Section 1: General information
Materials sources:

All reagents for chemistry steps were obtained from Sigma or Acros. SuperFi DNA polymerase (Invitrogen),
2'-deoxyribonucleoside triphosphates (ANTP, set of dATP, dTTP, dGTP, dCTP, New England Biolabs), and
T4 DNA ligase (New England Biolabs), were used as provided. Oligonucleotides (Integrated DNA
Technologies) were obtained as desalted lyophilate and used without additional purification. FMOC-
Cys(STmp)-OH, Sulfo-Cy5-azide were obtained from Sigma. Sulfo-Cy5-DBCO and monoBromobimane
(mBBr) were obtained from Lumiprobe and Thermofisher, respectively. Filter plates (MultiScreen Solvinert
0.45 pum Hydrophobic PTFE) and BIS-Tris propane were purchased from EMD Millipore. 40%
Acrylamide/Bis (19:1) was purchased from Bio-Rad.

Note: mBBr should be stored at -80°C in DMF. DMF or DMSO solutions of this dye lose efficiency over
time. It is recommended to do titrations to find the optimal dye concentration for staining, if it was stored for
an extended period.

Buffers

* BIS-Tris propane ligation buffer (BTPLB): 50 mM NaCl, 10 mM MgClz, 1 mM ATP, 0.02% Tween 20, 10
mM bis-tris, pH 7.6

* BIS-Tris propane wash buffer (BTPWB): 50 mM NacCl, 0.04% Tween 20, 10 mM bis-tris, pH 7.6

* BIS-Tris propane breaking buffer (BTPBB): 100 mM NacCl, 10 mM ethylenediaminetetraacetic acid, 1%
SDS, 1% Tween 20, 10 mM bis-tris, pH 7.6

* Click reaction buffer (CRB): 50% DMSO, DI water, 1M triethylammonium acetate, 0.04% Tween 20, pH
7.4. Note: Mix DMSO and DI water (smells fishy) and then adjust pH (7.4) by addition of 1M TEAA buffer.

* 2X-PBS: 0.4 g/L KCl, 0.48 g/L KH2PO4, 16 g/L NaCl, 2.88 g/L NazHPO4 (anhydrous), pH 7.4.
* 2X-PBST: 2X-PBS, 0.2% Tween-20.
» Annealing buffer: 1 mM BTP, pH 7.6, 50 mM NaCl

Note: CRB was made fresh prior to each N3-hDNA click reaction

Oligonucleotide sequences

Name Sequence (5' - 3)

ABMO062 /SAMMC6/GTGGCACAACAACTGGCGGGCAAAC

ABMO063 GCCGCCCAGTCCTGCTCGCTTCGCTAC

ABM96 CGCCAGGGTTTTCCCAGTCACGACCAACCACCCAAACCACAAACCCAAACCC
CAAACCCAACACACAACAACAGCCGCCCAGTCCTGCTCGCTTCGCTAC

ABM99 GTGGCACAACAACTG

ABM100 CCTCTCTATGGGCAGTCGGTGATGTGGCACAACAACTGGCGGGCAAAC

CES1 GTTTTCCCAGTCACGAC

U6-Rev GACTATCATATGCTTACCGT




Frag_Fwd-
1107[+]

/5Phos/GCCGCCCAGTCCTGCTCGCTTCGCTACATGGCAGAAGGA

Frag_Fwd-1107][-
]

/5Phos/TGATCCTTCTGCCATGTAGCGAAGCGAGCAGGACTGGGCGGCGG

Frag_2209/1306/
2406/1506[+]

/5Phos/TCATTCTTCATGTTATAGAGCCCTACATTTCAATTCATAGAGCC

Frag_2209/1306/
2406/1506][-]

/5Phos/GCGGGCTCTATGAATTGAAATGTAGGGCTCTATAACATGAAGAA

Frag_2604/1707/
2802[+]

/5Phos/ICGCAACCCTACGTACAGAAGGATGGAACCTCAATCTAAGAGGCA

Frag_2604/1707/
2802[]

/5Phos/CTTTGCCTCTTAGATTGAGGTTCCATCCTTCTGTACGTAGGGTT

Frag_1901/2A01/
Rev[+]

/5Phos/AAGCCTCCTAAGCCTGTTTGCCCGCCAGTTGTTGTGCCAC

Frag_1901/2A01/
Rev[-]

/5Phos/GTGGCACAACAACTGGCGGGCAAACAGGCTTAGGAGG

ABM99 2A07-
Rev

GTGGCACAACAACTGGCGGGCAAACAGGCCCGGAGGGCTT

P5_Univ_Fwd-2

AATGATACGGCGACCACCGAGATCTACACTCTTTCCCTACACGACGCTCTTCC
GATCTNNNNNNNNNNGCCGCCCAGTCCTGCTCGCTTCGCTAC

lllumina Index 1

CAAGCAGAAGACGGCATACGAGATCGTGATGTGACTGGAGTTCAGACGTGTG
CTCTTCCGATCTGTGGCACAACAACTGGCGGGCAAAC

lllumina Index 2

CAAGCAGAAGACGGCATACGAGATACATCGGTGACTGGAGTTCAGACGTGTG
CTCTTCCGATCTGTGGCACAACAACTGGCGGGCAAAC

lllumina Index 3

CAAGCAGAAGACGGCATACGAGATGCCTAAGTGACTGGAGTTCAGACGTGTG
CTCTTCCGATCTGTGGCACAACAACTGGCGGGCAAAC

lllumina Index 4

CAAGCAGAAGACGGCATACGAGATTGGTCAGTGACTGGAGTTCAGACGTGTG
CTCTTCCGATCTGTGGCACAACAACTGGCGGGCAAAC

Section 2: Methods

2A: General solid phase synthesis protocol

Compounds were synthesized on TentaGel resin using general SPS protocol described below.

Linker-1, used for FACS studies and DEL synthesis, was synthesized on 10 um TentaGel M NH2 resin

(Rapp-Polymere ,0.23 mmol/g). Linker-2, for mass analysis, was synthesized on 160 um TentaGel MB

RAM resin (0.41 mmol/g). TentaGel rink amide resin (160 um, 0.41 mmol/g, 0.2 mmol, 50 mg, Rapp-

Polymere) was transferred to a fritted spin-column (Mobicol Classic, large filter, 10 um pore size) and

swelled in DMF (1 h, RT). FMOC was removed with 20% piperidine in DMF (3x resin volume after swelling,
500 pL) at RT for 10 minutes, twice. It was then washed thoroughly with DMF, DCM and DMF, and

successively coupled with either amino acids or peptoid units. In general, acids (5 times of resin capacity,
1.0 mmol) were pre-activated at RT for 5 minutes with DIC/Oxyma/Collidine (1.4/1.0/1.0 mmol) in DMF,

added to the resin, incubated at 37°C for one hour, and washed with DMF, DCM (5 times each, 5x resin

volume). FMOC was removed where applicable.




Figure S1: Linkers used in FACS and LCMS study
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For peptoid units, bromoacetic acid (BAA) (1.0 M, DMF) and DIC (0.9 M) were added to the resin separately,
vortexed, and incubated at 37°C for 1hr. Resin was washed thoroughly with DMF, DCM, and DMF and then
sonicated in DMF for 2 minutes before further reactions. Amine (1.0 M, 1.5x resin volume, 500 uL DMF)
was added successively and incubated at 37°C for 3 hrs., with agitation. Note: Too concentrated BAA+DIC

solution had incomplete addition. Longer reaction time (~1hr) with lower conc resulted better yield.

Linker-2 was synthesized upon addition of Fmoc-Arg(Pbf)-OH, BAA, 1-Naphthylmethyl amine, BAA, 4-
bromobenzyl amine, Fmoc-Gly-OH, BAA, Propargyl amine, and Fmoc-EEAC, respectively, after swelling

and FMOC removal.

Linker-1 was synthesized upon addition of Fmoc-Gly-OH, BAA, Propargyl amine, and Fmoc-EEAC

respectively.

2B: STMP group removal, cyclization and staining with mBBr.

After synthesis of linear precursor was complete, resin was washed 3 times each with MeOH, DCM and
DMF. Mixture of DTT and N-methylmorpholine base (100 mM each in DMF) was added (500 pL for 50 mg,
10 um beads, 150 pL for 0.5 mg of 10 um beads in plate), incubated for 5 min at RT, washed with DMF &
DCM and repeated for two more times. Beads were washed 3 times each with DMF, 50% DMF-PBS and
PBS buffer. It was suspended in PBST (pH = 7.6) and incubated at 37°C for 8-16 hrs. for cyclization. For
large scale preparation N-Methylmorpholine (100 mM in DMF) was used for cyclization.

After desired time of cyclization, mBBr (150.0 uL, 3.0 mM in DMF, 0.5 mg, 10 um bead) was added in filter
plate (MultiScreen Solvinert 0.45 pm Hydrophobic PTFE) and incubated at 37°C for one hour (9.0 mM, 2
hrs. when DNA tags are present). It was then washed with DMF, DCM, MeOH, suspended in PBST, and
filtered into BD FACS tube for flow cytometry.



Figure S2: Standard protocol for OBOC thioether macrocyclization
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2C: Copper based click (CUAAC) reaction to attach Cy5-azide dye and headpiece-DNA.

Cy5-azide dye was clicked to the alkyne in the linker region via CUAAC reaction before thiol deprotection,
according to the Table T2. A similar procedure was followed for the azido-headpiece DNA (N3-hDNA).

In general, resin was suspended in freshly prepared CRB buffer (pH = 7.4) for one hour before the click
reaction. CuSQO4-5H20 (500 mM in water) and Tris[(1-benzyl-1H-1,2,3-triazol-4-yl)methyllamine (TBTA, 50
mM in DMSO) were mixed in a 1:1 molar ratio, in CRB buffer, to obtain a blue colored solution. To this was
added 50% of the required Na-ascorbate. The solution was then incubated for 5 min at 37°C to prepare the
click-mix. A second solution containing the azide-click partner and the remaining Na-ascrobate was then
added to the click-mix, vortexed, added to the resin, and incubated at 37°C for 2-4 hrs. After the reaction
was complete, the resin was washed with organic solvent (DMF, DCM, MeOH), then extensively with
aqueous buffer (BTP-WB & BTP-BB) and was suspended in BTP-BB (breaking buffer) overnight to remove

copper salt before further reactions. BTP-BB solution turns blueish after overnight suspension.

For dye addition, DMSO solution of Cy5-Ns was added (final conc 0.11mM) to the click-mix and incubated
for 2 hrs. at 37°C.

Headpiece DNA was added to batches of 30.0 mg Linker-1 beads in 2.0 ml Bio-Rad spin column fitted with
a 10 um filter. The click-mix was prepared according to Table T1, then incubated at 37°C for 5 min before
being added to the resin. A solution of N3-HDNA (3.0 mM, H20, 0.008 equiv. of resin capacity) was then

added to the click-mix, vortexed, and incubated for 4 hrs. at 37°C.



Figure S3: General protocol to attach Cy5-azide dye and Azido headpiece DNA to the linker-alkyne
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Table T1: General protocol for coupling Azido-HDNA with linker-1 beads via CuUAAC reaction.
Azido-HDNA addition
Reagents | Stock (mM) | equiv mmols amount unit
Beads (10 uM) ~loading 0.23 0.0069 30.00 mg
CuS04 (H20) 500 1.000 0.0069 13.80 ul
TBTA (DMSO) 50 1.000 0.0069 138.00 ul
Azido-peg-HDNA in TEAA buffer 3.1 0.008 0.0000552 17.81 ul
Na-Ascorbate (H20) 500 6.000 0.0414 82.80 ul
CRB buffer 1747.59 ul
Total rxn vol 2000.00 ul
Table T2: General protocol for coupling Cy5-azide dye with linker beads via CUAAC reaction.
Cy5-N3 dye addition
Reagents | Stock (mM) | equiv mmols | Cy5(mM) | amount unit
Beads (10 uM) ~loading 0.23 0.000115 0.50 mg
CuS04 (H20) 500 1.000 0.000115 0.23 ul
TBTA (DMSO) 50 1.000 0.000115 2.30 ul
Cy5-N3 (DMSO) 12 0.11 1.38 ul
Na-Ascorbate (H20) 500 6.000 0.00069 1.38 ul
CRB buffer 144.72 ul
Total rxn vol 150.00 ul

2D: General two-color staining protocol without a DNA tag

Cy5-azide dye was attached to the alkyne part of linear precursor via CUAAC reaction before thiol-protecting
group was removed (Section 2C). Click-mix was prepared for total amount of resin according to Table T2,
incubated at 37°C for 5 min, added to the resin (for filter plates, 150 pL, 0.5 mg/well) and incubated at 37°C
for 2 hrs. Thiol-protecting STMP group was removed (Section 2B) using 100 mM DTT-NMM, washed, and

solvent exchanged to PBST buffer for cyclization. Resin was washed with 2X-PBS and re-suspended in



2X-PBS buffer and DMF solution of mBBr (final conc. 3.0 mM, 150.0 pL for 0.5mg, 10 um beads) was
added. It was incubated at 37°C for one hour before washing with DMF, DCM and DMF.

This general protocol was applied for staining control molecules and 64 scaffolds in the absence of DNA
tags. For DNA-tagged control compound 2 & 3, Cy5-azide dye (0.11 mM final conc. added 2 hrs. after Ns-
HDNA addition) was clicked together with Azido-HDNA (0.002 equiv.), prior to thiol deprotection, at 37°C
for 4 hrs. After thiol deprotection, the resin was transitioned to PBST, then a DMF solution of mBBr (final
conc. 9.0 mM, PBST) was added and incubated for 2 hrs. at 37°C. It was then washed with MeOH, DCM
and DMF.

For staining in the presence of DNA tags, please see Section 6.

Figure S4: Two-color staining protocol without encoding DNA tags.
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2E: DNA Ligations

DNA fragments are ordered as pairs of single-stranded DNA oligonucleotides, which are then annealed to
form double-stranded fragments. The individual oligos are re-suspended at 1600 uM, mixed at equimolar
ratios to 800 uM, then diluted to 80 uM in annealing buffer before being denatured and annealed (95°C, 2
min., -0.1°C/s to 25°C). The annealed oligos are mostly complementary but do have small 5’ or 3’
overhangs to permit directional ligation. The DNA fragments with complementary overhangs are then
ligated to build the DNA barcode. Final ligation reactions included: 1X BTPLB, each dsDNA encoding
fragment at an equimolar ratio to bead-bound HDNA, 2 pl T4 DNA ligase per mg of beads. Incubated at
RT, with gentle agitation, 4 hours.



Section 3: Two-color staining and fluorescence measurements of control compounds

3A. Titration of Cy5-azide dye: Control compound 3 (0.5 mg, 0.11 pmols, 10 pm TentaGel M NHz resin)
was transferred to separate wells in a filter plate (MultiScreen Solvinert 0.45 um Hydrophobic PTFE) and
suspended in CRB for one hour. Following general protocol described in section 2C, click-mix solution
was prepared in CRB according to Table T2 and was added to each well (~150 pL). DMSO solution of
Cy5-azide dye was added for final concentrations of (0.04 — 0.11 mM) and incubated for 2 hrs. at 37°C.
Beads were washed, suspended in PBST, and filtered into BD FACS tube (~20,000 beads). Fluorescence
intensity of these beads was measured (Red channel) to ensure it is under the linear range of flow
cytometer. It appeared that the final Cy5 dye concentration of 0.11 mM is optimal and will be used in later
studies.

Figure S5: Cy5-dye titration with compound 3.
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3B. Optimization of mBBr concentration

Resin displaying control compound 2 (0.5 mg, 0.11 pmols, 10 um TentaGel M NH: resin) was transferred
to separate wells in a filter plate. The thiol-protecting STmp group was removed (Section 2B) and the resin
was washed and transitioned to PBST (pH = 7.6). A solution of mBBr (23.0 mM, in DMF) dye was added

8



to each well for final concentrations of 1.0 — 7.0 mM. The plate was then incubated at 37°C for one hour. It
was washed with DMF, DCM, MeOH, and DMF-PBST (50%) buffer, re-suspended in PBST and filtered into
BD FACS tubes (~20,000 beads) for FACS analysis (BV510).

Figure S6: Monobromobimane (mBBr) dye titration with compound 2.
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After staining with mBBr, control compound 2, which represents a linear model, fluoresces brightly in the
green channel while compound 3 (cyclic model) shows almost no fluorescence (Figure S7, Panel Cvs D)
indicating high specificity of mBBr with free thiols but not with thioethers. In contrast, compound 2 & 3 both
fluoresce brightly after staining with Fluorescein-5-Maleimide (FITC, panel I) which indicates FITC binds to
the beads nonspecifically and therefore cannot be used in this assay. The sulfo-CY5 dyes tested did not

show non-specific binding to the resin.

For two color staining, resin displaying compound 2 was first stained with Cy5 dye, followed by thiol
deprotection and staining with mBBr. In the presence of Cy5, a higher amount of mBBr (3.5 mM, Panel H)
was required to achieve similar fluorescence intensity without the Cy5 dye, although fluorescence
compensation was not required. Under identical staining conditions as with mBBr, compound 2 fluoresces

100-fold more than compound 3 (Panel J).

Note: It was observed that, for fresh mBBr, a lower concentration (1.0- 3.0 mM) is optimal. However, over

time mBBr loses efficiency and titration should be repeated to find the optimal dye concentration.

Section 4: Cyclization progress of DDA scaffold via LCMS/FACS

Scaffold DDA was synthesized on both 10 (linker-1) & 160 (linker-2) um beads separately in spin columns
(10 um filter) after adding FMOC-Cys-(STmp)-OH, 2-(Chloromethyl)oxazole-4-carboxylic acid (3x) and 3-
(Chloromethyl)-benzoic acid respectively following the general SPS protocol (Section 2A). 3-methoxypropyl
amine was used in all X1-3 position (Figure S8A & B). After the linear precursor was synthesized, it was
transferred to two separate filter plates (0.5 mg /well) and thiol protection was removed. Beads were washed
with DMF, DCM, DMF-PBS (50%), and finally suspended in PBST.

Figure S8A: FACS analysis with 10 um beads
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Figure S8B: LCMS analysis with 160 um beads
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The ring closure process was monitored from point t= 0, onwards. After thiol exposure, mBBr (3.0 mM, 150

pL for 0.5mg /0.1 umol of 10 um TentaGel resin) and benzyl bromide (1.0 M, 150 L for 0.5mg /0.2 umol of

160 um TentaGel resin) were added separately att = 0, 2, 4, 6, 8 &16 hrs. and incubated at 37°C for one
hour. After 16 hrs., the 160 um beads were TFA-cleaved (90% TFA, 2.5% TIPS, 2.5% thioanisole and 5%
DCM, 2hrs, RT) and analyzed by LCMS, while 10 um beads were passed through a 35um cells strainer

and analyzed by FACS to measure fluorescence. As expected, at t = 0 hrs., mostly benzylated linear

material (Figure S8B, Mw 1825) was obtained, while at t = 16 hrs., cyclo-DDA was obtained in major

guantity. As cyclization progresses over time, absorbance for linear material (RT = 9.5 min) tend to diminish

as expected.
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At t =0, major ion corresponds to benzylated linear material.
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Cyclization progress of DDA fromt =2 — 16 hrs.
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4C: Investigate stability of the sulfhydryl group after 16hrs. of incubation

1. DTT-NMM (100 nM)
DMF, RT, 5min 3x
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N‘( 3. thiol alkylation \ P
/ . thi ylati
] /O‘/\/ BnBr (160 uM beads, 1.0 M)
DD-Benzyl-OAc

1hr, 37°C, PBS, pH = 7.6

OMeT

S

DD-STmp-OAc
MeO OMe

Due to concerns about general thiol oxidation occurring during 16 hours of cyclization, which would prevent
mBBr addition and falsely indicate cyclization, an experiment was designed to test the stability of the

sulfhydryl group. An acetylated version of the scaffold DD-STmp was synthesized on 160 um beads (linker

13



2) after adding FMOC-Cys-(STmp)-OH. 2-(Chloromethyl)oxazole-4-carboxylic acid (3x) was the backbone
unit, while 3-methoxypropyl amine was used in the amine positions. After the final amine addition, the
compound was acetylated to prevent cyclization. The beads were then transferred to a filter plate
(0.5mg/well), thiol protection was removed, and the resin was incubated at 37°C in PBST for 16 hrs. After
3 washes with PBST, the resin was treated with DMSO solution of benzyl bromide (final conc 1.0M, PBST)
at 37°C for one hour, cleaved with TFA, and analyzed by MALDI. The data indicate that the sulfhydryl group
remains intact and is able to react with the benzyl bromide, as observed below.
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Section 5: Cyclization efficiency of 64 PICCO scaffolds

j(©\ )er)CI Ho)l\ﬂ’*’/{sl)/\ 1 svnth N 3. cyclization ,>ﬁ ,R< fgﬁi
synthesize on />—\ NG 1 (8 - 16hrs), 37°C
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.—:-n =
_

beads X«

; N R
4. Stain 10 um beads 2
HO N X x
J{E >~\ KJNH HNT~"0" 2. otamn 10 um bond m beads oy \-r, 379C, PBST buffer, 1hr WV Loms
Cy5-N3, CUAAC & B &O fom 3 R, (160 um)
N y\
37 °C, CRB buffer, 2 hr o Rs Br 64 scaffolds
*Amine K is only for Acid B 5. TFA-cleave 160 um beads

X1-3=A-D,R=F, E*

Synthesis & characterization of 64 scaffolds: 64 PICCO scaffolds (3.5-mer) were synthesized, in
parallel, on 10 (linker-1) & 160 (linker-2) pm TentaGel resins in separate filter plates (MultiScreen Solvinert
0.45 pm Hydrophobic PTFE). Linkers 1 & 2 were functionalized with FMOC-Cys-(STmp)-OH, then acid D,
and distributed into the filter plate (0.5 mg / well). Scaffold synthesis was completed by iterative couplings
of the various acids (A-D, preactivated for 5 minutes with oxyma/DEC/collidine, 1 hr., 37°C) and 3-
methoxypropyl amine (1.0 M, 3 hrs., 37°C). Cy5-azide was then clicked onto the 10 um resin only, followed

by copper salt removal with BTP-BB, overnight. Thiol protection was then removed on both 10 pm and 160
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pm resins with 100 mM DTT and 100 mM NMM, in DMF solution (3 x 5 min) at RT. The beads were then
washed with DMF, DCM, and DMF-PBS, then suspended in PBST (pH = 7.6) buffer and incubated for 8
hrs. at 37°C, for cyclization. With synthesis complete, the 10 um beads were then washed with and
transitioned to PBST, labeled with mBBr (3.0 mM, 37°C, 1 hr), washed with DMF, DCM, and DMF-PBS
buffer, then resuspended in PBST and filtered (35 um) into 64 FACS tubes for FACS analysis. The 160 um
beads, meanwhile, were washed, suspended in DMF for one hour, and cleaved (90% TFA, 2.5% TIPS,
2.5% thioanisole and 5% DCM) for mass analysis.

Table T4: Ring closure summary (FACS & LCMS) of 64 Scaffolds

1 | 2 | 3 | a4 | 7 8 9 10

K AAA ABA ACA ADA AAB ABB

L BAA BBA BCA BDA BAB BBB BCB BDB
M CAA CBA CCA CDA CAB CBB CDB
N DAA DBA DCA DDA DAB DBB DDB
(0] AAD ABD ACD ADD AAC ABC ACC ADC
P BAD BBD BCD BDD BAC BBC BCC BDC
a | cab  cBD ccp CDD CAC CBC CCC CDC
R DAD DBD DCD DDD DAC DBC DCC DDC

Notel: “3.5-mer” means the scaffold has four acids and three amines, but the first acid is always acid D.

“2.5-mer means” scaffold has three acids and two amines.

Note2: Although 160 um beads had 8 hrs. incubation time, cyclization may continue during and after TFA
cleavage reaction. However, cyclization was frozen for the selected two-color population on 10 um bead
after mBBr addition, but continued during TFA cleavage. This indicates that few scaffolds have more
conformational constraint than others and need more time to cyclize.

Note3: Some scaffolds cyclized as it is (3.5-mer to 3.5-mer) and some has incomplete acid addition

residues, which in most cases also cyclized (2.5-mer).

5A: Ring closure analysis - summary of 64 scaffolds:

Each scaffold is analyzed by how much linear starting material (3.5-mer) is left after cyclization for 8 hrs. If
a scaffold had 90% cyclization, it was considered complete. If it had 40% or more linear material left, it was
considered incomplete. Due to incomplete synthesis reactions, some “2.5-mer” scaffolds were generated
(ABA, ABB, BBA). Regardless, these compounds mostly cyclized as well. Ring closure is primarily reviewed
for 3.5-mer compounds and examined that any 2.5-mer linear fragments contributed as false positive. In
the LCMS analysis, combined area of all the cyclic compounds are compared against combined area of all

the linear compounds.

15



Table T5: LCMS analysis of ring closure of 64 scaffolds

cyclization linear
status SM nature
En- | Posi-
try tion Scaffold FACS mass-spec left(%) cyclic: linear of scaffold comment
1 K1 AAA incomplete complete 7.5 93.0:7.0
2 K2 ABA complete complete
3 K3 ACA incomplete complete
4 K4 ADA complete complete 3.8 96.2:3.7
5 K7 AAB complete incomplete 70.7 58.5:41.4 difficult to cyclize
6 K8 ABB complete incomplete 17.2 85.4:14.7
7 K9 ACB incomplete incomplete 28.8 69.6:20.1
8 K10 ADB incomplete incomplete 20.9 82.6:17.3
9 L1 BAA incomplete complete
10 L2 BBA complete complete
11 L3 BCA complete complete
12 L4 BDA complete complete
13 L7 BAB complete complete 9.7 91.0: 8.9
14 L8 BBB complete complete
15 L9 BCB complete complete 4.7 95.5:4.5 Linear-2.5 mer
16 L10 BDB complete incomplete 30.8 76.4: 23.6
17 M1 CAA complete complete
18 M2 CBA complete complete
19 M3 CCA complete complete
20 M4 CDA complete complete
21 M7 CAB complete incomplete 45 69.0: 31.0 difficult to cyclize
22 M8 CBB complete incomplete 334 74.7:25.2 linear- 3.0 mer
23 M9 CCB incomplete incomplete 66.7 60.0: 40.2 difficult to cyclize
24 M10 CDB complete incomplete 27.2 78.5:21.4
25 N1 DAA complete complete
26 N2 DBA complete complete
27 N3 DCA complete complete
28 N4 DDA complete complete
29 N7 DAB complete incomplete 27.7 78.4:21.6
30 N8 DBB complete incomplete 34 74.6:25.4
31 N9 DCB incomplete incomplete 13.4 88.1:11.8
32 N10 DDB complete complete
33 o1 AAD incomplete complete
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34 02 ABD complete complete
35 03 ACD incomplete complete
36 04 ADD complete complete
37 o7 AAC complete complete 98.1: 2.0
38 08 ABC complete complete
39 09 ACC complete complete
40 010 ADC incomplete complete 95.2: 4.8
41 P1 BAD complete complete
42 P2 BBD complete complete
43 P3 BCD complete complete
44 P4 BDD complete complete
45 P7 BAC complete complete
46 P8 BBC complete complete
47 P9 BCC complete complete
48 P10 BDC incomplete complete
49 Q1 CAD complete complete
50 Q2 CBD complete complete
51 Q3 CCD complete complete
52 Q4 CDD complete complete
53 Q7 CAC incomplete complete
54 Q8 CBC complete complete
55 Q9 CCC incomplete complete
56 Q10 CDC incomplete complete
57 R1 DAD complete complete
58 R2 DBD complete complete
59 R3 DCD complete complete
60 R4 DDD complete complete
61 R7 DAC complete complete
62 R8 DBC complete complete
63 R9 DCC complete complete
64 R10 DDC complete complete

For fluorescence and LCMS data, please see section 9.
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Section 6: Monitor on-resin cyclization progress in presence of DNA

To test for inhibition of macrocyclization by the encoding DNAs, cyclization progress was measured on

resins that displayed full-length barcodes. Compounds DDD, DDA, DDE and EBB were synthesized on 10
& 160 pm beads (~5.0 mg). Headpiece DNA (0.008 equiv.) & 1,3-azidopropane (1.5 equiv., added two
hours after azido-HDNA addition) were clicked together via a CUAAC reaction, and a full length, test-DNA

tag was ligated onto the 10 um beads. After linear precursor synthesis was complete, Cy5-DBCO was
attached (final conc. 0.11mM, 150 uL CRB buffer, for 0.5 mg, 10 um beads, ON, 37°C) via SPAAC reaction
in a filter plate. The thiol-protecting STMP group was then removed and the compounds were cyclized for
16 hrs. at 37°C. The 10 um beads were then treated with mBBr (final conc. 9.0 mM, 150 uL PBST, 2 hrs.,
37°C) while the 160 um beads were treated with benzyl bromide (1.0 M, 150 pL PBST, 2 hrs., 37°C) to

freeze cyclization during or after TFA cleavage. DNA tags from the 10 um beads were then PCR-amplified

and Sanger sequenced. Ring closure status was then analyzed by FACS and MALDI.

Figure S10: Cyclization and staining in the presence of a DNA tag
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Figure S11: DNA tag amplification of compounds DDD, DDA, DDE and EBB from 10 um beads (1500
beads) in two replicates followed by controls (+ve, -ve) and Sanger sequencing results.

200 110

—150 33

—100 43

Test-DNA tags of these beads were amplified (Table T7, 1t PCR), purified (5.0 pL) by native PAGE gel
extraction (6%, 1 x TBE, 4 W, 60 min), with 1X SYBR Gold staining. Gel slices containing 167bp DNA
products were excised and suspended in DI water (50.0 pL) in a clean tube overnight. The samples were
then centrifuged (5 min, 10,000 RCF), and the supernatants were transferred to clean tubes, diluted
1:10000 in BTPWB, and used as template for Sanger-primer-addition PCRs. The samples were again gel
purified by native PAGE gel extraction (233bp DNA), suspended in DI water, centrifuged, and sent for
Sanger sequencing (GENEWIZ).

All four samples had same test-DNA tag. They are shown below.

Expected DNA sequence :
1107[+],2209[+],1306[+],2406[+],1506[+],2604[+],1707[+],2802[+],1901[+],2A01[+]

Found sequence as expected. All 4 samples had same test DNA tag below.

A A At
UYL UL )L

w Forwazd Read. anl(200145)
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6A: Mass analysis of compounds DDD, DDA, DDE and EBB
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Section 7: Synthesis & quality control of OBOC thioether macrocyclic DEL for ring closure.
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Synthesis & analysis: Linker-1 was synthesized on 25.0 mg of 10 pm TentaGel amine beads, FMOC-
Cys(STmp)-OH and acid D were then added, in succession. Azido headpiece-DNA and 1, 3-diazidopropane
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were attached via CUAAC reaction following general method 2C. The beads were then distributed into a
filter plate (0.5 mg/ well, 48 wells, Millipore MultiScreen Solvinert 0.45 pm Hydrophobic PTFE).
Subsequently, FWD primer along with 11xx-22xx primers were ligated, beads were pooled and
redistributed. Amines (1.0 M, 150.0 pL, 3 hrs., 37°C) were reacted first, followed by acid additions for each
position X1-3 (Acid/DIC/Oxyma/Collidine: 80/126/80/80mM, pre-activated, 150.0 pL, 3hrs., 37°C) following
the general scheme 7A. Beads were then washed (150.0 pL, DMF, DCM, DMF, BTP-WB) and suspended
in BTP-WB overnight before encoding.

X1-3 positions were encoded with primers 13xx-24xx, 15xx-26xx and 17xx-28xx, respectively. In general,
an encoding oligonucleotide ligation mixture containing T4 DNA ligase (15000 U) in BTP-LB (1.35X) was
prepared and aliquoted into all plate wells (110 pL). Stocks of ~13XX[+] (Table T5) and ~24XX[+]were
annealed and then added to the appropriate wells (final conc for each codes ~10mM, total vol 150uL) the

plate was sealed with adhesive foil, and incubated with agitation (4h, RT, 800 rpm).

After each ligation, beads were transitioned to and equilibrated in DMF overnight before the chemistry
steps. The library- id (1901-2A07) and reverse primer were then ligated to complete the DNA barcodes.
The beads were then washed with and equilibrated with BTP-WB buffer, overnight. An aliquot of the library
(~5.0 mg) was transferred to a fritted spin-column (Bio-Rad, large filter, 10-um pore size) and re-suspended
in CRB, DMSO solution of Cy5-DBCO (final conc 0.11 mM, 150uL) was added and incubated at 37°C for
overnight (2hr also works). The beads were then washed with BTPWB, DMF, and DCM before re-
suspending in DMF for overnight. The thiol-protecting STmp group was then removed (100.0 mM DTT-
NMM in DMF, 500 pL, 3x, RT). The beads were then suspended in PBST (1.00 ml) and incubated at 37°C
to monitor cyclization. After 8, 12 & 16 hrs., aliquots of beads were transferred to a filter pate, stained with
mBBr (9.0 mM, DMF, 37°C, 2hrs) , and analyzed by flow cytometry. Beads that have higher fluorescence
intensities than control-3 (due to incomplete cyclization) were separated and collected.

Sorted beads were transferred from the FACS collection tubes to clean centrifuge tubes (0.2 mL) and
concentrated (to ~5.0 pL). Encoding DNA tags were amplified (Table T7, 15t PCR) and purified (5.0 uL) by
native PAGE gel extraction (6%, 1 x TBE, 4 W, 60 min). Gel slices containing 167bp DNA products were
excised and suspended in DI water (50.0 pL) in a clean tube overnight. The samples were then centrifuged
(5 min, 10,000 RCF), transferred to a clean tube, diluted to (1:10000 in BTPWB), and used as template for
lllumina primer addition PCRs. lllumina index primers, along with the P5-univ-FWD primer, SuperFi buffer,
SuperFl DNAP, and dNTP mix were premixed, 1.0 pL of the template from the 15t PCR was added, and the
mixture was thermally cycled (Table T7). The samples were again gel purified (289bp DNA), eluted with DI

water, and deep sequenced.
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Table T6. Oligonucleotide sequence lookup table.

Overhangs Coding Sequences

Overhang # Sequence Identifier # Sequence Identifier # Sequence
=X1XX[+] /5Phos /ATGG =1X01[+] AAGAGAGG =2X01[+] AGTTTCAG
=X1XX[-] /5Phos/TGA =1X01[-] CCTCTCTT ~2X01[-] CTGARACT
=X2XX[+] /5Phos/TCA =1X02[+] ACGGAGCA ~2X02[+] AACCTCAA
=X2XX[-] /5Phos/AAC =1X02[-] TGCTCCGT ~2X02[-] TTGAGGTT
=X3XX[+] /5Phos /GTT ~1X03[+] ACAAAGAG ~2X03[+] AATCCCAT
~X3XX[-] /5Phos /TAG ~1X03[-] CTCTTTGT ~2X03[-] ATGGGATT
=X4XX[+] /5Phos /CTA =1X04[+] AAGGAGGT ~2X04[+] AACCCTAC
=XAXX[-] /5Phos/GAA =1X04[-] ACCTCCTT =2X04[-] GTAGGGTT
=X5XX[+] /5Phos /TTC =1X05[+] AGAAAGCA =2X05[+] ATCCTCTC
=X5XX[-] /5Phos /GCG =1X05[-] TGCTTTCT ~2X05[-] GAGAGGAT
=X6XX[+] /5Phos/CGC =1X06[+] ATAAAGGT =~2X06[+] ATTCTCCG
=X6XX[-] /5Phos/AAC =1X06[-] ACCTTTAT ~2X06[-] CGGAGAAT
=X7XX[+] /5Phos/GTT =1 X07[+] ATAGAAGG =2X07[+] CGCCTTCA
=X7XX[-] /5Phos /TAG =1X07[-] CCTTCTAT ~2X07[-] TGAAGGCG
=X8XX[+] /5Phos/CTA =1X08[+] ATGGGAGT ~2X08[+] CGTTCCTG
=X8XX[-] /5Phos /AGGC ~1X08[-] ACTCCCAT ~2X08[-] CAGGAACG
=1X09[+] GCAAAGGA ~2X09[+] CTCTCCAC

~1X09[-] TCCTTTGC ~2X09[-] GTGGAGAG

=1X10[+] TTGAGGAT ~2X10[+] TCCTCTTA

=1X10[-] ATCCTCAA =2X10[-] TAAGAGGA

Primers

PCR Primer # Sequence

~0001[+] /5Phos /GCCGCCCAGTCCTGCTCGCTTCGCTAC
=~0001[-] /5Phos /CCATGTAGCGAAGCGAGCAGGACTGGGCGGCGG
~0901[+] /5Phos /GCCTGTTTGCCCGCCAGTTGTTGTGCCAC

=~0901[-] /5AmMMC6 /GTGGCACAACAACTGGCGGGCAAAC



Table T7: PCR amplification of encoding DNA tags from beads.

