(CC2)S(=0)(=0)c3cccdceccccac3)cseeceeb)e
cl

OC(=0)C(Cclcceecl)N2C(=S)S\C(=C/C=C/c3occec3)\C2=0
Clclcee(cel)S(=0)(=O)N2CCN(CC(=0)Nc3ccc40CCOc4c3)CC2
OC(=0)CC(N1C(=S)S\C(=C/C=Cl/c20ccc2)\C1=0)C(=0)0
CC1=C(C#N)C(=0O)N(C2CCS(=0)(=0)C2)C(=0)/C/1=C\c30c(C)cc3
[O-][N+](=0)clcce(ccl)c2oc(\C=N\c3c(ncdceceen34)csoccece5)cc2
CC(C)C(N1C(=S)S\C(=C/C=Cl/c20ccc2)\C1=0)C(=0)0
COclcc(NC(=0)CS(=0)(=0)c2cce(C)ec2)ec(0C)cl0oC
COC(=0)CSclnnc(CNC(=0)Cc2cccec2)nlC
CCnlcc(Br)c(n1)C(=0O)Nc2ccee(SC)c2
COCclcc(C)nc(NCCO)C1C#N

CCOC(=0)CNclccc20C0c2cl
CCNI1CCN(CC1)C2=NC(=0)\C(=C\c30c(C)cc3)\S2
CN(C)clnce(s1)C2=C(Cl)C(=0)C(=C(Cl)C2=0)N3CcCCC3
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79370
79370
79370
79370
79370
79370
79370
79370
79370
79370
79370
79370
79370

190
303

556
615
686
702
881
881

906
908
926
937
968
995
1029
1058
1170

1234
1259
1306
1334
1347
1400
1404
1416
1433
1434
1439
1469
1469
1536

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM

nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM



CHEMBL255881
CHEMBL1331134
CHEMBL1375860
CHEMBL 1544334
CHEMBL1430473
CHEMBL6246
CHEMBL1411862

CHEMBL196072

CHEMBL1335321
CHEMBL3392033
CHEMBL1528814
CHEMBL1492764
CHEMBL1595235

CHEMBL1399331
CHEMBL1576095
CHEMBL1493158
CHEMBL1597042
CHEMBL1373961
CHEMBL1542128
CHEMBL1464853
CHEMBL 1482883
CHEMBL1374242
CHEMBL1526171
CHEMBL1335699
CHEMBL213432

CHEMBL1371777
CHEMBL1310699
CHEMBL1523317

CHEMBL1506682
CHEMBL1457427
CHEMBL1366915
CHEMBL1501132
CHEMBL1505467
CHEMBL1384172
CHEMBL1584917
CHEMBL1334684
CHEMBL2001337
CHEMBL1470525
CHEMBL458328

CHEMBL1424486

CHEMBL1504113
CHEMBL1567396
CHEMBL1416439
CHEMBL1302827
CHEMBL1698517
CHEMBL 1482554
CHEMBL1587849

CC(N1C(=S)S\C(=C/C=Clc20ccc2)\C1=0)C(=0)0O
0O=C1CC(=0)N(Cc20ccc2)C(=S)N1
CCOC1(OCC)N=C(N)C2(C#N)C(c3cccc(0OC)c30C)C12C#N
CC(C)CN1C(=0)c2ccecc2N=C1SCC(=0)NC(=0O)Nc3ccc40OCCOc4c3
OC(=0)C1Nc2c(O)cc(Cl)c(c2C3C=CCC13)[N+](=0)[O-]
Oclcc2C(=0)0c3c(0)c(0)ccaC(=0)0c(c10)c2c34
OCCNC(=0O)Nclcce2nce(c3occe3)c(nc2cl)cdocccd
NCCCC[C@H](COC(=0O)N)NC(=O)CN(CCCCN)C(=0O)OoC[C@@H](
N)CCCN=C(N)N
O=C(NC1CC1)Nc2ccc3nc(cdocecd)c(nc3c2)csocech
NC1=C(C#N)C2=C(CCCCC2)C(=S)S1
COclcccc2C3C=CCC3C(Nc12)C(=0)0
CCC(N(CCCO)Cclcc2cc(C)ee(C)e2nelO)e3nnnn3C(C)(C)CC
C=CCSC1=N\C(=C/C=C/c2occc2)\C(=0)S1
OC(=0)C1Nc2c(ccecc2C(=0)0)C3C(Cl)C(CC13)Scacceccd[N+](=0)[O
-1

CCCN1C(=0)S\C(=Cl/c2cce(cc2C)N3CCOCC3)\C1=0
CC(C)OC(=0)ciceec(nl)C(=0)0
O=C1NC(=0)\C(=C/C=C/c2occc2)\C(=0O)N1Cc3occc3
CCOC(=0)C1CCN(CC1)C(c2cces2)c3scanc(C)nndc30
CCCC1=NN2C(=N)\C(=C/c30c(SCc4occcd)cc3)\C(=0)N=C2S1
CIC1=C(N2CCCCC2)C(=0)C(=C(C1=0)c3cnc(s3)N4CCcccc4)Cl
Oclcee(ccl)N2C(=0)S\C(=C/C=C/c30ccc3)\C2=0
OCCCNC(=0)Nclcce2ne(c3occe3d)c(nc2cl)cdocccd
CCOC(=0)C1CCN(CC1)C(=0)Nc2cce3nc(cdocccd)c(nc3c2)csocecs
OC(=0)\C=C\C(=0O)Nc1lcccncl

Cclcec(C)nlc2ecec(c2)C(=0)0
ClclcecececlCSc2nne(c3occec3)c(n2)cdocecd
O=C(NC1CCCcC1)c2ccc3nc(cdocced)c(nc3c2)c5oceceh
Cclcc2c(N)ceee2nnl
OC1C(0)C(0C2=C(0c3cc(0O)cc(0)c3C2=0)c4ccc(0)c(0)cd)0OC(C10)
C(=0)O

COclccc(NC(=0)c2cccece(c2)S(=0)(=0)Nc3cee(Br)eec3)enl
NC(=0)clcc(N)cccIN2CCCC2
COCCNC(=0)Nclcce2ne(c3occeld)c(nc2cl)cdocccd
Cclnc2cc(nn2c(O)clCl)c3cesc3ndc(C)eeccaC
olccecle2nce(c3occe3)c(nc2cdocccd)c5ocees
CN=C1C=CC=CC(=C10)c2ccc3cc40C0Oc4cc3n2
OC(=0)C1Nc2ccc(cc2C3C=CCC13)C(=0)0C4CCCCC4
Cclcee(cnl)C(=O)N\N=C/c2oc(Br)c(Br)c2
CCN(CC)C(=0)cloc(CS(=0)(=0)c2ccc(0C)cc2)cecl
CCCCCC#CCC#HCCCHCCC#HCCCCC(=0)0
Nclnc(c2occc2)c(sl)c3ocec3
CN(C)[C@H]1C2CC3C(=C(O)[C@]2(0O)C(=C(C(=O)NCN4cCcCcce4)C
1=0)0)C(=0)c5¢(O)cceccs5[C@@]3(C)O
CC(=0)clccc2NC(C3CC=CC3c2cl)C(=0)0
O=C1IN(NS(=0)(=0)c2cccec2)C(=S)S/C/1=C\C=C\c3occc3
N=C1N2N=CSC2=NC(=0)/C/1=C/c3oc(SCcdoccc4)cc3
COclcc2Cc3cc(N)cec3c2cclN
0O=C(CSclncnc2scccl2)Nc3oc(cdocccd)c(c5ocee5)c3C#N
O=C(Nclnc(c2occc2)c(sl)c3ocecc3)C4CCCh
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1541
1564
1593
1619
1639
1669
1756

1799
1833
1842
1870
1879
1889

1906
1918
1924
1953
1957
1976
1991
1998
2009
2009
2016
2069
2074
2080
2080

2123
2154
2165
2168
2172
2184
2221
2264
2343
2346
2378
2391

2462
2472
2483
2486
2509
2524
2648

nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM



CHEMBL3199404
CHEMBL1401747
CHEMBL1402117
CHEMBL1566266
CHEMBL69612

CHEMBL1416218
CHEMBL1452952
CHEMBL1548317
CHEMBL1497651
CHEMBL1573365
CHEMBL1304024

CHEMBL1609454
CHEMBL1378036
CHEMBL3196373

CHEMBL1586326
CHEMBL1589300
CHEMBL1364967
CHEMBL1305450
CHEMBL1872442
CHEMBL1487717
CHEMBL1326606
CHEMBL1477236
CHEMBL 1334484

CHEMBL1723511

CHEMBL 1443088
CHEMBL1504429

CHEMBL3199921
CHEMBL408994

CHEMBL1506843
CHEMBL1699836
CHEMBL1566165
CHEMBL1409603

CHEMBL1312212

CHEMBL1309430
CHEMBL1423705
CHEMBL201289
CHEMBL1376870
CHEMBL1609550
CHEMBL1995275
CHEMBL1568631
CHEMBL66953
CHEMBL1493956
CHEMBL 1449836
CHEMBL1527833
CHEMBL1507864

CCCOclccc(CC2=NN3C(=0)\C(=C\cdocccd)\SC3=NC2=0)ccl
O=C(NN1C(=S)S\C(=C/C=C/c20ccc2)\C1=0)c3ccncc3
Oclnc(S)nc20c3nc(S)nc(0)c3C(caccc(Br)ccd)cl2
CclccecccINC(=0)CSc2nnc(c3occc3)c(n2)cdocccs
[O-]1[N+](=0)cloc(\C=C\C=C\2/SC(=S)NC2=0)ccl
OC(=0)clcec(Cl)c2NC(C3CC=CC3c12)c4cceend
Cclocccle2nne3sc(nn23)cdcc(ocdC)esecc(Cl)ecs
CC1(OCCO1)c2cce3noc(cdceeecd)c3c2
CC1=C(C#N)C(=0O)N(C2CCS(=0)(=0)C2)C(=0)/C/1=C\c30ccc3
CIL.CCN(CC)clccc2NCCCce2cl
FC(F)(F)C1=Nc2c(C=0)ccc3ccec(N1)c23
Cclcc(\C=C\2/C(=0)NC(=0)N(C2=0)c3cccc(F)c3)c(C)nlcdcec(ce(cd)C
(=0)O)C(=0)0O

CCOC1=CC=CC(=0)c2c(C)n(Cc30ccc3)c(C)cl2
Oclcceecl\C=N\c2c(nc3cececen23)cdocccs
Ccloc(\C=C\C2=Cc3c(C#N)c(NC(=0)CSc4n[nH]c(N)n4)sc3C(C)(C)C
2)ccl

CCCSC1=N\C(=C/C=C/c20ccc2)\C(=0)S1
COC1=CC=CC(=0)c2c(C)n(c(C)cl2)c3cce(cc3)C(=0)0
COclcce2nce(c3occece3)c(nc2cl)cdocecs
O=C1CC(SC(=S)C2CCCC2=0)C(=0O)N1
COclcecc(NC(=0O)N2c3cce(0C)ec3C(=CC2(C)C)C)ecl
OclccecclC=Nc2ccc(F)c3c(O)[nH]nc23
CCOC1=CC=CC(=0)c2c(C)n(c(C)cl2)c3cce(cc3)C(=0)0
Nclncnc2oc(c3occe3)c(cdocccd)cl?
OC(=0)clccec2eccc(C3=C4C=CC(=0)C(=C40c5¢c(0)c(0)ccec35)0)cl
2
Clclcee(ccl)N2C(=O)NC(=O)\C(=C\c3oc(Scanc5cececec5[nH]4)ce3)\C2
=0

CC(=0)OCCCNCclce(Sc2ne3ccece3s2)canoncdcl[N+](=0)[0-]
CCOC(=0)C1=C(N)N2C(=0)\C(=C\c3occc3)\SC2=C(Clcdocccd)C(=
0)ocC(C)C

Cclcee(C)niCce2cec(cc2)C(=0)0
COclcee(ccl)S(=0)(=0)c2c(N)n(Cc3occe3)cancheccecbne24
OCC1=C(CO)C(=0)c2c(0O)cce(0)c2C1=0
0O=C(Nclccc2nce(c3occe3)c(nc2cl)cdocccd)NSCCCCCCh

OCCCNC(=0)c1cce2nc(c3occeeld)c(nc2cl)cdoccecd
COclccec(NS(=0)(=0)c2ccc3NC(C4CC=CC4c3c2)c5ecc(ce5)C(=0)0)
cl
OC(=0)CCCNCclcc(N2CCC3(CC2)OCCOI)canochebecccc6C(=0)clcd
5

Ccloc(C)c(cl)c2nc3cdc5CCCehscanc(O)n3n2
OC(=0)C1Nc2cce(Br)cc2C3C=CCC13
Cclccc2NC(C3CC=CC3c2c1)C(=0)0
O=C1N(C(=S)S/C/1=C\c20ccc2)c3ccenc3
O=C(N\N=C\C=C/clocccl)c2ccenc?
CC1C\C(=C\c20ccc2)\C(=0)\C(=C\c3occe3)\C1
OC1=CC=Cc2cc(0O)c(0)c(0)c2C1=0
Ccloc(CN2C(=S)Nc3cee(cc3C2=0)N4CCOCC4)ccl
C(Sclnnc(c2occc2)c(nl)c3occc3)cdcceccd
Ccloc(ccl)[C@@H]2C3COCC=C3C(=C(N)C2(C#N)C#N)C#N
CC1=C(C(C2=C(0O)CC(CC2=N1)c3ccccec3)caccscd)C(=0O)NcbeeeechF
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3379

3404
3414
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3462
3482
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3658
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3958
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4045
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CHEMBL1394046
CHEMBL1980204
CHEMBL1351226
CHEMBL1383746
CHEMBL1422059
CHEMBL1549687
CHEMBL1586973
CHEMBL1451059
CHEMBL1347567
CHEMBL1469243
CHEMBL1320230
CHEMBL 1446668
CHEMBL1424878
CHEMBL1577840
CHEMBL195705

CHEMBL1997195
CHEMBL1346172
CHEMBL3193785
CHEMBL1350637
CHEMBL1409184
CHEMBL1586235
CHEMBL210208

CHEMBL1340288
CHEMBL1527832
CHEMBL3193134
CHEMBL1406770
CHEMBL1414222
CHEMBL1527095
CHEMBL1459161
CHEMBL1537686
CHEMBL1431490
CHEMBL3190370
CHEMBL1257092
CHEMBL3197320
CHEMBL3190112
CHEMBL1441847
CHEMBL1477510
CHEMBL3193845
CHEMBL1613571
CHEMBL1566203
CHEMBL1379164
CHEMBL2132953
CHEMBL1505704
CHEMBL1502381

CHEMBL1555752
CHEMBL1465392
CHEMBL1460695
CHEMBL3190368
CHEMBL1532547

CCNI1C(=S)NC(=O)\C(=C\c2cce(s2)[N+](=0)[O-D\C1=0
CCOC(=0)clc(C)oc2c3ceeec3c(O)c(\C=N\Cc4cceend)cl2

CCOclccec(0OCC)e2c(C)[n+](CC3CCCO3)c(C)cl2.[0-]CI(=0)(=0)=0

0O=C(N1CCC2(CC1)0OCCO02)c3cceanc(c5occec5)c(ncdcld)cboceco
C(N1CCCc2ccccc12)c3nnc4dCCCCCn34
Oclccc2C(=0)\C(=C\c3occe3)\Oc2c1CN4CCCCC4
COclcec(CCNC(=0)c2ccc3nc(cdocccd)c(nc3c2)c5ocech)cclOC
CCN(CC)Cclcc(O)c(CN(CC)CC)eclO

CN=C1C=CC=CC=C1S
Cclce(C(=0)CSc20c(nn2)c3occe3)c(C)nlCcdocccs
OclcceeclC(=0)NN2C(=S)S\C(=C/C=C/c3occc3)\C2=0
O=C(NCclcccccl)c2ccc3nc(cdocced)c(nc3c2)c5ocech
CC(=0)clsc2nc(ccc2cIN)c3occec3
Cclcec(C=C2C(=C(ChC(=Cc2ChCNhChccl