1st PCR: Amplification of encoding DNA tags from beads

*library specific rev primer

Table T8: NGS sample preparation- addition of lllumina index primer

2nd PCR- add illumina rev-index and fwd primers

rxn volume: | 50 Itotal rxns: | 6

reagent vol stock MM volume| Cycle:

initial vol 10 60

5X SuperFi Buffer 10.0 5X 60.0 198°C, 30sec

0.2 mM dNTP Mix 1.0 10 mm 6.0 2 98°C, 10sec.

0.3 uM ABM99-2A-07* 1.5 10uM 9.0 3 46°C, 10 sec.

0.3 M ABM063 15 10um 9.0 472°C,15s
SuperFi DNAP 0.5 2U/ul 3.0 5 Goto 2, 25 times
ddH20 25.5 ddH20 153.0 6 4° hold

total 50.0 total 300.0

rxn volume: | 50|total rxns: | 9
reagent vol stock MM volume| Cycle 2:
5X SuperFi Buffer 10.0 5X 90.0] 198°C, 2min
0.2 mM dNTP Mix 1.0 100mM 9.0] 2 98°C, 10sec.
0.3 uM P5 Univ Fwd2 1.5 10uM 13.5 3 36°C, 10sec.
0.3 uM Index Rev (1-4)* 1.5 10uM 472°C,15s
SuperFi DNAP 0.5 2U/ul 4.5 5 Goto 2, 25 times
DNA Template (1k & 10k )fold diluted 1.0 6 4° hold
ddH20 34.5 ddH20 310.5
total 50.0 total 427.5
*Illumina index

2nd PCR: lllumina

1st PCR: 25 Cycles

e

-

primer addition, 10Kx dilution
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Figure S12: Fluorescence readout of DNA-linked control-3. Methionine-DNA-CY5 beads were treated

with mBBr and analyzed by FACS. This is a negative control for analyzing OBOC macrocyclic DEL

through a flow cytometer.
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Figure S13: Fluorescence readout of beads from the macrocyclic DEL. After cyclization, beads were

stained with Cy5-DBCO and MBBR (9.0 mM) and analyzed by FACS.
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Sorting result: Beads that appeared in the cyclic region (MBBR/Cy5+) were collected and their encoding

tags were deep sequenced.

control-3 DEL sorting after cyclization
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For sequencing analysis of naive and FACS-sorted beads, please see Sections 10 & 11, respectively.
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Figure S$14: (A) After deep sequencing, difficult to cyclize scaffolds were arranged by count (up to 5 copies,
74 scaffolds). Each line indicates a combination of three acids at position X1-3 for a scaffold along with its
molecular ID (left) and the number of times it was present in the collected pool (right). (B) Acids A— G and
amines were used in position X1-X3 to construct DEL scaffolds. 4% of DEL members were capped with
acid H & | to keep them as linear controls for FACS analysis.
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Section 8: FACS & LCMS analysis of 64-scaffolds
Fluorescence data analysis of 64 PICCO scaffolds after cyclization

Fluorescence readouts were recorded for each of the 64 scaffolds. Status of ring closures were determined
by FACS and cross-referenced with mass spectra to see if there is any linear starting material remaining.
The goal was to ultimately gauge the state of cyclization from FACS data by locating the majority of the

bead population, without cleaving compounds from beads.

Each FACS plot is divided into 4 quadrants; Q1-Q4. After cyclization and two dye additions, if the majority
of the bead population for a particular scaffold stays in Q1 (Cy5 +, MBBR -), cyclization will be considered
as complete. If the scaffold does not cyclize efficiently, it will have unreacted thiol groups and will be present
in Q2 (Cy5 +, MBBR +), as it will pick up both dyes. Negative control beads that were not treated with any
dye will stay in Q4 (Cy5 -, MBBR -). These populations are gated based on the fluorescence intensity of

control compound 3.
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Section-9A: Fluorescence readout of 64 scaffolds after cyclization.
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Section-9B: Mass analysis of 64-scaffolds

K1-[AAA]: Incomplete cyclization was detected on 10 pm but was >90% complete on 160 um beads.
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K2-[ABA]: Complete cyclization was observed on 10 pm & 160 um beads.

K2 - ABA
Cl
HZNMN J\[ .
MW 1702.64
AN
0 (0]
Oy
O N_J N0 o
O N
6]
\CWT/A\N
N\9\|
|
Q o N o}
| H ~ N
HoN NH NI L S N/ HQNMN\”)\/ST&O
o) H
= HoNfLinker =N AL A
o I
MW 1666.66 MW 1512.55 MW: 1450.54
cyclic - 3.5 mer cyclic - 2.5 mer oyelic - 2.5 mer
()
2 w® g
2500 :@ \ 3 ?&1:.4 U?Q
E 10°
i
_ 5
2000 Yo
ﬁ 107
. g 3
(=]
= '
EL-T) o]
1500 - , Joas 0.041
o LRRALL BRI LY | IRLLLL | Ll DL B
|DD |D1 10 10 \Dq ||]6 ||]B
4 FL10-A :: MEER
1 K2

1452.714

Wwwwww

T T T T T T T T T T T T T T T T
1000 1500 2000 2500 3000

T T T
3500

T T T T
4000
m'z

36



mAU 5 &
s
&
# Time Area Height Width Area%
1 7.187 1235.1 187.8 0.1096 70.202
250 | 2 7.877 129.2 41.7 0.0516 7.343
3 8.319 395.1 115.9 0.0568 22.456
K2 - [ABA]
ions size MW RT
200
" cyclic 2.5 1452 7.877
- l,é,gﬁ cyclic 2.5 1512 8.319
ety cyclic 3.5 1666 7.187
linear 3.5 1685 -
150
100
50
04
—_— —— — —_— —_—
4 5 6 7 8 9 10 1
w
100 8
[M+2H+] Max: 23376
~ Lo
80 o NS N0
HZNYNH
HN ‘O SDYO
3 L o o 0 Y S /(Nk‘
HZNT(\N)K/N N)K/N N)K/O\/\O/\/N%NH y o)
60 E e} H o) o) \ o) }—&/O
8 % o
Br
Exact Mass: 1666.66
cyclic - 3.5 mer
40
o
&
20 2 g S L @
- s b e : S g
5 B B M+
@ ' 2
g T R g <
o il ||H‘ HH “HiillHJll‘ll \“ll I | | I
I Sé[) I I 1 ﬂlﬂ(] I 1 EIUD I I EDIOU I I



Q
=
100 - o
Max: 29280
\(%\
80 Os N
HoN.__NH
N__"O
HN O m
I ® L)
: 9 Q w 2 H i
HQNT(\N)K/N N)K/N N)K/O\/\O/\/N N o
50 o H 0] K@\O \ o "
X
Br Exact Mass: 1512.55
cyclic - 2.5 mer
o
~
1
[M+2H"]
&
~
H
n
B
i
= +
N 3 | [M+H*]
4 b
u
o 4
- bt o
T s = 2 1 2
l & g9 B
B T 1 T VT . ol
250 " 500 750 " 1000 1250 1500 1750 2000 | 2050
=
£
100 &
Max: 21576
\
(@)
o
HN__NH o
O T
L 0 by
\
S (0] (0] (0] NH N (0]
: H N
HZNT(\N)K/N N)K/N N)K/O\/\O/\/NTH\/ST/&O
o H o ! \ o
X
Br Exact Mass: 1450.54
60 cyclic - 2.5 mer
o
o™
¢
0 [M-+H¢]
8
- ¥
=
T @
T +
ol 2 [M+2H] :
¥
! @ I
@
r~ @0
i @ § g - o @ ~ © E g
g - . )
: s |z z 3 88 p T 1
ol |I‘|| L I||‘|.| HI il ‘ |“|||‘ |||‘ I|I‘ (T ‘ Lo |
T T T T T T T T T T T T T T
250 500 750 1000 1250 1500 1750 2000



K3-[ACA]: Incomplete cyclization was observed on both 10 um and 160 um beads.
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K4-[ADA]: Complete cyclization was observed 10 um & 160 um beads.
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K8-[ABB]: Complete cyclization was detected on 10 pum but was incomplete on 160 um beads.
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K9-[ACB]: Incomplete cyclization was observed on both 10 um & 160 um.
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K10-[ADB]: Incomplete cyclization was observed on both 10 um & 160 pm beads.
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L1-[BAA]: Cyclization was incomplete on 10 um beads but was complete on 160 um beads.
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L2-[BBA]: Complete cyclization was observed on 10 pm & 160 um beads.
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L3-[BCA]: Cyclization was complete on both 10 um & 160 um beads.
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L4-[BDA]: Complete cyclization was observed on 10 pm & 160 um beads.

\

L4 - BDA O

o]
/>4 EV O 8
H,N—Linker—N )K[ | \>_\
o N
/N
o]

7" MW 1693.62

o
o:gﬁ
~
P4
\ O
Z\/\/o\
T
N
P4
[
3
=
@
\
v-d
(@]
zT
@]

N
HszLinker—
0 ST ONTN
S S g
N e
j N/E/\O
N
N 0O~ 'N N™\
N = ¢} /.
MW 1657.64 /\g / 0
cyclic - 3.5 mer MW 1503.53
? O cyclic - 2.5 mer
1 N
o El
i 8 0”2 a2
* ara 265
mﬁ_
3000
o 1D4_§
ER
1IJ2 E
2000 5 m‘t@m a3
g MELE 0.042
| 2 0 R B L BT et
i 10 |IJ1 |IJ2 H]s 10 10° 10
FL10-A: MBER
g 2 L4
] 8
(] © 5
10004 & & b
IR -
&
] s g
-
| & £I8 T
ik
‘LM il NI TR 1t
- : o b ot i A A8 b ol o L Bt A s B o b bl e o M

T T T T T T T T T T T T T T T T T T T T T T T T T T T T
1000 1500 2000 2500 3000 3500 4000 iz

64



mAU 2 3
s &
400 i
# Time Area Height Width  Area%
1 6.783 1850.5 344.8 0.0894 52.769
2 7.515 204.4 47.9 0.0712 9.142
350 3 7.844 180.8 59.7 0.0505 3.089
300+
L4 - [BDA]
ions size MW RT
250 .
cyclic 2.5 1504 7.844
cyclic 3.5 1657 6.783
linear 3.5 1693 -
2004
150 -
100 —
50
-
T T T T T T T T T T T T T T T T T T T
5 6 T 8 9 10 11 mil
g
100
Max: 31040
/
g
| r : \ o 4 Q é
N A0~ NT}/[/ N
N o) N N
m” Y i o
Sk ?
1 Exact Mass: 1657.64 N
N NH O BDA- 3.5mer, RT- 6.84 N]
2
N
! oo
3 o
2 J)
60—
% [M+2H]+
3
o
B
40—
<
2
o =
? 3
g [M+H]+
20 3
9
- = L
5 g .
- 2 @
4 ol g o 3 N
E 2 2 “[ 8 i ?
o I‘ | Li H il ”H‘HH \Llw [ I o h . |

T T T T T T T
200 400 600 800 1000 1200 1400 1600 1800 m/



281.0

1004

(0] H (0] o H
80—
HoN N N N N)K/NT(\O/\/O\/\N N__O
o) o M o) H
G A

HN Exact Mass: 1503.53 % o _
/g i /E/\O
HoN NH BDA -cyclic-2.5mer,
RT -7.93

Max:

59312

O7ON N
60 (( o
e
40
@«
20+
T [M+2H]+ s
4 = 3 [M+H]+
=) =
=
o L.u Wik ‘I ! |||. | |.|||I|| 1 1ol \|.I | [ 1 [ TP I 1
r—T— T 1 T T~ T*r T [ * T T T [ T T T T [ T T T T | T T T T | T
250 500 750 1000 1250 1500 1750 m

L7-[BAB]: Complete cyclization was observed on 10 um & 160 um beads have >90% cyclization complete.

(S)
\
L7 - BAB O‘\\\ g
Oy
HoN— Llnker—

MW 1640.63

g oy 47 v
A s
HgN*Linkerfuk[ )/{\_/ o) OTI:C\J)}N J)o
(S) i _
(SH C j HoN—Linker H)K[

S
e
-0 b/go o \
MW 1450.54
MW 1604.65 cyclic - 2.5 mer ?

cyclic - 3.5 mer

66



1250
1000

750

876618

1008.652

-965.588

-1452.896

1607.051

FLE-4 2 Cy5
=

I
qeoa

@z
0E4

Efn
Jom

FL10-A :: MEBR

L7

T
3500

' 10‘00 ' 15‘00 20b0 25‘00 iz
mAU 14 A
S
# Time Area Height Width Area% v@»-
1 6.832 740.1 158.3 0.0779 | 36.441
250 2 6.993 181.1 52.9 0.057 8.917
3 7.776 1109.8 207.6 0.0891 | s4.642 |
R
o
L7 - [BAB]
200 - .
ions size MW RT
cyclic 2.5 1450 7.776
cyclic 3.5 1604 6.832
linear 3.5 1640 6.993
150
J
P
S
100
/
|III
50| /
U-
T 1 1 1 1 1
1] 2 4 B 8 10 12 14 mie

67



@
100 g
[M+2H]+ Max: 3B0BE
a0 Br
(0]
. o (g ‘ \\ o OY</;/)§ o—
HoN NT(\N)K/NW/\H)K/NT(\O/\/O\/\N)K[ NJT/
o) g s o\
(J Oatige
HN O Exact Mass: 1604.65 /_fN CN
60— HoN™ SNH i cyclic - 3.5mer .
.E' o O
40 @
g
b o
;¥
20 =
ﬁ - ™
o @ _ [M+H]+
- @ :
78 § T 3 5
04 i|l|l| |I||| [ | lIIII |||||| hIIJIWI“JI'I“HL||||H‘I.||Ii | il ! I ! 0 N 1
200 400 600 800 1000 1200 1400 1600 m
100 g
Max: 258048
a0
O/
\ Y( AN
Y\NK/N k/ T(\()/\/()\/\’\‘)K[ N_O
60
Exact Mass: 1450.54 )ﬁf
HoN cyclic - 2.5 mer
(0]
|
40
20 e
il
o
B : o [M+H]+
g
[M+2H]+ l
o4 -k 1 o . I
250 500 750 1000 1250 1500 1750 2000 2250 m

68



B22.4

100+
[M+2H]+ Max: 21208
(S)
80| Br \
3
© N
)K/N )K/ /\/O\/\ )K[ T([)\/ \g\
N O
j; ReCT s
Exact Mass: 1640.63
60 linear - 3.5 mer
2
40 E
[M+H]+
20 - E @ ;i
Eg - @ & Eg Lz &
T g g 8 e I ® @ s
& 3 @ B °
o |ﬂ|.|“ |||||||‘|| ||||\ |.||H| ‘I‘IJHH“ ‘ LL'H\ ‘ Il‘—”mhl I |\‘.I|H‘ b ‘I
260 460 560 8.60 10‘00 12|00 1 4|00 1SIDU m/
L8-[BBB]: Complete cyclization was observed on 10 um & 160 um beads.
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L9-[BCB]: Complete cyclization was observed on 10 um & 160 um beads. A linear (2.5mer) fragment could not
cyclize (MW 1478, RT- 8.124). Other fragments (2.5mers) cyclized and identified.
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M2-[CBA]:

Complete cyclization was observed on 10 um & 160 pm beads.
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M3-[CCA]: Complete cyclization was observed on 10 um & 160 um beads.
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M4-[CDA]: Complete cyclization was observed on both 10 pm & 160 um beads.
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M7-[CAB]: Complete cyclization was detected on 10 um but was incomplete on 160 um beads.
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M9-[CCB]: Incomplete cyclization was observed on both 10 um and 160 um beads.

\

M9 - CCB 0
O O:(S?"'CI O—
/>\/ ") J\/
HoN— Llnker— \(E)

MW 1675.69

(S

HoN—Linker—N )kf\s HoN—Linker—N )J\/\S/kfo
N (E) N/\/\O/

Oo R) .
g LN R (E)N © 4 |N /
o A\ \\\\ o) N
MW 1639.71 O MW 1442.57 /H o)
cyclic - 3.5 mer O\ cyclic - 2.5 mer o

I
94



B76.685

N a1 az
Q E , ]m98 995
) o
i E
m4_
9
2} 5
C! L “]'J_
3 ¢
= mj
mi_
P a3
% o o078 0ore
10
] e e A L
? o' et o w w0t w®
o s FL10-4 2 MBBR
3
]
g
©
&
8
ai
©
T T T T T T T T T T T T
1000 1500 2000 2500 3000 3500 s
mAU 1| § &
] ~ P
| _# Time Area Height Width Area% v_@@'
804 1 7.891 261.6 44.9 0.0972 46.393
] 2 8.194 108.6 26 0.0695 19.259
] 3 B8.646 193.7 41.9 0.077 34.348
70
] s &
] g &
=
1 &P @
g o
60
50 M9 - [CCB]
] ions size MW RT
J cyclic 2.5 1442 7.894
J cyclic 3.5 1639 8.194
404 linear 3.5 1675 8.646
30+
20 \
1 \
4 II|
\
104 w
04
1 ™ T T T ™ T T T T T T T T T T T T T T T T T T
0 2 4 8 10 12 14

95



e
100 g
Max: 1B984
80 Br
N
(o] H )CL/ )CL/ (o] (S)
N N N /\/O\/\
N o N
[¢] o [¢]
60 Exact Mass: 1442.57 ;: oz
CCB - cyclic - 2.5mer R
HaN"SNH RT-8.00 JVN
O
I
40
[M+H]+
[M+2H]+
o
-
ol
= S o
e o g
20 "c = &
5 8
b ol s} =]
<+ 1 g
3 = I ° 8 o B g
J I|||J v ‘II “H H\\ T |“|||| IIJ\’ o |
' 9.&[) ﬁ(lln 7%0 ' ' 1[)‘{10 | ' 1?‘5“ ' ' Tﬁlﬂﬂ ' ' 17'50 ' ! QHI[K] ' ?9‘5[1 ' “':l‘:
@
100 g [M+2H]+
[M+H]+ Max: 9677
o
& 0
2
g
Br \
80 - \ ]
TK\N)K/NW/\N Y\O \/O\/\N)\/\ ?
o N ® \
r
g Exact Mass: 1639.71
d CCB - cyclic - 8.5mer ,l\/N (E)
T HN NH RT -8.27
60 g b
‘nl
]
g 0
40 n 2
b b L
N .
i : ;
q -+
d w b
20 ] g' o = g E L=, .
g8 o -] a2 g 3
S 8 < I
5 o E < . = I
o =
3l 2 @ # 2 floo 8 ] 3 2 2
@ @ ‘ = ﬁ 5 = ki = &
o H |HT||HITI ‘|\| H | | R |
2?‘}0 5(’]0 ' 7?‘}0 ' ‘ 1dDD ‘ ' ' ' 12I50 ‘ ‘ 15IDD ‘ ' ' ' 17‘50 ' 20‘00 ' rn.i‘:

96



-
I~
~
-3
100 | m
Max: 6302
[M+2H]+
o
=
2 [M+H]+
Br o
AN (SPcl o
80— o] (o} H 0 N
—~ \® N
f"‘J\/NThNK/NThO/\/O NN e -
o " ¢} N [} I b
SH N—(® J
Exact Mass: 1675.69 o/ 0 2
linear - 3.5mer /
60— n [t
d ol o
pid & i
q e N
3
g o
40 = o
]
0
« o =
@ 2 P =
@ @ o ] &
& = =
& = 2
¥ - -
GE g § 4 @ 3 E
20 P q 2 = -
g jr | e y F
@ = ) ! - o B
o S ;2 o |8 2 1 3
348 8 g || = =
© oS o
= = o : o id
GlE 5 S HNis =z r 8 I3 2
& 3 3 g ‘ o =T 43 =
" L e IR \‘H“’H BRI
. o r ——— I T ;
250 500 750 1000 1250 1500 1750 2000 mi\

M10-[CDB]: Complete cyclization was observed on 10 um but 160 um beads had incomplete cyclization. Linear

precursor was detected (MW 1674, RT- 8.40).
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N1-[DAA]: Complete cyclization was observed on 10 pm &160 pum beads.
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N2-[DBA]: Complete cyclization was observed on 10 um &160 pum beads.
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N3-[DCA]:
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Complete cyclization was observed on 10 pm &160 um beads.
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N4-[DDA]: Complete cyclization was observed on 10 pum &160 pum beads.
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N7-[DAB]: Complete cyclization was detected on 10 um but was incomplete on 160 um beads.
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N8-[DBB]: Complete cyclization was detected on 10 um but was incomplete on 160 um beads.
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N9-[DCBJ]: Incomplete cyclization on both 10 um and 160 um beads, linear starting material was identified in small

quantity (MW 1674, RT 8.376).
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N10-[DDB]: Cyclization was complete on both 10 um & 160 um beads.
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O1-[AAD]: Incomplete cyclization was detected on 10 um but was complete on 160 um beads.
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02-[ABD]: Cyclization was complete on both 10 um & 160 pum.

\
O

O
02 - ABD

H,N—Linker—N )K[ 7([

é} EaS
Pl

JTN

MW 1693.62
|
o o
N
HzNLinkerH)ﬁ/ °
O S N‘ A\
NH (0]
HoN—Linker—N o] i (L _
H WN N0 O
O N0 0” N
/ ¥ ((
MW 1657.64 0 MW 1503.53
. cyclic - 2.5 mer
cyclic - 3.5 mer
g
&
[=]
‘Eﬁ 0 o 2
5000 - 5 97.0 265
4 107
104_
3
4000 a
1 g
T 8 n' o
3000 = 7?;5 Qg
o YDD
Ty i Ty Ty Ty T
7 g § 1DD ID1 WDZ IDs 104 106 ID5
I g g 02 FL10-A:: MEBR
2000 §‘
-]
o
B
AJ i " ) . A P hridriah P 4
o 2000 " 2500 | 3000 "7 3500 T T a0

122



mAU ?-:; \@;j’?
&
250 - 7
# Time Area Height Width Area%
[t ] eme [ 1otz [ 2179 [ o827 [ 78501 |
2004 L2 ] 775 [ 2961 | 75.7 | o.esz [ 21.499 |
02 - [ABD]
ions size MW RT
=0 cyclic 2.5 1503 7.785
cyclic 3.5 1657 6.789
s linear 3.5 1693 -
g ;%
:'%60
50 ."I
g
0 L'J ‘;. tli é 1r0 1‘2 114 mir
100 3 [Ms2H]+

Maxz: 20784

8303

4
4

Br

§ Q
g0 o\\ OOYq/)\/N o
N AN O~ NH
| ey
3 s
g

Exact Mass: 1657.64 oj/N\/\/o\

HN ‘
. |
1 d ABD - cyclic - 3.5mer N (s)
HQNANH RT-6.82 N
60 id

3F-0

504.6

4
SE-6

2
-
5 i .
7 cE - g
e ® = -
e B g
5| - g
N
= ‘ g % [M+H]+
0 ||I o L “ | || I I‘ﬂhll LI | | I
T T T T T T T T T
250 500 750 1000 1250 1500 1750 2000 2250 mi

123



2810

(0]

Exact Mass: 1503.53 N\ _N N
HoN NH o)

ABD - cyclic - 2.5mer

RT-7.85 OK(N

ao_- ?r jﬁNKNT@HKNWﬁONO\/\H i N:/\go

404
O
2
&
&
20
o
o
o
5 I 3
1 2 [M+H]+ £
0 ! ! | 1 |
T T T : :
500 1000 1500 2000 2500 n

(0]
O3 -ACD \ \\\\ o
N
o] QO N
H
. N I />\/ o) N
HoN—Linker—N N o \\\\
H 0 _
N

MW 1736.65 N

)% 3. y
HpN—Linker—N i o OYC\I/ J)
\ ) . H)K[

O Mw 1504.58
cyclic - 2.5 mer

124



1703.323

4000
P @2
] 894 104
] g 105
| é 1wt
3000 2 3
. i o'y
7 E 1’
| s E
i o |
© R P a3
2000 § o Joa7 0021
| E o' o o et ® f
| a3 FL10-2&: MEBR
o
J ~
[} Q
1000 g K =
18 = i
g8 e
4 : 3
0- lll M b J“hl PR HIA TRV IR T e I ", e TR T PP RETRTPIR Intnamadouble v i
' " 1000 "ase0 "a000 " 2500 "a000 Taso0 4000 -
mAU L
200 5 ‘\"5\@
Vsﬁ
175
150
# Time Area Height Width Area%
[t ] sns [ 7511 | 1534 | o0.0816 [ 100.000 |
125
03 - [ACD]
100 ions size MW RT
cyclic 3.5 1700 8.113
linear 3.5 1736 -
75
50|
I'\.
y
25
o—
4 d 4 ¥ : T T T y T g v 4 T i : T y E x T v x s T T
0 4 6 8 10 12 14 mir

125



0
]
100+ [M+2H]+
Max: 11109
i
@
r~
g [M+H]+
80 Br| %
b
(0] (0] (0] (0]
N J N N o N_o
g N AN
COR S OGS A S
C L
\ T) H\O
o I (J o ST o
HoN NH \\\\ o O T
(0] ¥
N
40 ;
Exact Mass: 1700.67 T
§ cyclic - 3.5 mer
o o
< =
& |8
@
g 8 o
20 N g
@ P "5
) ™~ g E T ; [
= |8 g = 2 F 2
a L - - 9 wn ~ 2
JtHl L T A T
' 250 " 500 " 8 1000 1250 1500 " 1750 " 2000 "m0 m

04-[ADD]: Cyclization was complete on both 10 um & 160 um beads.
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O7-[AAC]: Cyclization was complete on both 10 um & 160 um beads.
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08-[ABC]: Cyclization was complete on both 10 um & 160 um beads.
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09-[ACC]: Cyclization was complete on both 10 um & 160 um beads.
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010-[ADC]: Incomplete cyclization was detected on 10 um but was completed on 160 um beads.
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P1-[BAD]: Cyclization was complete on both 10 um & 160 pm beads.
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P2-[BBD]: Cyclization was complete on both 10 um & 160 pm beads.
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P3-[BCD]: Cyclization was complete on both 10 um & 160 pm beads.
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P4-[BDD]: Cyclization was complete on both 10 um & 160 pm beads.
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P7-[BAC]: Cyclization was complete on both 10 um & 160 pm beads.
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P8-[BBC]: Cyclization was complete on both 10 um & 160 pm.

\
o

;\\\ 0o

0 N
©)

H,N—Linker N)K[HY[NF N//} :

2N~ - N

H of . T@N/QN
o

MW 1643.67

P8 - BBC

O
O/ Link
B e al e O
N B OsNH
HoN-—Linker—N T(C\‘ N o ®]]
(0]
S © NN ®
N (0]
@] [0} j 0 (\N 6}
® N N NG
TN ) )
- K/NV&O
H MW 1453.59
MW 1607.70 O cyclic - 2.5 mer
cyclic - 3.5 mer /
o
4 g .
& 7
i 3 o o qa1 Q2
2000 .E;i' o] 970 292
i @ 3
h 1D4-'
| 5
. g w4
o 3
1500 - = ]
| 10?5
| o 10
] K EF a3
| § J0.079 0020
% o Ty ‘|"\ L. LR | RRALLL BELELRLLLY |
1000 | @ ! w o' 0?1
1 FL10-4 i MEER
Q j=i23
1 3 -
s S
_ 5 g
500
8
[y}
1 &[5 3 5
1 2= g @
. hw -.1 e b LN o i ke i ik

TNTU PRI NPT A ST FIIT RO
—

T T T
1500 2000 2500

T
3000

T
3500

mi

150



maU = o
] g &¥
4 YA@&
80—
] #  Time Area Height width _ Area%
1 [+ ] 633 [ 3072 | 56.5 [ 0.0907 [ 6s.489
1 | 2] 681t [ 1619 | 23.1 | 0169 | 34511 |
704
] &
K)
1 P8 - [BBC]
60+ " "
1 ions size MW RT
] cyclic 2.5 1453 6.784
s cyclic 3.5 1607 6.338
] linear 3.5 1643 -
40;
30;
20—-
10—-
o - N
] T T T T T T T
2 4 6 10 12 14 mir
-
2
3
100
b
4 E Max: 101456
| Br
NN /
N o
J o o o [} o}
" ' - e
N LN N o~ Nm/( A
| BN Yy o N NN
(¢] (¢] (¢] (0]
> ;
| Y., O Tt ()
| Exact Mass: 1607.70 R
HoN NH BBC - cyclic - 3.5mer H ’\L/ N
RT-6.33 : N
60 HON
A0
@
| [M+2H+]
&
W
20 £
n
] : g [M+H+]
3 =
04 dv e l. | i‘l.l\il M Wil l bokhin I|..I\|‘ | A . " N l
T T T T T
500 1000 1500 2000 miz

151



©
8
100 -
[M+2H+] Max: 12508
w_
~
(o] o
mﬁNJK/NT(\ )K/Njh O~y S
: o} B NH
5 I ® |
Exact Mass: 1453.59 N\ ) R
" o}
“ HN NH BBC - cyclic - 2.5mer o (\N
RT - 6.81 NAH/N\/)
(S)
@ = o
g /
b 4
40 4
2
@
&
S S
20+ - |3 B T [M+H
o @ 2 o = &
2 e b |0 2 hd s T i
i £ g [T 83|53 T
_. = =1 . a I @ .
T s ™ @ o3 = 2 . @ o
5 8 T gl £
] 25 3 =
T Wl T AT s T N
200 400 600 800 1000 1200 1400 1600 miz

P9-[BCC]: Cyclization was complete on both 10 um & 160 pm beads.
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P10-[BDC]: Incomplete cyclization was detected on 10 um but was complete on 160 um beads.
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Q1-[CAD]: Cyclization was complete on both 10 um & 160 um beads.
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Q2-[CBD]: Cyclization was complete on both 10 um & 160 um beads.
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Q3-[CCD]: Cyclization was complete on both 10 um & 160 pm beads.
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Q4-[CDD]: Cyclization was complete on both 10 um & 160 um beads.
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Q7-[CAC]: Incomplete cyclization was detected on 10 pm but completed >90% on 160 um. A linear fragment (3.0-

mer, MW 1593) were detected.
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Q8-[CBC]: Cyclization was complete on both 10um & 160um. Dead beads could be due to 1.5mer linear fragments

(MW 1300).
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Q9-[CCC]: Incomplete cyclization was detected on 10um but was complete on 160um.
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R1-[DAD]: Cyclization was complete on both 10um & 160um.
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R2-[DBD]: Cyclization was complete on both 10um & 160um.
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R3-[DCD]: Cyclization was complete on both 10um & 160um.
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R4-[DDD]: Cyclization was complete on both 10um & 160um.

R4 - [DDD]

Q

o o)\&;wN

CI\>\

(0]

N

70
=
HoN—Linker—N NH
- H (o]
] S\’<O N
\ o\
N //_<o
N
o
Q

/
[0}

N \
7 0 0O
N= _ E

N

H
) N ~° O
HoN—Linker—N /
H o) o]
sH N\ MW 1726.56
MW 1690.59 A\
cyclic - 3.5 mer
N
B &
[w] G|
4000 - 8 B Y Gz
T EEETS ike]
n| 1D5_§
10*
b 9 3
po E
1 ks 10’ 3
3000 - 4 3
z
- 102 E|
'
4 E[ a3
o Joost 0083
7 1o AR B B SR B B
2000 - o e o w wt w® ®
J - FL10-4 : MEER
1 &
I @
1000 2 g
.-
| % 5
7 o @ '8 ©Q
1 R 8|8 3
g b
1 3 ‘ 3
Oi.ﬂanh. i ey ke .L...A.‘lu..lll PR B " " Iy " A bttt Mobesid it o AL L i il el kel e
S e N S S S "
1000 1500 2000 2500 3000 3500 4000

186



mAU

] g &
200- = é,
v
175 ﬁ # Time Area Height Width Area%
1 [t ] 7602 | 6056 [ 1495 [ 0.0675 [ 100.000 |
58] R4 - [DDD]
1 ions size MW RT
1251 cyclic 3.5 1690 7.692
1 linear 3.5 1726 -
100—-
?5:
so; /
25—‘
o
T T T T T T T
0 2 4 [ 8 10 12 14 mir
100 E
a0
/
60— /_/*O
Br N \
70
S o w9
o} o 0 o 4L o0 ©°
HoN “T(\N)K/NT(\N)K/NT(\O/\/O\/\N NH N
) o H 0 H o
a0 2SO N
O g <] 7\
H/’L O Exact Mass: 1690.59 N N//<O
Xac! ass: .
HoNT S NH lic - 3.5 s o
2 cyclic mer \_¥O
\
204
3 [M+H-]
g
o | .||LI\ ‘ [ |||| ||l||| || II 1 | ‘ [ l |1 ll. i [ [ I
2%0 511][) YISO 10‘00 12150 15{[)0 17‘50 2{;1]0 m?