CCOC(=0)C(=0)NCcloc(\C=C/2\N=C(C)C(=C20)C(=0)OCC)ccl
CCCCN1C2=C(C=C(C#N)/C/1=N\C(=0)c3ccenc3)C(=0)N4C=CC=C(

C)C4=N2
O=C(NCclcccenl)c2cce3nc(cdoceed)c(nc3c2)csocech
CN(C)clccece(ccl)\N=C/2\C(=C(C#N)C(=O)N(C)C2=0)C
CC1CCN(Cc2c(0)cec3C(=0)\C(=C\cdocccd)\Oc23)CCl
CC(=0O)NN1C(=S)S\C(=C\c2oc(Br)cc2)\C1=0
BrC1CCc2c¢(sc3N=C4CCCCCN4C(=0)c23)C1=0
0OC1=C20c3c(0)c(0)ccec3C(=C2C=CC1=0)c4cccccaS(=0)(=0)0
BrC1=CC(=COC1=0)C(=0)N2CCCc3ccccc23
CC(=0)cl1sc(C(=0)0O)c(c2occc2)clc3occee3
Oclccc(\C=N\NC(=0O)CCN2CCN(CC2)c3cceec3)c(0)cl0
COC(=0)clcccccINC(=0)C2CCCC2
CC(C)C1Nc2cece(cc2C3C=CCC13)C(=0)0
Oclnc(cc(c2occc2)c1C#N)c3ceceec3
O=C(N1CCCc2cccccl2)C3=COC(=0)C=C3
O=C1N(C2CCS(=0)(=0)C2)C(=S)S/C/1=C\c3occc3
O=C(CSclnnc(c2occc2)c(nl)c3occc3)Ncedcccecd
O=C1N=C2S\C(=C/c3occc3)\C(=0)N2N=C1Cc4cccccs
CC(C)NC[C@@H](O)clcce(0)c(0)cl.0C(C(0)C(=0)0)C(=0)0
CCN(CC)clcecc(\C=NIN2C(=CC(=CC2=0)C)C)ccl
Scinnc(c2ccenc2)n1\N=C\C=C\c3occc3
COclcceecln2c(S)nnc2ce3cc([nH]n3)cdocccs
CCOclcec(ccl)N(CC(=0)NC(C)(C)C)S(=0)(=0)c2c(C)onc2C
CC1CCCC(=C10)\C=N\c2ccc(C(=0)O)c(0)c2
CN1c2cesc2C(=C(C(=Nc3cce(F)c(Che3)S)S1(=0)=0)0
Ccloc(\C=C\2/SC(=S)N(C2=0)c3cccnc3)ccl
NC1=C(C#N)C(C#N)(C#N)C2CCCC(=C12)N3CCCCC3
CC\C(=N/clcce(N)cecl)\C2=C(0)C(C(=0)OC)C(C)(C)CC2=0
Cl.Cclcc(c(C)n1CC=C)c2csc(N)n2

ClL.COclccc(O)c(N)cl
CCN(CC)C(=0)clccc2NC(C3CC(Scaceccc4[N+](=0)[O-
DC(CI)C3c2c1)C(=0)0
O=C(C1CCCO1)N2Cccc3(cc2)occeos
OC(=0)clccec(cl)n2cecc2\C=C\[N+](=0)[O-]
Cclcc(\C=N\Nc2cce(cn2)[N+](=0)[O-])c(C)nlc3cee(cc3)C(=0)0
CC1CCCN(Cc2c(0)cce3C(=0)\C(=C\cdocceca)\0c23)CL
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4407
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4641
4671
4710

4743
4750
4768
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4842
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4869
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5018
5051
5156
5206
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5300
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5378
5441
5444
5480
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5503
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CHEMBL3199451

CHEMBL1517799
CHEMBL1415665

CHEMBL1517227
CHEMBL1559731
CHEMBL2003564
CHEMBL1419637
CHEMBL33864

CHEMBL377295

CHEMBL1706619
CHEMBL 1449334
CHEMBL1548822
CHEMBL1371637
CHEMBL1387545
CHEMBL 1340344

CHEMBL1385808
CHEMBL1459370
CHEMBL1978236
CHEMBL1368432

CHEMBL1598935
CHEMBL1421993
CHEMBL1364584
CHEMBL1399979
CHEMBL1457676
CHEMBL1581251
CHEMBL1331573
CHEMBL305978

CHEMBL3192690
CHEMBL1323674
CHEMBL1987546
CHEMBL1478565
CHEMBL1478395
CHEMBL1427047
CHEMBL1574133
CHEMBL1432884
CHEMBL1418568
CHEMBL1571110
CHEMBL1340515
CHEMBL1348345
CHEMBL3196552
CHEMBL1421346
CHEMBL1981008
CHEMBL1408103
CHEMBL1413495
CHEMBL1391547
CHEMBL3197343

Oclccc(\C=N/Nc2nccs2)ccl[N+](=0)[O-]
CCCCCC(=O)N1CC2(C[C@H]1C(=0O)N)CC(=NO2)c3ccec(NC(=0)C(
=C)C)c3

Ccloc(ccl)C2C3=C(OC(=C2C#N)N)C(=0)C=C(C0O)03
CCNI1CCN(CC1)c2cc(N3CCN(CC3)C(=0)cdocccd)c5C(=0)cbececcchbe
7onc2cS57

Cclec(ceeln2c(C)eec2C)C(=0)0
CSclcec(\C=N\Nc2ccee(c2)C(=0)0)ccl
CCC1=CC(=0)Oc2cc(C)c(CN3CCCC3)c(0O)c12
OC(=0)CCccccicess1
CCOC(=0)C1=C(O)\C(=C/c20c(CNC(=0)C(=0)Nc3ccccee3)cc2)\N=C1
C
CC1=C(C(N2C(=N1)S\C(=C/c3occc3)\C2=0)c4oc(C)ccd)C(=0)Nc5ce
cces

CSclnnc(c2occc2)c(nl)c3occec3
FC(F)(F)clccee(NC(=0)c2cec3nc(cdocccd)c(nc3c2)c5occec5)cl
Cclnc2ncecn2clc3csc(NCcdoccecd)n3
Cclcce(c(Br)cl)n2c(S)nnc2c3cc([nH]n3)c4occcd
NC1=NC(=O)\C(=C/c2occc2)\S1
CL.CN(C)[C@@H]1C2CC3Cc4c(ccc(0)caC(=C3C(=0)[C@@]2(O)C(
=C(C(=0)N)C1=0)0O)O)N(C)C
COclcee(cclOC)C2=CC(c3cce(Cl)ce3)ndcnncdN2
CN(C)cleece(ccl)\N=C/2\C(=C(C#N)C(=0O)N(CCO)C2=0)C
CCOC(=0)clcc2cec(F)ceec2nclC
OC(=0)clccc2NC(C3CC(Scacceccc4[N+](=0)[O-
DC(CNHC3c2cl)checee(c5)[N+](=0)[0-]
Cclnc2ccece2n3c(O)c(CC(=0)0)ccl3
COclccc(NC2=NC(=0)\C(=C/C=Cl/c3occc3)\S2)ccl
CN(C1CCS(=0)(=0)C1)C(=0)COC(=0)c2cc(nc3ccecc23)cdocccsd
OC(=0)clccc2NC(C3CC=CC3c2cl)c4cenccd
Cclccec(C)cINC(=0)CSc2nnc(c3occec3)c(n2)cdocccsd
CCOC(=0)C(C(=0)0OCC)clcc(Br)c2noc3cacccccdC(=0)clc23
olccccle2ne3ccccc3nc2cdocecd

Oclccec(\C=N\Cc2cccee2)clO
OC(=0)clccc(NN=C2C(=0)CCCC2=0)ccl
Clclcec(\C=N\c2c(nc3cceen23)cdocccd)ccl
CN(C)cle(F)c(F)c2c(C)c3ceccee3nc2clF
O=C1INC(=S)sC1=C2Ccccc2
CC(=0)clccc(NC(=0)CSc2nnc(c3occee3)c(n2)cdocecd)ccl
Cclonc(c2cceec2Cl)c1C(=0)NCc3occc3
CNC1=CC=CC=C(C(=0)\C=C\c2ccccc20C)C1=0
CN1CCN(CC1)C2=C(CIl)C(=0)C(=C(CI)C2=0)c3cnc(s3)N4CCCCC4
Brclcee(ccl)C2=N\C(=C\c3occc3)\C(=0)N2
O=C1CC(=Nc2ccccc2N1)\C=C\c3occe3
CCCCNC(=0)clcce2ne(c3occee3)c(nc2el)cdocecd
CCC\C(=N/clcce(N)ccl)\C2=C(O)C(C(=0)OC)C(C)(C)CcC2=0
Cclnoc(\C=C\c2occc2)c1S(=0)(=0)N3CCC(CCI)C(=0O)NCc4doccca
CC(\N=C\clccce(0O)clO)c2cecceec2
COclcecc(NC(=0)CC2Nc3ccccdccec(NC2=0)c34)ccl
CC(C)(C)C1C\C(=C\c2occe2)\C(=0)\C(=C\c3occe3)\Cl
OC(=0)clcce2N[C@H]([C@H]3CC=C[C@H]3c2cl)c4cccend
Oclccc(\C=N\NC(=O)\C(=C\c2ccc(cc2)[N+](=0)[O-
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CHEMBL1509648
CHEMBL1584828
CHEMBL1310375
CHEMBL1401798
CHEMBL1334452
CHEMBL1584646
CHEMBL1429570
CHEMBL1972037
CHEMBL1370375
CHEMBL1414317
CHEMBL1450458

CHEMBLA463175

CHEMBL 1446626
CHEMBL1604074
CHEMBL1558113

CHEMBL371627

CHEMBL1500600
CHEMBL1539325
CHEMBL1346055

CHEMBL1981770
CHEMBL1423852
CHEMBL1387355
CHEMBL3191622
CHEMBL1338027

CHEMBL1432333
CHEMBL1507308

CHEMBL1358059
CHEMBL3190665
CHEMBL3192197
CHEMBL3191661
CHEMBL1378817
CHEMBL1342716
CHEMBL1532407
CHEMBL3197060
CHEMBL1348610
CHEMBL2007057

CHEMBL1417070
CHEMBL504791

CHEMBL1389990
CHEMBL1406195
CHEMBL1516515
CHEMBL1255778
CHEMBL1305385
CHEMBL1410381

DINC(=0)c3ceece3)c(0)cl0
Ccloc(\C=C\C(=O)Nc2ccc(c(NC(=0)\C=C\c3oc(C)cc3)c2)[N+](=0)[O
-])ccl
O=C(N1CCN(CC1)c2nccen2)c3cecdnc(cbocees)c(ncdc3)cbocech
CCCCC1=CC2=CC(=0)C(C)(OC(=0)c3cnc4cccccan3)C(=0)C2=C01
Clclcec(Cle(NC=C2C(=0)CC(CC2=0)c30ccc3)cl
OCCNC(=0)clccc2ne(c3ocec3)c(nc2cl)cdocccs
NC1=C(C#N)C(C2=C(O1)\C(=C/c3cocc3)\CCC2)c4coccs
CCCSC1=N\C(=C/c20oc(cc2)[N+](=0)[O-])\C(=0)S1
NS(=0)(=0)clccc(N\N=C\c2ccc(0)c(0)c20)c(c1)[N+](=0)[0-]
COC\C=C\C1=CC2=CC(=0)C(C)(OC(=0O)c30ccc3)C(=0)C2=CO1
CC(=0)C1=C(C)N(CC=C)C(=S)N=C1IN2CCN(CC2)c3ccccc3
CC1CCCCCI1INC(=0)COC(=0)c2c3CC\C(=Cl/cdocced)\e3ncheecec25
CC1CC(=0)c2c¢(0)c3c(O)cc(0)c(cac(0)ec(0)c5e(0)ec6C(=0)CC(C)Oc
6cc45)c3cc201

O=C(Nclccceel)c2ece3nc(cdocecd)c(nc3c2)cboceeh
COC(=0)C1=COC(C)C2CN3CCc4c([nH]c5cceecd5)C3CC12
CCOC(=0O)N1CCN(CC1)C(=0)c2cce3c(SCC(=0)0)caCCCe4nc3c2
NCCCC[C@H](COC(=0)N)NC(=0O)CN(CCCCN)C(=0O)OC[C@@H](
N)CCC\N=C/1\C(=C(0)C1=N)O
CC(=0)clcec(NC(=0)c2cce3nc(cdocced)c(nc3c2)chocees)ccl
CC1(C)CCCN(C1)C(=0)C2=COC(=0)C(=C2)Br
OC(=0)clcce(cecl)n2ccec2\C=C/3\NC(=0)N(C3=0)c4cccc(Cl)ca
CCOC(=0)C1=C(N)N2C(=0O)\C(=C\c3occc3)\SC2=C(Clc4occcd)C(=
0O)ocCC

O=C(\C=C\clocccl)N(c2cceen2)c3cccen3
O=C(CCCN1C(=S)S\C(=C\c20ccc2)\C1=0)Nc3ccecdececcc34
CN1\C(=N/c2ccee(c2)C(=0)O)\S\C(=C/c3occe3)\C1=0
CNC1=CC=C(Br)C=C(C(=0)\C=C\c2cccc(0OC)c20C)C1=0
O=C(NC(=S)Nclccce(c1)S(=0)(=0)NC2=NCCC2)c3cc(ncdcceec3d)ch
occc5

CCNC(=0)COC(=0)clcc(nc2ceccccl2)c3occec3
COC\C=C\C1=CC2=CC(=0)C(C)(OC(=0)CCC(=0)0C)C(=0)C2=CO
1

COclccc(\C=N\c2c(nc3cccen23)cdocccd)cclOC
0O=C(Cclcccsl)N\N=C\C=C\c2occc2
C\C(=Cl/clocccl)\C=N\n2c(S)nnc2c3cence3
0O=C1C2C3CCCC3=C4CCCC4C2C(=0)N1c5ceeecs
CCOC(=0)COclnc(cc(c2occc2)c1C#N)c3occe3
Sclnc2CCCCc2c¢(c3occc3)c1CHN
CN(C)clcec(ccl)\N=C/2\C(=C(C#N)C(=0O)N(CCCO)C2=0)C
[O-][n+]1c2CCCc2[n+]([O-])c3ce(Br)cecl3
BrC(=C/clcccec)\C=NINC(=0)c2cc([nH]n2)c3occc3
Cclc(CleeccINS(=0)(=0)c2ccc3NC(CACC=CC4c3c2)c5ccc(ce5)C(=
0)O

Oclcce(cecl)\N=C\c2cce(s2)c3cces3
C\C(=C/clocccl)\C=C/2\SC(=S)N(CC(=0)0)C2=0
Oclcee(cc10)C(=0)CSc2nc3cccecec3n2CCeécecceccd
Cclnn(c2CCC(Br)C(=0)c12)c3cccen3
CIL.NC(CO)C(=O)NNCclccc(O)c(O)cl0
CclcecccINC(=0)c2c(C)ne(S)c(C#N)c2c3occc3
Oclc(cc(CN2CCCC2)c3ceencl3)[N+](=0)[0-]

147

7203
7279
7297
7328
7343
7351
7367
7443
7470
7511
7581

7617
7630
7634
7654

7699
7730
7768
7846

7852
7904
7924
7933
7998

8036
8092

8103
8154
8220
8220
8279
8336
8343
8435
8442
8533

8536
8645
8804
8815
8819
8835
8909
8940

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM

nM
nM
nM
nM

nM
nM
nM
nM
nM

nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM



CHEMBL1570659
CHEMBL1311222
CHEMBL1723399
CHEMBL 1380684
CHEMBL212827

CHEMBL1400828
CHEMBL1463326
CHEMBL1501573
CHEMBL1427289
CHEMBL1604163
CHEMBL1342736
CHEMBL1522155
CHEMBL1416382
CHEMBL 1408802
CHEMBL1576254
CHEMBL1463595
CHEMBL1301164

CHEMBL1981675
CHEMBL1445785
CHEMBL1339797
CHEMBL1543190
CHEMBL1300569
CHEMBL1364109
CHEMBL1509350
CHEMBL1382279
CHEMBL1980184
CHEMBL1341340
CHEMBL3198038
CHEMBL1428997
CHEMBL3195505
CHEMBL1526580
CHEMBL1453783
CHEMBL3193859
CHEMBL1337304
CHEMBL1352170
CHEMBLA47986

CHEMBL1334633
CHEMBL1414652
CHEMBL1360529
CHEMBL1579407
CHEMBL1478258
CHEMBL1547446

CHEMBL1604283
CHEMBL1546048
CHEMBL1528757
CHEMBL1330585
CHEMBL1974521
CHEMBL1479103

OC(=0)C1Nc2c(cccc2C(=0)N3CCOCC3)cac=CCC14
COclcc(CN(C(=0)c2occc2)c3cec(C)ecld)eeclO
COclccec(CNC(=0)CCNS(=0)(=0)c2cces2)cl
CIL.CN1CCc2cccc3c2[C@@H]1Cc4ccc(0)c(0)c34
Cclcee(C)nlc2ecc(cc2)C(=0)0
Cclce(C(=0)COC(=0)c2cc(0)c3ccece3c20)c(C)nlCC4CCCO4
CNC1=CC=C(Br)C=C(C(=0)\C=C\c2ccc(0C)cc2)C1=0
Brclccee(c1)C2=N\C(=C/c3occc3)\C(=0)N2
O=C(NC1CC1)c2cc(nc3ccecc23)cdoccecsd
olccccl\C=C\c2cce3cccee3n?2
CSclnc(NCCOCCO)c2sc3nc(c4CCCc4c3c2nl)c5ocech
NS(=0)(=0)clccc(ccl)N=Nc2cnc(O)c(O)c2
CN=C1C=CC(=CC(=C10)C(=0)\C=C\c2ccc(Cl)cc2Cl)Br
Clclce(Cl)ece(NC=C2C(=0)CC(CC2=0)c3occc3)cl
Cl.Nclccc(ccl)N(CCO)CCO
O=C1N(C(=S)S/C/1=Cl/c2occc2)c3ccecc3
CNC1=CC=C(Br)C=C(C(=0)\C=C\c2cc(OC)ccc20C)C1=0
CCOC(=0)C1=C(N)N2C(=0O)\C(=C/c30ccc3)\SC2=C(Clc4occcd)C(=
0)oC

ClL.COclcc(CNCCc2ccc(F)ec2)cec10Ce3ccc(Clne3
CC1=CC2=C(C(C(=C(N)O2)C#N)c3oc(cc3)[N+](=O)[O-])C(=0)01
NS(=0)(=0)clccc2NC(C3CCC=CC3)C4CC=CC4c2cl
CN(C)clecee(ccl)N2C(=0)CC(Nc3cec(cc3)N4CCOCC4)C2=0
CC1Cc2ccccc2N1CC3=CC(=0O)N4C=CSC4=N3
COclccee(cl)n2¢(Ce3cec(0)ne(0)n3)nnc2SCC(=0)NCACCCC4
CCNC1=CC=C(Br)C=C(C(=0)\C=C\c2ccc(OCC)cc2)C1=0
O=C(N\N=C\C=C\clocccl)c2ccncce?
OC(COclcee(ccl)S(=0)(=0)N2CCOCC2)CN3CCC(Cc4cceccd)CC3
C\C(=N/clccee(O)c)\C=C(/O)\c2cce(C)ec2
CS(=0)(=0)clccc2N3C(=NC(=0)\C(=C\cdoccc4)\C3=N)Sc2cl
olccccl\C=C\C=N\n2cnnc2
CC(=0)0clccec(c1)N2C(=0)CC(Nc3cec(cc3)N4CCOCC4)C2=0
COC\C=C\C1=CC2=CC(=0)C(C)(OC(=0)Cc3CcCCC3)C(=0)C2=C01
C\C(=C\clocccl)\C=N\NC(=0)Cc2cccn2C
[O-][N+](=O)clcec(\C=C/2\C(=0O)NC(=0)N(C2=0)c3cccce3)sl
CN1N(C(=0)C(=C1C)N=C2C=C(Br)C(=0)C(=C2)Br)c3ccccc3
Oclcce(0)c(\C=C\NC=0)c1
CCOC(=0)clccc2NC(C3CC=CC3c2c1)C(=0)0
COclccc2C(=NN(C)c3cceclc23)C
COC(=0)CCC(=0)0OC1(C)C(=0)C=C2C=C3CCCN3C=C2C1=0
[O-][n+]1c2CCCCc2[n+]([O-])c3cc(F)c(F)ccl3
COC(=0)cloc(CC(=0)c2c(C)ec(0)cc20)ccl
CN1C(=S)NC(=0O)\C(=C/C=C/c20ccc2)\C1=0
CO[C@H]1C=CO[C@@]2(C)Oc3c(C)c(O)cac(O)c(NC(=0)C(=CC=C[
C@H](C)[C@H](O)[C@@H](C)[C@@H](O)[C@@H](C)[C@H](OC(
=0)C)[C@@H]1C)C)c(C=NN5CCN(C)CC5)c(0)c4c3C2=0
OC(=0)CC(N1C(=S)S\C(=C/c20c(cc2)c3ncdccceccds3)\C1=0)C(=0)0
Nclcc(N)c(OCC(F)(F)F)cclOCC(F)(F)F
O=C1CC(Nc2ccc(cc2)N3CCOCC3)C(=0)N1Cc4CCCCcC4
O=C(N\N=C\C=C\clocccl)c2cces2
Oc1cc2CC3(0)COc4c(0)c(0O)ceccaC3c2cclO

148

8990
9048
9048
9078
9092
9140
9153
9199
9273
9388
9422
9469
9564
9578
9623
9641
9748

9783

9799

9958

9982

9991
10044
10125
10157
10178
10328
10369
10374
10410
10460
10521
10699
10713
10962
10970
10981
11063
11100
11139
11178
11218

11234
11286
11389
11573
11607
11696

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
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nM
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nM



CHEMBL6640
CHEMBL601952
CHEMBL1256958

CHEMBL605747

CHEMBL1468476
CHEMBL1442048
CHEMBL1407274
CHEMBL1609186
CHEMBL1373655
CHEMBL1446904
CHEMBL1412282

CHEMBL1425000
CHEMBL1486503
CHEMBL1601846
CHEMBL1412617
CHEMBL1716317
CHEMBL 1488898
CHEMBL1508080
CHEMBL1560617
CHEMBL1340633
CHEMBL1349278
CHEMBL1568791
CHEMBL3194876

CHEMBL1523510
CHEMBL1586096
CHEMBL1712631
CHEMBL1408143
CHEMBL3196071
CHEMBL1982713
CHEMBL1452185
CHEMBL1415169
CHEMBL1341061
CHEMBL1430005
CHEMBL2007178
CHEMBL1991599
CHEMBL1569952
CHEMBL1423121

CHEMBL1570323
CHEMBL3190976
CHEMBL1313956
CHEMBL1403497
CHEMBL3189657
CHEMBL1342528
CHEMBL1543330
CHEMBL1093246
CHEMBL1981446
CHEMBL1402539

NCCclc[nH]c2cceecl2

Cl.Nclccc(ccl)N2CCCCCC2
CNC[C@H](O)clcee(0)c(0)cl.0C(C(0)C(=0)0)C(=0)0
CC1=CC=CN2C(=0)C3=C(N=C12)N(CCc4ccccc4)C(=N)C(=C3)C(=0
)JNCc5occch
CN1C(=0O)\C(=C/NNc2ccc(C)c(C)e2)\C(=C(C#N)C1=0)C
O=C1N=C(S/C/1=C\c20ccc2)N3CCN(CC3)c4cccecsd
0O=C10C(=Nc2sc3CCCc3c12)\C=C\cdoccca
NC(=0)\C(=C\clocccI)\C(=S)N
CC1=NN(C(=0)/C/1=C\C=C\c20ccc2)c3ccec(c3)C(=0)0
Cclee(C)e(C(=0)\C=C\c2occe2)c(O)nl
OC(=0)CSclc2CCCCc2nc3cc(cecl3)C(=0)N4CCOCC4
COclccec(C2C(=C(N)OC3=C2C(=0)CC(C3)cdoccc4)C#N)c10Cc5cce
(F)cch
CC1=CN2C(=NC(=0)\C(=C/c30c(cc3)[N+](=0)[O-])\C2=N)S1
0OC1=CC2=C(0C1=0)c3c(0)c(0)c(0)cc3C(=0)02
COclcecc(N2C(=0)CC(Nc3cce(cc3)N4CCOCC4)C2=0)c(0C)cl
Oclcc(cc2ec(Ne3cceccee3)cecl2)S(=0)(=0)0
CCN=C1C=CC(=CC(=C10)C(=0)\C=C\c2ccc(Cl)cc2)Br
CCC1C\C(=C\c2occc2)\C(=0)\C(=C\c3occe3)\Cl
Cnlnc(c2cce(Cl)ec2)c3cc(scl3)C(=0)N4ACCN(CC4)c5cecech
COclcc(cecINc2ecccc2C(=0)0)c3ccc(NedececccdC(=0)0)c(0C)c3
CCclcc(O)n2nc(C)e(c3ccccc30C)e2nl
FclcceccIN2C(=0)CC(Nce3cec(cc3)N4CCOCC4)C2=0
Oclccc(\C=N\NC(=S)Nc2ccenc2)c(0)cl10
COC(=0)CCC(=0)0OC1(C)C(=0)C(=C2C=C(0OC=C2C1=0)c3ccc(0C)
cc3)Br

COclcc(cc(0C)c10)C2Nce3ccccdccec(N2)c34
Cclnc2C(=O)NC(=S)Nc2ncl10
OC(=0)clc2CCCc2nc3cec(Cl)ecl3
Oclc(\C=N\Cc2ccncc2)c3c4CCCCcdoc3ccl[N+](=0)[O-]
Ccloc(\C=C\2/Sc3nc(nn3C2=0)c4cccsd)ccl
OC(=0)clcccc(NN=C2C(=0)CCCC2=0)c1
CC(=0O)N1CCN(CC1)c2cce(NCe3cceeeeld)cc2
COclccc(N=C(S)NCCc2ccccc20C)c(0C)cl
O.C[n+]1cccc2ecec([O-])cl2
OC(=0)clcce(cecl)n2ccec2\C=N/NC(=0)c3oc4ccc(Br)ccac3
Oclccc(\C=N\N2CCOCC2)c(0)c10
CCOC(=0O)N1CCN(CC1)c2ccc(O)ec2
CCN(CC(=O)Nclc([nH]c2cceecl2)C(=0)0C)c3cccd0CO0c4c3
CC[C@H](C)\C=C(/C)\C=C\C1=CC2=CC(=0)[C@]3(C)OC(=0)[C@
H]([C@@H]3C2=C0O1)C(=0)C
CNI1N(C(=0)C(=C1C)\N=C\2/C=CC(=0)C(=C2)C)c3ccccc3
Clclceecec1OCC(=0)c2ccc[nH]2
O=C1CC(=0O)N(Cc20ccc2)C(=0O)N1
Oclccc(\C=N\N2C(=0)c3ccccec3C2=0)c(0)c10
CCOclcc(N2CCOCC2)c(OCC)ccINS(=0)(=0)c3ccc(Clh)s3
CCCILS\C(=C(/C#N)\C(=O)NCc20ccc2)\N(C1=0)c3ccc(F)cc3
Oclcce(ccl)\N=C\c2cce(O)c(0)c2
Oclcc(O)cc(cl)C(=0)N\N=C\c2cn(Cc3cccc(F)c3)cdccecc24
[Br-].Cclcccc2ec(c3cccce3)c(c[n+]12)cdccececd

149

11752
11781
11807

11809
11852
11857
11917
12031
12042
12134
12165

12209
12235
12259
12371
12487
12533
12553
12597
12655
12721
12854
12905

13025
13117
13177
13210
13357
13568
13660
13679
13703
13712
13827
14003
14028
14279

14355
14504
14626
14648
14745
14902
14916
14957
14961
14969

nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
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nM
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nM
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CHEMBL1562537
CHEMBL1546136
CHEMBL1577453

CHEMBL1457755

CHEMBL 1304584
CHEMBL3191022
CHEMBL1584173
CHEMBL1308302
CHEMBL383041

CHEMBL1340051

CHEMBL3210868
CHEMBL1561729
CHEMBL 1448387
CHEMBL1562824

CHEMBL2028186
CHEMBL1580335
CHEMBL1449261
CHEMBL1303019
CHEMBL1723023
CHEMBL1420119
CHEMBL1328733
CHEMBL1711538
CHEMBL1455912
CHEMBL1464373
CHEMBL1525725
CHEMBL523200

CHEMBL1486335
CHEMBL1497208
CHEMBL 1348852
CHEMBL3196993
CHEMBL1531750
CHEMBL518575

CHEMBL3194107

CHEMBL1509377
CHEMBL1359359
CHEMBL1533230
CHEMBL1605099
CHEMBL1425725
CHEMBL 1449846
CHEMBL 1446502
CHEMBL1598904

CHEMBL1381017
CHEMBL567531

CHEMBL3191675
CHEMBL1560775
CHEMBL1599175

FclceecccINC(=0)C2=COC(=0)C(=C2)Br
Cclccec(NC(=0)CSc2nnc(c3occe3)c(n2)cdocccd)clC
COclcec(ccl)c2ec(nc(O)c2C#N)c3occc3
CCOC(=O)N1CC=C2[C@H](C1)[C@@H](c3cccs3)C(CHN)(CHN)C(=
C2C#N)N
CC1=CC(C)(C)Nc2ccc(OC(=0)CN3C(=0)c4cccebeccc(C3=0)c45)ccl
2

CCnlc(C)nc2ce(ceecl2)C(=0)N\N=C\c3cce(0)c(0)c30
OC(=0)\C(=C\clocccl)\NC(=0)c2ccecc2
CN(C)N1C(=C(C#N)C(C2=C1CCCC2=0)c3cccnc3)N
O=C1CC(Nc2ccc(cc2)N3CCOCC3)C(=0)N1Cc4acccecs
NC(=0)CN1C(=0O)N(Cc20ccc2)C(=0)c3c4CCCCCc4scl3
C\C(=N/Nclccc(ccl[N+](=0)[O-])[N+](=O)[O-
P\C2=Cc3c(OC2=0)ccciccecc3s
OC(=0)clcce(ccl)n2ccec2\C=C/3\NC(=0O)N(C3=0)c4cccccd
Oclcc2C[C@]3(0)COc4c(0)c(O)cccd[C@@H]3c2cc10
Oclc(cc(CN2CCOCC2)c3ceencl3)[N+](=0)[0-]
[Na+].[Na+].Oclccc(Cl)ccIN=Nc2c(O)c3c(O)cc(ce3cc2S(=0)(=0)[O-
DS(=0)(=0)[O-]