187



R7-[DAC]: Cyclization was complete on both 10um & 160um.
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R8-[DBC]: Cyclization was complete on both 10um & 160um.
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R10-[DDC]: Cyclization was complete on both 10um & 160um.
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Section-9: Sequencing result of beads separated by flow cytometer due to incomplete cyclization (upto 3 copies)

olecuarlD Copes i ) A ) ses Adds 1) Acids 1) smiles: Ainines 02) Aiines 02 stes ‘Acids 02 smiles: T O— Aimines 0G) smies ‘Adds 00) Acids 0 smies
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o o q
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s o £ e X
0 L =
"NH, OH. o
130124071502260317102804 G NCC1=CC=CEc=CT 0C(C1=COGENAN1)0 Neo1=cc=cst SN foeetoscai=o o NC@@HIC)C1=CC=C=Ci5] o 0-C(0)C1=C(0100-C1
'NH, HN I
Yo
130424071501260317102603. 12 /O/\ NCC1=CC=C(C)c=CT CICIC(C)CIC@BHICICIO0 NoC1=0C=CS1 oy 10G(C1=COC(CTH=N1)=0 W, INc@@HIcIc1= Ho. loc(earicicr=ols]
NH, H,N/D é ] I
Yo
13002401501260617102804 2 /\/O’ Neeoicoocet 00(C1=5C(CaN=N1)=0. NCe1=cC=C0=C1 = o oH (O 1-C(000=C1
N
v 0,
N So
- H -
130124071502260417032803 i INCG1=Co=C(CIc=Ct (OC(C1=COCICON=N1)=0 NCCNG(C)=0. | |occi=ce=ciecie=c1=0 [N INcoentC=CNG1 Ho. locic@ricIcN=01s)
N, N_O H N,
o A : o
H
130324031500260417102804 1 Neococ SC(CCh=N1)=0 NCC1=CC-CO(C(FRF CICIC(C)=CIIC@BHKCIC(O)=0 W, OH oKci=cec=Ct
v ¥ &
130224071501260717032803 10 INcG1=Ce=CieIc=Ct CICe1=CC(C(0)0pCe=CT | NCC1=CC=CNCICIC=C1 (OC(C1=CSC(CCn=N1=0 |Neeentc=en=ct e loc(caricIcrols]
o Ao : G X
cl
13032407150260317032803 10 INCC1=CC=C(CIo=Ct T\ OC(C1CSC(CH=N1=0 NCC1=CC=CCIC(FNFIF)=CT CICIC(CI=CCBHICIC(0)=0. . INoceNTc=oN=Ct Ho___0 JoccaricrcI=ols)
N, A,
jog £ S I X
¢ ke
c
on
130024021503260817102604 0 o Negciecocet CI6G1=00(G(07=0=00=C1 NC@@HICIC1=C0=C0=C1 (OC(G1=CSCICCINT=0 " o (OIC1=GC106=CH
/\/O o -
Lo "NH, 2 =
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[ HO' el H‘N/\/N\f 0s R I
" a
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HN/\ ﬂ/\ N T HANSAR
: : T &
N, cl
on 3 o
130224071503260417042803 0 NCC1=CC=CEIe=C1 (CICC1=CC(C(0)=0)<CC=C1 m NCONC(C)=0 - =Ch)=0 PPN INcoonto=oneet HoWo loc(C@HICIBI=ORI
N, A,
/@/\ - " A \(0 o HA NNy Iﬁ o
" o
130324051502260317032803 0 o Nect=ce=cocoaczsc ., |oc(eicsciechnt)=0 NCG1=Ce=CSt o (OG(C1COC(CCh=N1)=0 INcoenTe=cNeCt N locic@ricicN=os)
H‘N/\QI > w’}]/\ P}'N ;E
o oH oH =
130324051504260417032803 0 o |Nect=co=ciocozcc N [coeroseeam=0 NCONG(C)=0 z NCCCNIC=CN=C1 SR OCIC@HICICI=0 5]
o o
on H 5
130924031501260317032803 s /\/O’ Neceiccocet 1/\ OC(C1=CSC(CCN=N1)=0 NGG1=Co=Cst n]/\‘ 10C(C1=C0C(CCNN1)=0 INcoentc=cn=et How O locic@ricieN=o1s)
By L X
e oH oH r
130924031502260417032804. s Nccetecocet T NCONC(C)=0 = NCC1=CC=CO1 o OC(C@HICICI=O.S]
~ O i : X
N o ‘
on H
130224031601260217042808 0 Neccoe (CICC1=C(C(0)=0)CC=CT A NGC1=COC(S(-0(C)=0)C=C1 S [ocreeosEeio Incetecocet How o l08C@HKCIR=OIR]
HNTN N0 ° f H,
X Hor i '3 o
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o oH ol
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oH Cl
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N
o N T e X
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3 o
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oH H C
130124071503260917102804 7 INCC1=Ce=CeIe=Ct o]/\ (OC(C1=COC(CT=N1)=0 NCC1=C(F)=CT(C(FFIF=CT e (OC(C1=CSC(CChN1=0 ", |Nc@aricict=ce=ceciis] oH JococT=CEI00=C1
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jog £ o £ &
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o P 0;.1 o s
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NH, N, T Hyt
jog o T ~Q X
NH, :
3 Yo
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O i3 S0 T O
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: S i,
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HN/\> 'R W\QX o HZN/\@ "“J\O/\
c
i 2 2
on o
1310240315032607 17032603 o v NCC1=COR=CIFIC=CT . |ocermcscicarnizo | NGG1=CC=CINEICIC=C1 | [occrcsccannneo NCConIC=oNeCT TN OC(C@HICKN=O1S]
- oH NH, oH = q
130224071501260317032803 O INCC1=Co=C(CIe=Ct a CICC1=CC(C(0)=0)=CC=CT ) NCC1=Ce=CSt oy (OC(C1=COC(Ca=N1)=0 NCCON1C=CN=C How o OC(C@HICICI=01S]
N,
c
Yo
130224071501260417102804 g NCC1=00-C(0 " Neanc(e)=0 : G(coe=Ch=0 o ©K1=C(CI00=CT
N,
ioh 8o Y : &
H
130224071502260717032803 o INCe1=CC=C(eIc=Ct CIeC1=CC(C(0)=0)Ce=CT | NCC1=CC=CINCICIC=CT " oC(C1=CSC(CCh=N1)=0 INceentc=on=ct Ho. locqeamicIch=ols]
/@/\M » . N ﬂ” NN T:/” r
al
Yo
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Ho a iy R
<l o
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NH, S
o =
130224071509260417002603 o E=r=] o C0C1=00(G(00=00=1 NGG1=C0=COC(FXFIF=CT o CEIGE=CICRBHIC0R0 i NC@HICIC1=C0-C0=C1 IR s OCICGHICII=01S]
NH,
/Ej\ HQJKOA” H°J\f/\[(\" " I
130124051501260617032803. 6 o Nesi=co=cocoaczct . locci=coccehny0 | locer=cescicaie=ch=o INcceNiC=CN=CT B locqearicicn=ols)
s b : T X
d G cl
130224051501260817042804 0 o |Nec1=Cco=ci0c0aczeC o cice1=0C(C(0)=0)=C0=C1 NC@@HICIC1=CO=Co=C1T 5 INcer=ce=cot s locic@HICIRN=0IR]
HN AT
“@Q - . ‘ .
& S, i
130924031502260717032804 6 /\/O Necciccocet T\ OC(C1=CSC(CH=N1)=0 | NCC1=CC=CINCICIe=CT (OC(C1=CSC(CaH=N1)=0 Noc1=co=cot How o 0C(C@HICICI=01S]
HN °=}( c
ou
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Section-11: Analysis of Naive bead population: These beads are deep sequenced after DEL synthesis

Entry Molecular ID Copies. Amines (X1) Amines (X1)- smiles. Acids-(X1) Acids-(X1) smiles Amines-(X2) Amines-(X2) smiles Acids-(X2) Acids-(X2) smiles. Amines-(X3) Amines-(X3) smiles Acids-(X3) Acids-(X3) smiles.
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Entry Molecular ID Copies | Amines (x1) Amines (X1)- smiles. Acids-(x1) Acids-(x1) smiles Amines-(x2) Amines-(X2) smiles Acids-(x2) Acids-(x2) smiles Amines-(x3) Amines-(x3) smiles Acids-(3) Acids-(x3) smiles
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50 |130124051500260317022803 |8 NCC1=CC-C(0C02C2CT| O~ |OG(C1=COC(CCH=N1=0 NCCT=CC=CCICFIPF=CT CICIC(C)=CIC@@HICIC(0)=0 NCCON1G=CN=CT R CICCT=CC(C(0)=0)=CC=C
o
oH
61 130424101501260617032809 8 C1CNCCN1 CIC/C(C)=C/[C@@H)(C)C(0)=0 NCC1=CC=CC=C1 OC(C1=CC=C( 2l Ho. o OC(IC@HI(C)CN=0.[S]
HN/\ 7. NH, .. HN
(_wm N %
. ]
56 130424031504260917022809 8 Ncccoc CIC/C(C)=C/IC@@H](C)C(0)=0 i»\|/\,‘ NCc1ccocct o CICC1=CC(C(0)=0)=CC=C1
W r
o
o
47 130124031504260817032809 8 NCCcoC OW‘/\( 0C(C1=COC(CCI=N1)=0 < \ﬂ‘/\: 1 o] )=N1)=0 . NCc1ccocct HO. o OC([C@HI(C)C=0.[S]
o © 'l
OH 'NH, OH
54 130424031504260517032802 8 NCccoc f (0)=0 NCCO « 0.[S]
OH al HO. 0
‘ OH s
BN Holr\(: HEN/% & HN /\E 3
H el
51 |130224031502260817022802 |8 NCCCOC CICC1=CC(C(0)=0)=CC=C1 S NCCO CICC1=CCI(C(0)=0)=
e HOJ\O/\ j/k A HDJ\QA”
S, “on
66 |130424071502260317032805 |7 NCC1=CC=C(CI0=C1 CICIC(C)=CIC@@HICIC(0)=0  nooreco-cst O [00C1=00CCTIN1=0 wa~py Noetcose-co-ca-ozo1 o o ocicenicerosi
/O/\NH, Hoj\f/\,(\ N { s I 5
/ @ i
70 130024041501260417092804 |7 NCCC1CCOCC1 CIC/C(C)=CIC@@HICIC(0)=0 NCCNC(C)=0 OC(C1=CC=C(CONC=C=0 | 1y NIC@HI(C)C1=CC=CC=C1.[R] o |cecoro
G . Y
: N o o
N R
A ”J\r\l/\ \F OH

63 130124071502260617092804 7 NCC1=CC=C(C)C=C1 0C(C1=COC(CC=N1)=0 NCC1=CC=CC=C1 OC(C1=CC=C(CCIC=CN=0 | iy N[C@H](C)C1=CC=CC=C1.[R] cce0)=0

:
3
BEE

o
ul 131024021503260417102804 7 o NCC1=CC(F)=C(F)C=C1 o CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 0C(C1=CC=C(CCI)C=C1)=0 H:N N[C@@H](C)C1=CC=CC=C1.[S] OH |0=C(0)C1=C(C)OC=C1
. "
Ho* SN0 o, Y
s goh 7 o
65 130424031501261017022803 7 Ncccoc CIC/C(C)=C/IC@@HI(C)C(0)=0 NCC1=CC=C(Cl)C=C1 0 CICC1=CC(C(0)=0)=CC=C1
.
D~ A Q. A W, LOA
67 130424071509260417032803 7 NCC1=CC=C(C)C=C1 CIC/C(C)=C/IC@@HI(C)C(0)=0 NC Il (0)=0 NCCCN1C=CN=C1 Ho. o OC(IC@HI(C)CH=0.[S]
NH, e 1w BN
mo)l\i/\l/\ N HQJ\T’Y\ 1 = W, &
'l
68 130424091502260317032803 7 NCCCN1C=CN=C1 CIC/C(C)=CIC@@HI(C)C(0)=0 NCC1=CC=CS1 \‘/\ 1 OC(C1=COC(CCI)=N1)=0 NCCCN1C=CN=C1 Ho. o « 0.[S]
HASSHA ¢ H,N > { »«,M\/\O :
L " W e :
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entry Moleculr D Copies | Amines (x1) | Amines (X1)- smiles Acids (X1) Acids-(x1) smiles Amines-(x2) Amines-(x2) smiles Acids-(2) Acids-(x2) smiles Amines-(x3) Amines-(X3) smiles Acids-(3) Acids-(x3) smiles
62 130124031502260217032803 |7 NCCCOC OY\‘ 0C(C1=COC(CCN=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C1 OY\ | |0C(C1=COC(CC=N1)=0 NCCCN1C=CN=C1 I~ OC(C@HI(C)CH=0[S]
e E
PN ' » W S, I
o > o dl
Yon on
69 130924031501260717042603 |7 Nece1eeocet ~ [oeetesaeaN=0 NCC1=C=CN(CI0IC=CT <o [oeereseEs-0 NCCCNIC=CN=C1 o o OCIC@HIOEN=OR]
O : 8 “ D “
on on
64 130324051504260817032803 |7 NCC1=CC=C(0C02)C2=C1 Y\" OC(C1=CSC(CCI=N1)=0 N[C@@H](C)C1=CC=CC=C1 Y\:‘ OC(C1=CSC(CCI=N1)=0 NCCCN1C=CN=C1 o o OC(C@HI(CICH=0(S]
N:N/\©[°> M 1 N I
o @ ks o Ra
o NH, on
B4 |130424031503260517092804 |6 Neecoe CICIC(O)=CIC@HICIC0)=0 NCC(C)00 OC(C1=CC=C(CCICCN=0 | 11iay NIC@HI(CIC1=CC=CC=C1[R] o [cceoro
" OH
85 130424051509260217092804 6 CIC/C(C)=CIC@@H](C)C(0)=0 =CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HICIC(0)=0 | 11, N[C@H](C)C1=CC=CC=C1 [R] o |cecormo
o
OH
75 130124071502260317092804 6 NCC1=CC=C(C)C=C1 0\’/\U (OC(C1=COC(CCI=N1)=0 NCC1=CC=CS1 Gj/\"‘ 0C(C1=COC(CCI=N1)=0 HNa N[C@H](C)C1=CC=CC=C1.[R] o CCC(0)=0
/OAWZ T s T . /Y
W o OH
on on
81 130324061503260417092804 6 NCC1=CC=CO1 .., |OC(C1=CSC(CCI=N1)=0 NCCNC(C)=0 0C(C1=CC=C( H;Nugg [R] CCC(0)=0
N 0, \ e NS o
0 N iy ° :
L ot H H
7 130224041501260517102804 6 NCC=C CICC1=CC(C(0)=0)=CC=C1 o NCC(C)(C)O HyN s8] OH | 0=C(0)C1=C(C)OC=C1
A Hajxoﬂk HEN/% °TOA 6 Oé/go
"
79 130224081503260417102804 6 N1CCNCCC1 CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 _ |oc(c1=cc=c(cene=Cc1)=0 H;Ne N[C@@H)(C)C1=CC=CC=C1.[S] OH |0=C(0)C1=C(C)OC=C1
' Ao : 7
Ho C HN E ) 0
K/NH T “ ]
76 |130124071504260217102804 |6 NCC1=CO=C(C)0=C1T i NCCH-CE-CISrOIG0G-CT | o~ A~ [0C(C1=COB(E 10 o NIC@@HI(C)C1=CC=CC=C1S] OH |0=C(0)C1=C(C)0C=C1
T “OLs 1
N
Jon e 2 . PN
on on —
82 130324081509260217102804 6 N1CCNCCC1 Y\ 0OC(C1=CSC(CCI=N1)=0 ] )=0 | H,N, N[C@@H](C)C1=CC=CC=C1.[S] OH |0=C(0)C1=C(C)OC=C1
HN/W Z}Ju
1 = 0
K,NH = OGN
88 |130024031502261017102804 |6 Nece1eeocet o [oseteseear=o CIc/o()= =0 [ v OH |o=co)c1=c(e)0e=Ct
o
&
o =
83 130424031502260217032803 6 NCCcoc CIC/C(C)=CIC@@H](C)C(0)=0 NCC1=CC=C(S(=0)(C)=0)C=C1 O\l/\" OC(C1=COC(CCI)=N1)=0 NCCCN1C=CN=C1 e OC(IC@HI(CICH=0(8]
o e T
T ‘ L <Y .
o ~ &) 8
o c
on
78 130224081502260717032803 6 N1CCNCCC1 o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(N(C)C)C=C1 ‘>\|/\,‘ 0C(C1=CSC(CCN=N1)=0 NCCCN1C=CN=C1 Ho. o C 0.[S]
e T A,
K/ L3 : ’ V) e
o o
NH - cl
87 130924021501260317032803 6 Ncce1ccocet o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CS1 GY\" 0C(C1=COC(CCI=N1)=0 NCCCN1C=CN=C1 Ho. o OC(IC@HI(C)CH=0.[S]
e . I ARy
N </ w
! 0 'l
on
73 130124041501261017022803 6 NCC=C OY\( | /OC(C1=COC(CCH=N1)=0 NCC1=CC=C(CNC=C1 0 CICC1=CC(C(0)=0)=CC=C1
E ~~
A i “"j\ﬁ”‘ s O HDJ\O/\H
on
72 130124031502261017032803 |6 Neccoe O [00C1=C0CCTIND=0 NCC1=CC=C(GHC=CT CICIC(C)=CIC@@HICIC(0)=0 NCCCN1G=CN=C1 o o |octc@rioeh-ois!
RN
N~ }L Hoj\rﬁAJ & /\E
o 'l
on
74 |130124051510260317032603 |6 NCGI=CE-C0B0202-51|  0n ~ 0GEI-COREEINY=0 ccerceN =0 1 o o oce@Hiee-0s
s k o O X
or a
& o i
oH
8 |130324041502260417042803 |6 Nee=e N [eeereseea N0 NCCNC(C)=0 oc(ct=ce=c 1 o o |0CC@HIORN=OR]
A A o, e e Cw
o H i
‘on
B9 |130924031503261017032603 |6 Nece1eeocet e [oeeresseaNo o 1 o o |octe@Hieeh-0s
O '~ fe g X -
or a T s
v & cl
o
%0 131024011504260617042809 6 . NCC1=CC(F)=C(F)C=C1 07/\' 0C(C1=COC(CCH=! 0C(C1=CC=C(CCI)C=C1)=0 NCC1CCOCCt oo o OC(IC@HIC)B=0.[R]
W 1 -
& e
© OH " "Br-
86 |130424101500260217022804 |6 G1eNCeNt CICIC(O)=CIC@EHICIC(0)=0 NCC1=CO=CC(C(FIFIF=CT CICIC(C)=CIC@@HICIC(0)=0 NCC1=CC=CO1 R CICC1=CC(C(0)=0)=CC=C1
HN/\ g [ 0
NH /
91 131024031504260517032802 6 o NCC1=CC(F)=C(F)C=C1 j/\( 0OC(C1=CSC(CCI=N1)=0 o NCC(C)(C)O 0C(C1=CC=C(CCI)C=C1)=0 NCCO Ho. o OC(IC@HI(C)CN=0.[S]
X ] H OH
2ol {1 e 5 . -
=, " |
125 130424031502260417022805 5 Ncccoc CIC/C(C)=C/IC@@H](C)C(0)=0 NCCNC(C)=0 W NAT/\O ® CICC1=CC(C(0)=0)=CC=C1
" 2
HNTN N0 HM\‘ M OTQA kaoﬁu
T ‘
122 130324101502260417032801 5 C1CNCCN1 Y\ 0OC(C1=CSC(CCN=N1)=0 NCCNC(C)=0 0C(C1=CC=C Ho. o OC([C@HI(C)C=0.[S]
Hn/ﬁ I No
NH AN h 2 R
& OH i HaN 'l
13 130224101502261017092804 5 C1CNCCN1 O | H, Ny R] CCC(0)=0
K/ " : oA~ R
NH :
H
126 130424031504260417102803 5 NCCCOC CIC/C(C)=CIC@@H](C)C(0)=0 NCCNC(C)=0 0C(C1=CC=C(CCNC=C1)=0 H,Ne N[C@@H](C)C1=CC=( Ho. o OC([C@HI(C)CN=0.[S]
o @
e A i & 5 X
H 'l
128 [130424051504261017102804 |5 NCC1=C0=G(0C02)02=C1 CICIC(O)=CIC@@HICIC(0)=0 NCC1=CC=C(CHC=CT CICIC(C)=CIC@@HICICO=0 | 11, NIC@@HI(C)C1=CC=CO=C1 5] OH |0=C(0)C1=C(C)0C=C1
N < HN
o Ew gs) A 5 &
110 |130224081510260317102804 |5 N1CCNCCC1 CICC1=CC(C(O): CC(C)CCN CICIC(C)=CIC@@HICIC(O)=0 | iy, N[C@@H](C)C1=CC OH |0=C(O)C1=C(C)0C=C1
'@ o An Ade
Ho' c Hor A~ ~ 0
NH,
K/NH o
111 130224091504260617102804 |5 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=C0=CC=C1 0C(C1=CC=C(CCIC=C=0 | 1 NIC@@H|(C)C1=CC=CO=C1 5] OH |o=co)c1=cie)oc=Ct
HANNSNA, . NH, .
‘-u:/N HO" = 0
H 0 —
134 131024021501261017102804 5 o NCC1=CC(F)=C(F)C=C1 o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(CNC=C1 CIC/C(C)=CIC@@HI(CIC(0)=0 | 1 1, N[C@@H)(C)C1=CC=CC=C1[S] OH | 0=C(0)C1=C(C)OC=C1
u M/\@\ o
L He 5 oy
135 |131024021502260617102804 5 " /\Q\ N NCC1=CC=CC=C1 N 18] OH |0=C(0)c1=C(C)oc=C1
u NH,
e E ©/\ TOA ~NNo
o ¢ O
99 130124071504260417102804 5 NCC1=CC=C(C)C=C1 OY\‘ 0C(C1=COC(CCI=N1)=0 NCCNC(C)=0 0C(C1=CC=C(CCNC=C1)=0 H,Ne N[C@@H)(C)C1=CC=CC=C1.[S] OH | 0=C(0)C1=C(C)OC=C1
N, o N o
NN - S
o L v : &
131 130424101504260317032803 5 C1CNCCN1 CIC/C(C)=CIC@@HI(C)C(0)=0 NCC1=CC=CS1 G\‘/\,\‘ OC(C1=COC(CCI)=N1)=0 NCCCN1C=CN=C1 Ho. o « 0.[8]
HN/\ - s T ey
G X L ) s
k/NH 4 - W & -
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Entry Molecular ID Copies. Amines (X1) Amines (X1)- smiles. Acids-(X1) Acids-(X1) smiles Amines-(X2) ‘Amines-(X2) smiles. Acids-(X2) Acids-(X2) smiles Amines-(X3) ‘Amines-(X3) smiles. Acids-(X3) Acids-(X3) smiles
130 130424091502260817032803 5 NCCCN1C=CN=C1 CIC/C(C)=C/IC@@HI(C)C(0)=0 \‘/\:‘ N=N1)=0 NCCCN1C=CN=C1 HOL O OC(IC@HIC)CI=0.(S]
HANTSNSA, . A NN
O o . ¢ i i &
NH, oH cl
12 130224101501260617012803 5 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC=C1 0C(C1=CC=Cl 1 \f/\” OC(C1=CSC(CCI=N1)=0
HN/\ ) NH, . NN X
o N |9
NH G o
on
114 |130224101500260317032803 |5 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(C)C(0)=0 NCCCN1C=CN=C1 o o 0C(C@HI(CICH=0[S]
(il o e : KIS,
L g . o o () <
108 |130224031502260717012803 |5 NCCCOC CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(N(C)C)C=C1 ~ OC(C1=CSC(CC=N1)=0 NCCCN1C=CN=C1 ~ 0C(C1=CSC(CCH=N1)=0
[ - [l -
o o
on o
109 |130224031502260717032803 |5 NCCCOC R CICC1=CC(C(0)=0)=CC=C1 ¢ \“/\J 0C(C1=CSC(CCl=! o o 0C(C@HI(CICH=0[S]
e~ - : ) I
o 'Cl
on
132 130924021509260417022803 5 NCcc1ccocct o CICC1=CC(C(0)=0)=CC=C1 0 ® CICC1=CC(C(0)=0)=CC=C1
0 1 NN
¢ v NN
o . . o a
pee o e an B o
106 130124101502260417042803 5 C1CNCCN1 OY\, 0C(C1=COC(CCI=N1)=0 NCCNC(C)=0 OC(C1=CC=C( 2l Ho. o OC(IC@H(C)B)=0.[R]
] 4
Y } Ay TOA g X -
NH o - o "
107 130124101503260417022803 5 'C1CNCCN1 OY\( | (OC(C1=COC(CCN=N1)=0 NCCNC(C)=0 CICC1=CC(C(0)=0)=CC=C1
4
'S T e . PN o
NH o [y
o
95 130124071501260417032803 5 NCC1=CC=C(C)C=C1 OY\, 0C(C1=COC(CCI=N1)=0 NCCNC(C)=0 . OC(C1=CC=C{ il Ho. o OC(IC@HI(C)CH=0.[S]
N, ' R o : . I
e~ o a
Jon & Y : O
o
96 130124071501260617022803 5 NCC1=CC=C(C)C=C1 0- ., |0C(C1=COC(CC=N1)=0 NCC1=CC=CC=C1 _0c(C1=Cce=C 1 CICC1=CC(C(0)=0)=CC=C1
NH, f ©/\NH1 o b L~
o :
o
% 130124071501261017042803 |5 NCC1=CC=C(C)C=C1 OY\‘ 0C(C1=COC(CCI)=N1)=0 NCC1=CC=C(C)C=C1 CIC/C(C)=CIC@@HI(CIC(0)=0 NCCCN1C=CN=C1 o o OC(C@HI(C)BN=0.[R]
o ¢ Y 0 X -
o o 4
"Br
101 |130124071500260417022808 |5 oc(c1=coc(cel: C=CCCRFR=CI CICIC(C)=CIC@@HICIC(0)=0 CICC1=CC(C(0)=0)=CC=C1
103 |130124091501260617022803 |5 NCCCN1C=CN=C1 07/\*' 0C(C1=COC(CC=N1)=0 NCC1=CC=Ce=C1 0C(C1=CC=C(CCC=C1)=0 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1
WY .l - Y, o o
o .
o
104 130124091501260717032803 5 NCCCN1C=CN=C1 0\’/\(‘ (OC(C1=COC(CCI=N1)=0 NCC1=CC=C(N(C)C)C=C1 ‘>Y\j 0C(C1=CSC(CCN=N1)=0 NCCCN1C=CN=C1 Ho. o « -0.[S]
W~ t I AN, I
o Ra
o on
92 130124051503261017042803 5 NCC1=CC=C(0C02)C2=C1 O\’/\( 0C(C1=COC(CCI=N1)=0 NCC1=CC=C(ClC=C1 CIC/C(C)=CIC@@H](C)C(0)=0 NCCCN1C=CN=C1 Ho. o OC(IC@H)(C)Br)=0.[R]
O I} j\f‘ﬂﬂ W, .
» .
o 3
o
93 130124051509260117012803 5 OY\( | (OC(C1=COC(CCN=N1)=0 0 i»\l/\U OC(C1=CSC(CCI=N1)=0
e H Saae be
o .
o
o on
94 130124051509260417032803 5 NCC1=CC=C(0C02)C2=C1 OY\, 0C(C1=COC(CCI=N1)=0 NC Jl (0)=0 NCCCN1C=CN=C1 HO. o OC(IC@HI(C)CH=0.[S]
aee J A e X
o .
¢ o Ra
o
123 130324101503260417022803 5 C1CNCCN1 Y\‘ (OC(C1=CSC(CCI)=N1)=0 NCCNC(C)=0 _0c(C1=Cce=C 1 CICC1=CC(C(0)=0)=CC=C1
HN/\ I} o, h P )« Ho a
K/N H o L
o
115 |130324031503260417022803 |5 Ncccoe S AT NCCNC(C)=0 0C(C1=CC=C| 1 CICC1=CC(C(0)=0)=CC=C1t
Wl N
o, g Hor :
o=§/ 4 (&)
120 130324071503261017022803 5 (OC(C1=CSC(CCI)=N1)=0 -0 1 CICC1=CC(C(0)=0)=
HOJT«L(\ | H’N/V\D HDJ\OA‘J
121 |130324091510260317032803 |5 oc(c1=CSc(CCh=! cce)cen CICIC(C)=CIC@@HI(CIC(0)=0 o o 0C(C@HI(CICH=0[S]
q
. b
"7 130324051502261017042803 5 NCC1=CC=C(0C02)C2=C1 '\’/\(‘ OC(C1=CSC(CCNH=N1)=0 NCC1=CC=C(CC=C1 CIC/C(C)=CIC@@H](C)C(0)=0 NCCCN1C=CN=C1 o o OC(IC@HI(C)BN=0[R]
W\O:o QJN %A A, ;CB "
2 . .
OH ’
18 130324051504260817012803 5 NCC1=CC=C(0C02)C2=C1 o 0OC(C1=CSC(CCI=N1)=0 a O N=N1)=0 NCCCN1C=CN=C1 a OC(C1=CSC(CCI=N1)=0
H,N/\Q:j) y‘/\ i\(\ﬂ/\ H;N/\/\DN i\j‘(\
- o o
o on on
19 130324051509260417042803 5 ,Y\G 0 Ho, o [ L[R]
v :> D}’N Li”ﬁ/\ PN, ;/EB .
Ho 5 )
OH ’
124 130424031502260317032809 5 NCCcoC CIC/C(C)=C/IC@@HI(C)C(0)=0 NCC1=CC=CS1 CY\:‘ OC(C1=COC(CCI)=N1)=0 NCc1ccocct HO. o OC(IC@HI(C)CN=0.[S]
i v ¢ 0y p:
© 'l
on
127 130424031504260617032809 5 NCccoc f (0)=0 . Ho. o « 0.[S]
P Hoj\‘r\_(\: OTOA HQN/\Q /\E s
H el
102 |130124081502260417022809 |5 N1CCNCCC1 OY\‘ 0C(C1=COC(CCN=! NCCNC(C)=0 _ocer=c 1 CICC1=CC(C(0)=0)=t
0
o L
) OH
100 130124071509260117022809 5 NCC1=CC=C(C)C=C1 jo) ., |OC(C1=COC(CC=N1)=0 NC () =0 CICC1=CC(C(0)=0)=CC=C1
'” 280 e
o a o o
o 0
o
105 |130124091504260217022809 |5 oY\, 0C(C1=COC(CCl=! C(S(=0)(C)=0)C=C1 07/\” 0C(C1=COC(CCH=! NCC1CCOCCH CICC1=CC(C(0)=0)
i~ ¢ < ) o
0 03 2
o o
133 130924031501260217032809 5 NCcce1ccocet ‘\’/\(\ OC(C1=CSC(CCNH=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C1 OY\* 0C(C1=COC(CCI=N1)=0 Ncciccocct w8 o OC(IC@HI(C)C=0.[S]
NS : ; 0 X -
HN' o 03 © R 'Cl
o o
o7 130124071501260817032804 5 NCC1=CC=C(C)C=C1 0- o 0C(C1=COC(CCI=N1)=0 1 O N=N1)=0 NCC1=CC=CO1 OC(IC@HI(C)CH=0.[S]
cl HO, 0
o o / Ra
o on
116 130324041509260317022804 5 NCC=C 'Y\G (OC(C1=CSC(CCI)=N1)=0 0 ® CICC1=CC(C(0)=0)=CC=C1
I 2 0,
o
129 130424091502260217032802 5 NCCCN1C=CN=C1 CIC/C(C)=C/IC@@HI(C)C(0)=0 NCC1=CC=C(S(=0)(C)=0)C=C1 CY\,‘ 0C(C1=COC(CCI=N1)=0 NCCO HO. o OC(IC@HI(C)CN=0.[S]
o o c
NN, . /\O\ o o OH
el o Ho)'\i/\r\ 4 é}/ N "
o o 'l
o
181 130224101501260417022810 4 'C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 CICC1=CC(C(0)=0)=CC=C1

Q

NH

208

:

i



mindyourbusiness
Typewriter
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Entry Molecular ID Copies. Amines (X1) Amines (X1)- smiles. Acids-(X1) Acids-(X1) smiles Amines-(X2) ‘Amines-(X2) smiles. Acids-(X2) Acids-(X2) smiles Amines-(X3) ‘Amines-(X3) smiles. Acids-(X3) Acids-(X3) smiles
138 |130124031500260117032810 |4 NCCCOC OY\‘ 0C(C1=COC(CCH=N1)=0 i )=0 | [Necer=ce=coeiciocrct —~ OC(IC@HICICI=0.[S]
\ °
- HN° o 'l
on
181 130124081502261017012810 4 N1CCNCCC1 Oj/\,‘ 0C(C1=COC(CCI=N1)=0 NCC1=CC=C(CC=C1 CIC/C(C)=CIC@@HI(C)C(0)=0 0 NCCC1=CC=C(0C)C(OC)=C1 \f/\:‘ OC(C1=CSC(CCI=N1)=0
o a N HA ‘d o
SR OH OH
204 |130324101509260217042810 |4 C1CNCCN1 Y\" OC(C1=CSC(CCI=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(C)C(0)=0 ; NCCC1=CC=C(OC)C(0C)=C1 @ BrC1=CC=C(C(0)=0)C=C1
HN | 3
/\ N B . Ly /\Q: Ho
NH @ e o
OH o
223 131024031501260417032810 4 " N/\Q\ NCC1=CC(F)=C(F)C=C1 ‘\’/\(\ OC(C1=CSC(CCNH=N1)=0 NCCNC(C)=0 0C(C1=CC=C(CCI)C=C1)=0 }) NCCC1=CC=C(0C)C(OC)=C1 8 o OC(IC@HI(C)CH=0.[S]
Y Il H
~ ~ ° X ;
HN o 2
¥ i o e k
o
227 |131024031504260817032810 |4 . NCC1=CC(F)=C(F)C=C1 j/\( 0C(C1=CSC(CCN=! N[C@@H](C)C1=CC= \|/\ , |oc(ci=cscieen= , NCCC1=CC=C(OC)C(0C)=C1 oo o OC(IC@HICICI=0.[S]
| g g | X
o} o »«N’\/CI( R Cl
OH 'NH, OH
207 130424041502260517032805 4 NCC=C CIC/C(C)=C/IC@@HI(C)C(0)=0 NCC(C)(C)O HA o C 0.[S]
o OH X "i/\ HO_O
o~ A R ° 0 X
H 'l
206 130424031504260617032805 4 NCccoc CIC/C(C)=C/[C@@H)(C)C(0)=0 NCC1=CC=CC=C1 OC(C1=CC=C( e o =CCs 01 Ho. o OC(IC@HI(C)CH=0.[S]
AT Ay ©/\ . © P
H 'l
211 130424051509260217032805 4 . f (0)=0 0 H‘NAT/\O HO. o [ 0.[S]
'l
187 130224101504260817032805 4 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 1 O 1)=N1)=0 NCC1COC(C=CC=C2)=C201 OC(IC@HI(C)CH=0.[S]
e o I r
NH &, o %
. on
188 130224101509260117032801 4 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NC () =0 Ho. o OC(IC@HI(C)CH=0.[S]
HN
o i
170 130224071501260217032801 4 NCC1=CC=C(C)C=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(S(=0)(C)=0)C=C1 O\‘/\,‘ 0C(C1=COC(CCIH=N1)=0 NCCC1=CNC2=CC=CC=C21 Ho. o OC(IC@HI(C)C=0.[S]
HN [
E = Ha el
142 |130124051501260417032801 |4 = o\’/\(‘ oc(c1=coc(cel: NCCNC(C)=0 0C(C1=CC=C(CCHC=C1)=0 NCCC1=CNC2=CC=CC=C21 o o 0C(C@HICICH=0(S]
I P 8 .
I s
£ T ; T
221 |130424101502261017022807 4 C1CNCCN1 CIC/C(C)=CIC@@H](C)C(0)=0 NCC1=CC=C(Cl)C=C1 CIC/C(C)=CIC@@HI(C)C(0)=0 W+, |NCC1=CC(OC)=CC(OC)=C1 CICC1=CC(C(0)=0)=CC=C1
HN/\ [ B 9 _o.
k/NH No)kr\;r\ : . N(’JLT/\‘W/\‘ Hor o
209 130424051501260517092804 4 {( Il (0)=0 o NCC(C)(C)O HNag [R] o CCC(0)=0
v 0, i
ges; LS00 S " é j T
H OH
182 130224101501260717092804 4 C1CNCCN1 o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(N(C)C)C=C1 \|/\ 1 0C(C1=CSC(CCN=N1)=0 HyNagt N[C@H](C)C1=CC=CC=C1.[R] CCC(0)=0
Hm/ﬁ A M /YO
o "
i aes Vi o %
on
183 130224101502260417092802 4 'C1CNCCN1 o CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 HNagt [R] @ CICC1=CC(C(0)=0)=CC=C1
HN/ﬁ i :
k/NH HQKOA; M N/\/“\ro o\I:OA é R HDJ\O/\H
77 130224091504260417092804 4 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 OC(C1=CC=C{ H,Nagt LRI o CCC(0)=0
. :
gy N LOA g . T@” i . /\f
H H
222 131024021502260417092804 4 " N/\Q\ NCC1=CC(F)=C(F)C=C1 CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 0C(C1=CC=C o Rl o CCC(0)=0
¥ | . .
- : e ) T@A . /\(
e T ¢ I8
164 |130124091503260617092804 4 NCCCN1C=CN=C1 OY\‘ 0C(C1=COC(CC=N1)=0 NCC1=CC=CC=C1 OC(C1=CC=Cy ol Rl o |coco=o
A, W} NH,
(& o .
0 H OH
on
200 130324081509260117092804 4 N1CCNCCC1 ~\,’/\(‘ (OC(C1=CSC(CCN=N1)=0 NC (F)! 0 | H,Nua Rl o CCC(0)=0
HN' L "‘"/\O)< J‘T’\(\ N /Y
NH o - OH
208 |130424041503260717102804 |4 NCC=C CIC/C(C)=CIC@@H](C)C(0)=0 : Y\ ., |oc(ci=cscieey= o N[C@@H](C)C1=CC= OH |0=C(O)C1=C(C)0C=C1
o ) N
\
NH, G N N
on =
216 130424091504260517102804 4 NCCCN1C=CN=C1 CIC/C(C)=C/IC@@HI(C)C(0)=0 o NCC(C)(C)O 0C(C1=CC=C(CCI)C=C1)=0 HNe N[C@@H])(C)C1=CC=CC=C1[S] OH | 0=C(0)C1=C(C)OC=C1
HANNSNA e o,
O o HZN/% AN So
#
184 130224101502260517102804 4 C1CNCCN1 o CICC1=CC(C(0)=0)=CC=C1 o NCC(C)(C)O 0C(C1=CC=C(CCI)C=C1)=0 H:N N[C@@H](C)C1=CC=CC=C1.[S] OH |0=C(0)C1=C(C)OC=C1
HN/\ H
L
185 130224101503260517102804 4 'C1CNCCN1 o CICC1=CC(C(0)=0)=CC=C1 @ NCC(C)(C)O H,N s] OH |0=C(0)C1=C(C)OC=C1
HN/\
.
186 130224101503261017102804 4 C1CNCCN1 o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(CNC=C1 CIC/C(C)=CIC@@HI(C)C(0)=0 | y N[C@@H](C)C1=CC=CC=C1.[S] OH |0=C(0)C1=C(C)OC=C1
™ w0
HO" C S
R “BF : e o NN
176 130224081510260417102804 4 CC(C)CCN O | 1N, s8] OH |0=C(0)C1=C(C)OC=C1
HN'
Q HJ\OA~ )\/\NM2 HQJT/YJ 6 Oé/go
174 |130224071500260417102803 |4 CICC1=CCI(C(0)=0)=CC=C1 NG 1CIC(0)=0 | 1.1, NIC@@HI(C)C1=CC= o o 0C(C@HICICH=01S]
'l
169 130224051501260417102801 4 NCC1=CC=C(0C02)C2=C1 CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 0C(C1=CC=C(CCNC=C1)=0 H,Ne N[C@@H](C)C1=CC=CC=C1.[S] 7/\,‘ OC(C1=CSC(CCI=N1)=0
o o y
w0 J\OA B e . TOA 6 ’},k
p .
i o
on
162 |130124081509260117102804 |4 N1CCNCCC1 oY\, 0C(C1=COC(CCh= CCCEIFF=CT CICIC(C)=CIC@@HICIC(O)=0 | iy, N[C@@HIC)CT OH |0=C(O)C1=C(C)0C=C1
[e)
NH ©
o =
136 |130124021500260317102804 |4 NCC1=CC=CN=C1 o\’/\(‘ 0C(C1=COC(CCH=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 cicic(o)= =0 | =cc=cc=C1s] OH |o=C(O)c1=C(C)0C=C1
NS T i
o L~
C £ o~ SR Oy
o =
159 130124071509260417102804 4 NCC1=CC=C(C)C=C1 Oj/\( 0C(C1=COC(CCI=N1)=0 NCC Jl (0)=0 H:N N[C@@H](C)C1=CC=CC=C1.[S] OH |0=C(0)C1=C(C)OC=C1
N N NoJLﬁ/\ ) 0
o .
145 130124051502260517102804 4 0. o (OC(C1=COC(CCI=N1)=0 @ NCC(C)(C)O H:N s] OH |0=C(0)C1=C(C)OC=C1
HN & |
§
o =
202 130324101502260417102804 4 C1CNCCN1 Y\ 0OC(C1=CSC(CCN=N1)=0 NCCNC(C)=0 0C(C1=CC=C(CCI)C=C1)=0 H,N N[C@@H](C)C1=CC=CC=C1.[S] OH |0=C(0)C1=C(C)OC=C1
HN/\ T "
A0 o,
k/N H o} e T 5 o
o =
191 130324031501260417102803 4 NCccoc ,j/\( | (OC(C1=CSC(CCI)=N1)=0 NCCNC(C)=0 H;Ne 181 HO. o « 0.[S]
H a :
PN }k wnAy ) TO/\ 6 I :
o H el
o

209
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Entry Molecular ID Amines (X1) Amines (X1)- smiles. Acids-(X1) smiles Amines-(X2) Amines-(X2) smiles Acids-(X2) smiles. Amines-(X3) Amines-(X3) smiles Acids-(X3) smiles.
224 |131024031503260317032806 B N/\Q\ NCCA=CC(F)=C(F)C=C1 0C(C1=CSC(CC=N1)=0 NCC1=CC=CS1 OC(C1=COC(CCI=N1)=0 NCIC@HI(C)C1=CC=CC=C1 o o OC(C@HI(CICH=0.[S]
) 9
N, cl
195 130324051501260417032806 NCC1=CC=C(0C02)C2=C1; (0C(C1=CSC(CCH=N1)=0 NCCNC(C)=0 0C(C1=CC=C (C)e Ho. o OC(IC@HI(C)C=0.[S]
o "
s wry A
[ i
\ou NH,
219 |130424101502260217022803 C1CNCCN1 CIC/C(C)=CIC@@H](C)C(0)=0 NCC1=CC=C(S(=0)(C)=0)C=C1 , |oc(ci=coc(cen=n=o NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1
™ = wOLy U, ;
K/NH e S
214 130424091501260317032803 NCCCN1C=CN=C1 CIC/C(C)=C/IC@@HI(C)C(0)=0 NCC1=CC=CS1 0C(C1=COC(CCI=N1)=0 NCCCN1C=CN=C1 8 o OC(IC@HI(C)C=0.[S]
9 =
WY, . J\‘f"(\ HIN/\E} W, ;/E
OH &
215 | 130424001501260417032803 CIC/C(C)=CIC@@H](C)C(0)=0 NCCNC(C)=0 0C(C1=CC=C(CCI)C=C1)=0 oo o OC(IC@HICICI=0.[S]
o 0
HATSNA, N0
x : A o
. de . SO pe
T f
217 130424091504261017022803 NCCCN1C=CN=C1 CIC/C(C)=C/IC@@H](C)C(0)=0 NCC1=CC=C(CHC=C1 -0 o CICC1=CC(C(0)=0)=CC=C1
o o
N ’ Y p A
B Ay sy A L e O
218 130424091509260217022803 NCCCN1C=CN=C1 CIC/C(C)=CIC@@HI(C)C(0)=0 NC( )l (0)=0 NCCCN1C=CN=C1 o CICC1=CC(C(0)=0)=CC=C1
o o
NN BN
NG e «@x A e JKOA
189 130224101510260417022803 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 CC(C)CCN 0 CICC1=CC(C(0)=0)=CC=C1
HN/\ /k/\ NN
o Hajxoﬂk L . o by Ho o
190 130224101510260417032803 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 CC(C)CCN CIC/C(C)=CIC@@HI(C)C(0)=0 NCCCN1C=CN=C1 HO. o OC([C@HI(C)C=0.[S]
HN' )\/\ KNS
K/NH HOJ\OA‘ NH, HojTATA ‘ L/ Ra
167 130224031504260617032803 Ncccoc CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC=C1 _0c(C1=Cce=C 1 Ho. o OC(IC@HI(C)C=0.[S]
'NH, b H;
i~ HOL@: ©/\ 5 o~y I :
H 'l
175 130224081504260317032803 N1CCNCCC1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CS1 0\‘/\:‘ OC(C1=COC(CCI)=N1)=0 NCCCN1C=CN=C1 Ho. o OC(IC@HI(C)C=0.[S]
" Ao "0 be e X
© («]
NH \oH
7 130224071501260617042803 CICC1=CC(C(0)=0)=CC=C1 0C(C1=CC=C(CCI)C=C1)=0 ) OC(IC@HI(C)BN=O0.[R]
/@/\NH‘ J\O/\ ©/\NH2 5 \1/0/\ IB
o : C
" .
172 |130224071502260317042803 NCC1=CC=C(C)C=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CS1 0C(C1=COC(CC=N1)=0 NCCCN1C=CN=C1 o o OC(IC@HIC)B=0.[R]
178 130224091504260817012803 NCCCN1C=CN=C1 o CICC1=CC(C(0)=0)=CC=C1 NCCCN1C=CN=C1 OC(C1=CSC(CCI=N1)=0
WY A A,
N,
180 130224091510260317022803 NCCCN1C=CN=C1 o CICC1=CC(C(0)=0)=CC=C1 CC(C)CCN CIC/C(C)=CIC@@H](C)C(0)=0 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1
SN /]\/\ A,
[ ~0J\©” NH, o
168 130224051501260217022803 o 0 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1
e
a 2 /\O\ 3 N~
o aon i =
139 130124041502260417032803 NCC=C 0C(C1=COC(CCN=N1)=0 NCCNC(C)=0 0C(C1=CC=C 1 OC([C@HI(C)C=0.[S]
u a
IS
AN " N/\,N\ro N Q
141 130124041510260217032803 NCC=C 0C(C1=COC(CCI=N1)=0 CC(C)CCN =0 1 OC(IC@HI(C)C=0.[S]
NH, )\/\ VRN
AN NH, O
160 130124081502260217012803 N1CCNCCC1 0C(C1=COC(CCI)=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C1 OC(C1=COC(CCI)=N1)=0 2l OC(C1=CSC(CCI=N1)=0
HN/W HIN/\O\ B NZN/\/\D
\ a
NH
152 130124071501260817042803 0C(C1=COC(CCI=N1)=0 OC(IC@HI(C)BN=0.[R]
N,
154 |130124071502260317032803 0C(C1=COC(CCh= 0C(C1=COC(CCh= NCCCN1C=( OC(IC@HICICI=0.[S]
/@Awl HEN/D MO
155 130124071503260317032803 NCC1=CC=C(C)C=C1 OC(C1=COC(CCN=N1)=0 NCC1=CC=CS1 0C(C1=COC(CCI=N1)=0 NCCCN1C=CN=C1 OC(IC@HI(C)C=0.[S]
N, H N 2 BN,
W i
156 130124071503260717012803 NCC1=CC=C(C)C=C1 0C(C1=COC(CCI=N1)=0 | NCC1=CC=C(N(C)C)C=C1 0C(C1=CSC(CCI=N1)=0 NCCCN1C=CN=C1 OC(C1=CSC(CCI=N1)=0
NH, P SN
ion Tl O
157 130124071504260917022803 NCC1=CC=C(C)C=C1 (OC(C1=COC(CCI=N1)=0 NCCCN1C=CN=C1 ® CICC1=CC(C(0)=0)=CC=C1
NH, N KA
o AQX o *@ﬂ
158 130124071504260917042803 NCC1=CC=C(C)C=C1 0C(C1=COC(CCN=N1)=0 NCC1=CC(F)=CC(C(F)(F)F)=C1 OC(C1=CSC(CCN=N1)=0 NCCCN1C=CN=C1 Ho. o OC(IC@HI(C)B=0.[R]
xo Laad X
[
g ,
144 130124051502260417032803 (OC(C1=COC(CCN=N1)=0 Ho. o « 0.[8]
|
and pe
'l
148 [130124051504260317042803 0C(C1=COC(CCH-! 0C(C1=COC(CO)- o o |octc@ricmnom
-
151 130124051509260217022803 NCC1=CC=C(0C02)C2=C1 0C(C1=COC(CCI=N1)=0 NC (F)f =0 1 CICC1=CC(C(0)=0)=CC=C1
o
O H:NAOX A, N L@”“
194 |130324041502260217032803 NCC=C 0C(C1=CSC(CCl=! C(S(=0)(C)=0)C=C1 0C(C1=COC(CCh= o o OC(C@HICICI=0.[S]
I
NH, /\O\ o A,
A~ ~ =/ Ra
203 130324101504261017032803 C1CNCCN1 OC(C1=CSC(CCNH=N1)=0 NCC1=CC=C(CI)C=C1 CIC/C(C)=C/IC@@H](C)C(0)=0 NCCCN1C=CN=C1 w8 o OC(IC@HI(C)CH=0.[S]
Y m/\@ A,
k/NH a </ <
192 130324031501260717032803 Ncccoc 0OC(C1=CSC(CCI=N1)=0 | NCC1=CC=C(N(C)C)C=C1 a 0C(C1=CSC(CCI=N1)=0 NCCCN1C=CN=C1 Ho. o OC(IC@HI(C)CH=0.[S]
[N 'd A SN
: Thow i 9
193 130324031509260417032803 Ncccoc (OC(C1=CSC(CCNH=N1)=0 0 Ho. o [ -0.[S]
e N,N/\OX S, I
'l
199 130324081502260617022803 N1CCNCCC1 0OC(C1=CSC(CCI=N1)=0 NCC1=CC=CC=C1 0C(C1=CC=C 1 CICC1=CC(C(0)=0)=CC=C1
HN NH, A,
O o o ey
NH
201 130324091504260217032803 NCCCN1C=CN=C1 (OC(C1=CSC(CCN=N1)=0 0 NCCCN1C=CN=C1 Ho. o « 0.[8]
H,N
BN, /\O\ o BN
O H (& ,

210
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Entry Molecular D Copies | Amines (1) | Amines (<1 smiles | Acids-0<1) Acids-(x1) smiles Amines-(x2) Amines-(x2) miles Adds-0x2) Adds-(x2)smiles Amines-(3) Amines-(63) smiles Adds-03) Adds-063)smiles
226 |131024031503260417042803 |4 NCC1=CC(F)=CIAC=CT -, |0C(C1=CSC(CTN=N1)=0 NCCNC(C)=0 occ1=C 1 0C(C@HIC)BY=0 R
H,N/\Q\ < jk/\ " a A~y HO._O
No o
o 3 ’ C »
. if N o X
on
196 130324051509260117032803 |4 NCO1-Co-C(000A02-C1| <~ [0B(CI-GSCICaNNT=0 NG © -0 7] o o ocicenicerosi
w0 }k H:NAOX Hoirx‘f : S o] I :
< o ) b‘( |
oH
205  |130424031502260617012809 |4 NCCCOC CIC/C(C)=CIC@@HI(C)C(0)=0 NCC1=CC=CC=C1 0C(C1=CC=C(CCI)C=C1)=0 NCC1CCOCCt 7/\,‘ 0C(C1=CSC(CCH=N1)=0
T
"NH, HoN
A JYY . OTOA ! /\O ’},N
N 0
“ o
o
212 |130424071501260617022600 |4 NCC1=CC=C(CIC=C1 CICIC(C)=CIC@@HICIC(0)=0 NCCT=CC-CC=C1 0C(C1=CC=C(CTNC=CT=0 NCC1CCOCCT CICCT=CC(C(0)=0)=CC=C
o
N, J*‘f"(\ \1/0/\ HEN/\O
o . ) o a
‘
166 |130224031502260717012809 |4 NCCCOC R CICC1=CC(C(0)=0)=CC=C1  |ocer=escicene NCC1CCOCC1 v 0C(C1=CSC(CCH=!
T
HN
A e 0 }N
o
on
173 130224071503260317032809 4 NCC1=CC=C(C)C=C1 N CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CS1 Gj/\j OC(C1=COC(CCI)=N1)=0 NCc1ccocct Ho. o C 0.[S]
/O/\NHZ '«J\O/\ 1 3 T o ‘
3 s
o g
OH J
146 130124051502260817042809 4 NCC1=CC=C(0C02)C2=C1 0- .., |0C(C1=COC(CCI=N1)=0 |0 N=N1)=0 NCc1ccocct OC(IC@H(C)B)=0.[R]
C HO,. 0
e o ' e e
o o
OH 'NH, OH ’
197 130324051510260417032809 4 S- CC(C)CCN 0 [ 0.[S]
cl HO. 0
o > NH, 2 -
o 'l
220 130424101502260817022804 4 C1CNCCN1 CIC/C(C)=C/IC@@HI(C)C(0)=0 \'/\: | O )=N1)=0 NCC1=CC=CO1 CICC1=CC(C(0)=0)=CC=C1
HO G | Y 0 o .
NH o - S ) /
NH, © OH
165 130224031501260417032804 |4 Neccoc CICC1=CC(C(0)=0)=CC=C1 NCCNG(C)=0 0C(C1=CO=G(CaN0=C1=0 NCC1=CC=CO1 o o |ocwc@rice-ois]
< o,
x ) o
H 'l
179 130224091509260317032804 4 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1 ] )=0 NCC1=CC=CO1 Ho. o OC([C@HI(C)CN=0.[S]
o,
HNTSSA HN
al
153 130124071501261017032804 4 0C(C1=COC(CCI): CIC/C(C)=CIC@@H](C)C(0)=0 OC(IC@HICICI=0[S]
Ho_o
al
163 |130124001502260617032804 |4 NCCCN1C=CN=C1 07/\*' 0C(C1=COC(CC=N1)=0 NCC1=CC=Ce=C1 0C(C1=CC=C(CCC=C1)=0 NCC1=CC=CO1 o o 0C(C@HIC)CH=0(S]
Y, }k ©/\NH2 5 j/@/\ " N/\ﬁ)
) e
o
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143 130124051501260817032804 4 0- (OC(C1=COC(CCI=N1)=0 s - NCC1=CC=CO1 C 0.[S]
. ¥ e ~ @ Ho_O
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150 130124051504260817032804 4 NCC1=CC=C(0C02)C2=C1 0- o 0C(C1=COC(CCI=N1)=0 1 [o] N=N1)=0 NCC1=CC=CO1 OC(IC@HI(C)CH=0.[S]
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225 131024031503260417032804 4 05 S- Y\( | NCCNC(C)=0 Ho. o [ 0.[S]
X T W o,
~iy ° 0 X
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213 130424071509260217032802 4 NCC1=CC=C(C)C=C1 CIC/C(C)=C/IC@@HI(C)C(0)=0 NC Jl (0)=0 NCCO HO. o OC([C@HI(C)C=0.[S]
NH, . . OH
/(DA Hoir\h; o HQJ\T/YJ HNT /\E
el
210 130424051504260517032802 |4 NCC1=0C=C(0C02)C2=C 1 CICIC(C)=CIC@@HICIC(0)=0 NCCOICI0 |0C(G1=Co=C(CaNC=CT=0 NCCO o o ociceniceros
HM\@[% ) OH 5 @ e~ .
p o - X s
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140 |130124041504260517032802 |4 NCC=C OY\‘ 0C(C1=COC(CC=N1)=0 on oS00 0C(C1=CC=C(CCC=C1)=0 NCCO o o OC(C@HICICH=0[S]
\ OH
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on
197 130124031504260517092802 |4 Neccoc O~ [ooeio0sieaIN-0 o oS0 0C(C1=CC=C(CONC=CT=0 NeCO o o ociceniceros
T
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147 |130124051503260817022802 |4 0C(C1=COC(CCl=! NC@@H](C)C1=CC= Y\ . |ocier=cscicen= NCco CICC1=CC(C(0)=0)=
O
}N ™~ WJ\O/\ :
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149 130124051604260517032802 |4 NGCI=COmG(0002G2-C1 P~ [OG(GI=COCTIAN =0 o NoC©ICI0 0C(C1=CC=C(CTNC=CH=0 NCCO o o |octcericcrosi
T
H,N/\O:} D}N & OH s
HZN/% HNA 3
- “ al
198 130324071504260517032802 4 NCC1=CC=C(C)C=C1 j/\( 0OC(C1=CSC(CCI=N1)=0 NCC(C)(C)O 0C(C1=CC=C(CCI)C=C1)=0 NCCO Ho. o OC(IC@HI(C)CH=0.[S]
/©/\NHZ }!\A o N/%H OTQ/\ O I
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o . : al
on
408 130424091509260417022810 3 NCCCN1C=CN=C1 CIC/C(C)=C/IC@@H](C)C(0)=0 0 g ® CICC1=CC(C(0)=0)=CC=C1
.
HATSSA 3 3
318 130224101501260617022810 3 C1CNCCN1 o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC=C1 0C(C1=CC=C(CCI)C=C1)=0 N NCCC1=CC=C(0C)C(OC)=C1 ® CICC1=CC(C(0)=0)=CC=C1
Hn/ﬁ NH, s
HO" C 5 HO" cl
" o & SO e 200
296 130224031509260417032810 3 NCccoc 0 I Ho. o [ 0.[S]
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305 130224051504260417032810 3 CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 0C(C1=CC=C(CCC=C1)=0 | NCCC1=CC=C(0C)C(0C)=C1 Ho. o OC(IC@HI(C)C=0.[S]
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iy g :
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21 130124031502260017032810 |3 Neccoc o~ |OC(C1=C0CEeNN1)=0 NCCT=CC=CST O [00C1=00CEaIN1=0 | NGCC1=CC=C00C(00)=C1 o o ocicenicerosi
T 3 T
HN"N0” N HN 3 ;/E 5
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325  |130324031502260817022810 |3 NCCCOC e oc(c1=Csc(ch=! NIC@@HI(C)C1=C j/\ - |occi=cscicen= | [necei-ce-coorcoorc1 CICC1=CC(C(0)=0)
T ]
0 3 03 HAN ‘d
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320 |130324031504260817022810 |3 Neccoc e 0eCHGsEN -0 NC@@HI(CIC1=CC=CC=CT < [oeei-eseec -0 NCCC1=CC=C(0CIG(00)=C1 CICCT=CC(C(0)=0)=CC=C
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o o v o
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417 130424101504260617032805 3 C1CNCCN1 CIC/C(C)=CIC@@HI(C)C(0)=0 NCC1=CC=CC=C1 OC(C1=CC=C( e @ =CCs 01 Ho. o OC(IC@HI(C)C=0.[S]
™ R - . /\1;/\
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398 130424081510260417022805 3 N1CCNCCC1 CIC/C(C)=C/IC@@HI(C)C(0)=0 CC(C)CCN 0 HA o ® CICC1=CC(C(0)=0)=CC=C1
0 ° o ° A2
NH,
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407 130424091509260317032805 3 NCCCN1C=CN=C1 CIC/C(C)=C/IC@@HI(C)C(0)=0 NC Jl (0)=0 W NAT/\O NCC1COC(C=CC=C2)=C201 Ho. o OC(IC@HI(C)CN=0.[S]
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'l
292 130224031501260617022805 3 NCccoc CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC=C1 . W, NAT/\O CICC1=CC(C(0)=0)=CC=C1
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311 130224071501261017032805 3 NCC1=( -C(C)C=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(CIC=C1 CIC/C(C)=CIC@@HI(C)C(0)=0 NCC1COC(C= 2)=C201 OC([C@HI(C)CN=0.[S]
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288 |130124101504261017012805 |3 C1CNCCN1 o. ., |ocer=cocicen=ni=o NCC1=CC=C(Cl)C=C1 CICIC()=CICREHICICOIO |, . |Nceicoce=ce=ca=cz01 ., |ocic1=cscce=N1=0
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243 |130124051501260017022805 |3 0C(C1=COC(CCh=! NCC1=CC(F)=CC(C(F)(F)F)=C1 4 e 0C(C1=CSC(CON=! H‘N/\iy\o CICC1=CC(C(0)=0)=
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397 130424081504260417032801 3 N1CCNCCC1 CIC/C(C)=C/[C@@H)(C)C(0)=0 NCCNC(C)=0 OC(C1=CC=C( 1 Ho. o OC(IC@HI(C)CN=0.[S]
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323 130224101510260317032801 3 'C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 CC(C)CCN 0 Ho. o « 0.[S]
™ o [ f
e &
233 130124031503260817032801 3 NCCcoC OY\, 0C(C1=COC(CCI=N1)=0 \'/\: | O )=N1)=0 NCCC1=CNC2=CC=CC=C21 Ho. o OC([C@HI(C)C=0.[S]
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254 130124071501260617032801 |3 NCG1=0C=C(C)0=C1 o~ |OC(C1=COCEeNN1)=0 NCC1=CC=CC=C1 ~loc(ei=co=c o o |ocwc@rice-ois]
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349 [130324071509260417032801 |3 NCC1=CC=C(CIC=C1 o [ooetosccai-o NG ICICO=0 NCCC1=CNC2=CC=CC=C21 o o |octcenicerosi
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302 [130224051505260417032807 |3 -c1 CICC1=CC(C(0)=0)=CC=C1 NCENC(C)=0 0C(C1=CC=C(CTNC=CH=0 1. | NCC1=CC(00I=CC(00)C1 o o |octcericcrosi
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382 |130424041503260417092803 |3 NCC=C CIC/C(C)=CIC@@HI(C)C(0)=0 NCCNC(C)=0. OC(C1=CC=C(CCNC=CN=0 | 11,y NIC@HI(C)C1=CC=CC=C1 [R] o o 0C(C@HI(CICH=0[S]
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372 130424031501260417092804 3 Ncccoc CIC/C(C)=C/IC@@HI(C)C(0)=0 NCCNC(C)=0 HyNagt [R] o CCC(0)=0
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373 130424031501261017092804 3 NCccoc CIC/C(C)=C/[C@@H)(C)C(0)=0 NCC1=CC=C(Cl)C=C1 CIC/C(C)=CIC@@HI(CIC(0)=0 | N[C@H](C)C1=CC=CC=C1.[R] o CCC(0)=0
i HN' I
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377 130424031503261017092803 3 NCccoc CIC/C(C)=CIC@@HI(C)C(0)=0 NCC1=CC=C(CNC=C1 O | 1N [R] Ho. o « 0.[S]
HN' N
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- 'l
395 130424081503260417092804 3 N1CCNCCC1 CIC/C(C)=C/IC@@HI(C)C(0)=0 NCCNC(C)=0 _|oc(c1=ce=C H,Nagt LRI o CCC(0)=0
HN' R N
o LrY HAN/\/N\ro . TOA . /\f
NH H H
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447 131024041503260417092804 3 e NCC1=CC(F)=C(F)C=C1 CIC/C(C)=CIC@@HI(C)C(0)=0 NCCNC(C)=0 OC(C1= HaNag RI o CCC(0)=0
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390  |130424051500260117092803 |3 CIC/C(C)=CIC@@HI(C)C(0)=0 =CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HICICO)=0 | 11, NIC@HI(C)C1=CC=CC=C1 [R] o o 0C(C@HI(CICH=0[S]
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0
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298 130224041509260217092804 3 NCC=C o CICC1=CC(C(0)=0)=CC=C1 NCC Jl (0)=0 | Ny N[C@H](C)C1=CC=CC=C1.[R] o CCC(0)=0
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425 | 130924021509260417002804 |3 NCCCICCOCCT CICC1=CC(C(0)=0)=CC=C1 Ne © =0 [ R . [cceoro
o
N OH
240 130124041504260417092804 3 NCC=C OY\( 0C(C1=COC(CCl)= NCCNC(C)=0 0C(C1=CC=C(CCI)C=C1)=0 HyNag N[C@H](C)C1=CC=CC=C1.[R] o CCC(0)=0
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20 [130124031501260417002804 |3 Neccoc S osEHcosCaINt=0 NCENC(C)=0 OC(C1=CO=CCTNCTCN0 | 1y NIC@HIC)CT=CC-CC=CIR] o |occoro
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270 130124081503260517092804 3 N1CCNCCC1 O\’/\( 0C(C1=COC(CCI=N1)=0 oH NCC(C)(C)O 0C(C1=CC=C( HNuat [R] o CCC(0)=0
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258 130124071501260917092804 3 NCC1=CC=C(C)C=C1 0- o (OC(C1=COC(CCI=N1)=0 ‘>\|/\, HNag N[C@H](C)C1=CC=CC=C1.[R] o CCC(0)=0
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260 130124071502261017092804 3 NCC1=CC=C(C)C=C1 OY\, 0C(C1=COC(CCI=N1)=0 NCC1=CC=C(CNC=C1 CIC/C(C)=CIC@@HI(CIC(0)=0 | 1y, R] o CCC(0)=0
N o o i
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228 130124011502260917092802 3 NCC1=CC=CC(Br)=C1 OY\( | /OC(C1=COC(CCH=N1)=0 i»\|/\U H,Nuat N[C@H](C)C1=CC=CC=C1.[R] CICC1=CC(C(0)=0)=CC=C1
o o
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272 |130124091501260517092802 3 NCCCN1C=CN=C1 o. ., |occi=coc(cen=n1)=0 NCC(C)(C)0 0C(C1=C ol RI CICC1=CC(C(0)=0)=CC=C1
i OH a
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276 130124091502260717092804 3 NCCCN1C=CN=C1 Jo ., |OC(C1=COC(CC=N1)=0 NCC1=CC=C(N(C)C)C=C1 | |OC(C1=CSC(CC=N1)=0 H;Nug N[C@H](C)C1=CC=CC=C1.[R] CCC(0)=0
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361 130324101502260517092804 3 C1CNCCN1 . loc(c1=cscicen=ny=0 NCC(C)(C)0 0C(C1=CC=C(CCI)C=C1)=0 HyNa N[C@HI(C)C1=CC=CC=C1.[R] CCC(0)=0
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347 130324071503260317092804 3 NCC1=CC=C(C)C=C1 - -, |OC(C1=CSC(CCH=N1)=0 NCC1=CC=CS1 0- | |OC(C1=COC(CCH=N1)=0 N N[C@H](C)C1=CC=CC=C1[R] CCC(0)=0
e S W/\ : 0
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350 | 130324071509260417092804 3 0C(C1=CSC(CCl=! =CC(C(F)F)F)=C1 CICIC(C)=CIC@@HICIC(0)=0 | 11, N[C@H](C)C1=CC=CC=C1 [R] o |cecormo
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OH
356 130324091502260317092804 3 NCCCN1C=CN=C1 'Y\U (OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CS1 Gj/\"‘ 0C(C1=COC(CCI=N1)=0 HyNagt N[C@H](C)C1=CC=CC=C1.[R] o CCC(0)=0
AN, },’v N 2 }L /Y
(W / o OH
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338 130324051504260617092804 3 NCC1=CC=C(0C02)C2=C1, .., |OC(C1=CSC(CCI=N1)=0 NCC1=CC=CC=C1 OC(C1=CC=C( HNagt [R] CCC(0)=0
2 T m : o
H,N/\Q: 5 1 ©/\ 8 o /\f
o by H
o
342 130324051510260417092804 3 S- CC(C)CCN 0 | 1N, [R] CCC(0)=0
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o & NH, o & H
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383 130424041504260317102804 3 NCC=C CIC/C(C)=C/IC@@HI(C)C(0)=0 NCC1=CC=CS1 O\‘/\:‘ OC(C1=COC(CCI)=N1)=0 H,Ne N[C@@H](C)C1=CC=CC=C1.[S] OH |0=C(0)C1=C(C)OC=C1
NH, ¢ HN o
PP A () i AN
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384 130424041504260717102804 3 NCC=C CIC/C(C)=C/IC@@HI(C)C(0)=0 | NCC1=CC=C(N(C)C)C=C1 \‘/\:‘ 0C(C1=CSC(CCN=N1)=0 H,N N[C@@H](C)C1=CC=CC=C1.[S] OH | 0=C(0)C1=C(C)OC=C1
NH, G N k
A A Tw . o
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371 130424031501260117102804 3 NCCCOC CIC/C(C)=C/IC@@HI(C)C(0)=0 NCcoC 0 | |OC(C1=COC(CCH=N1)=0 HN N[C@@H](C)C1=CC=CC=C1.[S] OH |0=C(0)C1=C(C)OC=C1
o
L~ ”J\IW(\' HNTSNON }N 6 é/go
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378 130424031504260917102804 3 NCccoc @@H)(C)C(0)=0 NCC1=CC(F)=CC(C(F)(F)F)=C1 Y\,‘ 0C(C1=CSC(CCh=! H;N N[C@@H](C)C1=CC=( OH | 0=C(0)C1=C(C)OC=C1
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381 130424031510260317102802 3 NCCcoc CIC/C(C)=CIC@@H](C)C(0)=0 CC(C)CCN CICIC(C)=CIC@@HICIC(0)=0 | iy, N[C@@H](C)C1=CC=CC=C1.[S] CICC1=CC(C(0)=0)=CC=C1
q o
392 |130424061502260317102804 3 NCC1=CC=CO1 CICIC(C)=C/IC@@HI(C)C(0)=0 NCC1=CC=CS1 GY\'  |oc(ci=coc(cen=ni=0 N N[C@@H](C)C1=CC=CC=C1.(S] OH |o=c(o)c1=c(c)oc=C1
/ / & o ©
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399 130424091501260417102804 3 NCCCN1C=CN=C1 CIC/C(C)=C/[C@@H)(C)C(0)=0 NCCNC(C)=0 0C(C1=CC=C(CCI)C=C1)=0 HNe N[C@@H](C)C1=CC=CC=C1.[S] OH |0=C(0)C1=C(C)OC=C1
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AN J\i/ﬁ/\ i &
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400 130424091501260917102803 3 NCCCN1C=CN=C1 CIC/C(C)=CIC@@HI(C)C(0)=0 ‘~\|/\, il H,Ne N[C@@H)(C)C1=CC=CC=C1.[S] C 0.[S]
! - HO. 0
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on
385 130424051501260617102804 3 NCC1=CC=C(0C02)C2=C1 CIC/C(C)=C/IC@@HI(C)C(0)=0 NCC1=CC=CC=C1 . 0C(C1=CC=C(CCI)C=C1)=0 H,N N[C@@H](C)C1=CC=CC=C1.[S] OH |0=C(0)C1=C(C)OC=C1
HN O\ NH, -
389 130424051503261017102803 3 NCC1=CC=C(0C02)C2=C1 CIC/C(C)=C/IC@@HI(C)C(0)=0 NCC1=CC=C(CC=C1 CIC/C(C)=CIC@@HI(CIC(0)=0 | 4y, N[C@@H](C)C1=CC=CC=C1.[S] Ho. o OC(IC@HI(C)CH=0.[S]
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420 130924021502260717102804 3 NCce1ccocct CICC1=CC(C(0)=0)=CC=C1 0C(C1=CSC(CCN=N1)=0 H,No N[C@@H](C)C1=CC=( OH | 0=C(0)C1=C(C)OC=C1
-
424 | 130924021504260817102804 3 NCCC1CCoCCt CICC1=CC(C(0)=0)=CC=C1 0C(C1=CSC(CCI=! A N[C@@H](C)C1=CC= OH |0=C(O)C1=C(C)0C=C1
0
317 130224091503260317102804 3 NCCCN1C=CN=C1 o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CS1 0C(C1=COC(CCI=N1)=0 HNe N[C@@H])(C)C1=CC=CC=C1[S] OH | 0=C(0)C1=C(C)OC=C1
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aon @, oy
438 131024021501260317102804 3 o NCC1=CC(F)=C(F)C=C1 o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CS1 0C(C1=COC(CCI=N1)=0 H:N N[C@@H](C)C1=CC=CC=C1.[S] OH |0=C(0)C1=C(C)OC=C1
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306 130224051509260317102804 3 o 0 HiNe s] OH |0=C(0)C1=C(C)OC=C1
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307 130224051510260217102804 3 NCC1=CC=C(0C02)C2=C1 @ CICC1=CC(C(0)=0)=CC=C1 CC(C)CCN CIC/C(C)=CIC@@HI(C)C(0)=0 | y N[C@@H](C)C1=CC=CC=C1.[S] OH |0=C(0)C1=C(C)OC=C1
" > )\/\
ges Ao 5 o
238 130124041502260417102803 3 NCC=C Ojk/\( | (OC(C1=COC(CCN=N1)=0 N H:N s8] Ho. o C 0.[S]
il
AN HNT /\E '
Z o T .
o
241 [130124041510260317102803 |3 NCC=C OY\‘ 0C(C1=COC(CCh=! CC(CICCN CICIC(C)=CIC@@HI(C)C(0)=0 | 1y, NIC@@H](C)C1=CC=t s OC(IC@HI(C)CH=0.[S]
)= Aa
AN Oz%/ o e
OH e
284 130124101503260717102804 3 C1CNCCN1 jo) ., |OC(C1=COC(CC=N1)=0 | NCC1=CC=C(N(C)C)C=C1 \,/\:‘ 0C(C1=CSC(CCN=N1)=0 HyN N[C@@H](C)C1=CC=CC=C1.[S] OH | 0=C(0)C1=C(C)OC=C1
! A ! Y
o O\,wz o 9 ©
o on —
251 130124061510260317102804 3 oY\, 0C(C1=COC(CCh= CCEICeN CICIC(C)=CIC@@HICIC(O)=0 | iy, N[C@@HI(C)C1=C OH |0=C(O)C1=C(C)0C=C1
& N R
o =
252 |130124071501260117102804 |3 NCC1=CC=C(C)C=C1 o\’/\(‘ 0C(C1=COC(CCH=N1)=0 NCCoc OY\" 0C(C1=COC(CCH=N1)=0 o NIC@@HI(C)C1=CC=CC=C1 8] OH |o=C(O)c1=C(C)0C=C1
Y T~ y
-,
o ! PN ! S
o o o)
o on -
264 130124071509260117102803 3 NCC1=CC=C(C)C=C1 0. o 0C(C1=COC(CCI=N1)=0 NCC J[ (0)=0 | 1 n, N[C@@H](C)C1=CC=CC=C1.[S] H OC(IC@HI(C)CN=0.[S]
i 2 h
o
o
437 131024011510260317102804 3 o NCC1=CC(F)=C(F)C=C1 0\’/\U (OC(C1=COC(CCI=N1)=0 CC(C)CCN 0 | 1N, s] OH |0=C(0)C1=C(C)OC=C1
: ' A 1 ‘
I .
“Q 0} A P
o =
360 130324101502260217102804 3 C1CNCCN1 Y\ 0OC(C1=CSC(CCN=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C1 OY\” OC(C1=COC(CCI)=N1)=0 H,Ne N[C@@H](C)C1=CC=CC=C1.[S] OH |0=C(0)C1=C(C)OC=C1
N I e S
K/NH o P o °
o on
327 130324031503260517102804 3 NCccoc (OC(C1=CSC(CCI)=N1)=0 NCC(C)(C)O g s8] 0=C(0)C1=C(C)0C=C1