Ccloc(\C=C\C(=0O)Nc2ncc(C)s2)ccl
CC(C)N1C(=0O)CC(Nc2cce(cc2)N3CCOCC3)C1=0
NC(=S)\C(=C/cloc(Br)ccI)\C#N
O=C1N(C(=S)N/C/1=Cl/c20ccc2)c3ccece3
CCOC(=0)clsc2nc(CC(=0)0C)nc(NCc3occe3)c2clC
O=C1NC(=S)N(C(=0)/C/1=Cl/c20ccc2)c3ccecec3
Ccleec(NC(=0)COc2ccc(\C=NINC(=0)CSCc3cccec3)cec2)ccl
CCOclcececcIN2C(=0)CC(Nc3cec(cc3)N4CCOCC4)C2=0
O=C(COC(=0)clccc(NS(=0)(=0)c2cces2)ccl)NCe3occec3
FC(F)(F)clcc(NC(=0O)CCCCCN2C(=0)CCC2=0)ccclCl
[O-][N+](=0)clccc(Sc2oc3cccce3n2)c(cl)[N+](=0)[O-]
OCCCNCclcce(SCc2occc2)c3nonc3cl[N+](=0)[O-]
CIC1=C(N2CCOCC2)C(=0O)N(C1=0)c3ccccc3
Cclec(c(C)nlCc20ccc2)c3csc(NC(=0)cdcec(ccd)CH#N)INS
Oclccc(\C=N\NC(=0)Cc2csc(n2)N3CCOCC3)c(0)c10
CCCC1=CC(=0)Oc2cc(C)c(CN3CCCC3)c(0O)c12
Cnlccccl\C=C\2/CCC\C(=C/c3ccen3C)\C2=0
CN1C(=0)N(C)c2ncn(CC(=0)N\N=C\C=C\c3occc3)c2C1=0
CC(=C)C(=0O)Nclccee(c1)C2=NOC3(C[C@@H](N(C3)C(=0)COc4cc
c(Chccd)C(=0O)N)C2
CNCclcceeclSc2ec(0)ecc20.0C(=0)\C=C/C(=0)0
CC(C)(CS(=0)(=0)[O-])NC(=O)CC[N+](C)(C)cCco
O=C1N(Cc2ccccc2)C(=S)S/C/1=C/c3occce3
COclccecccIN2C(=0O)NC(=0)\C(=C\c3cee(s3)[N+](=0)[0-D\C2=0
Cclsc2nenc(SCc3occcld)c2clC
CCCCNC(=0)CSC1=Nc2scc(c3occc3)c2C(=0)N1CC=C
Cclccc(ccl)c2eec(CCC(=0)0O)n2N=C(N)S
CC1=NNC(=S)N(NC(=0)\C=C\C(=O)NN2C(=S)NN=C(C)C2=0)C1=
O

O=C(COC(=0)clcc(nc2ceeccl2)c3occc3)NCedecc50C0Oc5c4
CC\C(=N/clcce(O)ccl)\C=C(/O)\c2cenec2
Oclccc(NC2=NC(=0)\C(=C\C=C\c3occc3)\S2)ccl
N=C1S\C(=C/c2occc2)\C(=0)N1c3ccc40COc4c3
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14985
15030
15075

15255

15289
15294
15314
15324
15440
15488

15623
15662
15711
15777

15919
15966
16015
16044
16122
16139
16200
16288
16336
16369
16378
16429
16538
16572
16658
16715
16949
17045
17128

17335
17504
17509
17542
17553
17604
17774
17820

18161
18179
18275
18287
18390

nM
nM
nM

nM

nM
nM
nM
nM
nM
nM

nM
nM
nM
nM

nM
nM
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nM
nM
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nM
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CHEMBL1501577
CHEMBL3189351
CHEMBL1384137
CHEMBL1301589
CHEMBL1446243
CHEMBL1562928
CHEMBL1256708

CHEMBL1349676
CHEMBL1493191
CHEMBL1706454
CHEMBL1402286
CHEMBL1730401
CHEMBL179024

CHEMBL117966

CHEMBL1336400
CHEMBL1526514
CHEMBL1575100
CHEMBL1510832
CHEMBL1417290
CHEMBL1364651
CHEMBL1505471
CHEMBL1271266
CHEMBL1996233
CHEMBL1473059
CHEMBL1566010
CHEMBL1437977
CHEMBL1992547
CHEMBL1569992
CHEMBL1421172
CHEMBL1571597
CHEMBL1508001
CHEMBL1346425

CHEMBL1452551
CHEMBL1700270

CHEMBL195455

CHEMBL1519796
CHEMBL1318848
CHEMBL1559159

CHEMBL1342436
CHEMBL 1449868
CHEMBL1611654
CHEMBL1586339
CHEMBL1505755
CHEMBL3192541
CHEMBL1569215
CHEMBL1545983
CHEMBL1451156

COC(=0)clcccccINC(=0)CCS(=0)(=0)c2ccece(Br)cc2
Cclce([nH]n1)c2nne(S)n2\N=C\C=C\c3occc3
CCOC1=CC=CC(=0)c2c(C)n(CC(=0)c3cccee3)c(C)ecl2
O=C(N1CCN(CC1)c2cccec2)c3cec(on3)cdoccecs
COclcec(CCN2C(=0)CC(Nc3cec(cc3)NACCOCC4)C2=0)cclOC
Oclcc(c2CCCc2nl)c3ccccc3Cl
0O.CL.CN1CCc2cccc3c2[C@H]1Cc4ccc(O)c(O)c34
COC(=0)CCC(=0)0OC1(C)C(=0)C(=C2C=C(N(CCcOoc(Cc)C)Cc=C2C1
=0)c3ccc(0C)ec3)Br
Oclcce(ccl)N2C(=S)S\C(=C/C=C/c3occc3)\C2=0
Cl.LOCCN1CCN(CC1)C2=C(CI)C(=0)c3c(O)ccc(0)c3C2=0
COclccc(NC(=0)c2cc(nc3ccccc23)cdocccd)cclS(=0)(=0)N5SCCOCCS
Nclcceec2e(O)ee(cel2)S(=0)(=0)0
Ccloc(ccl)C(=0)Nc2cec(0)e(c2)C(=0)0
[O-][N+](=O)cloc(\C=C(/C#N)\c2nc3cccec3[nH]2)ccl
0O=C1CCC/C/1=C/Nc2ccc30C0c3c2
COclcccccIN2C(=0)CC(Nc3cee(cc3)N4CCOCC4)C2=0
Cclcecc(NC(=S)NC(=0)\C=C\c20occc2)cl
FC(F)(F)clenc(NC(=0)COC(=0)\C=C\c2occc2)c(Cl)cl
CCN(CC)clccc20C(=0)C(=Nc2c1)C
CN1N(C(=0)C(=C1C)n2c(C)cc(C(=0)CCl)c2C)c3cceeece3
COC(=0)clccc(0)c2nc3c(C=0)c(0)cc(O)c3ncl2
Oclcc(cc2ecc(Ne3cecceee3)ccl12)S(=0)(=0)0
OC1=C(\C=N\c2cc(Cl)ccc20)C(=0)CC(C1)c3occe3
[O-][N+](=O)clenc(NC(=0)COC(=0)c2ccccc?)sl
Ccloc(ccl)c2c3CCCCe3nc(S)c2C#N

Cclcen2cce(cc2cl)c3nonc3C
C\C(=N/Nclcce(Che(cl)C(=0)0)\c2ccc[nH]2
CC(=C)C(=0O)Nclccc20CCOCCOCCOc2cl
CCCCNI1C(=S)NC(=0)\C(=C/C=Clc20ccc2)\C1=0
CNclc(ccc2C(=0)c3cceec3C(=0)c12)C(=0)0
Cclcec[n+](c1)C2=C(SC(=0)[N-]2)C=NNC(=0)c3ccccc30
Fclccc(CN2CCNC(=0)C2CC(=0)NCCN3CCCc4ccecc3d4)ccl
COC\C=C\C1=CC2=CC(=0)C(C)(OC(=0)c3cncacccccan3)C(=0)C2=
CN1c5cceeees

Oclccc(N=Nc2cc(Clee(c20)S(=0)(=0)0)c(0)cl
COC(=0)C1=C(0O)\C(=C/c20c(CNC(=0)C(=0)Nc3ccc(C)cc3)cec2)\N=
C1C

CCOC1=CC=CC(=0)c2c(C)oc(C)c12
CL.CC(C)CC(N1CCN(C)CC1)c2nnnn2CS(=0)(=0)c3ccc(C)ec3
COC1=CC(=CC(=0)c2c(C)oc(C)cl2)c3cces3
CCCN=C1C(=C(0)C2=C(C(COC(=O)N)[C@]3(OC)CANCACN23)C1=
O)C
CCCCN1C(=0)c2cc(ccc2N=C1SCC(=0)NCc3occc3)N4CCOCC4
Oclccc20C3(CCCC3c2c1)N4CCOCC4
COclcee(Nc2ceee(OC)ec2)cecl
Clclcec(CNC(=0)CN2CCN(CC2)S(=0)(=0)c3ccc(Cls3)ccl
CN(C)S(=0)(=0)clccec(NC(=S)N\N=C\c2ccc(0)c(0)c20)cl
OC(=0)clccece(cl)c20c(\C=C/3\C(=O)NN(C3=0)c4ccc(Cl)ced)cc2
Cclcc2cccec2nlCCNC(=0)C3CCCCC3
Clclce(Cl)ece(NC(=0)C2=COC(=0)C(=C2)Br)cl
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18402
18553
18607
18614
18846
18847
19071

19073
19113
19262
19303
19312
19380
19583
19679
20063
20153
20166
20244
20310
20342
20505
20511
20534
21214
21370
21390
21624
21699
21860
22059
22113

22256
22502

22526
22563
22634
22671

22678
22759
23136
23170
23222
23245
23406
23461
23493

nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM

nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM



CHEMBL1612606
CHEMBL1567271
CHEMBL1413743
CHEMBL1541353
CHEMBL1365518
CHEMBL1548022

CHEMBL1340117
CHEMBL1607313
CHEMBL2140249
CHEMBL1610414
CHEMBL1538976
CHEMBL1452254
CHEMBL3197750

CHEMBL1566545
CHEMBL3199328
CHEMBL1324111
CHEMBL1496732

CHEMBL1500249
CHEMBL1438567
CHEMBL1423479
CHEMBL1538100
CHEMBL1564253

CHEMBL1384502
CHEMBL3198517
CHEMBL1419712
CHEMBL1493529
CHEMBL1598092
CHEMBL1597115
CHEMBL3191565
CHEMBL1517543
CHEMBL1541890
CHEMBL 1488004
CHEMBL1437464
CHEMBL1343300
CHEMBL1605431
CHEMBL1571047
CHEMBL1500799
CHEMBL1470303
CHEMBL1352145
CHEMBL1976046
CHEMBL1480305
CHEMBL1340514
CHEMBL3209184

CHEMBL1518604

CHEMBL1456730

Cclce(cs1)C(=0)Nc2sc3CCCCCc3c2C#N
Fclccecc1\C=C\2/CCCC3=C2Nc4ncnn4C3c5ccecc5F
Brclc(CSc2oc(nn2)c3occc3)ncdececenls
CCC1=NC2=C(C(=0)N1Cc30ccc3)C(=0)c4ccc(0OC)cca02
Cclonc(c1)C(=0)NCCCN2CCCC2=0
COclcc2[nH]c(Cl)c(c2cclOC)[N+](=0)[0-]
CC\C=C\C(=O)N1CC2(C[C@H]1C(=O)N)CC(=N0O2)c3cccc(NC(=0)C
(=C)C)c3

COclccc2[nH]c3c4C(=0)C=CC(=0)c4ccc3c2cl
CC(=0)Nclccc(C=C(C#N)c2cee(C)ec2)ecl
Cclcec(SCCN2C(=0O)NC(C)(C)C2=0)ccl
CCOclcce2ne(O)c(CN(Ce3nnnn3Ccdocccd)C5CCCCCh)cc2cl
Fclcee(ccl)N2C(=S)NC(=O)\C(=C\c3cocc3)\C2=0
Oclccc(\C=NI\NC2=NCCCCC2)c(O)c1
Cclcece(ccl)n2nc(C)e(C3C(=C(N)OC4=C3C(=0)0c5cceccdb)C#N)c2C
I

Oclccc(\C=N\NP(=S)(c2cccec2)c3ccecce3)c(0)cl0
Cclc(Br)c(O)c(Br)c2SC(=0)0c12

CCclccee(CNc2cec(O)ec2)ecl
Oclcc(cec(0)c10)C(=0)0CC20[C@@H](OC(=0)c3cc(0)c(O)c(0)e3)[
C@@H](OC(=0)c4cc(0)c(O)c(O)ch)[C@@H](OC(=0)c5cc(0)c(O)c(
0)cH)[C@@H]20C(=0)cbee(0)c(0)c(0)cb
Cclcec(CNc2cee(O)ec2)ecl
Oclccc(NCN2C(=0)C3C4CC(C=C4)C3C2=0)ccl
O=C(NC(=S)NclcccccIN2CCOCC2)\C=C\c3occe3
0O=C10c¢2c3CCCN4CCCc(cc2S1)c34
C\C(=Cl/clcceccl)\C=C\2/SC(=S)N(CCCC(=0)Nc3cee(C(=0)0)c(0)c3
)C2=0

C\C(=C/C(=0)clccencl)\Nc2ceec(O)ec2
CCclcceccINC(=0)c2ccec(NC(=0)\C=C\c3occe3)c2
COclcc(CC(=0)OCC(=0)Nc2ccec(c2)[N+](=0)[0-])cc(OC)c10C
CN(C(=Nclccencl)S)c2cec(O)cc2
Clclccccc1CNC(=0)c2csec3CCCCCce23
O\WN=C/1\C(\CCC1)=C\c2occc2
CCN(CC)clcec(NC2CC(=0)N(CCc3ccc(0C)cc3)C2=0)ccl
OC(=0)Cclcce(ccl)N=Nc2c(O)c(cc3cecec23)C(=0)0
Cclceec(N(C(C(=0)NCc2occc2)c3cencce3)C(=0)Cn4nncbeccecd5)clC
CCOC(=0)C1CCCN(C1)C(=0)c2cc(nc3ceccc23)cdocecd
CC(C)Scinnc(Cc2cc(O)nc(O)n2)nle3ccec(C)e3
COC(=0)COclcce(ccl)S(=0)(=0)Nc2cc(OC)ecc20C
CC1(C)Cc2nc3sc(C(=0)0)c(N)c3cc2CS1
Brclccc(NN=C(Nc2cceec2)P(=0)(N3CCOCC3)NACCOCC4)ccl
FC(F)(F)clce(nc(NCc2occc2)nl)c3ocec3
COC(=0)C1=C(C)NC(=0)/C/1=C\c2cc(C)n(c2C)c3ccecc3C
[O-][N+](=O)clcc(ccclCl)c2oc(\C=N\c3nc4cceendc3chocees)cc?
CN(c1c(C)ee(C)e(c1C)S(=0)(=0)N2CCCCC2)S(=0)(=0)c3ccc(Clyec3
CCN=C1C=CC(=CC(=C10)C(=0)\C=C\c2ccc30C0c3c2)Br
COC(=0O)\C(=N\NclccceclC)\N2CCCc3cceec23
CC(=C)C(=0O)Nclccee(c1)C2=NOC3(C[C@H](N(C3)C(=0)CC(c4cccc
c4)c5ceeec5)C(=0)N)C2
CCCCC1=CC2=C(C(=0)C(C)(OC(=0)c3ccc(0C)cc3)C(=0)C2=CN1C
CCCO)cdoccca
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23639
23721
23935
23969
24002
24283

24549
24724
24744
24814
24925
25000
25092

25242
25258
25288
25359

25388
25510
25701
25777
25970

26013
26183
26582
26638
26983
27215
27219
27329
27546
27590
27780
28238
28244
28300
28355
28538
28654
28680
29008
29067
29237

29299

29309

nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM

nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM

nM



CHEMBL1561303
CHEMBL1558288
CHEMBL1564810
CHEMBL1299853
CHEMBL1387187
CHEMBL1479899
CHEMBL52347

CHEMBL1575442
CHEMBL1981464
CHEMBL1733621
CHEMBL3199408

CHEMBL399293

CHEMBL1389450
CHEMBL1535216
CHEMBL1710057
CHEMBL1373855
CHEMBL3198782
CHEMBL175266

CHEMBL1576952
CHEMBL1398855
CHEMBL1536118
CHEMBL3190186

CHEMBL1459778
CHEMBL3191714

CHEMBL1400929
CHEMBL1386695
CHEMBL1319656
CHEMBL1347633
CHEMBL3196704
CHEMBL 1448985
CHEMBL1312576
CHEMBL 1539384
CHEMBL1479292

CHEMBL2006418
CHEMBL1374511
CHEMBL1509980
CHEMBL1549172
CHEMBL1429677
CHEMBL1496473
CHEMBL1360102
CHEMBL1382847
CHEMBL1447034
CHEMBL1720594
CHEMBL1578372
CHEMBL1378258
CHEMBL1995550