mindyourbusiness
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Entry Molecular D Amines (1) | Amines (x1)-smiles Acids-(x1) Acids-(x1) smiles Amines-(x2) Amines-(x2) smiles Adds-(x2) smiles Amines-(3) Amines-(63) smiles Adds-063)smiles
352 |130324081503261017102804 N1CONCCCT <y~ [ocei-osciea -0 NCCT=CC=C(CNC=C1 CICIC(C)=CIC@@HICICIOIO | 11, NC@@HI(CIC1=CC=CC=C1.iS] OH |0=CO)CI=C(CI0C=CT
) L = 5 I8
~ o
o < q
K’N i - -
35 | 130324081504260417102804 N1CONCCCT ~p oeeresceao NCENC(C)=0 OC(C1=CO=CECNC=CN=0 | NC@@HI(CIC1=CC=CC=CH 5] OH |0=CO)CI=C(CI0C=CT
HN T 0
O be iy 5 .
o
NH - -
355  |130324081510260417102802 N1CCNCCCH o 0C(C1=CSC(CC=N1)=0 cceceN CICIC(C)=CIC@@HICIC(O)=0 | 1, NIC@@HI(C)C1=CC=CC=C1 (S| CICC1=CC(C(0)=0)=CC=C1
NH
e 8
NH -
33 130324061509260217102804 NCC1=CC=CO1 e 0GCHGSEN -0 NCCT=CC=CCICFIPF=CT cieic o) = ~cc=co=Cis] OH |0=CO)CI=C(C10C=CT
HEN/\ﬁ} A A
/ & Q
on —
420 |130924031503260817102804 NCCC1CCOCC1 e oc(c1=CSc(Ceh=t NIC@@H](C)C1=CC= 0C(C1=CSC(CCI= re NIC@@HI(C)C1=CCt OH |0=C(0)C1=C(C)0C=C
NG b
N
Hav 0} . o ©
¥y N, =
430 130924031504260317102804 NCcc1ccocct 'Y\U (OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CS1 0C(C1=COC(CCI=N1)=0 H:N N[C@@H](C)C1=CC=CC=C1.[S] OH |0=C(0)C1=C(C)OC=C1
0 I s,
f
O £ 0 5 &
on —
433 130924031510260317102802 NCcc1ccocct Y\‘ 0OC(C1=CSC(CCI=N1)=0 CC(C)CCN CIC/C(C)=CIC@@H)(C)C(0)=0 | 1y, N[C@@H](C)C1=CC=CC=C1.[S] m CICC1=CC(C(0)=0)=CC=C1
v o NH,
on
446 131024031510260417102803 H,N/\Q\ ,jk/\( | /k/\ CC(C)CCN O | 1N, s8] Ho. o [ 0.[S]
o 'NH, Iﬂ
oH
32 |130324051501260417102804 NGO1-C0-0(000202-01| ., [0B(GI-0SC(EOI-N10 NCCNG(C)=0 _lociet=co=ceene=cn=0 | NC@@HI(CIC1=CO=CC=C1 (5] OH |0=C0)C1=C(C)0C=CT
MAO:% W P :
o o : T oy °
on =
3 130324051502260617102801 NCO1-Co-C(000A02-C1| <~ [0B(GI-GSCICaNN1=0 NCCT=CC=CCRC loce1=co=CEeNC=CN0 | NC@@HI(CIC1=CC=CC=CH 5] 0C(C1=CSCCCI=N1=0
H:N/\©[°> f @Am B
< 0
oH
336 130324051503260817102804 NCC1=CC=C(0C02)C2=C1 Y\‘ 0OC(C1=CSC(CCI=N1)=0 1)=N1)=0 HN N[C@@H](C)C1=CC=CC=C1.[S] 0=C(0)C1=C(C)OC=C1
N:N/\©[°> W
- © K
on N,
414 |130424101502260417012806 CioNCeNT @@HICIC(0)-0 NCENC(C)=0 0C(C1=CO=C(CaNC=C1=0 NCIC@HIC)C1=C OC(C1=CSC(CCI=N1=0
HN/\
(w “°J\f/“7ﬁ'
& NH,
380 | 130424031500260217032806 NCCcoc CIC/C(C)=CIC@@HICIC(0)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 NCIC@HI(C)C1=CC=CC=C1 0C(C@HIC)CH=0(S]
o
NH,
387 130424051502260717012806 {( Il (0)=0 NCC1=CC=C(N(C)C)C=C1 OC(C1=CSC(CCH=N1)=0 NC[C@H](C)C1=CC=CC=C1 ‘OC(C1=CSC(CCl)=N1)=0
v o T .
/\O:) H()J*T/j/\
& NH,
312 130224071503260417012806 NCC1=CC=C(C)C=C1 a CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 0C(C1=CC=C( 1« 1 OC(C1=CSC(CCI=N1)=0
u
/©/\N~z NOJ\OA 0 N/\/N\ro
AN,
247 130124051503260417032806 OY\( | /OC(C1=COC(CCH=N1)=0 NCCNC(C)=0 1« « 0.[8]
H,N/\Q:(o) I oo
%’ e e
o & NH,
363 130324101504260617022806 C1CNCCN1 Y\‘ 0OC(C1=CSC(CCN=N1)=0 NCC1=CC=CC=C1 _|oc(c1=ce=C 1« f CICC1=CC(C(0)=0)=CC=C1
0 ¢ o |
k/N H -
o RN,
415 130424101503260617012803 G1ONCeNT CICIC(C)=CIC@@HICIC(0)=0 NCCT=CC=CCRC 0c(C1=Co=C 7] 0C(C1=CSCCCI=N1=0
HN/\ NH, o~
@ e o o
74 |130424031503260217032803 Neccoc @@HICIC(0)-0 NCC1=CC=C(S(=0)C)=0)C~C1 0C(C1=COC(CCH=NT=0 1 OC(C@HICICI=01S]
v
o i ~L s
- Y4
379 130424031509260117042803 Neccoc CICIC(C)=CIC@@HICIC(0)=0 NG © o 7] OC(C@HICEN=0IR]
Hojxf/\‘(\, »«:M\O)< A
368 | 130424021501260617032803 CIC/C(C)=CIC@@HICIC(0)=0 0C(C1=CC=C(CCC=C1)=0 0C(C@HIC)CH=0(S]
g . NH,
370 |130424021504260717032803 NCC1=CC=CN=C1 CICIC(C)-CIC@@HICIC(0)=0 i NCCT=CC-CN(CICIC=C1 0C(C1=CSC(CCI=N1)=0 NCCON1G=CN=CT OC(C@HICICH=01S]
HoN' SN i NN
2 . > e o
@ »«J\r\r\ \O\/M )
393 130424071501260517012803 NCC1=CC=C(C)C=C1 CIC/C(C)=C/[C@@H)(C)C(0)=0 NCC(C)(C)O OC(C1=CC=C( 2l OC(C1=CSC(CCl)=N1)=0
N, i« o BN,
No)'\i/ﬁ/\ H QN/% O
434 130924041503260317032803 NCcc1ccocct CIC/C(C)=C/IC@@HI(C)C(0)=0 NCC1=CC=CS1 OC(C1=COC(CCI)=N1)=0 NCCCN1C=CN=C1 Ho. o C 0.[S]
o
e N BNy
401 | 130424091502260217032803 NCCCN1C=CN=CT CICC(O=CIC@@HICIC0)0 NCC1=CG=C(S(=0)(C)=0)C~C1 0C(G1=COC(CCH=N1=0 NGCON1G=CN=C1 o o |octcericcr-os]
ar
e A Qe L & X
d el
402 130424091502260317022803 f (0)=0 0
WA, . % AN
o, N J‘f‘f WS Y j\@ﬁ
448 |131024041504260817032803 " NCC1=CC(R=CIAC=CT CICC(CI=CIC@@HICICO)=0 o o |octeeHiee-ors
: HNTS
e e : ~0 X
b cl
36 130424051502260617022803 NCC1=CC=C(0C02)C2=C CICIC(C)=CIC@@HICIC(0)=0 NCCT=CC=CCRC oc(c1=Co=C 7] CICCT=CC(C(0)=0)=CCRC
NH,
388 |130424051503260217032803 C(0C02)C2=C1 CIC/C(C)=CIC@@HICIC(0)=0 C(S(=0)(C)=0)C=C1 0C(C1=COC(CCH-! o o 0C(C@HIC)CH=0(S]
‘ M/\O\ 5 A,
o - 4 O <
d al
200 [130224041500260417032803 NeC=C CICC1=CC(C(0)=0)=CC=C1 NCCT=CC=CCICFIPF=CT CICIC(C)=CIC@@HICIC(0)=0 NCCON1G=CN=CT o o |octcericcrosi
AN HO/LO/\' »«,NAO)< H’N/V\D I
al
320 130224101502260717032803 C1CNCCN1 o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(N(C)C)C=C1 0C(C1=CSC(CCN=N1)=0 NCCCN1C=CN=C1 Ho. o OC(IC@HI(C)CH=0.[S]
HN/\ » A HNA
k/NH \O\/w. % S
294 130224031504260817032803 Ncccoc o CICC1=CC(C(0)=0)=CC=C1 NCCCN1C=CN=C1 Ho. o C 0.[S]
N~ ,«,J\OA, N:N/\/\D I
N, al
295 130224031504261017012803 NCCcoC o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(CNC=C1 CIC/C(C)=C/IC@@HI(C)C(0)=0 NCCCN1C=CN=C1 0C(C1=CSC(CCI=N1)=0
BN ,«J\@A H;,/\@\ NN/\/\,QN
309 130224071501260217012803 NCC1=CC=C(C)C=C1 G/KOA CICC1=CC(C(0)=0)=CC=C1 0 NCCCN1C=CN=C1 OC(C1=CSC(CCI=N1)=0

£
/%

D

214
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Entry Molecular ID Copies. Amines (X1) Amines (X1)- smiles. Acids-(X1) smiles Amines-(X2) Amines-(X2) smiles Acids-(X2) smiles. Amines-(X3) ‘Amines-(X3) smiles. Acids-(X3) Acids-(X3) smiles
289 130224011503260717032803 3 NCC1=( CC(Br)=C1 CICC1=CC(C(0)=0)=CC=C1 | NCC1=CC=C(N(C)C)C=C1 0OC(C1=CSC(CCI=N1)=0 NCCCN1C=CN=C1 @ ® OC([C@HI(C)CH=0.[S]
.
HA N KA
T o T © K,
422 130924021503260417032803 3 NCce1ccocct CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 0C(C1=CC=Cl 2l Ho. o OC(IC@HI(C)CH=0.[S]
"0 N NN
- A N NN 5
e Ao wA o
313 130224091501260417032803 3 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 0C(C1=CC=C(CCIC=C1)=0 NCCCN1C=CN=C1 e OC(C@HI(C)CI)=0.(S]
"
H.N/\/\/DN HOJ\Q/\ H‘N/\/N\rb H,N/\/\yi:/N /\E
314 130224091501260517032803 3 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1 oH NCC(C)(C)O 0C(C1=CC=C(CCI)C=C1)=0 NCCCN1C=CN=C1 8 o OC(IC@HI(C)CH=0.[S]
WY, HOJ\O/\ HZN/% e i .
439 131024021503260417032803 3 B N/\Q\ NCC1=CC(F)=C(F)C=C1 N CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 0C(C1=CC=C(CCNC=C1)=0 e OC(IC@HICIC=0.{S]
A :
WJ\OA' “'“NNT I
300 130224051501260517022803 3 o o NCC(C)(C)O o CICC1=CC(C(0)=0)=CC=C1
-0, H NN
H,N/\O: 5 HOJ\O/\, HZN/% v o » JKO/\”
301 130224051501260917042803 3 NCC1=CC=C(0C02)C2=C1 @ CICC1=CC(C(0)=0)=CC=C1 NCC1=CC(F)=CC(C(F)(F)F)=C1 0C(C1=CSC(CCN=N1)=0 NCCCN1C=CN=C1 Ho. o OC(IC@H)(C)Br)=0.[R]
£ Kol BN
;
237 130124041501261017042803 3 NCC=C (OC(C1=COC(CCN=N1)=0 NCC1=CC=C(CNC=C1 0 Ho. o «
HA NN
PN Q. O X -
- r
283 130124101503260717032803 3 C1CNCCN1 0C(C1=COC(CCI=N1)=0 | NCC1=CC=C(N(C)C)C=C1 OC(C1=CSC(CCN=N1)=0 NCCCN1C=CN=C1 Ho. o OC(IC@HI(C)CH=0.[S]
HN/\ ,N ONTNA
NH Ol o %q
285 130124101503260817032803 3 C1CNCCN1 OC(C1=COC(CCN=N1)=0 [s] N=N1)=0 NCCCN1C=CN=C1 Ho. o OC(IC@HI(C)CH=0.[S]
HN' N,N’\AQ .
K/N H e %
T ~o X
NH g &
"Br
287 130124101504260617032803 3 C1CNCCN1 (OC(C1=COC(CCl): 0C(C1=CC=C(CCI)C=C1)=0 8 o OC(IC@HI(C)CH=0.[S]
HN' NH, .
k/NH o
232 130124031502260717032803 3 NCccoc 0C(C1=COC(CCH=N1)=0 : NCC1=CC=C(N(C)C)C=C1 OC(C1=CSC(CCl)=N1)=0 NCCCN1C=CN=C1 e OC(C@HI(C)CI)=0.(S]
N0 E BN
: Ol |V .
234 130124031503260917032803 3 Ncccoc (OC(C1=COC(CCI=N1)=0 NCCCN1C=CN=C1 Ho. o C 0.[S]
e M;N/\Q)< BN I
265 130124081501260217022803 3 N1CCNCCC1 0C(C1=COC(CCI=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C1 OC(C1=COC(CCI)=N1)=0 NCCCN1C=CN=C1 o CICC1=CC(C(0)=0)=CC=C1
'@ " o~ A,
. A O
NH “
271 130124081509260317042803 3 N1CCNCCC1 (OC(C1=COC(CCN=N1)=0 0 Ho. o «
HN'
Q O o X -
NH r
229 130124021502260317032803 3 NCC1=CC=CN=C1 0C(C1=COC(CCI=N1)=0 NCC1=CC=CS1 0C(C1=COC(CCI=N1)=0 NCCCN1C=CN=C1 Ho. o OC(IC@HI(C)CH=0.[S]
H N’ SN HN HISSA
@ ) | <,
253 130124071501260417022803 3 NCC1=CC=C(C)C=C1 0C(C1=COC(CCI=N1)=0 NCCNC(C)=0 0C(C1=CC=C 1 CICC1=CC(C(0)=0)=CC=C1
o e W~ J\@
o e et RS e ] o (ocwanioeros
Jog D X
273 130124091501260617042803 3 0C(C1=COC(CCI=N1)=0 OC(C1=t 2l Ho. o OC(IC@HI(C)BN=0.[R]
BN
</ /\‘/Es i
,
275 130124091502260417042803 3 0C(C1=COC(CCh=! NCCNC(C)=0 0C(C1=CC=C(CCI)C=C1)=0 s OC(IC@HI(C)BN=0.[R]
.
H,N/\/”\r° /\E R
b
278 130124091503260517032803 3 NCCCN1C=CN=C1 OC(C1=COC(CCN=N1)=0 o NCC(C)(C)O 0C(C1=CC=C(CCI)C=C1)=0 NCCCN1C=CN=C1 o o OC(IC@HI(C)CH=0.[S]
D A D X
279 130124091504260517022803 3 NCCCN1C=CN=C1 0C(C1=COC(CCI=N1)=0 o NCC(C)(C)O OC(C1=CC=C( 2l o CICC1=CC(C(0)=0)=CC=C1
H
g T L’ aon
280 130124091504260917042803 3 NCCCN1C=CN=C1 (OC(C1=COC(CCI=N1)=0 NCCCN1C=CN=C1 Ho. o C [R]
~—g e o X
;
281 130124091509260217032803 3 NCCCN1C=CN=C1 0C(C1=COC(CCI=N1)=0 NC Jl (0)=0 NCCCN1C=CN=C1 HO. o OC([C@HI(C)C=0.[S]
v o P4
'l
436 131024011504260717042803 3 (OC(C1=COC(CCN=N1)=0 | Ho. o «
T < X
244 130124051502260317022803 3 0OC(C1=COC(CCh=! 0C(C1=COC(CC=! CICC1=CC(C(0)=0)=
HN BN o
) 0 J\Oﬁ
362 130324101503260617022803 3 C1CNCCN1 ., |OC(C1=CSC(CCH=N1)=0 NCC1=CC=CC=C1 0C(C1=CC=Cl 1 CICC1=CC(C(0)=0)=CC=C1
HN/\ NH, AR,
x HO" al
, o8 o
366 130324101509260417042803 3 C1CNCCN1 0C(C1=CSC(CCI=! CC(C(F)(F)F)=C1 CIC/C(C)=CIC@@HI(C)C(0)=0 — OC(IC@HI(C)BN=0.[R]
HN/\ . BTN R
K/NH =/ e
354 130324081509260417032803 3 N1CCNCCC1 OC(C1=CSC(CCNH=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=CIC@@H](C)C(0)=0 NCCCN1C=CN=C1 w8 o OC(IC@HI(C)CH=0.[S]
HN'
NH 'l
345 130324071501260817012803 3 NCC1=CC=C(C)C=C1 0OC(C1=CSC(CCI=N1)=0 O 1)=N1)=0 NCCCN1C=CN=C1 \'/\J OC(C1=CSC(CCI=N1)=0
/@AM G }’N
N 'NH, © OH
348 130324071503260817042803 3 NCC1=CC=C(C)C=C1 (OC(C1=CSC(CCI)=N1)=0 9 NCCCN1C=CN=C1 Ho. o C [R]
NH, [laasW
ol o, X -
;
428 130924031501260817042803 3 NCcc1ccocct 0OC(C1=CSC(CCN=N1)=0 O 1)=N1)=0 NCCCN1C=CN=C1 Ho. o OC(IC@HI(C)B)=0.[R]
: PN
N Ny, R
e o X
NH, 4
432 130924031504260817022803 3 NCcc1ccocct (OC(C1=CSC(CCI)=N1)=0 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1
- PN
y

3

215
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Entry Molecular ID Copies | Amines (x1) Amines (X1)- smiles. Acids-(x1) Acids-(x1) smiles Amines-(x2) Amines-(X2) smiles Acids-(x2) Acids-(x2) smiles Amines-(x3) Amines-(X3) smiles Acids-(3) Acids-(x3) smiles
0

350 |130324001503260817022803 |3 NCCCN1C=CN=C1 N saectes ~ )=N1)=0 NCCON1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1
HANTSSNA, W W BN . .
w ” C . i
o NH, oH
442 131024031503260817012803 |3 i NCC1=CC(F)=C(FIC=C1 S e ~ [ )=N1)=0 NCCON1G=CN=C1 S
: I T AR T
</
o 9 o o
o NH, oH oH
444 |131024031509260217012803 3 . NCC1=CC(F)=C(F)IC=C1 Y\" OC(C1=CSC(CCI=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(C)C(0)=0 NCCCN1C=CN=C1 7/\:‘ OC(C1=CSC(CCI=N1)=0
: /\Q\ W NN/\O)< if/\(\ NN 1
5 Hor ]
o o
o on
335 |130324051503260817032803 |3 NCC1=CC=C(0C02)C2=CH! 7 a[oociesEEaNi=o NIC@@HI(C)C1=CC=CC=C1 S PREEEREE R NCCON1G=CN=C1 o o 0C(C@HICICH=01S]
o, k :q H,N/\/\D I S
o o h’\
NH, on
340 | 130324051509260217012803 3 0C(C1=CSC(CCl=! =CC(C(F)F)F)=C1 CICIC(C)=CIC@@HI(C)C(0)=0 0C(C1=CSC(CCl=!

:iém
]
()

416 |130424101504260617022808 |3 C1CNCCN1 CIC/C(C)=CIC@@HI(C)C(0)=0 NCC1=CC=CC=C1 CICC1=CC(C(0)=0)=CC=C1

.
5
g

396 |130424081503260017032608 |3 NicCNCCet CIC/C(C)=CIC@@HICIC(0)=0 NCC1=CC(FI=CC(CFIFIF=CH ~ o [PeerestEaN=0 BrC1=CC=C(CN)C=C1 o o 0C(C@HICICH=015]
HN' 1 . v I H
K/ Ho)'\i/\l/\ e N
NH Sy o I
25 130124071502261017022808 |3 NCC1=CC=C(CIC=C1 Py e NCC1=CC=C(CIC=C1 0 CICC1=CC(C(0)=0)=CC=C1
O ;
o
on
246 |130124051503260417012808 |3 NCG1=G0-G(0002102=G1| 2~ [0GCH-COGETHN)=0 NCONC(C)=0 _|ocer=ce=cicanc=cii=0 BIC1=CC=C(CN)C=C1 OC(C1=CSC(CC=N1)=0

]
5
k

.
5
38848
g

-
358 130324091503260717012808 3 NCCCN1C=CN=C1 \ (OC(C1=CSC(CCI)=N1)=0 NCC1=CC=C(N(C)C)C=C1 \I/\,‘ 0C(C1=CSC(CCN=N1)=0 BrC1=CC=C(CN)C=C1 \T/\,‘ OC(C1=CSC(CCI=N1)=0
. ! r o .
Har N, _
412 130424101501261017032809 3 C1CNCCN1 CIC/C(C)=C/[C@@HI(C)C(0)=0 NCC1=CC=C(C)C=C1 CIC/C(C)=CIC@@HI(C)C(0)=0 NCC1ccocCt Ho. o OC(IC@HI(C)CH=0.[S]
Q) Y : P4
NH Cl
413 130424101502260217042809 3 'C1CNCCN1 @@H)(C)C(0)=0 C=C(S(=0)(C)=0)C=C1 OY\,‘ 0C(C1=COC(CCI=N1)=0 Ncciccocct Ho. o OC(IC@H(C)Br=0.[R]
A~

q
2
=
z
:;‘
=

TE T T

on
369 | 130424021502260817022809 3 NCC1=CC=CN=C1 CIC/C(C)=CIC@@H](C)C(0)=0 N[C@@H](C)C1=CC=CC=C1 ., |oc(ci=csc(cen=n1)=0 NCC1CCOCCt CICC1=CC(C(0)=0)=CC=C1
HN S \ T HaN
X i N z Hor a
” o o
NH, OH
394 130424071501260517032809 3 NCC1=CC=C(C)C=C1 CIC/C(C)=C/IC@@H](C)C(0)=0 NCC(C)(C)O Ho. o C -0.[S]
NH, oH - HN
Ho' HZN/% "
" |
391 130424051509260317022809 3 NCC1=CC=C(0C02)C2=C1 CIC/C(C)=CIC@@HI(C)C(0)=0 NC( )l (0)=0 Ncciccocct o CICC1=CC(C(0)=0)=CC=C1
v 0, i HN
D o o HQJW‘ o <
321 130224101503260217032809 3 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 GY\, 1 0 Ncc1ccocct « 0.[8]
s <l HO.__O
HN “)‘\Oﬁ X /\O\ 5 T HN I 5
i : s
NH > 0 'l
on
322 130224101503260717042809 3 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(N(C)C)C=C1 0C(C1=CSC(CCI=N1)=0 Ncc1ccocct OC(IC@HI(C)B)=0.[R]

Fy
S

o~

©

¢
7
3

201 130224031501260417022809 3 NCCCoC

CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 _|oc(er=ce=cy CICC1=CC(C(0)=0)=CC=C1

A

3

]
G
7

d
9499

290 13022601 5042008 17032808 |3 NGC1=00=CO(BN=CT CI0G1-00(G(0)=0=Ce=C1 )10 NGG1cc0001 oo [octcemciros
NH, el
315 130224091502260217012809 3 CICC1=CC(C(0)=0)=CC=C1 0C(C1=COC(CCNH=N1)=0 Ncciccocct 7/\:‘ OC(C1=CSC(CCI=N1)=0
IPNPNEN . ) e eV e |
W g 7~ = -
o b
304 |130224051504260317022809 |3 CICC1=CC(C(0)=0)=CC=C1 o. ., |oc(ci=coc(cen= NCC1CCOCCt CICC1=CC(C(0)=0)=
v 0, r HN
! 5 o N - o o
¢ Y, o
o
236 130124041501261017022809 3 NCC=C 0\’/\(‘ OC(C1=COC(CCN=N1)=0 NCC1=CC=C(CC=C1 CICIC(C)= =0 o CICC1=CC(C(0)=0)=CC=C1
T s { e
A P}N S A ' J\OA
o
235 130124031509260217012809 3 NCccoc 0C(C1=COC(CCI=N1)=0 NCC J[ (0)=0 NCc1ccocct Y\" OC(C1=CSC(CCI=N1)=0
}L
o
on on
268 130124081502261017012809 3 N1CCNCCC1 0- ol (OC(C1=COC(CCI=N1)=0 NCC1=CC=C(CHC=C1 0 i»\l/\j OC(C1=CSC(CCI=N1)=0
HN T v I HN I
K/ Hokﬁﬁ‘
o
NH oH OH
269 130124081503260517022809 3 N1CCNCCC1 OY\, 0C(C1=COC(CCI=N1)=0 G NCC(C)(C)O OC(C1=CC=C{ il o CICC1=CC(C(0)=0)=CC=C1
H
e
0
on
255 130124071501260717012809 3 0. (OC(C1=COC(CCN=N1)=0 el el OC(C1=CSC(CCI=N1)=0
A I I
on on
w7 orarisoizesioszee 3 06(G1=C05(CoI - NGG1cc0001 oo [octceciros
\ HN
£
g @ o
s, on
274 130124091502260317022809 3 NCCCN1C=CN=C1 0C(C1=COC(CCNH=N1)=0 Ncciccocct CICC1=CC(C(0)=0)=CC=C1

H

~ e 0C(C1=COC(CCN=N1)=0 NCC1=CC=CS1
f

H

e
z
o
.
I,
z=$
S
z

277 |130124091502260917022809 |3

NCC1=CC(F)=CC(C(F)(FIF)=C1 0C(C1=CSC(CC)=

NCC1CCOCCH j\@ CICC1=CC(C(0)=0)

.. |occi1=coccen=
T HN
o

<
%

248 |130124051503261017012800 |3 NCC1=CC=C(0C02)C2=C1, 0C(C1=COC(CC=N1)=0 NCC1=CC=C(CC=C1 CICIC(C)= =0

0C(C1=CSC(CC=N1)=0

g
o
]

249 130124051504260817032809 |3 NCC1=CC=C(0C02)C2=C1, o\’/\ . |0C(C1=COC(CCH=N1)=0 of )=N1)=0 NCC1CCOCCH 0C(C@HICICH=0(S]
i
N

i
9

e
o

g
O

250 130124051504260917012809 3 0. (OC(C1=COC(CCI=N1)=0 s - NCc1ccocct s ., |OC(C1=CSC(CCl=N1)=0
a
o o
331 130324041503260617022809 3 NCC=C Y\, 0OC(C1=CSC(CCN=N1)=0 NCC1=CC=CC=C1 OC(C1=CC=C{ il o CICC1=CC(C(0)=0)=CC=C1
I
AN Ho ol
Z o

334 |130324051503260717032809 |3 NCC1=CC=C(N(C)C)C=C1 0C(C1=CSC(CCN=N1)=0 Ncc1ccocet C 05]

3
Y 4
G ¥
8138 al8ldl8ld 838 dl8ldl8ld 838 818|318l d

g
g
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Entry Molecular ID Copies | Amines (x1) Amines (X1)- smiles. Acids-(x1) Acids-(x1) smiles Amines-(x2) Amines-(X2) smiles Acids-(x2) Acids-(x2) smiles Amines-(x3) Amines-(X3) smiles Acids-(3) Acids-(x3) smiles

411 |130424101501260817032804 |3 C1CNCeNt CICIC(C)=CIIC@@HICIC(0)=0 v D=N1)=0 NCC1=CC=CO1 o o |octceHice-ors
Y . T .
K/NH o B ke o e
NH, OH -
405 130424091504260417032804 3 NCCCN1C=CN=C1 CIC/C(C)=C/IC@@HI(C)C(0)=0 NCCNC(C)=0 0C(C1=CC=C(CCIC=C1)=0 NCC1=CC=CO1 Ho. o OC(IC@HI(C)C=0.[S]
~~
o (o uoj\«iv\'(\: H,N/\/”\r" OT@ HN ;/E .
" i
421 130924021502261017042804 3 NCCC1CCOCCt CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(Cl)C=C1 CIC/C(C)=CIC@@HI(C)C(0)=0 NCC1=CC=CO1 o o OC(IC@HIC)B=0.[R]
o v
/\/O HOJ\O/\ /\@ ”°J\TAY\‘ HN ;C R
RN "Br
230 |130124041504260417032804 3 NCC=C °\’Aa 0C(C1=COC(CCH=N1)=0 NCCNC(C)=0 0C(C1=CC=C(CCIC=C1)=0 NCC1=CC=CO1 oo o OC(C@HICICH=0.(S]
T
N 0, HN'
A ) i s
Z o 'l
o
263 | 130124071504260617022804 3 0C(C1=COC(CCh= 0C(C1=CC=C(CCI)C=C1)=0 N CICC1=CC(C(0)=0)=

3

282 |130124091509260317022804 3 NCCCN1C=CN=C1 0C(C1=COC(CC=N1)=0

CICC1=CC(C(0)=0)=CC=C1

5%

g g

o

o
245 130124051502260417012804 3 NCC1=CC=C(0C02)C2=C1, OY\, 0C(C1=COC(CCI=N1)=0 NCCNC(C)=0 0C(C1=CC=C(CCI)C=C1)=0 NCC1=CC=CO1 Y\” OC(C1=CSC(CCl)=N1)=0
/\QQ A i 5 N I
. B ¢ ©
o o
367 130324101510260317042804 3 'C1CNCCN1 ,Y\” 'OC(C1=CSC(CCI)=N1)=0 CC(C)CCN 0 Ho. o C

=

=
k=
3

o~

351 130324071510260317032804 13 NCC1=CC=C(C)C=C1 0C(C1=CSC(CC=N1)=0 CC(C)CCN CIC/C(C)=CIC@@HI(CIC(0)=0 NCC1=CC=CO1 0C(C@HI(CIC=0(S]

=
z

T3
I

. |0C(C1=CST(CCH=N1)=0 NCC1=CC=C(N(C)C)C=C1 NCC1=CC=CO1 CICC1=CC(C(0)=0)=CC=C1

Z
F
3

427 |130924031501260717022804 |3 NCCC1CCOCC1 ~ OC(C1=CSC(CCN=N1)=0
0

%
i

443 [131024031504260917022804 |3 . NCC1=CC(R=CFIC=CT S| EERESEE IS NCC1=CC(R=CC(CRIFIN=CT S R NCC1=CC=COt CICC1=CC(C(0)=0)=CC=CT
o

=
=
z

ol

330 |130324051500260117032804 3 0C(C1=CSC(CC=N1)=0

C=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0

OC(C@HI(CICI)=0(8]

S
©

¢ <
| 1
31213121213 /813 /813 I2|d

3

g )
=

z

=C1 \IA"/\G
o

2
w0

OH
HNN

C

o
418 [130424101504260817052802 |3 c1eNeeNt CICIC(C)=CIC@@HICIC0)=0 NIC@@HI(C)C1=CC=CC=Cl 0C(C1=CSC(CCH=N1)<0 NCCo OC(C@HICICH=01S]
HN/\ o
k/NH ”°J\f"f
on
375 |130424031503260617022802 |3 NCecoe CICIC(C)=CIC@@HICIC(0)-0 NCC1=CC=CC=C1 0C(C1=CC=C(CCIC=C1)=0 NCCo R CICC1=CC(C(0)=0)=CC=C1
o
NH
A ”")L‘f/ﬁ/\ O/\ s OTQ/\ A MOJKO/\”
"
376 |130424031503260717032802 |3 NCecoe ceeE-cIce@IeLor0 | NCC1=CC=C(N(CICIC=C1 ~ N [oeet-escear=o NCco o o 0C(C@HICICH=015]
o i
e o -z N e~
i e " ‘
on -
404 |130424001502260817032802 |3 NCCCN1C=CN=C1 CICIC(C)=C/IC@@HI(CIC(0)=0 e NCCo o o [ o1s]
HNTINA, c l A~OH N
s H H,N’ -
o cl
NH, on
406 130424091504260517032802 3 NCCCN1C=CN=C1 CIC/C(C)=C/IC@@HI(C)C(0)=0 o NCC(C)(C)0 _|oc(c1=cc=c(cene=Cc1)=0 NCCO H o OC(IC@HICICI=O0.(S]
A, 5 a
HEN/%

409 |130424091510260317032802 |3 NCCCN1C=CN=C1 CICIC(C)=CIC@@HI(C)C(0)=0 ce(e)ceN CIC/C(C)=CIC@@HI(CIC(0)=0 NCCO

OH
HNT

OC(IC@HI(C)CH=0{S]

ES
©

&
Z
&

410 |130424091510260417032802 |3 NCCCN1C=CN=C1 @@HIC)C(0)=0 CcC(C)CCN I )=0 NCCO

e ~OH

!

OC(C@HI(C)CH=0[S]

ES
©

C

319 |130224101501260617032802 3 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1

0C(C1=CC=C(CCIC=C1)=0 NCCO

OC(IC@HI(C)CH=0[S]

ES
©

Z
=

Brr
T3

j
SlTdTFT

419 |130024021502260717032802 |3 NCCC1CCOCC1 CICC1=CC(C(0)=0)=CC=C1 ~ 0C(C1=CSC(CCh=! NCCO o o 0C(C@HIC)CH=0(S]
0 [l
/\/O o = D >
v N o !
on
303 |130224051503260817032802 |3 NCC1=CC=C(0C02)C2=CH CICC1=CC(C(0)=0)=CC=C1 NIC@@HI(C)C1=CC=CC=C1 ~ 0C(C1=CSC(CC=N1)=0 NCCO o o 0C(C@HICICH=01S]
o, [l -
HN \( T > Hor N e ~H 5
o 4
, on

266 130124081501260217032802 |3 N1CCNCCCH 0C(C1=COC(CC=N1)=0 NCCO

OH
HNN

0C(C1=COC(CC=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C1 Gﬁ/\ 0C(C@HICICH=0(S]
s

©

o
g

261 |130124071503260617032802 |3 NCC1=CC=C(C)C=C1

)

0C(C1=COC(CCH=N1)=0 NCC1=CC=CC=C1 0C(C1=CC=C(CCIC=C1)=0 NCCO

< [ 0[s]

1
(
()
:

-
)k(\o
= z=§

§ 8

/S0
:
J\(\

t
:

A A Y T s A N A N B T T R

)
NH, OH
on
262 130124071504260517032802 3 NCC1=CC=C(C)C=C1 Y\, 0C(C1=COC(CCN=N1)=0 G NCC(C)(C)O 0C(C1=CC=C(CCI)C=C1)=0 NCCO H o OC([C@HI(C)C=0.[S]
H
N,
/O/\ }k HEN/% o, i ™~H
o 'l
Yon
242 130124051501260317032802 3 OY\( | /OC(C1=COC(CCH=N1)=0 O\‘/\U 0 NCCco H o « 0.[8]
HAT &) k H,N i { OH
o} g L) HNT s
o o
OH OH &
30 [130324041502260217032802 |3 Nee=e ~ e [oeermescea =C(S(=0)C)=0)C=C1 O\ﬂ/\” 0C(C1=COC(CO)- NCCo o o |octcaHic=os)
A Qs § a
AN 7 HNTN
Z - I~ c ! =
Yon oH
364 [130324101504260617032802 |3 G1eNCeNT " [ceereseaNo NCC1=CC=CC=C1 0C(C1=CC=C(CCIC=CT)=0 NCCo o o |ocwc@ric-os]
'S o2 g™ oy o :
H,N'
k/N L o &
o ]
‘on
326 |130324031502260817032802 |3 NCCCOC ~ e oc(c1=Csc(ch=! NIC@@HI(C)C1=C - |occi=cscicen= Ncco 0C(C@HI(CICH=0[S]
T T o
o g o ]
on N, on
928 [130324031504260517032802 |3 Neecoe o [oseeseeat=o o [Necexe0 0C(C1=CC=C(CCHC=C1)=0 NCCo o o ocic@Hech-os
N }N HZN/% oj/@/\ e~ g
o
- " ]
344 130324071501260417032802 3 NCC1=CC=C(C)C=C1 j/\( 0OC(C1=CSC(CCI=N1)=0 NCCNC(C)=0 0C(C1=CC=C(CCNC=C1)=0 NCCO H o OC(IC@HI(C)CH=0.[S]
T
N
/@A }N N N/\/N\ro OTQ/\ PN
o " <l
on
346 130324071502260317032802 3 NCC1=CC=C(C)C=C1 - (OC(C1=CSC(CCNH=N1)=0 NCC1=CC=CS1 0- ., | OC(C1=COC(CCI=N1)=0 NCco C 0.[S]
" T i Ho\ 0
/O/\ 3 N N e ~OH s
.
o g
OH OH !
426 130924031501260717022802 3 NCcc1ccocct Y\, 0OC(C1=CSC(CCI=N1)=0 NCC1=CC=C(N(C)C)C=C1 \|/\:‘ 0C(C1=CSC(CCI=N1)=0 NCCO CICC1=CC(C(0)=0)=CC=C1
O b e N PUeS
BN @ o ‘
Yon oH
431 130924031504260517032802 3 NCcc1ccocet ,j/\( . /OC(C1=CSC(CCI=N1)=0 m NCC(C)(C)O _|0C(C1=CC=c(CCnC=C1)=0 NCCco Ho. o « 0.[S]
0 If -
o, Ao s
HIN/\/O o} KOA HN .
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Entry Molecular D Copies | Amines (X1) | Amines (<1 smiles Adds (X1) Acids-(x1) smiles Amines-(x2) Amines-(x2) smiles Acids-(2) Acids-(x2) smiles Amines-(x3) Amines-(X3) smiles Acids-(3) Acids-(x3) smies
357 |130324091503260417032802 |3 NCCCN1C=CN=C1 Y\ 0C(C1=CSC(CC=N1)=0 NCCNC(C)=0 _|ocet=ce=c(canc=c)=0 NCCO o o OC(C@HICICH=0.(S]
N~ \ 8 B
e o) 12/1« A OTOA e~ I
o H 'l
on
440 |131024031501260617032802 |3 " NCC1=CO(R)=C(FIC=C1 ~ [oeetesaeaN=0 NCC1=CC=CC=C1 0C(C1=CC=C(CCIC=CT)=0 NCCo o o |ocwc@rice-os]
d | NH,
2 oH :
ge! ¢ o o . X
o H 'l
‘on
441 131024031503260717032802 3 oo NCC1=CC(F)=C(F)C=C1 \Y\" OC(C1=CSC(CCI)=N1)=0 | NCC1=CC=C(N(C)C)C=C1 Y\” OC(C1=CSC(CC=N1)=0 NCCO e ) OC(IC@HI(C)C=0.(S]
g oH
N o “ e~ X
o NH o |
on on
445 |13102403150026017032802 |3 " NCC1=CO(F)=C(FIC=C1 o [osereseeart=o NCCT=CC=CCICFIPF=CT CICIC(C)=CIC@@HICIC(0)=0 NCCo o o ocic@Hech-0s
u T o
¢ H
/\Q\ }N M,N«OX ”°JLT/\1A" N~ i s
=X, cl
337 |130324051504260517032802 |3 ¢ T/\( oc(c1=CSc(Ceh=t on NCC(C)(C)0 0C(C1=CC=C(CCC=C1)=0 NCco o o 0C(C@HI(CICH=0[S]
H
N HZN/% o, O I
o “ <l
on
341 130324051509260217032802 3 'Y\G . -0 o NCCO Ho. o [ -0.[S]
i} N,NAGX N A I s
o 'l
904 130424031502260217032810 2 NCccoc CIC/C(C)=CIC@@HI(C)C(0)=0 NCC1=CC=C(S(=0)(C)=0)C=C1 GY\, | |OC(C1=COC(CCH=N1)=0 0 NCCC1=CC=C(OC)C(OC)=C1 Ho. o OC(IC@HI(C)CN=0.[S]
o v T 3
o o .
d S cl
950 130424071502260517022810 2 NCC1=CC=C(C)C=C1 CIC/C(C)=CIC@@HI(C)C(0)=0 oH NCC(C)(C)O 0 CICC1=CC(C(0)=0)=CC=C1
/@/\ . o N OTO/\ HJ\OA”
f NS
960 130424071504260817022810 2 NCC1=CC=C(C)C=C1 CIC/C(C)=C/IC@@HI(C)C(0)=0 \'/\: | O )=N1)=0 | NCCC1=CC=C(0C)C(OC)=C1 CICC1=CC(C(0)=0)=CC=C1
o =, e o
984 | 130424001502260417032610 |2 NCCON1C=CN=C1 CICIC(O)=CIC@@HICIC(0)=0 NCCNC(C)=0 0C(C1=CC=C(CCIC=CT)=0 | [Necei=ce=cocico0yct o o |ocwc@rice-ois]
o -
~~ 4
¢ /\/G[ -
985 130424091502260517032810 2 NCCCN1C=CN=C1 CIC/C(C)=CIC@@H](C)C(0)=0 @ NCC(C)(C)O 0C(C1=CC=C(CCC=C1)=0 | NCCC1=CC=C(OC)C(OC)=C1 Ho. o OC([C@HI(C)CN=0.[S]
KNS o J\T,\.(\ HZN/% OT@ /\/@[“ :E
0, e o I
662 |130224041510260417032810 |2 =S CICCH=CC(C(0)=0)=CC=C1 cceceN CICIC(C)=CIC@@HICIC(0)=0 | [Necei=cescionic00yct o o ocic@Hech-os
NH, o : A J\T«ﬁ J I s
A N, o poes "
744 |130224101502260017032810 |2 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC(F)=CC(C(F)F)F)=C1 \l/\” OC(C1=CSC(CCH=N1)=0 ; NCCC1=CC=C(OC)C(OC)=C1 o o 0C(C@HI(CICH=0[S]
HN/\ e W1 ) I
o : .
k/NH J\O/\ o »«,N’\/O:r/ C
on
638 130224031501261017022810 2 Ncccoc CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(CHC=C1 -0 CICC1=CC(C(0)=0)=CC=C1
i HN° i é I
643 130224031504260417022810 2 NCccoc o CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 0C(C1=CC=C(CCNC=C1)=0 A NCCC1=CC=C(0C)C(OC)=C1 o CICC1=CC(C(0)=0)=CC=C1
u
NN N0 NOJ\OA ’N/\/N\ro OTO/\ ﬂ 3 NOJKOA‘ ]
G e o
710 130224081509260317032810 2 N1CCNCCC1 o CICC1=CC(C(0)=0)=CC=C1 0 g Ho. o « 0.[S]
HN/W “J\@A /\OX j\ﬁ” I
r . i I S s
688 130224071501260317022810 2 NCC1=CC=C(C)C=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CS1 0\‘/\: | |OC(C1=COC(CCH=N1)=0 i NCCC1=CC=C(0C)C(OC)=C1 CICC1=CC(C(0)=0)=CC=C1
o i o
oH
624 | 130224011502260617032610 |2 NCC1=CO=CC(BN=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC=C1 ~loc(ei=co=cecie=c1)=0 | [Necei=cescoaico0yct o o |ocwc@rice-os]
Br NH, - 3
H,N/\Q/ HOJ\Oﬁ‘ ©/\ m‘l/Oﬁ i I ’
b e o )
681 [130224051504261017032810 |2 NCC1=CC=C(0C02)02=C1 CICC1=CO(C(0)=0)=CC=CT NCC1=CC=C(CNC=C1 IC)C(0)=0 | [Necer=ce=cionicooct o o |octeHiee-ors
HaN O\ o
o al
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Section-10: Analysis of Naive bead population: These beads are deep sequenced after DEL synthesis (upto 2 copies)
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a
NH
NN ”"j‘f/\'(\‘ O/\ 3 . T@/\ I
" a
128 130424051504261017102804 5 NCC1=CC=C(OCO2)C CIC/C(C)=CIC@@HI(C)C(0)=0 NCC1=CC=C(CI)C=C1 CICIC(C)=CIC@@HICICO)=0 | 1, NIC@@H)(C)C1=CC=CC=C1.[S OH |o=clo)c1=cicioc=c1
o
HA . N .
129 130424091502260217032802 |5 NCCCN1G=CN=C1 CICIC(C)=CIC@@HI(C)C(0)=0 NCC1=CC=C(S(=0)(C)=0)C=C" o\,/\” OC(C1=COC(CTI)=N1)=0 NCCO oo o OC(C@HI(C)CI)=0.[8]
HATNSA | "”/\@\,o M ~_OH
i o a s . HN L
‘on
130 130424091502260817032803 |5, NCCON1G=CN=C1 CIC/C(C)=CIC@@HI(C)C(0)=0 NIC@@H](C)C1=CC=CC=C1 (Y\“ |OC(C1=CSC(CCI)=N1)=0 INCCCN1C=CN=C1 oo o OC([C@HI(C)CI=O.[S]
BN JT/Y }’w A, /J\: .
a o a ) s
o L
NH, oH )
131 130424101504260317032803 |5 C1CNCCN1 CIC/C(C)=CIC@@HI(C)C(0)=0 NCC1=CC=CS1 o\,/\” OC(C1=COC(CCI)=N1)=0 INCCCN1C=CN=C1 oo o OC(C@HI(C)CI)=0.[8]
HN/\ | HoN W =N
NH e o W & o
OH -
132 130024021500260417022803 |5 NCCC1CCOCCt CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 INCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=
J\O/\, /\O)( BTSN,

g
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abservation full.mol.code copies Amines(X1) Amines(X1)-smiles Adid(X1) Acid(X1)-smiles Amines(X2) Amines(X2)-smiles Acid(X2) Acid(X2)-smiles Amines(X3) Amines(X3)-smiles. Structure of Pair... Pair3 Acids
33 130924031501260217032809 5 NCCC1CCOCCt \y/\d OC(C1=CSC(CCI)=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C O\(\U (OC(C1=COC(CCI)=N1)=0 NCC1CCOCCH Ho. o OC([C@HI(CIC=0.[S]
NSE: 0 . 0 X
HoN' o > o i
on on
134 131024021501261017102804 5 HAN NCC1=CC(F)=C(F)C= 5 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(CI)C=C1 CICIC(C)=CIC@@HICIC(0)=0 | s N[C@@HI(C)C1=CC=CC=C1.[S OH | 0=C(O)C1=C(C)OC=C1
g o
ar
/\Q\ Ao ~ LN 6 : oé/go
135 131024021502260617 102804 5 H. N/\Q\ NCC1=CC(F)=C(F)C=¢ CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC=C1 OC(C1=CC=C(CCI)C=C1)=0 Hy N[C@@HI(C)C1=CC=CC=C1.[S OH |O=C(0)C1=C(C)OC=C1
. TO/\
Ho a ° NS0
136 130124021509260317102804 4 NCC1=CC=CN=C1 Om/\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HICIC(0)=0 | s N[C@@HI(C)C1=CC=CC=C1.[S OH | O=C(0)C1=C(C)OC=C1
HN SN A 1
HN' < s
A@ c} ~oF A AN
on —
137 130124031504260517032802 4 NCCCOC Oj/\u OC(C1=COC(CCI)=N1)=0 & NCC(C)C)O . C=C(CCI)C=C1)=0 NCCO Ho. o OC([C@HI(C)CI)=0.[S]
! H '
NN Q/N HzN/% o, HZN/\/OH C
o
- i 2
138 130124031508260117032810 |4 NCCooe On el [O0CT-GO0CEN1)<O NGC1=CC=CO(CIFIFI=CT CICIC(O=CIC@@HICICO-0 NOCCI=CC-CIOOCI00)=CT | |OCIC@HICION=0s]
T L' A Mo Pe
0 N o7 'l
on
139 130124041502260417032803 |4 NCC=C 07/\ . |ocer=cocican=n=0 NCCNC(C)=0 OG(C1=CC=C(CCI)C=C1)=0 INCCCN1C=CN=C1 oo o OC([C@HI(C)CI=0.[S]
] W a
A }N H,N/\/"\r °ﬂ\ Lea] I
o OH 'Cl
on
140 130124041504260517032802 |4, NCC=C ., |ocier=cocican=n=0 NCC(CNC)0 |OC(C1=CC=C(CTI)C=C1)=0 NCCO OC([C@HI(C)CI=O.[S]
\°jk/\ oH . o Ho_o
A~ HZN% b RPN I ‘;
© cl
OH "
141 130124041510260217032803 |4 NCC=C 07/\” OC(C1=COC(CCI)=N1)=0 Co(C)CON CICIC(C)=CIC@@HI(CIC(0)=0 INCCCN1C=CN=C1 oo o OC([C@HI(C)CI=0.[S]
| /]\/\ . A
OH -
142 130124051501260417032801 |4, NCC1=CC=C(0C02)C: OY\” OC(C1=COC(CCI=N1)=0 NCCNC(C)=0 |OC(C1=CC=C(CTI)C=C1)=0 NOOGH=ONG2-CC-Co=C21 | OC([C@HI(C)CI=O.[S]
o, H o
n,n/\©: 5 }L . N/\/N\ro OTQ/\ /\% I s
B H
‘ on " Har |
143 130124051501260817032804 4 NCC1=CC=C(OCO2)C: o OC(C1=COC(CCI)=N1)=0 N[C@@H](C)C1=CC=CC=C1 a 'OC(C1=CSC(CCl)=N1)=0 NCC1=CC=CO1 Ho. o OC([C@H](C)CI)=0.[S]
H,N/\©:°> \or \ \L'/\ HZN/\ﬁ) I
9 . . ) g
on N, on
144 130124051502260417032803 |4, NCC1=CC=C(0C02)C: OY\L  |oce=cocice=n1y-0 NCCNC(C)=0 |OC(C1=CC=C(CTI)C=C1)=0 INCCCN1C=CN=C1 oo o OC([C@HI(C)CI=O.[S]
o ] W o
L N e : g a
o & g L
on
145 130124051502260517102804 4 NCC1=CC=C(0CO2)C: OY\\ | OC(C1=COC(CCI)=N1)=0 o NCC(C)(C)O | OC(C1=CC=C(CCI)C=C1)=0 X N[C@@H](C)C1=CC=CC=C1.[S OH |O=C(0)C1=C(C)OC=C1
e 0 T H [l
m o
L ,% S g 5o
on —
146 130124051502260817042809 |4, NCC1=CC=C({OCO2)C OY\” OC(C1=COC(CC=N1)=0 NIC@@H](C)C1=CC=CC=C1 \T/\ -, [ocici=cscicen=n1=0 NCC1CCOCCT o o OC([C@H](C)BI=O[R]
gy g 0 0 X
o)
o o o
on NH, on o
147 130124051503260817022802 4 NCC1=CC=C(OCO2)C: OY\U OC(C1=COC(CCI)=N1)=0 N[C@@H](C)C1=CC=CC=C1 Y\(‘ 'OC(C1=CSC(CCl)=N1)=0 NCCO CICC1=CC(C(0)=0)=CC=
H 2 W] . OH
S N N v !
o o o
on N, on
148 130124051504260317042803 |4 NCC1=CC=C({OCO2)C OY\“ OC(C1=COC(CC=N1)=0 NCC1=CC=CS1 c\(\ -, |ocici=cocican=n1)=0 INCCCN1C=CN=C1 o o OC([C@H](C)BI=O[R]
HaY o \ BN T WO /\E .
o o / -
on
149 130124051504260517032802 4 NCC1=CC=C(OCO2)C: OY\U OC(C1=COC(CCI)=N1)=0 & NCC(C)C)O C=C(CCI)C=C1)=0 NCCO Ho. o OC([C@HI(CIC=0.[S]
v o \! H OH
S N HzN/% N
o G .
OH
150 130124051504260817032804 4 NCC1=CC=C(OCO2)C:! OY\U OC(C1=COC(CCI)=N1)=0 OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CO1 Ho. o OC(IC@HICICN=0.[S]
HN °> N Y ©, s
9 . ) 3
OH 'NH,
151 130124051509260217022803 4 NCC1=CC=C(OCO2)C:! OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=C/[C@@HI(C)C(0)=0 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=
o ]
HN S \ o MNEN )
o o
on
152 130124071501260817042803 4 NCC1=CC=C(C)C=C1 OY\(‘ OC(C1=COC(CCI)=N1)=0 OC(C1=CSC(CCI)=N1)=0 NCCCN1C=CN=C1 Ho. o OC([C@HI(C)BN=O.[R]
o ~o X -
Ton NH, Br
153 130124071501261017032804 4 NCC1=CC=C(C)C=C1 OY\(‘ OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(Cl)C=C1 CIC/C(C)=C/[C@@HI(C)C(0)=0 NCC1=CC=CO1 Ho. o OC([C@HI(CIC=0.[S]
NH W A 0
g N g oA Y
o & ) / cl
on
154 130124071502260317032803 4 NCC1=CC=C(C)C=C1 OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=C81 OY\U OC(C1=COC(CCI)=N1)=0 NCCCN1C=CN=C1 Ho. o OC([C@HI(CIC=0.[S]
ik t HN 2 W AN
W i
o o a
on oH
155 130124071503260317032803 4 NCC1=CC=C(C)C=C1 Oj/\u OC(C1=COC(CCI)=N1)=0 NCC1=CC=C81 OY\U OC(C1=COC(CCI)=N1)=0 NCCCN1C=CN=C1 Ho. o OC([C@HI(C)CI)=0.[S]
o : s . ~o X
o / o %
on on
156 1301240715032607 17012803 4 NCC1=CC=C(C)C=C1 OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(N(C)C)C=C1 S Y\U OC(C1=CSC(CCI)=N1)=0 NCCCN1C=CN=C1 LY\U OC(C1=CSC(CCI)=N1)=0
NH, o A t ONNA, '
: . : ©
OH OH OH
157 130124071504260917022803 4 NCC1=CC=C(C)C=C1 Oj/\u OC(C1=COC(CCI)=N1)=0 NCC1=CC(F)=CC(C(F)(F)F)=C1 Y\U OC(C1=CSC(CCI)=N1)=0 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=
NH, o ar I SN, - .
</
o o
on on
158 130124071504260917042803 |4, NGC1=CC=C(C)C=C1 OY\” OC(C1=COC(CC=N1)=0 NCC1=CC(F)=CO(C(F)FIF)=C1 Y\ ., |occi=cscicen=n=o INGCCN1C=CN=C1 o o OC([C@H)(C)BN=O.[R]
o o j ~—g X -
o o or
on on
159 130124071609260417102804 |4 HOOT=0CGIEI0=C1 [ o~y A~ [00(GI=CONCOIA =0 NCC1=CO=CC(CRFR=CH CICIC(OCICR@HICICORO | 1y NC@@HICIC=C0-CO=C1 18 OH |0=ClO)C1=C(OI0C=C1
e
N S ' s
on —
160 130124081502260217012803 |4, N1CONCCC1 _ |ocier=cocicon=n1)=0 NCC1=CC=C(8(=0)(C)=0)C=C" o. OG(C1=COC(CC=N1)=0 INCCCN1C=CN=C1 s . |ocic1=cscicen=n1=0
a a <
o /3 \o]/\ ”"/\@\ ) WL/\ DU ]/\
¢ \
L o . O
NH OH OH OH
161 130124081502261017012810 |4 N1CONCCC1 07/\” OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(CHC=C1 CICIC(C)=CIC@@HI(CIC(0)=0 NCCC1=CC=G(OC)C(OC)=C1 Y\“ OC(C1=CSC(CCI)=N1)=0
") - " A : '
o ’
162 130124081500260117102804 |4 N1CCNCCCH OY\“ OC(C1=COC(CCI=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=C/IC@@HICICIOO | 1, NIC@@H)(C)C1=CC=CC=C1.[S OH |0O=Clo)c1=C(C)oc=C1
HN It
Q }LA NIN/DX “°W< s S o
H ° OH =
163 130124091502260617032804 4 NCCCN1C=CN=C1 OY\“ OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC=C1 | OC(C1=CC=C(CCI)C=C1)=0 NCC1=CC=CO1 Ho. o OC([C@H](C)CI)=0.[S]
SN | ©/\NH2 ‘ 1
= o M Cl
OH
164 130124091503260617092804 4 OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC=C1 =CC=C1.[R] o CCC(0)=0
BN, }!\l ©/\NHZ e
o OH
on
165 130224031501260417032804 4 NCCCOC CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 | OC(C1=CC=C(CCI)C=C1)=0 NCC1=CC=CO1 Ho. o OC([C@H](C)CI)=0.[S]
m o
HNNN0” ”OJ\O/\,‘ H)N/\/M\ro 01/@/\ I
i b
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66 1302240315022607 17012809 4 NCccoc CICC1=CC(C(0)=0)=CC=C1 | NCC1=CC=C(N(C)C)C=C1 LY\U OC(C1=CSC(CCI)=N1)=0 NCC1CCOCCt LY\U OC(C1=CSC(CCI)=N1)=0
1 ]
e ”OJ\Q/\” /N\O\, }N U}N
s o
oH on
167 130224031504260617032803 4 NCCCOC o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC=C1 OC(C1=CC=C(CCI)C=C1)=0 NCCCN1C=CN=C1 Ho. o OC([C@HI(CIC=0.[S]
o
T~ WJKOA,‘ ©/\NHZ ., T@A WY, I
.4 c
168 1 17022803 4 NCC1=CC=C(OCO2)C:! CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(S(=0)(C)=0)C=C 0. a OC(C1=COC(CCI)=! NCCCN1C=CN=C1 CICC1=CC(C(O)=
o " T
H y » : "/\Q\ ’ M WO . )
d A &
on
169 130224051501260417102801 4 NCC1=CC=C(OCO2)C: o CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 OC(C1=CC=C(CCI)C=C1)=0 N[C@@H)(C)C1=CC=CC=C1.[§ Y\U OC(C1=CSC(CCI)=N1)=0
o W a ]
HN 5 MJKOAJ "zN/\/N\rO 3 T@A O}N
o
" OH
170 130224071501260217032801 4 NCC1=CC=C(C)C=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(S(=0)(C)=0)C=C OY\U OC(C1=COC(CCI)=N1)=0 NCCC1=CNC2=CC=CC=C21 Ho. o OC(IC@HICICN=0.[S]
1
"
171 130224071501260617042803 4 CICC1=CC(C(0)=0)=CC=C1 HO. o OC(IC@HI(C)Br=O.[R]
S X
Br
72 130224071502260317042803 |4 NCC1=CC=C(C)C=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CS1 o\'/\ ., ocici=coc(can=n1)-0 NCCCN1G=CN=C1 oo o OC([C@H](C)BI=O.[R]
NH, ) N S, 4 HNA
o a () ), C ®
& Br
on
173 130224071503260317032809 4 NCC1=CC=C(C)C=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CS1 Oj/\” 'OC(C1=COC(CCI)=N1)=0 NCC1CCOCC1 Ho. o OC([C@H](C)CI)=0.[S]
) : g X
o o A
Jon Ao 0 . ) .
on
174 130224071500260417102803 |4 NCC1=CC=C(C)C=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 NC@@H|(CIC=C0=CO=C1IS |, OC([C@HI(C)CI=O.[S]
"
175 130224081504260317032803 4 N1CCNCCC1 a CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CS1 O\,/\” 'OC(C1=COC(CCI)=N1)=0 INCCCN1C=CN=C1 Ho. o OC([C@H](C)CI)=0.[S]
0 e 0 ¢ o p
K/ E ) W/
o b
NH o :
176 130224081510260417102804 4 N1CCNCCC1 CICC1=CC(C(0)=0)=CC=C1 CC(C)CCN CICIC(C)=C/[C@@H](C)C(0)=0 N[C@@H](C)C1=CC=CC=C1.[S OH | O=C(0)C1=C(C)OC=C1
@ o PN Ve
Hor < o= o~ s N o
NH
K/NH ’ (e} _
177 130224091504260417092804 4 NCCCN1C=CN=C1 o CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 | OC(C1=CC=C(CCI)C=C1)=0 N[C@H](C)C1=CC=CC=C1.[R] o CCC(0)=0
m o
HATNSA MJKQ/\J N,N/\/"\r" OTOA . /\(
= H OH
178 130224091504260817012803 |4 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NIC@@H](C)C1=CC=CC=C1 Y\ ., |ocici=cscicap-n1-0 NCCCN1G=CN=C1 (Y\“ OC(C1=CSC(CCI)=N1)=0
TN » . N WA {
= [
N, on on
179 130224091509260317032804 |4 R CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C{F)(F)F)=C1 CICIC(C)=CIIC@@HI(CIC(0)=0 o o OC([C@HI(C)C=0.[S]
N,N/\/\D" o JKO/\ ) N N/\©)< i‘f/ﬁ/\ I
e g ! o c
180 130224091510260317022803 |4 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1 cC(C)CeN CICIC(C)=CIC@@HI(CIC(0)=0 INCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=
NN q s
</ o @ NH, Ho' < o <
181 130224101501260417022810 4 C1CNCCN1 o CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 | OC(C1=CC=C(CCI)C=C1)=0 NCCC1=CC=C{(OC)C(OC)=C1 o CICC1=CC(C(0)=0)=CC=
HN/\ H 3 )
d AN o d
A e e i e s
182 1 17092804 4 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 | NCC1=CC=C(N(C)C)C=C1 LY\U OC(C1=CSC(CCl)=! HoN N[C@H](C)C1=CC=CC=C1.[R] @ CCC(0)=0
HN I
» : /N\O\/ I . /Y
NH e o OH
OH
183 130224101502260417092802 4 C1CNCCN1 o CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 OC(C1=CC=C(CCI)C=C1)=0 HoN N[C@H](C)C1=CC=CC=C1.[R] o CICC1=CC(C(0)=0)=CC=
HN H <l
K/NH m*@ﬁ;\ N)N/\/"\r OTL:OA R mJ\O/\\
184 130224101502260517102804 4 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 o NCC(C)CIO OC(C1=CC=C(CCI)C=C1)=0 X N[C@@HI(C)C1=CC=CC=C1.[S OH | 0=C(O)C1=C(C)OC=C1
. o
o a o
(A Ao A & 5 5*
185 130224101503260517102804 4 C1CNCCN1 o CICC1=CC(C(0)=0)=CC=C1 o NCC(C)C)O =C(CCI)C=C1)=0 Hy! N[C@@H)(C)C1=CC=CC=C1.[§ OH 0=C(O)C1=C(C)OC=C1
HN o
186 130224101503261017102804 4 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(CI)C=C1 CICIC(C)=CIC@@HICIC(0)=0 | s N[C@@HI(C)C1=CC=CC=C1.[S OH | O=C(0)C1=C(C)OC=C1
HN ng«/\@\
o o A
187 130224101504260817032805 4 C1CNCCN1 o CICC1=CC(C(0)=0)=CC=C1 N[C@@H](C)C1=CC=CC=C1 a OC(C1=CSC(CCI)=N1)=0 P NCC1COC(C=CC=C2)=C201 Ho. o OC([C@HI(CIC=0.[S]
HN T X "1”\
dor . X
NH G b
A, oH
188 130224101509260117032801 4 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=C/C@@HI(CIC(0)=0 Ho. o OC([C@HI(CIC=0.[S]
HN
189 130224101510260417022803 4 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 CC(C)CCN CIC/C(C)=C/C@@HI(CIC(0)=0 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=
i Jon f g
o o o «
k/NH NH,
190 1 7032803 4 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 CC(C)CCN CIC/C(C)=C/C@@HI(CIC(0)=0 NCCCN1C=CN=C1 Ho. o OC([C@HI(CIC=0.[S]
HN/ﬁ /]\/\ .
191 130324031501260417102803 |4 NCCCOC ¥ OC(C1=CSC(CC)=N1)=0 NCCNC(C)=0 OC(C1=CC=C(CTI)C=C1)=0. NIC@@HICIC=00=C0=01IS | OC(C@HI(C)C=0.[S]
: B .
N~ ' Ay @ I
o .4 c
on
192 130324031501260717032803 |4 NCCCoc \,’/\ ., [ocicr=cscicai-n1-0 | NCC1=CC=C(N(C)C)C=C1 :\k’/\ ., |ocici=cscica-n1-0 INCCCN1C=CN=C1 oo o OC([C@HI(C)CI=O.[S]
o~ T / o ‘
o s o 3
on oH
193 130324031509260417032803 |4 NCCCoc \’/\ﬂ OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC(C{F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 NCCCN1C=CN=C1 o o OC([C@HI(C)C=0.[S]
o
NN }k M/\Q)( - W o ,,/\/\EN ;E
o c
on
04 130324041502260217032603 |4 NCG=C e oseresaarie NCG1=C0-C(S(=0)C)=0)C-C O\L'/\m OC(C1=COC(CC)=N1)=0 NCGONTC=CN=C1 o o |octceHicier=ors]
f
A 2 } WO I
o Py o <
on on
195 130324051501260417032806 4 NCC1=CC=C(OCO2)C: \’/\ a OC(C1=CSC(CCI)=N1)=0 NCCNC(C)=0 | OC(C1=CC=C(CCI)C=C1)=0 NC[C@H](C)C1=CC=CC=C1 Ho. o OC([C@H](C)CI)=0.[S]
o, ¢ m a
L ¢ i N3 X
° o I N, d
1% 130324051509260117032803 |4 NCC1=CC=C(OCO2)C >\’/\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 INCCCN1C=CN=C1 oo o OC([C@HI(C)CI=O.[S]
LA ¢S H X L SRR’ X
! HO' C -
o & by
OH
197 130324051510260417032800 |4 NCC1=CC=C(OCO2)C: ~ OC(C1=CSC(CCI)=N1)=0 CC(C)ceN CICIC(C)=CIIC@@HI(CIC(0)=0 NCC1CCOCCt o o OC([C@HI(C)C=0.[S]
es & Jen " “0)
on
198 130324071504260517032802 |4 NCC1=CC=C(C)C=C1 ’Y\L,‘ OC(C1=CSC(CCI)=N1)=0 o Neceee _ |os(e1-co=c(eaNc=c1=0 NCCO oo o OC([C@HI(C)CI=O.[S]
NH, N . O B
HZN/X HN s
o " |
Yon