Cclcec2cc(CN(CC3CCCO3)Cednnnn4Cchoccec5)c(O)nc2clC
FC(F)(F)clccee(cl)N2C(=0)CC(Nc3cee(cc3)NACCOCC4)C2=0
CC(=O)NC1=NC(=0)\C(=C\c2cc(C)n(c2C)c3ccee(c3)C(=0)0)\S1
Cclcec(C(CC(=0O)NCc20ccc2)c3ccecce3)c(O)cl
Brclcceec1C(=0)Nc2cen(n2)c3cceccec3
CCclc(C)sc(NC(=0)0OC)c1C(=0)N2ccceeez
0=C1C=Cc2ccccc2C1=0
Ccloc(ccl)c2cec(c3cccdOCOc4c3)c(CH#N)C(N)n2
Cclcesc1\C=N\c2cce(O)cce2
CCC(C)C(NC(=0O)[C@@H](NC(=0)clcceeclF)C(C)C)C(=0)0C
CC1CCCC(=C10)\C=N\c2ccc(0)cc2
COclcc(0C)c2c(O)c3COo[C@@H](C)[C@@H](O)c3c(cac5[C@H](O)[
C@H](C)OCc5h¢(0)cbe(0C)cc(OC)ccdb)c2cl
O=C1NC(=0)\C(=C\C=C\c2occc2)\C(=O)N1Cc3cccce3
O=C1INC(=0)C(=Cc20c(SC3CCCCC3)cc2)C(=0)N1
OC(=0)C1=NN(C(=0)C1)c2cc(Cl)c(cc2Cl)S(=0)(=0)O
CC(=0)Nclccec(Oc2nenc3sce(cdcceecd)c23)cl
CC(C)CNC1=CC(=0)CC(C1)c20ccc2
CC1=C2C=C(0)C(=0)C=C20c3cc(0O)c(O)cc13
CCOC(=0)C1=C(C)N=C2SC(=CC(=0O)N2C1c3cc(OC)c(OC)c(0C)c3)
C(=0)0C

Nclcce(Nc2ceeeee2)ce(cl)S(=0)(=0)0
Brclccc(NC(=0)\C=C\c2cces2)ncl
NclccecccINC2=CC(=0)CC(C2)c3occc3
CC(=C)C(=0O)Nclccee(c1)C2=NOC3(C[C@@H](N(C3)C(=0)C(c4ccc
ccd)cheeeech)C(=0)N)C2
Cclncc(CO)c(\C=N\NC(=0)c2cc(0)c(0)c(0)c2)c10
CC(=0)Nclcce(ccl)S(=0)(=0O)Nc2nc3ccece3nc2Neaceec(C(=0)0)c(0)
c4

FC(F)(F)C1CCN(CC1)c2ccc(NC(=0O)Nc3cec(Clhee3)en2
CCCCNI1C(=0O)NC(=0)\C(=C(\CC)/NCCN2CCCCC2)\C1=0
CC(CNclcceeclO)C(=0)0
CCOC(=0)C1=C(N=C2S\C(=C/c30ccc3)\C(=0)N2C1c4cccsd)cbeeeeces
O=C(NCCclcccccl)c2ece3nc(cdocccd)c(nc3c2)c5occech
OC(=0)clcee(ccl)n2cccc2C=C(C#N)C#N
Oclccc(NCc2nnc(O)c3ceece23)ccl
CC(C)cleecc(\C=C\C(=0)N2CCc3cccce3C2)ccl
Oclccc(\C=N\Nc2cce(cc2S(=0)(=O)N3CCOCC3)[N+](=0)[O-
Dc(O)c10

CCOclcc(CNc2cec(O)ec2)cec1OCce3ccec(Clhec3Cl
CC(C)clcee(ccl)N2C(=O)NC(=0O)\C(=C/C=C/c3occc3)\C2=0
COclceec(cl)N2C(=O)NC(=0)\C(=C\c3cce(s3)[N+](=0)[O-\C2=0
COCCCNC(=0)\C(=C\clcee(OCC(=0)O)c(OC)c\CHN
CC1=CC2(0)OCCN(CCcO)C2=CC1=0
COclcc(CNc2cec(O)ec2)ee(Br)c10Cce3ccececc3
[O-][N+]1=C(C(=0)N(OCc2ccccn2)c3cceccl3)cdocseeccched
Cclccc2C3C=CCC3C(Nc2clC)C(=0)0

ClclcccccIN=Nc2cceen?2
Cclec(C(=0)CSc2nnnn2c3ccecece3)c(C)n1CC4CCCO4
FC(F)(F)clcc(nc(SCC(=0O)N2CCc3cceccec3C2)nl)cdocccs
Oclccc(\C=N\N=C(\C(=0)c2ccccc2)/c3ccece3)c(0)clo
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29378
29455
29719
30042
30155
30235
30461
30478
30533
30708
30796

30829
30878
30888
30944
31028
31255
31297

31407
31412
31412
31565

31746
32123

32163
32459
32493
32717
32790
33139
33284
33726
33743

33991
33999
34175
34347
34408
34498
34537
34537
34670
35035
35041
35210
35242

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM

nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM



CHEMBL1379060
CHEMBL1968789
CHEMBL1391625
CHEMBL1717355
CHEMBL 1410964
CHEMBL1310907
CHEMBL3197651
CHEMBL1407877
CHEMBL592184
CHEMBL1557235
CHEMBL1393622
CHEMBL1373732
CHEMBL484640
CHEMBL1735496
CHEMBL1501325
CHEMBL1571187
CHEMBL1434555
CHEMBL1484657
CHEMBL3195481
CHEMBL1577182
CHEMBL1373183
CHEMBL1464727
CHEMBL1163377
CHEMBL1580917
CHEMBLA426
CHEMBL1335040
CHEMBL1564066
CHEMBL1555191
CHEMBL1422858
CHEMBL1507759

CHEMBL11417

CHEMBL1520425
CHEMBL1307692
CHEMBL1503776
CHEMBL1524408

CHEMBL1428153
CHEMBL1433261
CHEMBL2094422
CHEMBL1549311
CHEMBL1373753
CHEMBL1341268

CHEMBL1361845

CHEMBL1723523
CHEMBL1332241
CHEMBL 1488190
CHEMBL1482715
CHEMBL1701585

COCCNC(=0)COC(=0)c1[nH]c(C)c(C(=0)C)c1C
Oclccc(\C=N\N2\C(=N\CC=C)\SC=C2c30ccc3)c(0)c10O
CCOclcc(N2CCOCC2)c(OCC)ccINC(=0)CSsc3nc[nH]n3
O=C1NC(=S)NC1=Cc2o0ccc2
COclce(ce(OC)c10C)C(=0)NCc20c(SCC(=0)Nc3nc4cece(C)ecds3)nn2
Cclcee(NC(=0)CN2C(=0O)N\C(=C\c3occel3)\C2=0)ccl
Cclccecc(N\N=C\c2ccc(0)c(0)c20)cl
Cclcee(ccl)N2C(=S)S\C(=C\c3occe3)\C2=0
CC(=O)NN1C(=S)S\C(=C/c2oc(Br)cc2)\C1=0
O=C(CN1C(=O)NC2(CCCCCCC2)C1=0)NCc3cccs3
Cclcnnc2ccc3c(no[n+]3[0-])cl2
CC(=0)clccc2NC(C3CC=CC3c2cl)caccnccd
Cclc(0)cc20C(CC(=0)c2c10)c3cec(O)cece3
NC(=S)N=Ncl1c(O)cc(O)c2nc(O)cccl2
CnlcnnclSC\C(=C(/C#N)\c2nc3ccccc3[nH]2)\O
0O=C1CCCC(=0)C1=NNc2ccc(cc2)S(=0)(=0)N3CCOCC3
CN(CC(=0O)Nclcce(C)ecl)C(=0)c2ccec(c2)n3cecc3
O=C1N(Cc2occc2)C(=S)Nc3cce(ccl3)NACCOCC4
CclncenlCC(=0)N\N=C\c2ccc(O)c(O)c2
CCclcc2cc(C)ee(C)e2nclSCC(=0)N3CCN(CC3)C(=0)cdoccca
Cclcee(C)e2ne(O)c(CN(Ce3cccdOCOc4c3)Ceshnnnn5Cebocecect)ccl2
COC(=0)C1=C(C)NC(=0)/C/1=C\c20ccc2
CN1CCN(CC1)C2=C(Cl)C(=0)c3ccceec3C2=0
Cclnn(c2cceec2)c3sc(ccl3)C(=0)N4CCcheececchCa
CN(Cclcnc2ne(N)nc(N)c2nl)c3cec(cec3)C(=O)NC(CCC(=0)0)C(=0)0
CCC(NC(=0O)Nclcce(O)ecl)(C(F)(F)F)C(F)(F)F
CN=C1C=CC(=CC(=C10)C(=0)\C=C\c2ccc30CO0c3c2)Br
CN(CC(=0O)Nclccece(F)c1)C(=0)c2ccec(c2)n3cceec3
O=C1CCCC/C/1=C/Nc2ccc30COc3c2
Oclccc2ccccc2c1C3Nc4ccecsecce(N3)c45
COC1=C(N)C(=0)c2nc(ccc2C1=0)c3nc(C(=0)0)c(C)c(c3N)caccc(OC
)c(0C)c40

COC(=0)Cnlc(CCC(=0)0)cccle2ceccecec?
Fclecc(CN2C(=0)NC(=0)\C(=C\C=C\c3occc3)\C2=0)ccl
Cclce(C)ee(Ne2nce3C(=0)CC(Cce3n2)cdocccd)cl
[O-][n+]1c2CCCCc2[n+]([O-])c3cc(Clycecl3
Cclcccc(NC2=Nc3cccce3N4C(c5eee(O)c(0)c5)cbe(C)nn(c7ccecec?)c6N
=C24)cl

CCnlcc(CNC(=0)c2ccc(Che(c2)[N+](=0)[O-]c(C)nl
Oclcc(CC(=0)N\N=C\C=C\c2cccce2)n[nH]1
CC(=0)Nclcce(ccl)S(=0)(=0)Ne2nce3cccce3nc2Nedcece(N)ccs
COclce(ceclO)C2C(=C(N)N(C3=C2C(=0)CCC3)c4ccencd)C#N
CCnlc2cccec2c3cc(NC(=0)cdccccc4[N+](=0)[O-])cecl3
CC(C)(C)NC(=0O)C(N(C(=O)CNC(=0)clocccl)c2ccc30C0Oc3c2)cdcen
cc4
CN(CCclcceecl)C(=0)c2ccc(NC(=0)Ce3cecc(NC(=0)CACCN(CCH)C(
=0)CCc5cceec5)cee3)cc2
CN1C(=S)NC(=0)\C(=C/c2cccn2c3cccdccecc4c3)\C1=0
CCC(=0O)NNclncnc2cceecl?2
CCL(CCI)[N+](=C2CCCCC2=[N+]1[O-D[O-]
CN(C)C(=0)c1nc2cce(Cl)en2cICN3CCCC(C3)OCc4ccccca
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35420
35444
35656
35684
35858
35970
35995
36020
36195
36458
36541
36569
37149
37205
37446
37636
38005
38652
39009
39280
39572
39663
40018
40133
40141
40216
40729
40924
41299
41650

42129
42288
42342
42685
42904

42949
42964
43057
43283
43357
43803

44052

44272
44469
44509
44600
44612

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM

nM

nM
nM
nM
nM
nM



CHEMBL1715550
CHEMBL1533336
CHEMBL1487660
CHEMBL1461309
CHEMBL1424746
CHEMBL1521203
CHEMBL1489590
CHEMBL1462735
CHEMBL1386686
CHEMBL1407135
CHEMBL1445447
CHEMBL1456035
CHEMBL1539623
CHEMBL1430931
CHEMBL1563532
CHEMBL1551448
CHEMBL1599024
CHEMBL1371301
CHEMBL1438907

CHEMBL1985664
CHEMBL1405178
CHEMBL1400666
CHEMBL1568805
CHEMBL1535453
CHEMBL2000670
CHEMBL1366516
CHEMBL1374754

CHEMBL1330736
CHEMBL220259

CHEMBL1382979
CHEMBL1374657
CHEMBL1703645
CHEMBL1466563
CHEMBL1506938
CHEMBL1706128
CHEMBL1390729
CHEMBL3191780
CHEMBL1307209
CHEMBL1312802
CHEMBL1347346
CHEMBL1539086
CHEMBL1321176
CHEMBL1457086
CHEMBL1320455
CHEMBL1735454
CHEMBL1398921
CHEMBL1465049
CHEMBL1403572
CHEMBL3392035

COclcc(\C=C\C=C/2\CC\C(=C\C=C\c3ccc(0O)c(0C)c3)\C2=0)ccclO
CC(NC(=0O)Nclccc(O)ecl)(C(F)(F)F)C(F)(F)F
0=S(=0)(N1CCOCC1)c2cce3nc(cdocced)c(nc3c2)c5ocech
C=CCNclnc2cccee2ncINS(=0)(=0)c3ccees3
CCclcce(ccl)N2C(=0O)NC(=0)\C(=C/C=C/c3occc3)\C2=0
[O-][N+](=0)clccceclS(=0)(=0)NC2CCCC2
CC1(OC(=0)C2CCCC2)C(=0)C=C3C=C(OC=C3C1=0)c4ccsca
OC(=0)CCclccc(c2cees2)nle3ccc(ce3)C(=0)0
CCOC(=0)cicnn2c(N)c(nncl2)C#N
COC(=0)C1=C(C)N(CC=C)C(=0)/C/1=C\c20ccc2
Sclnnc(C2CC2)n1Cc3occc3
OC(=0)C1Nc2c(Clce(Cl)c(Cl)c2C3C=CCC13
O=C(CCN1C(=S)S\C(=C/c2cccs2)\C1=0)NC3=NCCS3
COC(=0)clcec(COc2ccecc2\C=C(/C#N)I\C(=0O)Nc3c(C)cc(C)ec3C)ecl
COclccc20Cc3cceec3C(=0)c2cl
COclcecc(NC(=0)CN(C)C(=0)c2cc(nc3ceccc23)cdocccd)ccl
Cclccc2ec(C(N3CCce4cccce34)csnnnn5Ce6eccect)c(O)nc2el
CCN(CC)clcec(NC(=0)CCS(=0)(=0)c2cce(Br)cc2)c(C)el
COclcce(Br)cc1CNc2cec(O)cc2
COclcec(\C=N\NC(=0)c2cc(0)c(0)c(0)c2)cclCn3cc(cn3)[N+](=0)[O
]
O=C(C1CCCN1S(=0)(=0)c2ccce3ccenc23)N4CCN(CC4)cbeceeees
Cclce(C)ee(Nc2ceee(cec2N)C(=0)0)cl
CC1=CC(=0)c2c(0)c(O)ccc201
CN(C)clcec(NC(=0)CSC2=Nc3ccccc3C(=0)N2C4CCCCC4)ccl
Oclcce(cecl)\N=C\c2ccc(OCc3ccece3)cec2
CC(C)N1ICCC2(CCLC(=C(N)NC(=C2C#N)S)C#N
0=S(=0)(Nclnccsl)c2ccc(Ne3nnc(cdcceced)cbecece35)cc2
CCOC(=0)C1=C(O)\C(=C\c20c(CNC(=0)C(=0)Nc3ccc(C)cec3)cc2)\N
=Cl1C