224



mindyourbusiness
Typewriter
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observation fullmol.cod Amines(X1)-smiles Adid(X1) Acid(X1)-smiles Amines(X2)-smiles Acid(X2)-smiles Amines(X3)-smiles Pair3 Acids
99 130324081502260617022803 N1CCNCCC1 \y/\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC=C1 . OC(C1=CC=C(CCI)IC=C1)=0 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=
}'N LOA
o !
o
on
200 130324081509260117092804 N1CCNCCC1 :»j/\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=C/C@@HI(CIC(0)=0 Ne N[C@H](C)C1=CC=CC=C1.[R] o CCC(0)=0
T Y
b
0} OH
on
201 130324091504260217032803 NCCCN1C=CN=C1 ol OC(C1=CSC(CCI)=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C OC(C1=COC(CCI)=N1)=0 NCCCN1C=CN=C1 Ho. 0 OC([C@HI(C)CI)=0.[S]
}'N X
8
o 3
OH -
202 130324101502260417102804 C1CNCCN1 :»w/\U OC(C1=CSC(CCI)=N1)=0 NCCNC(C)=0 OC(C1=CC=C(CCI)C=C1)=0 N[C@@HI(C)C1=CC=CC=C1.[S OH | 0=C(O)C1=C(C)OC=C1
) .
!
} oé/go
on -
203 130324101504261017032803 C1CNCCN1 \’/\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=C(CI)C=C1 CIC/C(C)=C/C@@HI(CIC(0)=0 NCCCN1C=CN=C1 Ho. o OC([C@HI(C)CI)=0.[S]
}'N I
8
o
OH -
205 1 012809 NCCCOC CICIC(C)=CIC@@HI(C)C(0)=0 NCC1=CC=CC=C1 . OC(C1=CC=C(CCI)IC=C1)=0 NCC1CCOCCt LY\( | |OC(C1=CSC(CCH=N1)=0
q NH, h |
o a
o
206 130424031504260617032805 NCCCoc CICIC(C)=CIC@@HI(C)C(0)=0 NCC1=CC=CC=C1 OC(C1=CC=C(CC)C=C1)=0 NCC1COC(C=0C=C2)=C201 [, OC([C@HI(C)C=0.[S]
NH, “
i o X
207 130424041502260517032805 NCC=C CICIC(C)=CIIC@@HI(CIC(0)=0 o SO0 |ociet=ce=cieane=cn=o NOC1000(0=00=C2)=C201 | OC(C@HICIC=0.[S]
miix\;(\u HZN% I
208 130424041503260717102804 NCC=C CIC/C(C)=C/[C@@H](C)C(0)=0 | NCC1=CC=C(N(C)C)C=C1 'OC(C1=CSC(CCl)=N1)=0 N[C@@H](C)C1=CC=CC=C1.[S OH | O=C(0)C1=C(C)OC=C1
. A
He T oé*o
209 130424051501260517092804 NCC1=CC=C(OCO2)C: CIC/C(C)=C/IC@@H](C)C(0)=0 NCC(C)(C)O 'OC(C1=CC=C(CCI)C=C1)=0 N[C@H](C)C1=CC=CC=C1.[R] o CCC(0)=0
OH g
miT/Y\:\ HZN% /Y
OH
210 130424051504260517032802 NCC1=CC=C(OCO2)C: CIC/C(C)=C/[C@@H](C)C(0)=0 o NCC(C)(C)O | OC(C1=CC=C(CCI)C=C1)=0 NCCO Ho. o OC([C@H](C)CI)=0.[S]
H .
M/V\i/\f‘ﬂ“ HZN/% I
211 130424051509260217032805 NCC1=CC=C(OCO2)C: CICIC(C)=CIIC@@HI(C)C(0)=0 NCC1=CC=CO(C(F)(F)F)=C1 CICIC(C)=CIIC@@HI(CIC(0)=0 NCC1C0C(C=CC=C2)=C201 o OC([C@HI(C)CI=O.[S]
o
212 130424071501260617022809 NCC1=CC=C(C)C=C1 CIC/C(C)=C/[C@@H](C)C(0)=0 NCC1=CC=CC=C1 | OC(C1=CC=C(CCI)C=C1)=0 NCC1CCOCC1 CICC1=CC(C(0)=0)=CC=
NH, -
“r © o
213 130424071509260217032802 NCC1=CC=C(C)C=C1 CICIC(C)=CIIC@@HI(CIC(0)=0 NCC1=CC=CO(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 NCCO o o OC([C@HI(C)CI=O.[S]
o
214 130424091501260317032803 NCCCN1C=CN=C1 CICIC(C)=CIC@@HI(C)C(0)=0 NCC1=CC=C81 |OC(C1=COC(CCI=N1)=0 NCCCN1C=CN=C1 o o OC([C@HI(C)C=0.[S]
Hr X
215 130424091501260417032803 NCCCN1C=CN=C1 CICIC(C)=CIIC@@HI(CIC(0)=0 NCCNC(C)=0 OC(C1=CC=C(CCIIC=C1)=0 NCCON1C=CN=C1 o o OC(C@HICIC=0.[S]
o .
e S
216 130424091504260517102804 CIC/C(C)=C/IC@@HI(CIC(0)=0 NCC(C)C)O C=C(CCI)C=C1)=0 N[C@@H)(C)C1=CC=CC=C1.[§ OH 0=C(O)C1=C(C)OC=C1
H
Wj\f’ﬁ/\" oé/go
217 130424091504261017022803 CIC/C(C)=C/IC@@HI(CIC(0)=0 NCC1=CC=C(Cl)C=C1 CIC/C(C)=C/[C@@HI(C)C(0)=0 NCCCN1C=CN=C1 o CICC1=CC(C(O)=¢
a
”W“ MGJ\O/\:\
218 130424091509260217022803 CICIC(C)=C/IC@@HI(C)C(0)=0 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=C/C@@HI(CIC(0)=0 NCCCN1C=CN=C1 CICC1=CC(C(O)=
. TN
219 130424101502260217022803 C1CNCCN1 CIC/C(C)=C/IC@@HI(CIC(0)=0 NCC1=CC=C(§(=0)(C)=0)C=C OC(C1=COC(CCI)=N1)=0 NCCCN1C=CN=C1 o CICC1=CC(C(O)=¢
HN/\ 2 "
M aan o
220 130424101502260817022804 C1CNCCN1 CIC/C(C)=C/IC@@HI(CIC(0)=0 NIC@@H](C)C1=CC=CC=C1 OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CO1 CICC1=CC(C(0)=0)=CC=
HN
N mi‘ﬁ/\ ' mJ\O/\ :
221 130424101502261017022807 C1CNCCN1 CIC/C(C)=C/IC@@HI(CIC(0)=0 NCC1=CC=C(Cl)C=C1 CIC/C(C)=C/[C@@HI(C)C(0)=0 NCC1=CC(OC)=CC(OC)=C1 o CICC1=CC(C(Q)=0)=CC=
HN/\ o
k/N ’ ”“JT/Y“ MGJ\O/\:\
222 131024021502260417092804 HAN NCC1=CC(F)=C(F)C= CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 OC(C1=CC=C(CCI)IC=C1)=0 N[C@H](C)C1=CC=CC=C1.[R] @ CCC(0)=0
: .
/\Q\ mJ\CJA‘ 7
OH
223 131024031501260417032810 Hal NCC1=CC(F)=C(F)C=¢ s l OC(C1=CSC(CCI)=N1)=0 NCCNC(C)=0 : OC(C1=CC=C(CCI)C=C1)=0 NCCC1=CC=C(OC)C(OC)=C1 . o OC([C@HI(CIC=0.[S]
W . 1
o ci
OH
224 131024031503260317032806 Hy /\Q\ NCC1=CC(F)=C(F)C=¢ \"/\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CS1 OC(C1=COC(CCI)=N1)=0 NC[C@H](C)C1=CC=CC=C1 Ho. o OC([C@HI(CIC=0.[S]
W I
OQ/ ci
on
225 131024031503260417032804 Hy! /@\ NCC1=CC(F)=C(F)C= \!’\‘/\(\ OC(C1=CSC(CCl)=N1)=0 NCCNC(C)=0 . ' OC(C1=CC=C(CCI)C=C1)=0 NCC1=CC=CO1 Ho. o OC([C@H](C)CI)=0.[S]
! * pe
Oi( cl
on
226 131024031503260417042803 H NCC1=CC(F)=C(F)C= \’/\U OC(C1=CSC(CCI)=N1)=0 NCCNC(C)=0 | OC(C1=CC=C(CCI)C=C1)=0 INCCCN1C=CN=C1 Ho. o OC([C@H](C)Br=0.[R]
g .
A@\ b X
8
& Br
on
227 131024031504260817032810 0 NCC1=CC(F)=C{F)C= ’Y\U OC(C1=CSC(CC=N1)=0 NIC@@H](C)C1=CC=CC=C1 OC(C1=CSC(COI=N1)=0 NCCC1=CC=C(OC)C(OC)=C1 . OC(IC@HICIC=O.[S]
\ I
o ci
on
28 130124011502260017082602 e O L NCC1-GO~CO(CFIFIF-CT OC(G1=CSC(COINT)=0 NIC@HICIC1-Co-Co=C1 [R] CICG1-CC(C(0-0-C0
w0 .
o
on
229 130124021502260317032803 NCC1=CC=CN=C1 OY\“ OC(C1=COC(CCI)=N1)=0 NCC1=CC=Cs1 |OC(C1=COC(CCI=N1)=0 NCCON1C=CN=C1 o o OC(IC@HICIC=O.[S]
HN i SN I 1
A o s
on
230 130124031501260417092804 NCCCOC OY\“ OC(C1=COC(CCI)=N1)=0 NCCNC(C)=0 | OC(C1=CC=C(CCI)C=C1)=0 N[C@H](C)C1=CC=CC=C1.[R] o CCC(0)=0
T ‘ /Y
0 OH
OH
231 130124031502260317032810 NCCCoC OY\“ OC(C1=COC(CCI)=N1)=0 NCC1=CC=Cs1 |OC(C1=COC(CC=N1)=0 NCCC1=CC=C(OC)C(OC)=C1 . OC(C@HICIC=0.[S]
!
on
232 130124031502260717032803 NCCCOC OY\ a OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(N(C)C)C=C1 'OC(C1=CSC(CCl)=N1)=0 INCCCN1C=CN=C1 Ho. o OC([C@H](C)CI)=0.[S]
o
!
on

225



mindyourbusiness
Typewriter
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abservation full.mol.code copies | Amines(X1) Amines( il Adid(X1) Acid(X1)-smile Amines(X2) il Acid(X2) Acid il Amines(X3) Amines(X3)-smiles. Structure of Pair... Pair3 Acids
1 032801 3 NCccoc 0\,(\0 OC(C1=COC(CCI)=N1)=0 N[C@@H](C)C1=CC=CC=C1 LY\U OC(C1=CSC(CCI)=N1)=0 NCCC1=CNC2=CC=CC=C21 Ho. o OC(C@H)(CICH=0.(S]
e N N ., /J\:
o NH, o (253 -
234 130124031503260917032803 3 NCccoc OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC(F)=CC(C(F)(F)F)=C1 Y\U OC(C1=CSC(CCI)=N1)=0 NCCCN1C=CN=C1 Ho. o OC([C@HI(CIC=0.[S]
HNTN"No0” }IN NxN’\©)< }L M/\/\D I
o o 8
OH OH -
235 1 17012809 3 NCccoc O\K\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=C/IC@@HI(CIC(0)=0 NCC1CCOCCH S a OC(C1=CSC(CCI)=N1)=0
: e
N0 N H'N/\OX » o N
o
ot on
236 130124041501261017022809 3 NCC=C OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(CI)C=C1 CIC/C(C)=C/C@@HI(CIC(0)=0 NCC1CCOCCH o CICC1=CC(C(0)=0)=CC=
I N 1
A }“ /\O\ NOJK‘VYC »«:J\CJAJ
o X
or
237 1 7042803 3 NCC=C Ct\(\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(CI)C=C1 CIC/C(C)=C/IC@@HI(CIC(0)=0 NCCCN1C=CN=C1 Ho. o OC([C@H)(C)B=O |
e | H . SNA, R
A . o : e, [,
& - Br
238 130124041502260417102803 3 NCC=C O\’/\( | |OC(C1=COC(CCI=N1)=0 NCCNC(C)=0 OC(C1=CC=C(CCI)IC=C1)=0 Hyt N[C@@HI(C)C1=CC=CC=C1.[S Ho. o OC(C@HICICH=0.[S]
o i h
PN i~ o
Z o - \r H Cl
233 130124041504260417032804 3. NCC=C cuj/\U OC(C1=COC(CCI)=N1)=0 NCCNC(C)=0 |OC(C1=CC=C(CCI)C=C1)=0 NCC1=CC=CO1 -~ OC(IC@HI(C)CI)=0.[S]
T " a
NH, N o~ .
P oi RSN g %
ot
240 130124041504260417092804 3 NCC=C OY\“ OC(C1=COC(CCI)=N1)=0 NCCNC(C)=0 | OC(C1=CC=C(CCI)C=C1)=0 N, N[C@H](C)C1=CC=CC=C1.[R] o CCC(0)=0
o i h
A ™~ o ®
7 B b ¢ OH
or
241 130124041510260317102803 3. NCC=C Oj/\” OC(C1=COC(CCI)=N1)=0 cc(e)coN CICIC(C)=CIC@@HICICIO=O | 1y NIC@@HI(CIC1=C0=CC=CLIS |\ OC(IC@HI(C)CI)=0.[S]
T
AN oj/ NH, Ho' < &
o
242 130124051501260317032802 3 NCC1=CC=C(OCO2)C: -, |OC(C1=COC(CCI)=N1)=0 NCC1=CC=CS1 fol 'OC(C1=COC(CCI)=N1)=0 NCCO OC([C@H](C)CI)=0.[S]
. (0co2) O a [ (CC)=N1) o [ (COn=N1) o o (C@HICICN=0.8]
HN W H,N A OH
N N P
o o S .
or on
243 130124051501260917022805 3. NCC1=CC=C(OCO2)C ., |oc(ci=coc(cei=N1)=0 NCC1=CC(F)=CC(C(FNF)F)=C E . |ociet=cscican=N1)=0 i , |NCC1C0G(C=00=C2)=C201 CICC1=CC(C(0)=0)=CC=
o o o
or oH
244 130124051502260317022803 3 NCC1=CC=C(OCO2)C: OY\“ OC(C1=COC(CCI)=N1)=0 NCC1=CC=CS1 O\,/\” 'OC(C1=COC(CCI)=N1)=0 INCCCN1C=CN=C1 o CICC1=CC(C(0)=0)=CC=
TS T W) o O, e
o o / o
or on
245 130124051502260417012804 3. NCC1=CC=C(OCO2)C OY\” OC(C1=COC(CCI)=N1)=0 NCCNC(C)=0 |OC(C1=CC=C(CCI)C=C1)=0 NCC1=CC=CO1 E ., |oc(c1=csc(ee=N1)=0
ee vty :
o o “
or on
246 130124051503260417012808 3 NCC1=CC=C(OCO2)C: - | OC(C1=COC(CCI)=N1)=0 NCCNC(C)=O 'OC(C1=CC=C(CCI)C=C1)=0 BrC1=CC=C(CN)C=C1 Y\ a ‘OC(C1=CSC(CCI)=N1)=0
o T u a T
v Y T A . I
o o "
or on
247 130124051503260417032806 3. NCC1=CC=C(OCO2)C: OY\G OC(C1=COC(CCI)=N1)=0 NCCNC(C)=0 |OC(C1=CC=C(CCI)C=C1)=0 NCIC@HIC)C1=CC=Ca=C1 |\ OC(IC@HI(C)CI)=0.[S]
Q T W
HN 5 }N HzN/\’"\r’o OI)O/\ I ;
o L
© oH H s _NH, C
248 130124051503261017012809 3 NCC1=CC=C(OCO2)C: joX a OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(Cl)C=C1 | CICIC(C)=C/[C@@H](C)C(0)=0 NCC1CCOCC1 a ‘OC(C1=CSC(CCl)=N1)=0
0, W/\ 0 w/\
H 5 \ A HZN/\O \ N
0 0 O
or on
249 1 7032809 3 NCC1=CC=C(OCO2)C:! O\K\U OC(C1=COC(CCI)=N1)=0 OC(C1=CSC(CCI)=N1)=0 NCC1CCOCCH Ho. o OC([C@HI(CIC=0.[S]
HN °> W HIN/\Q
o o &
OH
250 130124051504260917012809 3 NCC1=CC=C(OCO2)C:! OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC(F)=CC(C(F)(F)F)=C1 Y\U OC(C1=CSC(CCI)=N1)=0 NCC1CCOCCH j/\u OC(C1=CSC(CCI)=N1)=0
HA °> o v ' HzN/\O A
& o o o
or on on
251 1 102804 3 @ NCC1=CC=CO1 O\K\U OC(C1=COC(CCI)=N1)=0 CC(C)CCN CICIC(C)=CIC@@HICIC(0)=0 | s N[C@@HI(C)C1=CC=CC=C1.[S OH | O=C(0)C1=C(C)OC=C1
H,N W /]\/\ q <
| / & NH, e C o 0
ot —
252 130124071501260117102804 3 NCC1=CC=C(C)C=C1 Om/\U OC(C1=COC(CCI)=N1)=0 NCCOC O\‘(\U (OC(C1=COC(CCI)=N1)=0 Hy! N[C@@HI(C)C1=CC=CC=C1.[S OH |O=C(0)C1=C(C)OC=C1
NH, \ \
/O/\ : " NSO " ~ o
o o o)
ot on —
253 130124071501260417022803 3 NCC1=CC=C(C)C=C1 Ct\(\U OC(C1=COC(CCI)=N1)=0 NCCNC(C)=0 OC(C1=CC=C(CCI)C=C1)=0 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=
[ W a
/O/\Nm it HZN’\’"‘[’O o o~ o
© OH "
254 130124071501260617032801 3 NCC1=CC=C(C)C=C1 OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC=C1 . OC(C1=CC=C(CCI)IC=C1)=0 NCCC1=CNC2=CC=CC=C21 Ho. o OC([C@HI(CIC=0.[S]
n
° OH H HN' (o
255 1301240715012607 17012809 3 NCC1=CC=C(C)C=C1 OC(C1=COC(CCN=N1)=0 NCC1=CC=C(N(C)C)C=C1 S OC(C1=CSC(CCI)=N1)=0 NCC1CCOCCH S OC(C1=CSC(CCI)=N1)=0
ar ! T T
N, T J T W
ot on on
256 130124071501260817032803 3 NCC1=CC=C(C)C=C1 OY\U OC(C1=COC(CCI)=N1)=0 N[C@@H](C)C1=CC=CC=C1 Y\U OC(C1=CSC(CCI)=N1)=0 NCCCN1C=CN=C1 OC([C@HI(CIC=0.[S]
Ho_O
N, W ' A
. o </ -
OH NH, OH
257 130124071501260817032809 3 NCC1=CC=C(C)C=C1 Ct\(\U OC(C1=COC(CCI)=N1)=0 N[C@@H](C)C1=CC=CC=C1 S a OC(C1=CSC(CCI)=N1)=0 NCC1CCOCCH OC([C@HI(CIC=0.[S]
T N HO__O
o L . X
o o R
ot NH, on
258 130124071501260917092804 3 NCC1=CC=C(C)C=C1 OY\“ OC(C1=COC(CCI)=N1)=0 NCC1=CC(F)=CC(C(F)(F)F)=C1| j/\” 'OC(C1=CSC(CCl)=N1)=0 HN, N[C@H)(C)C1=CC=CC=C1.[R] CCC(0)=0
o . % : ~r
0 0 OH
or on
259 130124071502261017022808 |3, NCC1=CC=C(C)C=C1 cuj/\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(CC=C1 CICIC(C)=CIC@@HI(CIC(0)=0 BrC1=CC=C(CN)C=C1 CICC1=CC(C(0)=0)=CC=
NH, o A . N
vor : or a
= a o
o
260 130124071502261017092804 |3 NCC1=CC=C(C)C=C1 OY\” OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(CI)C=C1 CICIC(C)=CIIC@@HICICIO)=0 | . N[C@H](C)C1=CC=CC=C1.[R] CCC(0)=0
NH, W [ . )
NOWC R
o - OH
or
261 130124071503260617032802 3. NCC1=CC=C(C)C=C1 Oj/\” OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC=C1 |OC(C1=CC=C(CCI)C=C1)=0 NCCo -~ OC(IC@HI(C)CI)=0.[S]
T a
NH, N Wb OH
Joa by o : e~ :
o H "C
or
262 13012407 1504260517032802 3 NCC1=CC=C(C)C=C1 0\’/\ a OC(C1=COC(CCI)=N1)=0 NCC(C)(C)O | OC(C1=CC=C(CCI)C=C1)=0 NCCO Ho. o OC([C@H](C)CI)=0.[S]
h OH a
NH, \
o " c
or
263 130124071504260617022804 3 NCC1=CC=C(C)C=C1 OW/\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC=C1 'OC(C1=CC=C(CCI)C=C1)=0 NCC1=CC=CO1 CICC1=CC(C(Q)=0)=CC=
" a 5
'NH, NH, HN
o BN o a
o g /
OH
264 130124071509260117102803 |3 NCC1=CC=C(C)C=C1 o. ., |oc(ci=coc(cei=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HICIC(O)=0 | n, NC@@H|(CIC=CC=Co=C1IS | OC([C@HI(C)CH=0.[S]
H: [/ o
o .
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265 130124081501260217022803 3. N1CCNCCC1 OY\“ OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C OY\ ., |ociet=cocice=n1)=0 INCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=
HO }'N LaeV) }'N RPN ”"LO”
0 > o
ol OH ‘ OH
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130124081501260217032802 3 N1CCNCCC1 feX OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C 0. (OC(C1=COC(CCI)=N1)=0 OC([C@HI(CIC=0.[S]
HN \ j'N/\U " o \ \L‘/\U OH “
K/ o g 8 o i .
ol OH OH -
267 1 032805 3 N1CCNCCC1 OY\(‘ OC(C1=COC(CCl)=N1)=0 NCC(C)CIO OC(C1=CC=C(CCI)C=C1)=0 NCC1COC(C=CC=C2)=C201 OC([C@HI(CIC=0.[S]
O T OH a HO._O
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NH = " c
268 130124081502261017012809 3 N1CCNCCC1 0. a OC(C1=COC(CCI)=N1)=0 CIC/C(C)=C/[C@@HI(C)C(0)=0 NCC1CCOCCH \l/\U OC(C1=CSC(CCI)=
) { 0, e 2
. o .
K/N H & b
on on
269 1 022809 3 N1CCNCCC1 OY\U OC(C1=COC(CCI)=N1)=0 NCC(C)CIO OC(C1=CC=C(CCI)C=C1)=0 NCC1CCOCCH CICC1=CC(C(0)=0)=CC=
HN ) OH 5l o
NH = .
270 130124081503260517092804 3 N1CCNCCC1 Oj/\u OC(C1=COC(CCI)=N1)=0 & NCC(C)C)O OC(C1=CC=C(CCI)C=C1)=0 HN, N[C@H](C)C1=CC=CC=C1.[R] G CCC(0)=0
HN 1 L] o
@ by A ° : T
NH = 1 OH
27 1 042803 3 N1CCNCCC1 0\’,/\( | |OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=C/IC@@HI(CIC(0)=0 NCCCN1C=CN=C1
LN W AR Ho_j0
A@X PSSP T R
K,N H N Br
212 130124091501260517092802 |3 NCCCN1G=CN=C1 07/\ . |ocer=cocican=n=0 NCC(C)(C)O OG(C1=CC=C(CCI)C=C1)=0 H N[C@H](C)C1=CC=CC=C1.[R] CICC1=CC(C(0)=0)=CC=
a
HZN/V\NC/" },N H N% °§’©/\ ' mJ\OA"
< .
o o OH
273 130124091501260617042803 |3, NCCCN1G=CN=C1 OY\” OC(C1=COC(CC=N1)=0 NCC1=CC=CC=C1 |OC(C1=CC=C(CTI)C=C1)=0 INCCCN1C=CN=C1 o o OC([C@H](C)BI=O[R]
“
= ° OH " ¢
274 130124001602260317022609 |3 NCCCN1C=CN=C1 o 0010000 NCC1=Co=CS1 e Ncciccocet CICC1=CC(C(0)=0)=Ca=
NN, T HZN/\E} I HZN/\O . )
~ o / o o
on on
275 130124091502260417042803 |3, NCCON1G=CN=C1 OY\” OC(C1=COC(CCI=N1)=0 NCCNC(C)=0 |OC(C1=CC=C(CTI)C=C1)=0 INCCCN1C=CN=C1 o o OC([C@H](C)BI=O.[R]
W a
Lag e b weAhp e e P
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276 1301240915022607 17092804 3 OY\“ OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(N(C)C)C=C1 \'/\” | OC(C1=CSC(CCI)=I HN, N[C@H](C)C1=CC=CC=C1.[R] o CCC(0)=0
= W g I . /Y
[ & O\/Nm o OH
on on
217 130124091502260917022809 |3, NCCON1G=CN=C1 OY\“ OC(C1=COC(CCI)=N1)=0 NCC1=CC(F)=CC(C(F)F)F)=C1 s ., |ocici=cscicen=n1=0 NCC1CCOCCT CICC1=CC(C(0)=0)=CC=
o~ 'N ¢ 0 Foe
=/ ® o o)
‘on on
278 130124091503260517032803 3 NCCCN1C=CN=C1 OY\ | OC(C1=COC(CCI)=N1)=0 o NCC(C)(C)O | OC(C1=CC=C(CCI)C=C1)=0 INCCCN1C=CN=C1 HO. o OC([C@H](C)CI)=0.[S]
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279 130124091504260517022803 |3, OC(C1=COC(CCI)=N1)=0 NCC(C)(C)O OG(C1=CC=C(CCI)C=C1)=0 INCCCN1C=CN=C1 N CICC1=CC(C(0)=0)=
oH “
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.
280 130124091504260917042803 3 NCCCN1C=CN=C1 OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC(F)=CC(C(F){F)F)=C1| Y\(‘ 'OC(C1=CSC(CCl)=N1)=0 INCCCN1C=CN=C1 HO. o OC([C@H](C)Br=0.[R]
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281 130124091500260217032803 3 NCCCN1C=CN=C1 OY\“ OC(C1=COC(CC=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 INCCCN1C=CN=C1 o o OC([C@HI(C)CI=O.[S]
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282 130124091509260317022804 3 OC(C1=COC(CCI)=N1)=0 =CC(C(F)(F)F)=C1 CIC/C(C)=C/[C@@HI(C)C(0)=0 CICC1=CC(C(0)=0)=
n,N/\©)< ”oj\‘f/\i/\‘ J\O/\
283 1301241015032607 17032803 3 C1CNCCN1 OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(N(C)C)C=C1 (Y\U OC(C1=CSC(CCI)=N1)=0 NCCCN1C=CN=C1 Ho OC(IC@HICICN=0.[S]
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284 130124101503260717102804 3 C1CNCCN1 OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(N(C)C)C=C1 a OC(C1=CSC(CCI)=N1)=0 Hy! N[C@@H)(C)C1=CC=CC=C1.[§ OH |O=C(0)C1=C(C)OC=C1
HN' [ | \!I/\
N P N1
k/N " o N\O\,""z o oYy o
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285 130124101503260817032803 3 C1CNCCN1 OY\(‘ OC(C1=COC(CCI)=N1)=0 NIC@@H](C)C1=CC=CC=C1 LY\U OC(C1=CSC(CCI)=! NCCCN1C=CN=C1 Ho OC([C@HI(CIC=0.[S]
HN ) 1 10. 0
N N BN g
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286 130124101503260817042803 3 C1CNCCN1 OY\(‘ OC(C1=COC(CCI)=N1)=0 N[C@@H](C)C1=CC=CC=C1 \(\U OC(C1=CSC(CCI)=N1)=0 NCCCN1C=CN=C1 Ho. o OC([C@HI(C)BN=0.[R]
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287 130124101504260617032803 3 C1CNCCN1 OY\(‘ OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC=C1 OC(C1=CC=C(CCI)C=C1)=0 NCCCN1C=CN=C1 Ho. o OC([C@HI(CIC=0.[S]
a
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288 130124101504261017012805 3 C1CNCCN1 feX OC(C1=COC(CCI)=N1)=0 CIC/C(C)=C/[C@@HI(C)C(0)=0 " NCC1COC(C=CC=C2)=C201 OC(C1=CSC(CCI)=
HN/\ ¢ \,N(\u N,N/\Q\ L‘VY H,NAI\/\Q ¢ \’J‘/\U
o .
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on on
289 1302240115032607 17032803 3 NCC1=CC=CC(Br)=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(N(C)C)C=C1 LY\U OC(C1=CSC(CCI)=N1)=0 NCCCN1C=CN=C1 HO. o OC(IC@HICICN=0.[S]
NN \ T U,
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e, o =
OH
290 130224011504260817032809 3 NCC1=CC=CC(Br)=C1 CICC1=CC(C(0)=0)=CC=C1 NIC@@H](C)C1=CC=CC=C1 Y\U OC(C1=CSC(CCI)=N1)=0 NCC1CCOCCH Ho. o OC(IC@HICICN=0.[S]
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291 130224031501260417022809 3 NCCCOC CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 ' OC(C1=CC=C(CCI)C=C1)=0 NCC1CCOCC1 CICC1=CC(C(0)=0)=CC=
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292 130224031501260617022805 3 NCCCOC CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC=C1 | OC(C1=CC=C(CCI)C=C1)=0 m NNT‘/\O NCC1COC(C=CC=C2)=C201 CICC1=CC(C(0)=0)=CC=
a L
"NH,
WA N0 WJ\GA,‘ ©/\ 1 cﬂ\ 0. ”OJ\OA,‘
8
293 130224031503260817 102804 3 NCCCOC CICC1=CC(C(0)=0)=CC=C1 N[C@@H](C)C1=CC=CC=C1 (7/\m ‘OC(C1=CSC(CCl)=N1)=0 Hy| N[C@@H](C)C1=CC=CC=C1.[S OH | O=C(0)C1=C(C)OC=C1
P S § 5 S
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NH, OH =
204 130224031504260817032803 |3 NCCCOC CICC1=CC(C(0)=0)=CC=C1 N[C@@H(C)C1=CC=CC=C1 \’/\ «, [octci=cscicen=n1=0 INCCCN1C=CN=C1 oo o OC([C@HI(C)CI=0.[S]
HNTSN" N0 W,V\@A,‘ j/k H,(\/\EN I
SNH, =y C
295 130224031504261017012803 3 NCCCOC CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(CI)C=C1 CICIC(C)=CIC@@HI(CIC(0)=0 INCCCN1C=CN=C1 (Y\“ OC(C1=CSC(CCI)=N1)=0
HN Il
e . 0L i gy ¢
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296 130224031509260417032810 |3 NCCCOC CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 | NCCOC1=Ce=C(0GIC(001CT |, OC(C@HI(C)CI)=0.[8]
HNTSN"N0 Hor a A j\,i,Y 1
207 130224041504260417092804 |3, NCC=C . CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 |OC(C1=CC=C(CTI)C=C1)=0 o N[C@H](C)C1=CC=CO=C1.[R] ., cecoro
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208 130224041509260217092804 |3 NCC=C CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HICICIO=O | . N[C@H](C)C1=CC=CC=C1.[R] o |cccoro
o
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130224041609260417032803 |3 Nee=C CICC1=CC(C{0)=0)=CC=C1 NCC1=CC=CC(CRIFIFI=CH CICIC(C)=CIIC@E@HICIC(0)=0 NCCON1C=CN=C1 o o |octcericerors)
PN noJ\@/\:\ H,N/\OX » JLY«r WO, I i
300 130224051601260517022803 |3 NCC1=Co=C(0c0aC] GICC1=CC(G(0)=0)=CC=C1 o 00 OG(G1=CC=G(GTIC=C1)=0 NCCON1G=CN=C1 R CICC1=CC(G(0)=0)=0C=
0, Cl
HN' NN,
o e e - o Hes
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301 1 7042803 |3 NCC1=CC=C(0CO2)C: CICC1=CC(C(0)=0)=CC=C1 NCC1=CC(F)=CC(C(F)FIF)=C1 5 ., |OC(C1=CSC(CCI)=! NCCCN1C=CN=C1 HO. 0 OC(IC@HI(C)BN=O.[R]
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302 130224051603260417032807 |3 NCC1=Co=C(0c0aC, GICC1=CC(G(0)=0)=CC=C1 NCCNC(C)=0 [OC(C1=CC=C(CCIC=C1)=0 J# [NCCI=CCIO0CCO0C1 | .~ | |OCIC@HICICI=OIS]
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303 1 03802 |3 NCC1=C0=C(0C02IC! CICC1=CC(C(0)=0/=CC=C1 NIC@@HI(C)C1=CC=CC=C1 S~ ~a [POGT-CSGCIMT=0 NCCo o o |osteeHicier-ols]
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304 130224051604260317022800 |3 CICC1=CC(C(0)=0)=CC=C1 o~ o [00(61-00C0)- Nec1ceooet CICC1=CC(C(OY
o
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305 130224051504260417032810 |3, NCC1=CC=C(0C02)C: CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 |OC(C1=CC=C(CTI)C=C1)=0 | NCOC1=Ce=C(0GIC(001CT | |, OC([C@HI(C)CI=O.[S]
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H
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306 130224051509260317102804 |3 NCC1=CC=C(0CO2)C: CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=C/IC@@HICICIOO | 1, N[C@@H](C)C1=CC=CC=C1 [§) OH |o=cloici=cicjoc=c1
o o
N .
307 130224051510260217102804 |3 NCC1=CC=C(OCO2)C CICC1=CC(C(0)=0)=CC=C1 cC(C)CeN CICIC(C)=CIC@@HICICO)=0 | 1, NIC@@H)(C)C1=CC=CC=C1.[S OH |0=clo)c1=C(cioc=C1
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N .
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308 130224061503260817092804 |3 NCC1=CC=CO1 R CICC1=CC(C(0)=0)=CC=C1 N[C@@H(C)C1=CC=CC=C1 \,/\” OG(C1=CSC(CCI)=N1)=0 o N[C@H](C)C1=CC=CC=C1.[R] 3 cCC(0)=0
LT 2 - ; o . /Y
/ N © OH
; ‘on
309 130224071501260217012803 |3, NCC1=CC=C(C)C=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(8(=0)(C)=0)C=C" OY\“ OC(C1=COC(COh=! INCCCN1C=CN=C1 (Y\“ OG(C1=CSC(CC)=!
Jol. A eV SN WO, I
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310 130224071501260517092804 3 NCC1=CC=C(C)C=C1 o CICC1=CC(C(0)=0)=CC=C1 NCC(C)(C)O | OC(C1=CC=C(CCI)C=C1)=0 HN N[C@H](C)C1=CC=CC=C1.[R] o CCC(0)=0
OH o :
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H OH
311 130224071501261017032805 |3, NCC1=CC=C(C)C=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(CI)C=C1 CICIC(C)=CIC@@HI(CIC(0)=0 N,\g/\ NCG1C0C(C=0C=C21=C201 | |, OC([C@HI(C)CI=O.[S]
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312 130224071503260417012806 3 NCC1=CC=C(C)C=C1 5 CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 | OC(C1=CC=C(CCI)C=C1)=0 NC[C@H](C)C1=CC=CC=C1 Y\,‘ ‘OC(C1=CSC(CCI)=I
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313 130224091501260417032803 |3, NCCON1G=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 |OC(C1=CC=C(CTI)C=C1)=0 INCCCN1C=CN=C1 oo o OC([C@HI(C)CI=O.[S]
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314 130224091501260517032803 3 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCC(C)(C)O | OC(C1=CC=C(CCI)C=C1)=0 INCCCN1C=CN=C1 OC([C@H](C)CI)=0.[S]
o oH “ Ho_O
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315 1 17012800 |3 CICC1=CC(C(0)=0/=CC=C1 NOGH=Go-GBROICIOI=G] — 0o g [0CGH-GO0E0T NCC1CC00CT s
"
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316 1302240916022607 17032805 |3 NCOON1C=CN=C1 R GICC1=CC(G(0)=0)=CC=C1 NCC1=CC=CIN(GICIC=C1 ~ o [oot-oseERN=0 o o |NoC1C0C(E=C0-C2=C201 |~ |OCUC@HICIcN=O1S]
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317 130224091603260317102804 |3 NCGONTC=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=Co=CS1 e e [ NIC@@HI(CIC1=CO=CC=C1.IS| OH |0=COIC1=C(CI00=C1
BN - . H N % 1
< W . NS0
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318 130224101601260617022810 |3 C1eNceNt . GICC1=CC(G(0)=0)=CC=C1 =G(GCIC=C1)=0 | nossr=ce-coaicio0rer | CICC1=CC(G(0)=0)=
HN/\ NH, $
319 130224101601260617032802 |3 C1oNGCNT CICC1=CC(C(0)=0)=CC=C1 NCC1=C0=CC=C1 [OC(C1=CC=C(GCC=C1)=0 NCco o o |osteericiorols]
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320 130224101602260717032803 |3 C1eNceNt GICC1=CC(G(0)=0)=CC=C1 NCC1=CC=CIN(GICIC=C1 <o [ooCt=CseERN=0 NCCCN1G=CN=G1 " OC(C@HICICH=0.1S]
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21 1 17032800 |3 (C1ONGCNT CICC1=CC(C(0)=0/=CC=C1 NOGH=Go-GBROICIOI=G] — 0~ ~q [0CGH-GO000T NCC1CC00CT o o |octcericiors!
HN e T HIN/\Q "I
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22 130224101505260717042809 |3 C1eNceNt GICC1=CC(G(0)=0)=CC=C1 NCC1=CC=CIN(GICIC=C1 <ol [ooH=CseERIN =0 NCG1GCOGCH o o |octcericr-or
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23 1 7032801 |3 (C1ONGCNT CICC1=CC(C(0)=0/=CC=C1 cCeICeN CICIC(C)-CIIC@E@HICIC(0)=0 NCOC1=CNG2:CG=CC=C21 |~ |OCIC@HICICN=0S]
i IO
a a
324 130224101510260317092804 3 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 'CC(C)CCN | CICIC(C)=C/[C@@H])(C)C(0)=0 HN, N[C@H)(C)C1=CC=CC=C1.[R] o CCC(0)=0
HN/ﬁ )\/\ /Y
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325 130324031602260817022810 |3 NCoooe <y [ooet-osoiea-NT-0 NIC@@HI(C)C1=CO=CO=C1 e [0GCH-0SaCONT-0 | [T CICC1=CC(C(0j=0)=CC=
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326 130324031502260817032802 |3 NCCCOC \’/\ﬂ OC(C1=CSC(CCI)=N1)=0 N[C@@H(C)C1=CC=CC=C1 j/\” OG(C1=CSC(CCI)=N1)=0 NCCO oo o OC([C@HI(C)CI=0.[S]
N W M HZN/\/OH ;E
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on NH, ‘on
327 130324031503260517102804 |3, NCCCOC :»\’/\U OG(C1=CSC(CCI)=N1)=0 on NCC(C)(C)O |OC(C1=CC=C(CTI)C=C1)=0 1 NIC@@H)(C)C1=CC=CC=C1.[S OH |o=clo)c1=cicioc=c1
T a
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o 5 0
on —
328 130324031504260517032802 3 NCCCOC \’/\(\ OC(C1=CSC(CCI)=N1)=0 o NCC(C)(C)O ‘ | OC(C1=CC=C(CCI)C=C1)=0 NCCO Ho. o OC([C@H](C)CI)=0.[S]
NN }L WL T@ X
o " a
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329 130324031504260817022810 |3, NCCCOC >\’/\U OG(C1=CSC(CCI)=N1)=0 N[C@@HI(C)C1=CC=CC=C1 (Y\“ OG(C1=CSC(CCI)=N1)=0 NCCC1=CC=C(OC)C(OC)=C1 CICC1=CC(C(0)=0)=CC=
N 4 I » )
o o
OH NH, OH
330 130324041502260217032802 |3 NCC=C Y\“ OC(C1=CSC(CCI)=N1)=0 NCC1=CC=C(8(=0)(C)=0)C=C" o\,/\” OC(C1=COC(CC=N1)=0 NCCO oo o OC([C@HI(C)CI=0.[S]
I QL &
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on on
331 130324041503260617022809 3 NCC=C ’\'/\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC=C1 'OC(C1=CC=C(CCI)C=C1)=0 NCC1CCOCC1 CICC1=CC(C(Q)=0)=CC=
T a
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32 130324061501260417102804 |3 NCG1=CC=G(OCO2C < [oeereseei-o NCCNCIC)=0 OG(C1=CC=G(GCIC=CN=0 | 1y NIC@@HICICT=CC=CC=C1.[S 0=C(O)C1=C(CI0C=CY
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£ 1 102601 |3 NOGH-CO-G(0002I0] -~~~ [05(CH-CCICTI-0 NCG1=CC=Co=C OG(C1=CC=CGTICCN=0 | 1y NOBRHICICH-CO-00-CHIS o~ [O0C1-GSGIEaI-1-0
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HzN/\©:°> }’N ©ANHZ oj/E)A \:> !
o o "
on on
334 130324061505260717032809 |3 NCG1=CC=G(OCO2C] <~ [oOEHGSE=o NCC1=CO=CINIC)CIG=C1 . [ecci=csccen=Nn=0 NCG1GCOGCH o o |octceHieci=ols]
s e : { 0
on on
3 1 02608 |3 NOGH-CO-G(0002I0]  ~ . [05(CH-CCICCNI-0 NIC@@HI(CICT=CC=CC-C1 o [CRICTesaEaNT0 NCCCN1G=CN=C1 o o |occerieciors!
S ¢ ~0 X
Gl o o o
on NH, on
33 130324061505260817102804 |3 NCG1=CC=G(OCO2C] < [PereseEi-o NIC@@HICICT=CC=CC=C1 ~pa [oSereseiei-o z NIC@@HICICT=CC=CC=C1 IS OH |0=C(O)C1=CICI0C=C1
e e o on
N So
d o o q
on NH, on =
357 130324061504260617032602 |3 NOGi-CO-G(0002I0]  ~ . [05(CH-CCICCNN1-0 NCC(GKCI0 _|ocer=ce=cceic=cn=0 NCco o o |ostcericior-ols!
. .
o G L
OH H
338 130324051504260617092804 3 NCC1=CC=C(OCO2)C: \’/\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC=C1 | OC(C1=CC=C(CCI)C=C1)=0 HN, N[C@H](C)C1=CC=CC=C1.[R] CCC(0)=0
HZN/\CI% T ©/\NM2 . §,©/\J . /YO
g o on OH
on
339 130324051509260117032804 |3, NCC1=CC=C({OCO2)C ’Y\L,‘ OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 INCC1=CC=CO1 oo o OC([C@HI(C)CI=O.[S]
HIN/\@[% }L W N/\OX ii’\{f HZN/\@ ;E s
X o « s
o o L
on
340 130324051509260217012803 3 NCC1=CC=C(OCO2)C: \’/\(\ OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 | CICIC(C)=C/[C@@H](C)C(0)=0 INCCCN1C=CN=C1 Y\ﬂ ‘OC(C1=CSC(CCl)=N1)=0
H,N/\©Eo> }’N | NAOX JLYY WO }L
X o .
o o o
on on
341 130324051509260217032802 |3, NCC1=CC=C(OCO2)C ’Y\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 NCCO o o OC([C@HI(C)CI=O.[S]
e ¢ o e s < -
x o « 1 s
o o L
OH -
342 130324051510260417092804 |3 NCC1=CC=C(0CO2)C: \’/\ﬂ OC(C1=CSC(CCI)=N1)=0 Co(C)CON CICIC(C)=CIC@@HICICIOI=O | . N[C@H](C)C1=CC=CC=C1.[R] . (cecoro
HA , o )\/\ /Y
E T >y R
o> & NH, Hor o T
on
343 130324061500260217102804 3 NCC1=CC=CO1 ’Y\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=C/IC@@HICICIOO | 1, NIC@@H)(C)C1=CC=CC=C1.[S OH |0=C(o)C1=C(C)oc=C1
HzN/\@ J an/\O)< mi.r\;r\( s é/go
o q
‘on =
344 130324071501260417032802 3 NCC1=CC=C(C)C=C1 -, |OC(C1=CSC(CCI)=N1)=0 NCCNC(C)=0 | OC(C1=CC=C(CCI)C=C1)=0 NCCO OC([C@H](C)CI)=0.[S]
\,’/\u " a HO___O
/©/\NHZ ,E\/N wr~Ap UTO/\ e~ 1
v 2!
© H Cl
Yon
345 130324071501260817012803 |3, NCC1=CC=C(C)C=C1 S ., |ocet=cscicen=ni=o N[C@@HI(C)C1=CC=CC=C1 s -, [ocici=cscicen=n1=0 INCCCN1C=CN=C1 s ., |ocier=cseicen=n1-o
- T o PN o
2 N N GLS DN N
o o
on NH, on on
346 130324071502260317032802 3 NCC1=CC=C(C)C=C1 \,’/\(\ OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CS1 Ow/\(‘ 'OC(C1=COC(CCI)=N1)=0 NCCO Ho. o OC([C@HI(C)CI)=0.[S]
D/\an ;}/N HZN/\E/} ’}\,N e~ I
;|
o o -
OH OH b
347 130324071503260317092804 |3 NCC1=CC=C(C)C=C1 ’Y\U OC(C1=CSC(CCI)=N1)=0 ~ [nect=ce=csi O\IK\“ |OC(C1=COC(CTI)=N1)=0 o N[C@H](C)C1=CO=CO=C1.[R] . cecoro
o o H
on on
348 130324071505260617042603 |3 NGC1=CC=CICIG=G1 ~ o [0ciet=Cscea-0 NIC@@HICICT=CC=CC=C1 <y [sereseiei-0 NCCCN1C=CN=C1 o o |octcerioror
o8 ¢ ~o X -
o o
oH NH, b Br
349 130324071509260417032601 |3 NOGH-CO-GIEI0-CH | <y~ [05(CH-C8CICTIO NCG1=CO=CO(CIF)FIF)=CH CIC/C(C)=CIC@@HICICO)1-0 NCCC1=CNC2=Co= oL o |occ@HIceIos]
! HO' al H -
o L
o v C
350 130324071509260417092604 |3 NGG1=CO=CICIG=C1 <o [0GetCsCEa-O NCC1=CO=CC(C(FXPIF=C CICIC(C)=CIC@@HICIC0)=0 NIC@HICIC1=CO=C=C1 [R] o |oocor0
/@/\m }'N on J‘ﬁ” . A
X o .
o OH
on
351 1303240716102605170326804 |3 NOGH-CO-GIEI0-CH | i~y ~ [05(CH-C8CICTIO cCeIceN CIC/C(C)=CIC@@HICICO)1-0 NCG1=GC=COt oL o |ocC@HIceIos]
0
o NH, / b
on
352 130324081503261017102604 |3 N1CCNCCCT ~~a [ooGH-eSE=0 NCC1=CC=GICNC=C CICIC(C)=CIC@@HICICO10 | 1y NIC@@HICIC=CC=CC=C1 IS OH |0=ClO)c1=CICI06=C1
. o Y < ~ 0
K,NH =\ b =
35 130324081504260417102604 |3 N1GCNCCCT ~p [POCH=0SICaNT-0 NGCNC(C)=0 OG(C1=CC=CGTICCN=0 | 1y NIC@@HICIC=Co=CC=C1 IS OH |0=C(OIG1=CICI06=C1
HN/T }k i :
L mT " g
o q
NH OH " =
354 130324081509260417032603 |3 N1CCNCCCT < [PeereseEi-o NCC1=CC=CC(C(FXPIF=C CICIC(C)=CIC@@HICIC0)=0 NCCCN1C=CN=C1 o o |occ@HIceIos]
Q) ¢ o b ~o s
L o : e
K,NH =, a
55 130324081510260417102802 |3 N1GCNCCCT o [oereresaao cCeIceN CIC/CC=CIC@@HICICOR0 | 1y NIC@@HICIC=Co=CC=C1 IS CICC1=CO(G(OI=01=C0=
HN <
O i"q )\/\NH e e : mj\(jﬁu
G 2
NH -
35 130324001502260317092604 |3 NCCCN1G=CN=C1 < [PeereseEi-o NCG1=Co=CS1 O o [OSCT=COGCTINT=0 m NIC@HI(CIC1=CO=C=C1 [R] o |oocor0
— be ) o : ~r
= /
o o OH
on on
357 130324091503260417032802 |3, NCCCN1G=CN=C1 ., |occ1=cseicen=ni=o NCCNC(C)=0 |OC(C1=CC=C(CTI)C=C1)=0 NCCO OC([C@HI(C)CI=0.[S]
A \T\ " o Ho__J0
m NNy "'N/\’"\l”o o, HN
o H cl
on
358 130324091503260717012808 3 NCCCN1C=CN=C1 OC(C1=CSC(CCI)=N1)=0 NCC1=CC=C(N(C)C)C=C1 'OC(C1=CSC(CCl)=N1)=0 BrC1=CC=C(CN)C=C1 ‘OC(C1=CSC(CCl)=N1)=0
< a <l
= o Ny o & ©
on on on
350 130324091503260817022803 |3, NCCON1G=CN=C1 ’Y\U OG(C1=CSC(CCI)=N1)=0 N[C@@HI(C)C1=CC=CC=C1 (7/\\ OG(C1=CSC(CCI)=N1)=0 INCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=
PR T I .
</ </ " N
o o
on NH, on
30 130324101602260217102604 |3 crencent OC(C1=CSCICCI=N1)-0 NCC1=CO-C(SFO)CROIC=C| o OC(C1=COC(CCI=N1=0 z NC@@HICICT=CC=CC=C1 IS OH |0=ClO)C1=C(eI0C=C1
<l a :
' el Qs .8
N 0
NH o ' o o)
Yon on —
361 130324101502260517092804 |3, |C1CNCCN1 ’Y\U OC(C1=CSC(CCI)=N1)=0 NCC(CNC)O |OC(C1=CC=C(CTI)C=C1)=0 o N[C@H](C)C1=CC=CO=C1.[R] CCC(0)=0
HN }L OH . a /YO
HN ®
O : 198 5
OH "
362 130324101503260617022803 3 C1CNCCN1 \’/\\ | OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC=C1 | OC(C1=CC=C(CCI)C=C1)=0 INCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=
NH o :
OH "
363 130324101504260617022806 |3, IC1CNCCNT ’Y\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC=C1 NC[C@H](C)C1=CC=CC=C1 N CICC1=CC(C(0)=0)=CC=
o “
NH
k/ =, H AN
364 130324101504260617032802 3 C1CNCCN1 \’/\(\ OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC=C1 | OC(C1=CC=C(CCI)C=C1)=0 NCCO Ho. o OC([C@H](C)CI)=0.[S]
HN 1 NH, o, N A~OH
k/NH o G L
" :
on