Nclcce2e(O)cec(cec2cl)S(=0)(=0)0
O=C(CCCN1C(=S)S\C(=C\c2occc2)\C1=0)Nc3cccdceececdc3
O=C(NCCclc[nH]c2cccccl2)c3cec(cec3)S(=0)(=0)NCcdoccecsd
Cclec(cc2C3C=CCC3C(Nc12)caccecend)[N+](=0)[0-]
Cclec(C(=0)CSc2nce(0)c3ccece3n2)c(C)nlC
Cclcec(Nc2cec(N)ec2S(=0)(=0)0)ccl
CCOC(=0)C(=0)Cclccennl
O=C(NCC1CCCO01)c2cc(nc3ceecc23)cdocccd
C\N=C\1/SC=C(C)N1\N=C\c2ccc(O)c(0)c20
Cnlc(SCC(=0)c2cc(Che(Chs2)nnclc3ocec3
Cclnc2cc(NN=C3C(=0)CCCC3=0)ccc2sl
[Na+].CCC(C)CN1C(=CC2=NN(C(=0)C2=C1C)c3nc4cccccds3)[O-]
COclcc(CNc2cee3[nH]c(O)nc3c2)cc(ClclOCC(=0)NC(C)(C)C
Brclcece(ccl)S(=0)(=0)CCC(=0)NC2CCCC2
Cclcee(cecl)S(=0)(=0)N2CCC(CC2)C(=0)Nc3nnc(s3)cdocccd
CCCCC(=0O)NC(=S)Nclcc(cecclChC(=0)O
Oclcce(N=Nc2c(O)cc(c3ceecc23)S(=0)(=0)0)c(O)cl
Clclcec(OCc2nn3c(nnc3s2)cdoccecd)c(Clcl
Oclcce(NCc2cceec20Cc3ccccec3)cecl
CN1C(=S)NC(=0O)\C(=C/NNC(=0)c2ccncc2)\C1=0
CCOC(=0)C1=C(N)SC(=S)C2=C1CcccC2

155

44779
44783
44849
44952
45025
45032
45427
45608
45710
45865
45896
45923
45087
46228
46311
46350
46437
46486
46687

46702
46817
47139
47371
47439
47519
47631
47706

47835
47954
48281
48319
49134
49178
49333
49486
49502
49829
49999
49999
49999
50510
50819
51066
51158
51339
51481
51562
51822
52030

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM



CHEMBL1390647
CHEMBL1523543
CHEMBL175266

CHEMBL1447514
CHEMBL1430855

CHEMBL1353369
CHEMBL1522218
CHEMBL1524927
CHEMBL1558644
CHEMBL1578768
CHEMBL1583808
CHEMBL1546820
CHEMBL3195177

CHEMBL3195484
CHEMBL1509389
CHEMBL1724282
CHEMBL1343718
CHEMBL1576094
CHEMBL578585

CHEMBL1538773
CHEMBL1548829
CHEMBL1400903
CHEMBL1711432
CHEMBL1873953
CHEMBL1468142
CHEMBL1352279
CHEMBL1324051
CHEMBL3198658
CHEMBL1523651
CHEMBL1479248
CHEMBL1475596
CHEMBL1539362
CHEMBL1391120
CHEMBL1504445
CHEMBL1447615
CHEMBL1390770
CHEMBL1547422
CHEMBL1359999
CHEMBL1559207
CHEMBL1500840
CHEMBL1529201
CHEMBL1416649
CHEMBL3195461
CHEMBL1997568

CHEMBL1462509
CHEMBL1898589
CHEMBL1367262

CNC1=CC=C(Br)C=C(C(=0)\C=C\c2ccc(0OC)cc20C)C1=0
COclccc2c(cl)[n+]([O-])c3CCCc3[n+]2[O-]
CC1=C2C=C(0)C(=0)C=C20c3cc(0)c(0)ccl3
COC(=0)C1=C(N)OC2=C(C1c3cccs3)C(=0)CCC2
CCclc(C)sc(NC(=0)c2cc(on2)c3occc3)c1CHN
CC(=C)C(=0)Nclccee(cl)C2=NOC3(C[C@H](N(C3)C(=0)c4cc(cc(ca
)IN+](=0)[O-])[N+](=0)[O-])C(=O)N)C2
OC(=0)COclccc2C(=0)\C(=C\c3occe3)\0c2cl
Oclccec(\C=N\c2c(nc3cceen23)cdocecd)cl
CCCCC1=CC2=CC(=0)C(C)(OC(=0)Cc3cccerea)c(=0)ce=co1
Brcloc(\C=C\2/C(=0O)N=C3SC(=NN3C2=N)CC(=0)N4CCCC4)ccl
CC(C)CC(=0O)Nclnnc(sl)c2occc?
Cclcee(C)nlc2cece(s2)c3nnc4CCCCCn34
CC\N=C\1/SC=C(C)N1\N=C\c2ccc(0)c(0)c20
COC(=0)C1C(0)C(C)C(O)C(C)(O)\C=C/C=C(\C)/C(=O)Nc2c(C)c(OC
(=0)C)c3C4=C(0OCOC4=C(C)C(=0)c3c20)\C(=C\C(C)(O)C(O)C(C)C
10)\C

CN(C)clecee(ccl)N2C(=0)CSC2=S
OC(=0)CC1=C(C(=0)0)C(=0)C(=CC=C1)0
CCOC1=CC=CC(=0)c2c(C)n(C)c(C)c12
[O-][N+](=0)cloc(\C=C(/C#N)\C(=0O)Nc2ccc(F)cc2)ccl
Cclonc(NC(=0)Cc2cccs2)cl
OC(=0)CSclc2CCCc2nc3cc(cecl3)C(=0)Ncdccec(cd)C(F)(F)F
COC(=0)\C(=C(/C=C/C=C/C=C/N(C)C)\N(C)C)\C(=0)C
CCOC(=0)CSclnncc2cec(0OC)c(0C)cl2
COclcc(NCCCCCCN)c2nceeec2¢10C
Oclc(0)c2ccecc2ec[N+](=0)[O-]
CC1CC2=C(S1)C(=0)N(C)C(=N2)SCC(=0)Nc3cc(C)ce(C)e3
Cclcec(Cl)eccIN2CCN(CC2)C(=0)COc3cccaCCCe4ac3
CSclnc(N(CCO)CCO)c2sc3nc(c4CCCe4c3c2nl)csocees
Cclce(C)e(cclc2oc(\C=N\c3c(ncdcceen34)csocees)cc2)[N+](=0)[0-]
CC1=NC(=C(C#N)C(/C/1=C(\O)/OCC=C)c20ccc2)SCC(=0)Nc3cccee3
COclcccccINCCC(=0)OCC(=0O)NCc2occc2
CnlcnnclSCC(=0)Nc2nce(s2)[N+](=0)[O-]
NC(=0)c1c2CCCCCc2scINC(=0)c3ccec(ce3)S(=0)(=0)N4CCOCC4
O=C(CSclnnnnlc2ccccc2)Ne3nccdC(=0)CC(Ccan3)c5ocech
Cclccec(cl)n2¢(Ce3cc(0O)ne(0)n3)nnc2SCC(=0)NCC4CCCO4
CC(=0O)N1CCN(CC1)c2nc(c3CSC(C)(C)Cc3c2C#N)cdocccs
CCN(CC)cinc(NCc2cceec2)c(C#N)c3CCN(CC)Ccl3
CL.CCCOclccc(N)ccIN

Brcloc(ccl)C(=0O)Nc2cceccc2N3CCCC3
Cclonc(c1C(=0)Nc2nnc(s2)C3CC3)cac(F)ccecaCl
COclccc(NC(=0O)\C(=C/c2oc(Br)cc2)\C#N)ccl
CC1(C)[N+](=C2C=CC(=CC2=[N+]1[O-]D[N+](=O)[O-D[O-].NO
COclcecc(\C=C(/NC(=0)c2ccc(0OCC(C)C)cc2)\C(=0)OCc30cce3)ccl
Oclcce(ccl)\N=C\c2sc3cccec3c2Cl
COC(=0)clcec(COc2cec(\C=N\Nc3ccee(c3)C(=0)0)cc2)ccl
COclcce(cecl)n2¢(C)ec(C(=0)CSC3=NN4C(=NN=C(C4=0)C(C)(C)C)
S3)c2C

NN=C1C(=C(Cl)C(=C1ChCI)CI
CCOclccec(CNce2cec(0)cec2)c10Ce3ccccc3Cl
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52035
52109
52180
52219
52375

52944
53108
53259
53638
53730
53787
54190
54379

54617
54638
54748
55219
55645
55861
56199
56319
56583
56674
56760
56948
57190
57328
57460
57515
58030
58218
58277
58452
58457
58829
59403
59538
59629
60686
60788
61277
61465
62279
62412

62698
62872
63039

nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM



CHEMBL1582403
CHEMBL1454531
CHEMBL1311036
CHEMBL1365054
CHEMBL 1333464
CHEMBL1732255
CHEMBL213017

CHEMBL1588892
CHEMBL1509369
CHEMBL3196561
CHEMBL1893341
CHEMBL1419581
CHEMBL1511058

CHEMBL1989690
CHEMBL1350188
CHEMBL1487945
CHEMBL1378801
CHEMBL1417382
CHEMBL1408535
CHEMBL1584278
CHEMBL1455108
CHEMBL602807

CHEMBL1234578
CHEMBL1468124
CHEMBL1356373
CHEMBL1306571

CHEMBL1546783
CHEMBL1305813
CHEMBL1609070
CHEMBL1603474
CHEMBL1430463
CHEMBL 1524564
CHEMBL 1485262
CHEMBL3213843
CHEMBL1465739
CHEMBL1361743
CHEMBL1613004
CHEMBL1900570

CHEMBL1968376
CHEMBL1389080
CHEMBL1331081
CHEMBL1313485
CHEMBL1503182
CHEMBL1571640
CHEMBL234338

CHEMBL1566068
CHEMBLA477936

CHEMBL1710608

CCC1=NN2C(=NC(=0O)\C(=C\c3oc(SCc4occc4)cc3)\C2=N)S1
Cclcecec(NC(=0)CNC(=0)c2cccec(c2)n3ceccld)clC
CIL.CN(C1CCN(C)CC1)C(=0)C0Oc2cccec2ce3cceccc3
Cclcee(ccl)N(CC(=0)NCCSCc2occc2)S(=0)(=0)c3ccec(F)cc3
C(SC1CCcCcCC1)c2cn3cesc3n2
0=C1C(=Cc20ccc2)CCCC1=Cc3occc3
Cclcc(\C=N\Nc2cce(cn2)[N+](=0)[O-])c(C)nlc3ccee(C(=0)0)c3C
olccccle2nn3c(nnc3s2)cdccencd
OC(=0)C1=C(CSC2C(NC(=0)Cc3ccccc3)C(=0)N12)C=C
CN(C)clcee(ccl)\IN=C\C=C/2\N(C)c3cccee3C2(C)C
COC(=0)clcec(C(=0)OC)c(NC(=0)Cc2cccs2)cl
CCOclccc(NCC2CCOC(C)(C)C2)cel
COC(=0)clcec(C)c(NC(=0)CCSc2cceec2)cl
CCOC(=0)C1CCCN(C1)C(=0)c2ccc(C\N=C/3\C(=0)C(=C3N4CCC(C
)CC4)0)cc2

COclcc(0C)c2C(=0)CC(0Oc2c10)c3cccec3
CC1(0C(=0)CCc2ccccc2)C(=0)C=C3C=C(0C=C3C1=0)c4ccsca
CC(=0)Nclcce(ccl)S(=0)(=0O)NCCSCc2occc2
COclccceccINC(=0)CSc2nnc(Ce3cc(O)ne(O)n3)n2c4cceeccd
Oclccc(NCc2ccee(OCc3ccece3)c2)ccl
Cnlccccl\C=C/2\C(=0)NC(=0)N(Cc3cccee3)C2=0
CCOC(=0)CnlnnnclC(C(C)C)N(Cc2cc3c(C)eec(C)eec3nc20)C4CCCC4
COclccc2ccccc2c1C3CC(=0)N4CN(Cehocec5)CSC4=C3C#N
Nclccec2cec(cecl2)S(=0)(=0)0
COC(=0)clcnn2c(cc(ncl2)c3occe3)C(F)(F)F
OC(=0)CCclcce(ccl)S(=0)(=0O)Nc2cc(ccc2N3CCCCI)C(F)(F)F
Ccloc(ccl)C2SCC(=0)N2Cc3cn4cesc4n3
CCN(C(=0O)CN1CCN(CC1)c2ccc(0)ec2)C3=C(N)N(Cc4acccecd)C(=0)
NC3=0

CN(C)C(CNC(=0)clccenclSc2cceccc2)c3occee3
Oclccc(NCc2ccec(OCc3ccc(F)ee3)c2)ccl
CN(CC(=0)Nclcece(C)ecl)C(=0)c2cc(nc3ccecc23)cdocecd
COclccec(NC(=0)CSc2nnc(c3occee3)c(n2)cdocceecd)cl
OC(=0)c1[nH]c2ccc(Cl)ecc2c1CC(=0)N3CCN(CC3)C(=0)cdocccd
O=C(Nclccceel)C2=C(CC(CC2=0)c3occc3)Ncdcceecd
CC1SC(=NC1=0)N\N=C\c2occc?
CCN1C(=0)c2c3CCCc3sc2N=C1SC(C)C(=0)0O
CCCC(=O)N(CCclccc(OC)eel)Ce2ne(0)c3ccece3n2
Oclcee(cc10)c2cn3CCSe3n2

C1CN(CCN1c2cncen2)c3nceen3
Cl.Cclce(C)nc(N\N=C\C2=C(N3CCOCCI)\C(=Cl/caccc(Cl)cca)\CC2)n
1

Cclce(C)nc(nl)N2CCC(CC2)C(=0)0
[1-].CC[n+]1cce(C)c2cc(cecl12)P(=0)(c3cecce3)cdcccecd
CCOC(=0)cloc(CC(=0)c2cce(0)c(0)c20)ccl
CC(=0)clcee(ccl)S(=0)(=0O)Nc2ccee(c2)n3cnnn3
CCN1CCCc2cc(CN(CCN3CCOCC3)C(=0O)Nc4accc(CC)ecd)ceecl2
Oclcce(ccl)C2=CC(=0)c3c(0)c(0)c(0)c(0)c302
CCOclccc(CNc2cec(cc2)N3CCCCl)cecl
Cclcee(ccl)S(=0)(=0)OCC(=0)Nc2cec(C(=0)0)c(0)c2
CCN(CC(=0O)Nclc(F)cceclF)C(=0)CSC(=S)N2ccce2
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63258
63294
63707
63739
63775
63899
63954
63954
64157
64399
64765
64789
65056

65277
65404
65776
65798
66484
66736
66994
67647
67667
67864
68089
68191
68491

68533
68679
68747
69167
69298
69516
70291
70298
70403
71828
71879
71936

72388
72773
72913
74005
74240
74458
74865
75252
75277
75584

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM
nM

nM
nM
nM
nM
nM
nM
nM
nM
nM
nM



CHEMBL1522695
CHEMBL1727409
CHEMBL1976219
CHEMBL1559616
CHEMBL1707498
CHEMBL1332702
CHEMBL 1460044
CHEMBL1900407
CHEMBL1565385
CHEMBL1576106

CHEMBL1349942
CHEMBL1367133
CHEMBL1403524
CHEMBL1339808

CHEMBL2133196
CHEMBL1722566
CHEMBL1586657
CHEMBL1350226
CHEMBL1446929
CHEMBL1339888
CHEMBL610508

CHEMBL576353

CHEMBL1890961
CHEMBL1527971
CHEMBL1427517
CHEMBL1492200
CHEMBL1421238
CHEMBL1309683
CHEMBL 1433062
CHEMBL3193853

CHEMBL1595597
CHEMBL1402642
CHEMBL1328778
CHEMBL1561738
CHEMBL1380806
CHEMBL1432334
CHEMBL1363465
CHEMBL1498126

CHEMBL1966984
CHEMBL1728065
CHEMBL1456026
CHEMBL1596115
CHEMBL1362933
CHEMBL1900368
CHEMBL1536718
CHEMBL1546569
CHEMBL1470983

CN1C(=C(C(=0)COC(=0)C2CCCCC2)C(=0)N(C)C1=0)N
CC(C)Sclnnc(Cc2cc(O)nc(O)n2)nlc3cc(C)eec3C
Oclc(Br)cc(cc\C=N\c2cee(cc2)N3CCOCC3)[N+](=0)[0O-]
Brclccc(NC=C2C(=0)CC(CC2=0)c3occc3)ccl
CCOclcceeclC(0)C2=CC(=0)c3ccecc3C2=0
CIL.CCCN1C(=N)N(CC(O)c2occc2)c3ccecccll
COC(=0)CCCC(=0O)Nci1c(F)c(F)c(F)c(F)c1F
CCCCN1C2CCCC1CC(C2)NC(=0)c3cec(0C)c(0C)ce3
Cclnc2c(Cl)cecec2c(0)c1CN3CCCC3
CCOC(=0)Cclcc(O)n2nc(C)eecz2nl
CCOclcc(N2CCOCC2)c(OCC)ccINC(C)C(=0O)N3CCN(CC)CC3.0C(=
0)C(=0)O

O=C1N(Cc2occc2)C(Nc3ccecc3)cdnceecld
BrC1=CC(=COC1=0)C(=0)Nc2ccc(Br)cn2
COC(=0)C1=C(C)N(Cc2ccccc2)C(=0)/C/1=C\c3occe3
CCN1C[C@@H]2[C@H]3[C@H](C(=O)N(Cc4cccecc4)C3=0)[C@@](
C)(N2/C/1=N/C5CCCCC5)C(=0)OC.OC(=0)C(F)(F)F
CN(CCC#N)C(=0)COC(=0)c1c2CC\C(=C\c3occce3)\c2ncdcececld
OC(=0O)[C@@H]1CC[C@@H](CC1)NC(=0)OCc2ccccc2
CN1CCc2¢c(C1)sc3c2c(NCc4occcd)ncbnnnn3s
CCC(=O)NC1=C(CIhC(=0)C(=C(ChC1=0)NC(=0)CC
OC(=0)clcc2cecec(c2cc10)S(=0)(=0)N3CCOCC3
COclccc2C(CC(=0)c3cec(0)c(0)c3)0C(=0)c2c1oC
Cclcc(O)ccclc2enc3cecce3n2

0O=C1C=C(N2CC2)c3ccccc3C1=0
CCOC(=0)clcec(NC(=0)CSCc2occc2)ccl
COclcee2nc3ccccc3nc2cIN
CCN1C(=C(C(=0)OC)\C(=C\c20ccc2)\C1=0)C
CCOC(=0)C1CCN(CC1)C(=0)COc2cce(cc2)S(=0)(=0)NC(C)C
Ccloc(C)c2C3=C(C=CC(=0)c12)C(C(=C(N)O3)C#N)c4accccca
COclccc(OC)c(c1)N2C(=0)[C@H]3ON=C([C@H]3C2=0)c4cccccaCl
O=C(N\N=C\1/CCCC(=0)C1)c2ccc(COc3ccecdccenc3d)cc2

COclcce(cclOC)C2=NCC(=0)N(CC(=0O)NCc3occc3)casc5CCCCchc2
4

Ccloc(ccl)C(=0)C2=C(0)C(=0O)N(C2c3ccc(F)cc3)cdnceend
COclcec(OC)c(cl)S(=0)(=0O)Nc2ccee(O)c3ccccc23
Cclocc(cl)c2cc(nc(N)c2C#N)c3cee(Cl)ee3
Cl.CCOclcccc(CNCCNC(=0)c2nonc2N)cl
COclcceeclC2C=C(Nc3nnnn23)c4ccc(C)ccd
Cclceec(C)cINC(=0)COC(=0)c2cc(nc3cccec23)cdccencd
Cclec(C(=0)CSc2nnnn2C)c(C)n1CCc3ccc(Cl)cc3
OC1CC(CC(0)C10C(=0)\C=C\c2cce(0)c(0)c2)(0OC(=0)\C=C\c3cee(
0)c(0)c3)C(=0)0
CN(C)cleee(CC2=Cc3c(0)cce(0)c3C=C(Ccacce(ccd)N(C)C)C2=0)ccl
Cclccee(cl)n2nc3CSCe3c2NC(=0)cdoc(Br)cca
CCOclccec(CNe2cec(0)ec2)c10Cce3ccc(Cl)ece3
CN(C)clcc(Chc2nonc2clN
0OC1=C2C(=CC=CC(=0)C2=0)CC(=0)01
CIC(CIH(CDHC(NC(=0)Cclcceecl)Ne2ccececec2
CC(=0)OC1COC(C(OC(=0)C)C10C(=0)C)n2cce3cceec23
BrC1=CC(=COC1=0)C(=0)NCc2ccccn2
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76227
76994
77469
77615
77680
78162
78229
78291
78327
78346

78805
79168
79525
79695

79756
79769
79770
79810
79821
80304
80536
80768
80943
81621
81646
81829
81829
81859
82129
82296
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83040
83569
84171
84418
84606
84609
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85420
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87821
88133
88328
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CHEMBL1366858
CHEMBL1595607
CHEMBL1301323
CHEMBL1731349
CHEMBL1527565
CHEMBL1737002

CHEMBL1381289
CHEMBL1416184
CHEMBL1579003
CHEMBL1542330
CHEMBL1321516
CHEMBL1505865
CHEMBL3192400
CHEMBL1505758
CHEMBL1523154
CHEMBL1502881
CHEMBL1419195

CHEMBL1413554
CHEMBL 1363824
CHEMBL1472381

CHEMBL3199579
CHEMBL1420642
CHEMBL1334980
CHEMBL3198496
CHEMBL1504221
CHEMBL1541522
CHEMBL1371777
CHEMBL1314823

CHEMBL3189793
CHEMBL1524798
CHEMBL3189877
CHEMBL1386036
CHEMBL1386272
CHEMBL 1342384
CHEMBL1975523
CHEMBL1212972
CHEMBL1429930
CHEMBL1414027
CHEMBL 1529824
CHEMBL1370669
CHEMBL1518296
CHEMBL 1486598
CHEMBL1307104
CHEMBL1600987
CHEMBL1300285
CHEMBL1383536
CHEMBL1497978

CCOC(=0O)NC1(NC2Ccccee2)0c3ceccecec301
CCC(=0)N1IN=C(CC1lc2ccc(C)cc2)c3ccc(NS(=0)(=0)C)cc3
Ccloc(\C=C\C(=0)Nc2ccce(c2)S(=0)(=O)N3CCOCCI)ccl
Fclcec(\C=C/2\CN(C\C(=C\c3ccc(F)cc3)\C2=0)C(=0)C=C)ccl
Cclce(O)c(cclO)c2ec(0)ce(C)ec20
CN(C)clccc2ee(cec(0)c2c1)S(=0)(=0)0
Ccleec(ccl)N2C(=S)NC(=0)\C(=C/c30c(CN(CCC#N)S(=0)(=0)C)cc3
NC2=0

OCCNCclcce(Sc2nc3ccccc3s2)canoncdcl[N+](=0)[0-]
OC(=0)cloc(COc2c(F)c(F)c(F)c(F)c2F)ccl
Clclcec(cclCl)c2en3ccenc3n2
CC(=0)C1=C(C)NC(=C(C1c2cccs2)C(=0)C)C
C\C(=C\C(=0)O)\C=C\cloc(Cl)ccl
CCN(CC)S(=0)(=0)c1ccec(c1)C(=0)N\N=C\c2ccc(0)c(0)c20
CCOclccee(cel)n2¢(Ce3ce(0)ne(0)n3)nnc2SC(C)C(=0)0C
COclcc(ceclOCc2¢(C)onc2C)C(=0)NCC(N3CCCC3)cdoccecs
Cclcc(NC(=0)CCNS(=0)(=0)c2cc(Br)cnc2N)cecclBr
Fcleee(OCc2nnc(SCC(=0)NC(=0)NCc3occc3)n2CC=C)ccl

COCCn1nnnclC(N2CCN(CC2)c3ccc(O)cc3)cacchee(OC)c(OC)ecbned
O

OC(=0)C1Nc2c(Cl)ce(Cl)cc2C3C=CCC13
CC1CCN(CC1)S(=0)(=0)c2cce(cc2)C(=0)NCc3ccc40COc4c3
CC(C)N1C2=C(C=C(C#N)/C/1=N\C(=0)c3occc3)C(=0)N4C=CC=CC
4=C2
COclcc(\C=C/2\C(=0)c3ccee(c3C2=0)[N+](=0)[O-])c(Br)cc1O
Cclceec(\C=C(/C(=0)0)\c2ccec(s2)S(=0)(=0)N3CCCC3)cl
C\N=C\1/SC=C(N1\N=C\c2ccc(0)c(0O)c20)c3cccs3
Fclccec(c1)\C(=C/c20c(cc2)N3CCCCCCI)\C#N
O=C(Nclnnc(s1)C2CCCO2)c3cces3
Clclcececeec1CSc2nne(c3occee3)c(n2)cdocecd
CC1=NN(C(=S)N)C(=0)C1N=Nc2cccc(c2)[N+](=0)[O-]
COclcee(c(0OC)cl)c2ec(C(=0O)N\N=C\c3ccc(OC)c(COCC(F)(F)C(F)F)c
3)c4ccecc4n2

COclccee(cl)c2cn3nc4CCCCeanc3n2
Cclcce(ccl)c2ne3S\C(=Clcdocecd)\C(=0)n3n2
CCCnlcnc2cc(NCc3cceen3)ccecl?
COclcee(cecl)C2CC(c3cecce3)ndnc(NC(=0)cbecess)ncaN2
CN(C)clcec(NC(=0)Cn2cc3CCCCce3n2)ccl
CCN(CC)clccc(\C=N\c2cce(cc2)N(C)C)e(O)cl
CC1OC(CC(=0)0)CC2=C1C(=0)c3c(O)cceec3C2=0
Cclc(CCc2cencc2)n3ccecce3clC(=0)Ncedcec(Cl)ecd
Ccloc(CCC(=0)Nc2cee(cc2)S(=0)(=0)N)ccl
CC(clcceecl)c2ec(C)e(C)c(CN3CCOCC3)c20
OC(=0)CCcloc(ccl)c2cce(Br)cc2
CCOclccc(Nc2nc3cccce3ndnnnc24)ccl
COC(=0)C1=C(C)NC(=0)/C/1=C\c2cccs?2
COclcceccl\C=C(\CC(=0)NCc2ccccc2)/c3ncdcccccds3
CCOclcee(cclOCC)e2nnn(CC(=0)c3cccdOCCOC4c3)n2
CCclccec2nc(N3CCN(C)CC3)c(cc2cl)C#N
CCOC(=0)clce(NC(=0)N2CCCc3cceec23)c(C)nclC
Cclcen2cc(CNS(=0)(=0)c3cec(Clhs3)nc2cl
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88377
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89133
89470
89682
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93790
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CHEMBL1731995
CHEMBL1323320
CHEMBL1604171
CHEMBL1560978
CHEMBL1517216
CHEMBL1492213
CHEMBL1706291
CHEMBL 1454994
CHEMBL1304345

CHEMBL1537344
CHEMBL1344700
CHEMBL1328241

CHEMBL1541295
CHEMBL1383388
CHEMBL1492858
CHEMBL1548690

CHEMBL1543104

CHEMBL1884136
CHEMBL1352461
CHEMBL1431126
CHEMBL1562255
CHEMBL3210787
CHEMBL1362225
CHEMBL1985649
CHEMBL1487668
CHEMBL1517511
CHEMBL1349645
CHEMBL1495281
CHEMBL1473579
CHEMBL1598620
CHEMBL3198411
CHEMBL3211848

CHEMBL1318116
CHEMBL 1435484
CHEMBL1393731
CHEMBL1368322
CHEMBL1363924
CHEMBL1352809
CHEMBL1498201
CHEMBL1323006
CHEMBL1325311
CHEMBL1598069
CHEMBL1585469
CHEMBL1428889

CHEMBL1574497
CHEMBL1419169

0=C(COC(=0)c1lc2CC\C(=C\c3occeld)\c2ncdccecc14)NC5CCCCh
OC(=0)clccec(cl)n2ceec2\C=C/3\SC(=0)N(CcdccecccdC#N)C3=0
CC(C)(C)NC(=0)\C(=C\cloccel)\c2cccecc2
CCC(C)(C)nlnnnclC(N2CCN(CC2)c3ccec(O)cc3)cacechbneceesed
O=C(N1CCN(CC1)S(=0)(=0)c2cccec2)c3cccc(c3)ndccecd
COclcce(ccl)N2C3=C(CC4=C2CCCC4=0)C(=0)CCC3
OC(=0)clcc(nnlc2cec(F)cc2F)c3ccc(cc3)N4CCOCC4
COclcee(ccl)C2CC(=0)0c3cc(0C)cec23
Cclc(C)n(C(=0)CSc2nc3ccccc3[nH]2)c4cceccls
CL.CN(C)[C@H]1[C@@H]2CC3C(=C(O)[C@]2(O)C(=C(C(=O)N)C1
=0)0)C(=0)c4c(O)cec(Cl)c4[C@@]3(C)0
COC(=0)\C(=C(\F)/SCC(=0)C)\C(F)(F)F
0O=C1C(Cc2cccccl2)Sc3oc(nn3)cdcccend
Cclecec(cl)N2C(=S)NC(=0)\C(=C/c30c(CN(CCC#N)S(=0)(=0)C)cc3
NC2=0

CN1C(=0)C(=C(C)CC1(C)C)C#N
COc1cc2CCN(C3CC4(C=CC(=0)C=C4)c(c10C)c23)C(=0)CCC(=0)0
CCOC(=0)C1=NN(C(=N)C(=C1C)C#N)c2ccc(Cl)cc2Cl
Cclccc(ccl)N2C(=0)[C@@H]3[C@H]4C=CC=NN4[C@@H]([C@@
H]3C2=0)C(=0)Nc5ccc(Cl)cch
CC(C)(C)OC(=0O)N(Cclcceeel)Ce2ecee(OCc3ccec(NC(=0)cdceccccd)c
3)c2
COCC(C)nlc(C)ee(C(=0)CSC2=Nc3sc(C)c(C)c3C(=0)N2CC=C)c1C
Oclnc2ccecc2n3c(nncl3)cdcccccd
Cclccec(C)cINC(=0)CCS(=0)(=0)c2ccec3nsnc23
COclcee(ccl)\N=C/2\S\C(=C/c3o0c(C)cc3)\C(=0)N2CC(C)C
CNC(=0)[C@@H]1C[C@H]1[C@@H](NC(=0)OCc2ccccc2)c3ccecec3
CC1=CC(C)(C)N2C(=0)\C(=N\c3ccc(O)cc3)\cdcecclc24
C(Nclnc(csl)c2ceenc2)c3occec3
CC(=0O)N(\C=C/C=C/C=C/1\Sc2ccccc2C1=0)c3ccecc3
CC1CCCN(C1)C(=0)CN2CCN(CC2)C(=0)c3occc3
C(CNclcce2nne(c3ccecc3)n2n1)CN4CCN(Cebececech)CC4a
CN(CC(=0O)Ncicce(F)ecl)C(=0)c2cc(nc3ccccc23)cdocecsd
Cclcc(ccecln2ennn2)S(=0)(=0)N(Cc3occc3)Ccedccecnd
CCSC1=C(C#N)C(\C(=C(/O)\OC)\C(=N1)C)c2cccs2
COclcce(ccl)C(=0)N\N=C\c2ccenc?
CCCCNI1C(=O)NC(=0)C(=C1IN)N(CCOC)C(=0)c2cc(nc3ccceec23)cdo
cccd

0O=C(Nclnc(c2occc2)c(sl)c3occc3d)cdocccd
CCOclcce2nc(0O)c(CN(Ce3occee3)C(=0)cdccc(Br)ccd)cc2cl
Nclcce(cel)C(=C2C=CC(=N)C=C2)c3ccc(N)cc3
CCn1c(SCC(=0)Nc2cc(C)on2)nnclc3ceenc3
CCOclcce(ccl)n2c(Ce3cc(0)ne(0)n3)nnc2SCC(=0)NCACCCC4
NC(=0)clccc(N2CCN(CC2)c3cce(0)ec3d)c(cl)[N+](=0)[0-]
Cclonc(C)clCOc2cce(cc2)C(=0)OCC(=0)N3cdccecccdNC(=0)C3(C)C
COclccc2cc(C3C(=C(N)OC(=C3C(=0)C)C)C#N)c(Clhnc2cl
COclcce2ne(O)c(CN(Cc3occe3)C(C(C)C)eannnndCeheececb)cc2cl
CCCCN1C(=0O)NC(=0)C2(Cc3ccccc3N4CCOCC24)C1=0

CCclnc(OCc2occc2)c3sc4nc5CC(C)(C)OCchec4c3nl
CC1Cc2ccccc2N1C(=0)C3CCN(CCI)S(=0)(=0)cac(C)noca\C=C\c5oc
ccd

COclceec(C(CH#N)N2CCCCC2)c10
160
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CHEMBL1556882
CHEMBL3193682
CHEMBL1388553
CHEMBL1375390

CHEMBL1311134

CHEMBL1200567
CHEMBL1351621
CHEMBL1419335
CHEMBL 1392444
CHEMBL1533621
CHEMBL1502275
CHEMBL1462570
CHEMBL1310730
CHEMBL1587966
CHEMBL1416437

CHEMBL1871358
CHEMBL1519669
CHEMBL1503314
CHEMBL1337299
CHEMBL1549834

CHEMBL1369848
CHEMBL 1350464
CHEMBL1720147
CHEMBL1324188
CHEMBL1318963
CHEMBL1593348
CHEMBL1594813
CHEMBL1570840
CHEMBL1562157
CHEMBL1409063
CHEMBL 1555494
CHEMBL1404083
CHEMBL1442147
CHEMBL1557913

CHEMBL1490479
CHEMBL1979957
CHEMBL1312190
CHEMBL 1446088
CHEMBL1422946
CHEMBL1364567
CHEMBL1458390
CHEMBL1450538

CHEMBL3193326
CHEMBL1548347
CHEMBL 1533464
CHEMBL1608918

CC1(C)Cc2nc3scdc(SCC(=0O)NCc5occch)nencdc3cc2COl
O=C(N\N=C\clccc[nH]1)c2ccenc2
O.CIl.Nclcce(ccl)N2CCN(CCCCN3C(=0)C4CCCN4C3=0)CcC2
CN1C(=0O)N(C)C(=0)C2(Cc3cc4cc(C)eccanc3N5CCCCC25)C1=0
CCOC(=0O)N1CCC(CC1L)NC(=0)c2ccc(OC)c(CN3CC(=0)N4cccee4c
3=0)c2

O.CI).CCO.C[C@@H]l[C@H]Z[C@H](O)[C@ H]3[C@H](N(C)C)C(=
C(C(=0O)N)C(=0O)[C@@]3(0)C(=C2C(=0)c4c(0O)ccccld)0)0
CN1N(C(=0)C(=C1LC)NC(=0O)CN2CCN(CC2)c3ccc(O)ec3)cacceeca
COclccc(OC)c(Ne2ne(cs2)c3cec(0)e(0)ce3)cl
O=C(NC(=S)N1CCCc2cccccl2)c3cceee3
0O=C1C=C(Nc2cccc3ccenc23)cdeccccdCl=0
COclcce(cecl)n2ce(Ce3eeen3C)nnc2SCC(=0)N
Cclcc(O)c(0Oc2ec(C)ee(0)c20)c(0)cl
COclccc(NS(=0)(=0)c2ccec(c2)C(=0)NNC(=0)c3ccen3C)ecl
OP(=0)(CN1CCCCCCl)CN2ccecececeez2
Cclec(c(C)nlC)c2csc(NC(=0)c3oc4cceeccac3)n2
C[C@@H](CO)N1C[C@@H](C)[C@H](CN(C)C(=O)Nc2cce(cc2)C(F
)(F)F)OCCCC[C@H](C)Oc3cce(NC(=0)Nc4cceccd)cc3C1=0
CC(=0)clccec(NC(=0)CN2C(=0)NC3(CCCCCCC3)C2=0)cl
COclccc(CCNC(=0)CN2CCCc3ccecc23)cc10oC
NC(=0)c1c2CCCc2scINC(=0)Cc3cccs3

O=C(N1CCN(CC1)C(c2cccen2)c3nnnn3C4CCCC4)choccees
O=C(NCCN1CCN(CC1)c2cceec2)C3CCN(CC3)S(=0)(=0)c4cceecbnon
c45

CCclcceccIN(CC(=0)NCCSCc2occc2)S(=0)(=0)C
CL.CN1CCc2nc3cce(Cl)ec3ce(c2CL)cdcceccaCl
CN(C1CCCCC1)C2=NN3C(=Nc4cccccaC3=0)C=C2
Cclec(C(=0)CSc2nnc(c3ccece3)n2Cedccc50C0c5¢4)c(C)nlC
Ccloc(C)c(c1)C(=0O)NNC(=0O)\C=C\c20ccc2
COC(=0)C(C)Scinnc(Cc2cc(O)nc(O)n2)nlc3cc(C)eec3C
OC1=CC(=O)NC(=S)N1c2ccc(F)cc2
Cclcc(O)ec(0)elC(=0)Cc2enn(c2)c3cccece3
OC(=0)C(Cclc[nH]c2cceecc12)NC(=0)c3cceccc3NC(=0)cdocecs
CCCnlc(CNc2ccecc20)nc3cececl3
O=C1NC(=0)C(=CN2CCc3ccccc23)C(=0)N1
CC\C(=C/1\C(=O)NC(=O)N(CC=C)C1=0)\NCCN2CccocCccC2
COclccecclC2=Nc3ccecdcccc(N2)c34
COclccc(NC(=NNc2cce(cc2)[N+](=0)[O-
])P(=0)(N3CCOCC3)N4CCOCC4)ccl
COCC\N=C\1/SC=C(N1\N=C\c2ccc(0)c(0)c20)c3ccecs3
Oclccee(cc1O)C(=0)CN2CCN(CC2)S(=0)(=0)c3cce(F)ce3
CCN(CC(=O)Nclc(F)cccclF)C(=0)c2cecc(c2)n3ceec3
CCclcee(CC)e(c1)S(=0)(=0)Nc2cec(C(=0)0)c(0)c2
CN(CC(=0O)Nc1c(Cl)cceelCl)C(=0)c2ccec(c2)n3ccecee3
COclcce(cclOC)c2cec(C#N)C(SCC(=0)Nc3sc4CCCc4c3C#N)N2
Cclocccle2nne(SCC(=0O)N3CCN(CC3)c4cceececcd)n2C
COclcec(\C=N/NC(=0)c2cc(0)c(0)c(0)c2)ccICN3CCN(CC3)c4cec(F
)ecd

CN1CCN(CC1)C(=0)CSc2nc(ccc2C#N)c3ccees3
OC(=0)clcce(ccl)n2ne(c3CCedocecdc23)C(F)(F)F
O=C(NC1CCCC1)C(N(Cc2cccec2)C(=0)c3csnn3)cdocecs
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CHEMBL1313583
CHEMBL1299528
CHEMBL1432345

CHEMBL1425459
CHEMBL1416702
CHEMBL2003964
CHEMBL1346640
CHEMBL1333695
CHEMBL1480652
CHEMBL1301692
CHEMBL1306765

CHEMBL1451078
CHEMBL1535798
CHEMBL1364286
CHEMBL1463665
CHEMBL1612609
CHEMBL1531315
CHEMBL1863612
CHEMBL1735497
CHEMBL 1608044
CHEMBL1585044
CHEMBL3195986
CHEMBL1542333
CHEMBL1372650

CHEMBL1463037
CHEMBL1423709
CHEMBL1408125
CHEMBL1545501
CHEMBL1400510
CHEMBL1381306
CHEMBL1373289
CHEMBL1612931

CHEMBL1301260

CHEMBL1423492
CHEMBL1534745
CHEMBL1338730
CHEMBL1486316
CHEMBL1325883
CHEMBL1452930

CHEMBL1439414
CHEMBLS82134

CHEMBL1345135
CHEMBL1703976
CHEMBL1412418
CHEMBL1370087
CHEMBL1707215

NC1=CC=CC2=[N+]([O-])C3(CCCCC3)N=C12
CCOclcee(ccl)n2c(Ce3cc(0)ne(0)n3)nnc2SCC(=0)N
CC(=O)N1CCN(CC1)c2ccc(NCc3ccec(F)ce3)cce2
CC(C)CN(C1CCS(=0)(=0)C1)C(=0)COC(=0)c2cc(C)n(c2C)c3ccc(C)
cc3

Cclce(C)ee(NCc2cc30COc3cc2[N+](=0)[O-])cl
C\N=C\1/SC=C(N1\N=C\c2ccc(0)c(O)c2)c3occc3
CCOclccec(CNce2ceec(0)ec2)c10Cce3ccc(Cl)ec3Cl
CCC(=0)Nclcc(C)c(NC(=0)C23Cc4cc(Cc(c4)c2)c3)enl
COCCCNC(=0)C1=CC=CN2C(=0)c3cc4cccccdcc3N=C12
Clclccec(cl)n2nc(cc2C(=0)N3CCCCC3)cdocccd
COCCNC(=0)cloc(CS(=0)(=0)c2c(Clhceec2Cl)ecl
Oclccc(CC2NC3([C@H]4[C@@H]2C(=0O)N(C4=0)c5ccc(F)cc5)C(=0
)Nc6cec(F)ee36)ccl

CC(C)(Oclcee(Clhecl)C(=0O)NCc2occc2
Cclcec(ccl)N2CCN(C2c3ccecn3)cdcee(C)ecd
CC(=0)C1=C(0)C(=0)N(Cc2occc2)C1lc3ccc(F)cce3
COclcee(ccl)C2=NC3=C(C(=0O)N2Cc4occc4)C(=0)c5ccc(0C)ec503
CScloc(nclS(=0)(=0)c2cceec2)c3occee3
CCN1CCN(CC1)C(=0O)CN(C)S(=0)(=0)c2ccc(0C)c(C)c2
COCOC1CCC2C3CCC4=CC(=0)CCC4=C3Cc=CC12C
Nclcee(Oc2neeen2)ccl
COclccecccINC(=0)CN(Cc2occc2)C(=0)c3ccces3
CC(C)Nc1nnc(SC\C(=C(\C#N)/C(=N)C)\O)s1
S=C(Nclccc20CCOc2¢1)Nc3ccc40COc4c3
Clclcec(cel)C(=0)CSc2nc(ccc2C#N)c3occe3
CC(C)CN(C(=0)CN1CCN(CC1)c2cce(0)cc2)C3=C(N)N(CC(C)C)C(=
O)NC3=0

Cnlccccl\C=C/2\C(=0)NC(=S)N(Cc3ccc(F)cc3)C2=0
[O-][N+](=O)clcc(Br)c(c(Br)cl)c2oc(\C=C/3\NC(=S)NC3=0)cc2
COclccc(OC)c(NVC(=C\C(=0)c20c(C)cc2)\C)cl
CC1=Nc2cccc3cecc(N1)c23
COclccc2c(c1)C(=0)0c3cc(OCC(=0)N4CCC(C)CC4)ccec23
[O-][N+](=0)cloc(\C=C\2/C=C(OC2=0)c3ccc(F)cc3)ccl
COCCNCc1nnc(SC(C)C(=0)Nc2ccee(cec2)c3ncdccec(C)eeds3)sl
CC(C)CIC@H](NC(=0)c1[nH]cnclC(=0O)N2CCN(CC2)c3cceec3)C(=
0)OoC(C)(C)C
Cclcc(Clycc2cINC(=0)[C@]23[C@H]4[C@@H]([C@@H]5CCCN35)
C(=0)N(Ccbcceec6)C4=0
CCOC(=0)\C=C\1/SCC(=0)N1CC(=0O)NC(C)c2ccc(F)cc2
CCOC(=0)C1=C(COC(=0)\C=C\c20ccc2)NC(=O)NC1C
CC(=O)Nclccc(NC(=0)CSCc2cnn(c3ccece3)c2ndccecd)ccl
COclccec(NC(=0)CCCSc2ccecc2)ccl
COclcee(ccl)S(=0)(=0)Cc20c(cc2)C(=0)N3CCN(CC3)c4cceecd
Clclecec(c1)N2C(=0)NC(=0)\C(=C\c3oc(Scancseccec5[nH]4)ce3)\C2
=0
[1-].CCN1\C(=C\C=C\C=C\C=C\c2sc3ccccc3[n+]2CC)\Scdcceeccls
Ccloc(ccl)c2cc(C(=0)Nc3cec(C)en3)cdeccecdn2
Oclc(cec2eccccl2)C3(0C(=0)c4ceccec34)checcbecceete50
COclcc(\C=C(/CC(=0)0O)\c2nc3ccecc3s2)cc(0OC)c10
Cclee(C(=0)CN2C(=0)c3ccece3S2(=0)=0)c(C)n1CC4CCCO4
[O-1[N+](=O)clcee(c(c1)[N+](=O)[O-
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CHEMBL1447076

CHEMBL1408354
CHEMBL1549607
CHEMBL1528749
CHEMBL1473982
CHEMBL1539953
CHEMBL1887584
CHEMBL1874279

CHEMBL1712082
CHEMBL1602613
CHEMBL1576463
CHEMBL1414980

CHEMBL1392313
CHEMBL1536196
CHEMBL1512376
CHEMBL1347904

CHEMBL1727678
CHEMBL1597571

CHEMBL1419228

CHEMBL3184468
CHEMBL1997370
CHEMBL1361703
CHEMBL1736432
CHEMBL1350960
CHEMBL1333071
CHEMBL1328884
CHEMBL1303512

1)S(=0)(=0)Nc2ccccc2C(=0)N3O[C@H]4C[C@@H]3C=C4
NS(=0)(=0)clccc(ccl)N2N=C(CC2c3ccc(F)cc3)cdccc(Br)ccd
Cclcc(C)e(c(C)el)S(=0)(=O)NCC2CCC(CC2)C(=0)N3CCC4(CC3)0
CCO4

Cclecec(ccl)N2CSC3=C(C#N)C(CC(=0O)N3C2)c4cccs4
CL.CC(=0O)N1CCN(CC1)c2ccc(NCe3cee(C)s3)cc2
COclccc(NC(=0)CN(C)C(=0)c2ccee(c2)n3cccee3)ecl
COclccc(CCNC(=0)\C=C\c2occc2)ccl
CC(C)CCN1CCN(Cc2ccen2c3ceenc3)Ccicco
COclcc(NCCCNC(C)C)e2ncecee(C)e2el
CC1=C(0O)C(=0)C=C2C1=CC=C3C2(C)CCcr4(C)csCcc(c)(ceces(e)e
CC34C)C(=0)0
FC(F)(F)C1CC(Nc2cc(nn12)C(=0)N3CCc4ccccc4C3)chbocech
O=C(CSclnnc(C2CCCCC2)n1Cc3ccccc3)NCedocccd
CC(C)CC(NC(=0)\C(=C\clocccl)\INC(=0)c20c(Br)cc2)C(=0)0
CC(C)clcee(ccl)N2C(=0)Cc3c2ncdN=C(C)Nc5nc(N6CCCCCB)c(C#N
)c3c45.CN(C)C=0
CNCclccceelSc2cec(0)e(0)c2.0C(=0)\C=C/C(=0)0O
CN(CC(=0O)Nclcc(C)eeclC)C(=0)c2ccec(c2)n3ccecee3
CCCCnlcnc2cc(NCc3cence3)cecl?
COclcc(ceclC=C2c3ccecc3ndc2cec(cbeccees)[n+]4C)N(C)C.[O-
IS(=0)(=O)C(F)(F)F
COclcec(OC)c(cl)C2C(=C(C)Nc3nc(CCCO)NN23)C(=0O)Nc4cec(F)eca
CC10C(0CC20C(0C3=C(0Oc4cc(0O)ce(0)caC3=0)c5eec(0)cc5)C(0)
C(0)C20)C(0)c(0)C10
NC(=0)\C(=C\1/C=CC2=NC34CCCCC3CC5=C(CCCC5)N4C2=C1)\C
#N

CN1C(=0)\C(=N/C(=0)C)\c2c3ccecc3c(O)cdceeclc24
COclcceccclICNC(=0)COC(=0)c2cc(nc3cccec23)cdoccecd
[O-][N+](=O)clcc2no[n+]([O-])c2ccIN3CCCCC3
CCn1c(SCC(=0)NCc2occc2)nnclc3cecs3
FC(F)(F)clce(nc(NCc2ccenc2)nl)c3occee3
CCC(N(CclcceeclOC)Ce2ec3cec(C)ece3nc20)c4nnnndCebocees
CCCOC(=0)Nc1sc2CCCc2clC(=0)0CC
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