229



mindyourbusiness
Typewriter
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observation fulmol.code? Amines(X1) | Amines(xi)-smiles | Acid(x1) Adid(<1)-smiles Amines(x2)-smiles AdidO)-smiles Amines(3) Amines(3)-smiles Pair3 Adds
130324101604260617032805 C1ONGCN1 ] NCC1=C0=CC=C1 o[oeCImooatIo=on0 | A~ WOGTGOE-GOmCRICE0N [, o [0RIS@HIIHOS
HN h ‘
N s
" e O X
OH -
366 130324101609260417042803 C1eNceNt ~ ol [Poeteseen=o NCC1=CC=CC(CRIFIFI=CH CICIC(C)=CIIC@E@HICIC(0)=0 NCCON1G=CN=C1 o o |octcericrn-or
HN/\ =§\/N BTSN,
/) ly
NH oL, .
367 1 7042804 (C1ONGCNT e cCeICeN CICIC(C)-CIIC@E@HICIC(0)=0 NCC1=CC=CO1 o o |ostceHicr=oR]
0 'N 0 X
!
0. £ g :
368 130424021601260617032803 NCG1=CO=CN=C1 CICIC(C)-CIIC@@HICIC0)-0 NCC1=C0=CC=C1 0C(C1=CC=G(CTIC=C1)=0 NCCON1G=CN=C1 o o |osteericier-ols]
HN SN I ‘
7 'Cl
360 130424021602260817022800 NCC1=CO=CN=C1 CICIC(C)-CIIC@@HICIC0)-0 OC(C1=CSCICCI)=N1)=0 NCC1CC00CT CICC1=CC(G(0)=0)=CC=
HN SN HN
! /\O . J\ifﬁ/\n . :
370 1304240216042607 17032803 NCC1=C0=CN=C1 CICIC(C)-CIICR@HICIC0)-0 NCC1=CO=CIN(CICIC=C1 OC(C1=CSCICC=N1)=0 NCCON1G=CN=C1 o o |octceriecr-orsi
H,N' 3 A,
: { _ mj\-r&fJ A () s
37 130424031501260117102804 NCCCoc CICIC(C)=CIIC@@HI(C)C(0)=0 NCCoC OC(C1=COC(CCI)=N1)=0 o NIC@@H](C)C1=CC=CC=C1[S OH |o=Clo)c1=Cic)oc=C1
HNTN"N07 M,J\i/ﬁ/\n Oé/KO
an2 130424031501260417092804 NCCCoc CIC/C(C)=CIC@@HI(C)C(0)=0 NCCNC(C)=0 OC(C1=CC=C(CTI)C=C1)=0 oty N[C@H](C)C1=CC=CC=C1.[R] o |cecoro
HNTN"N0 wj\.r\'(\“ ® /Y
OH
a3 130424031501261017092804 NCCCoc CICIC(C)=CIIC@@HI(C)C(0)=0 NCC1=CC=C(CI)C=C1 CICIC(CI-CIIC@@HICICIO0 | . N[C@H](C)C1=CC=CC=C1.[R] o |cecoro
HNSN N0 H,J\i/\;(\” ® /Y
OH
374 130424031503260217032803 NCCCoc CICIC(C)=CIC@@HI(C)C(0)=0 NCC1=CC=C(S(=0)(C)=0)C=C" OC(C1=COC(CTI)=N1)=0 NCCCN1C=CN=C1 o o OC([C@HI(C)C=0.[S]
o "
HNTN"N07 MJTY“ NN I
375 130424031503260617022802 NCCCoc CICIC(C)=CIIC@@HI(C)C(0)=0 NCC1=CC=CC=C1 OC(C1=CC=C(CTI)C=C1)=0. NCCO CICC1=CC(C(0)=0)=CC=
HNT"N07 mli/Y:\ S ”OJ\OA”
376 130424031503260717032802 NCCCoc CICIC(C)=CIC@@HI(C)C(0)=0 NCC1=CC=C(N(C)C)C=C1 OC(C1=CSC(CCI)=N1)=0 NCCO o o OC([C@HI(C)C=0.[S]
o
NN WW“ i~ M I
377 130424031503261017092803 NCCCoc CICIC(C)=CIIC@@HI(C)C(0)=0 NCC1=CC=C(CI)C=C1 CICIC(CI-CIIC@@HICICIO0 | . NIC@HIC)C1=CO=CC=CIRI [, OC([C@HI(C)C=0.[S]
HNTN"N07 ”OJ\T/Y” R 1 s
a8 130424031504260917102804 NCCCoc CIC/C(C)=CIC@@HI(C)C(0)=0 NCC1=CC(F)=CC(C(F)(F)F)=C1 OC(C1=CSC(CCI)=N1)=0 o NIC@@H](C)C1=CC=CC=C1[S OH |0=ClO)C1=C(C)oc=C1
o
L ”"kf’\'ﬁ“ oé/go
379 130424031509260117042803 NCCCoc CICIC(C)=CIIC@@HI(C)C(0)=0 NCC1=CC=CC(C{F)(F)F)=C1 CICIC(C)=CIIC@@HI(CIC(0)=0 NCCCN1G=CN=C1 o o OC([C@HI(C)B=O.[R]
NN mlf’\'\(\:\ mOD :@C
Br
380 130424031509260217032806 NCCCoc CIC/C(C)=CIC@@HI(C)C(0)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 NO[O@HICIC1=00=00=C1 | OC([C@HI(C)C=0.[S]
o
HNT"N07 mkr\',(\\ 1
W NH, <l
381 1 10280: NCecos CICIC(C)-CIIC@@HICIC0)-0 ca(cicen CICIC(C)=CIIC@@HICICO10 | 1y NIC@@HI(CIC1=CO=CC=C1IS CICC1=CC(G(0)=0)=CC=
™ e b ‘o
82 130424041603260417092803 Nee=C CIGIC(CI=CIIC@@HICIC(0)=0 NCONG(C)=0 C=C(COIC=CIE0 | opius NIC@HICIC1-CO=CO=CIIR | |OCIC@HICION=Os]
o
A o é : 1
383 130424041604260317102804 Nee=C CIIC(CI=CIIC@@HI(CIC(0)=0 NCC1=Co=CS1 OC(C1=COG(CTI=N1)=0 [ NIC@@HI(CIC1=CO=CC=C1.IS| OH |0=COIC1=C(CI00=C1
o e : b M-
384 1304240416042607 17102804 Nee=C oCIC(0)-CI0@RHIec0-0 NCC1=CO=CIN(CICIC=C1 0C(C1=CSCICCI)=N1)=0 e NIC@@HI(CIC1=CO=CC=C1.IS| OH |0=COIC1=C(CI0C=C1
o
NH, : -~
385 1 102804 NCC1=C0=C(0C02IC! CIIC(CI=CIIC@@HI(CIC(0)=0 NCC1=C0=CC=C1 OC(C1=CC=G(CTIC=C1=0 | 1y NIC@@HI(CIC1=CO=CC=C1.IS| OH |0=COIC1=C(CI00=C1
A <
v . NH,
2 Sy o .
386 130424051602260617022803 NCG1=CC=G(OCO2CH CICIC(C)-CIIC@@HICIC0)-0 NCC1=C0=CC=C1 0C(C1=CC=G(CTIC=C1)=0 NCCON1G=CN=C1 R CICC1=CC(G(0)=0)=0C=
0, I NH, ‘
HA O> m)k‘i,\g(\‘ ©/\ 2 n,../\/\,i:/" MJ\O/\J
87 1 17012606 NCC1=C0=C(0C02IC! CIC-CICR@HIGIERO| NCC1=CO=CIN(CICIC=C1 OC(C1=CSCICCI)=N1)=0 NCIC@HI(C)C1=CO=C0=C1 S~ [PCCT-CSGCIMT=O
Y 0 T
! aan O i
o i, 2
NH; OH
388 130424051603260217032803 NCC1=C0=C(0C02IC CIGIC(CI=CIIC@@HICIC(0)=0 NCC1=C0=CS(=0)(C)=0)C= OC(C1=COG(CTI=N1)=0 NCCON1G=CN=C1 vo. o |octceroc-ors)
HN' R . N}N/\Q\ P TSN,
5 Ko ; o
o A .
389 1 7102603 NGG1=CC=G(OCO2)G: CICIC(C)-CIIC@@HICIC0)-0 NCC1=CO=C(ONC=C1 CICIC(CI=CIIC@@HICICO10 | 1y NIC@@HICIC1=CC-CC=CAIS |, |OCIC@HICICI-OIS]
HN 0, HN
5 Ay ; <
390 130424051509260117092803 NCC1=CC=C(OCO2)C: CICIC(C)=C/IC@@HI(C)C(0)=0 NCC1=CC=CG(C(F)(F)F)=C1 CICIGC-CC@GHICISOIO | 1 NIC@HICI1=CO=0C=CLIRI | OC(C@HI(C)C=0.[S]
o
H’N/\@[ ) mi«-(xf“ NINA©)< B I
C c
391 130424051509260317022809 NCC1=CC=C(OCO2)C: CIC/C(C)=C/IC@@H](C)C(0)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=C/[C@@H](C)C(0)=0 NCC1CCOCC1 CICC1=CC(C(Q)=0)=CC=
o
e ) M,J\irﬁ/m HIN/\OX mJ\OAw
o
392 130424061502260317102804 NCC1=CC=CO1 CIC/C(C)=C/[C@@H](C)C(0)=0 NCC1=CC=CS1 'OC(C1=COC(CCI)=N1)=0 X N[C@@H](C)C1=CC=CC=C1.[S OH |O=C(0)C1=C(C)OC=C1
HN' O, i oL H,N ;
W o a W N o
303 130424071501260517012803 NCC1=CC=C(C)C=C1 CICIC(C)=CIIC@@HI(C)C(0)=0 o NesOIC0 OC(C1=CC=C(CTI)C=C1)=0. NCCCN1G=CN=C1 :Y\U OC(C1=CSC(CCI)=N1)=0
ol A * S k
o a HZN/X
on
394 130424071501260517032809 NCC1=CC=C(C)C=C1 CIC/C(C)=C/[C@@H](C)C(0)=0 o NCC(C)(C)O | OC(C1=CC=C(CCI)C=C1)=0 NCC1CCOCC1 Ho. o OC([C@H](C)CI)=0.[S]
NH, I N HN
395 130424081503260417092804 N1CCNCCC1 CICIC(C)=CIIC@@HI(C)C(0)=0 NCCNC(C)=0 _|ocier=ce=cieane=cn=o e N[C@H](C)C1=CC=CC=C1.[R] o |cecoro
HN S
NH OH
396 130424081503260917032808 N1CCNCCC1 CIC/C(C)=CIC@@HI(C)C(0)=0 NCC1=CC(F)=CC(C(F)(F)F)=C1 OC(C1=CSC(CCI)=N1)=0 ~C(CN)C=C1 o o OC([C@HI(C)C=0.[S]
HN q HN
O aan Q. X
NH o b
397 130424081504260417032801 N1CCNCCC1 ) CICIC(C)=CIIC@@HI(C)C(0)=0 NCCNC(C)=0 _|ocier=ce=cieane=cn=o Noco1=oNCz=Co=co=C21 |, OC([C@HI(C)C=0.[S]
HN S
NH v c
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Typewriter
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B
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observation full mol.cod Amines(1) Amines(X1)-smiles Acid(X1)-smiles Amines(c2)-smiles Acid(x2)-smiles Amines(x3) Amines(x3) smiles Pair3 Acids.
130424081510260417022805 N1CCNCCC CICIC(O1=CIIC@EHICIC(0)=0 cclcicon CICCROICRBHICORD |, A, [NoT100C(C-CE=Ca=Cz01 CICC1=CC(C(0)=0)=CC=
HN ‘
NH
399 130424091501260417102804 NCCON1C=CN=C1 CICIC(C)=CIIC@@HICIC(0)=0 NCCNC(C)=0 _|ocet=ce=cicanccno |4, NIC@@HI(CIC1=CC=CC=C1.I8] OH |0=COIGT=C(GI0C=C1
o a ~N o
0
400 130424001501260917102803 NCCON1C=CN=C1 CICIC(C1=CIIC@EHICIC(0)=0 NCC1=CG(F)=CC(CFNFIF)=CT OC(C1=CSC(CC)=N1)=0 o NIC@@HICIC1=00=00=C1IS | OCIC@HICICH=O.[S]
HNTSNSA, G
Cr - . C
401 130424001502260217032803 NCCON1C=CN=C1 CICIC(C)=CIIC@@HICIC(0)=0 NCC1=CC=C(S(=0)(CI=0)C=C (OC(C1=COG(CCI=N1)=0 NCCCN1C=CN=C1 o o OC(C@HICICI=O.[8]
NS mlf/Y“ " Caa's I
402 130424001502260317022803 CICIC(C1=CIIC@EHICIC(0)=0 NCC1=CC=CS1 OC(C1=COG(CCI=N1)=0 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=
403 130424091502260517092804 NCCON1C=CN=C1 CICIC(C)=CIIC@@HICIC(0)=0 NCC(CHCIO _ |ocet=ce=cieenc=cn=0 |, NIC@HI(C)C1=CC=CC=C1.R] o |cecero
HNTSNSNA, . LJ h
(W Ho a a
OH
404 130424091502260817032802 NCCCN1C=CN=C1 CICIC(C)=CC@@HI(CIC(O)=0 N[C@@HI(C)C1=CC=CC=C1 OC(C1=CSC(CCI)=N1)=0 NCCO e OC([C@HI(C)CH=0.[S]
HNTSNSA, g OH
- o a . HNT g
405 130424091504260417032804 NCCON1C=CN=C1 CICIC(C)=CC@@HI(CIC(0)=0 NCCNC(C)=0 |OC(C1=CC=C(CCI)C=C1)=0 NCC1=CC=CO1 oo o OC(IC@HI(C)CI)=0.[S]
BTSN, . h H N 2
</ = E : W
408 130424091504260517032802 NCCCN1C=CN=C1 CICIC(C)=CC@@HI(CIC(O)=0 NCC(C)(C)O |OC(C1=CC=C(CCI)C=C1)=0 NCCO e OC([C@HI(C)CH=0.[S]
H ;
HNTN S, g OH
- or a HNT "
407 130424091509260317032805 NCCCN1C=CN=C1 CICIC(C)=CIC@@HI(CIC(0)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIIC@@HICICO=0 | |, o |Necteociesce=ea=cz0t [ OC(IC@HI(C)CI)=0.[S]
ol
WSS, . ATA
" [ ncii/‘\'/\:\ o «
408 130424091509260417022810 NCCCN1C=CN=C1 CICIC(C)=CC@@HI(CIC(O)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 | NCCC1=CC=C(OC)C(OC)=C1 CICC1=CC(C(0)=0)=CC=
NS
Y N
. y : .
409 130424091510260317032802 NCCCN1C=CN=C1 CICIC(C)=CIC@@HI(CIC(0)=0 cc(e)coN CICIC(C)=CIC@@HI(CIC(0)=0 NCCo oo o OC(IC@HI(C)CI)=0.[S]
o
NS, g
. 7 nc)l\f/\(\:\ " < N> 1
410 130424091510260417032802 NCCCN1C=CN=C1 CICIC(C)=CC@@HI(CIC(O)=0 cc(o)ceoN CICIC(C)=CIC@@HI(CIC(0)=0 NCCO e OC([C@HI(C)CH=0.[S]
NN, . OH
b 0 mi‘i/\(\w Ho e N I
411 130424101501260817032804 C1CNCCNT CICIC(C)=CC@@HI(CIC(0)=0 NIC@@HI(C)C1=CC=CC=C1 OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CO1 oo o OC(IC@HI(C)CI)=0.[S]
o
HN/ﬁ . HNNO
NH e o W L
412 130424101501261017032809 C1CNCCN1 CICIC(C)=CC@@HI(CIC(O)=0 NCC1=CC=C(CC=C1 CICIC(C)=CIC@@HI(CIC(0)=0 NCC1CCOCCt e OC([C@HI(C)CH=0.[S]
HN HN'
k/NH mi‘ﬁ/\" ) ©
413 130424101502260217042809 C1CNCCNT CICIC(C)=CC@@HI(CIC(0)=0 NCC1=CC=C(S(=0)(C)=0)C=C- |OC(C1=COC(CCI=N1)=0 NCC1CCOCCt oo o OC(IC@HI(C)Br=O.[R]
! ° | e X
HO' S <l
L P o "
a4 130424101502260417012806 (C1GNCN1 CICIC(C1=CIIC@EHICIC(0)=0 NCCNC(C)=0 C=C(CCIIC=C1)=0 NCIC@HI(C)C1=CC=C0=C1 ~ "~ [O0CH=CCETIND=O
HN o
k/NH “ ' B ’
A oH
415 130424101503260617012803 (C1GNCNT CICIC(C1=CIIC@EHICIC(0)=0 NCC1=CC=CC=C1 NCCCN1C=CN=C1 S~ |COCT=CSTCAANT=0
HN 1 g PN T
NH e o
on
416 130424101504260617022808 (C1GNCN1 CICIC(O1=CIIC@EHICIC(0)=0 NCC1=CC=CC=C1 =C(CNIC=C1 CICC1=CC(C(0)=0)=CC=
HN !
k/NH miﬁ/\,‘ o mJ\O/\‘
a7 130424101504260617032805 (C1GNCNT CICIC(C)=CIIC@@HICIC(0)=0 NCC1=CC=CC=C1 NCCIC0G(0=00=C2)=C201 | OCIC@HICIC=O1S]
HN o ]
418 130424101504260817032802 (C1GNCN1 CICIC(C=CIC@@HICICI0)=0 NIC@@HI(C)C1=CC=CC=C1 OC(C1=CSCICC)=N1)=0 NCCO o o OCIC@HICICH=O.[S]
HN
G OH
(M e . g X
419 130924021502260717032802 NCCC1CCOCCT R CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CN(CICIC=C1 OC(C1=CSC(CC)=N1)=0 NCco o o OC(C@HICICH=0.[S]
o
H, N/\/Q MJ\O/\U HzN/\/OH I
4 cl
420 130924021502260717102804 NCCC1CCOCCt CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CN(CICIC=C1 OC(C1=CSC(CC)=N1)=0 o NIC@@HI(CIC1=CC=CC=C.I8] OH |0=CO)C1=C(GI0C=C1
0
or a N
HzN/\/Q J\QA N oé/Ko
21 130924021502261017042804 NCCC1CCOCCT CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(CIC=C1 CICIC(CI=CIIC@@HICIC(01-0 NCC1=CC=CO1 o o OC(C@HICIBN=O.R]
HN' Br
22 130924021503260417032803 NCCC1CCOCCt CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 _|octet=ce=cicenc=cn=o NCCCN1C=CN=C1 o o OCIC@HICICH=O.[S]
)i HO" a HJN\N’\N
HN </ .
423 1309240215042607 17092804 NCCC1CCOCC1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(N(C)C)C=C1 ‘OC(C1=CSC(CCI)=N1)=0 HoN N[C@H](C)C1=CC=CC=C1.[R] o CCC(0)=0
0
/\/Q ”“J\O/\U R /\I/
HN' OH
424 130924021504260817102804 NCCC1CCOCC1 CICC1=CC(C(0)=0)=CC=C1 N[C@@H](C)C1=CC=CC=C1 ‘OC(C1=CSC(CCI)=N1)=0 Hy N[C@@H)(C)C1=CC=CC=C1.[S OH | 0=C(0)C1=C(C)oC=C1
0
o a N
425 130924021509260417092804 NCCC1CCOCC1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=C/[C@@H](C)C(0)=0 HoN N[C@H](C)C1=CC=CC=C1.[R] o CCC(0)=0
0
HN' OH
426 1309240315012607 17022802 NCCC1CCOCC1 OC(C1=CSC(CCI)=N1)=0 NCC1=CC=C(N(C)C)C=C1 ‘OC(C1=CSC(CCI)=N1)=0 NCCO CICC1=CC(C(0)=0)=CC=
0
H N/\/Q HZN/\/OH ”OJ\OA,‘
8
a7 1309240315012607 17022804 NCCC1CCOCC1 OC(C1=CSC(CCI)=N1)=0 NCC1=CC=C(N(C)C)C=C1 ‘OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CO1 CICC1=CC(C(0)=0)=CC=
)i = = Ho a
o Ly *
428 130924031501260817042803 NCCC1CCOCCH OC(C1=CSC(CC)=N1)=0 N[C@@H](C)C1=CC=CC=C1 OC(C1=CSC(CCI)=N1)=0 INCCCN1C=CN=C1 oo o OC([C@H](C)BR)=0.[R]
Ve g X -
HaN 5
429 130924031503260817102804 NCCC1CCOCC OC(C1=CSC(CCI)=N1)=0 NIC@@HI(C)C1=t OC(C1=CSC(CCI)=N1)=0 ) NIC@@H)(C)C1=CC=CC=C1.[§] O=C(O)C1=C(C)OC=C1
‘0
430 130924031504260317102804 NCCC1CCOCC1 OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CS1 ‘OC(C1=COC(CCI)=N1)=0 H, N[C@@H)(C)C1=CC=CC=C1.[S 0=C(0)C1=C(C)oC=C1

o o
\ 7 \_/
2 2
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observation full.mol.cod copies Amines(X1) Amines(X1)-smiles Adid(X1) Acid(X1)-smiles Amines(X2) Amines(X2)-smiles Acid(X2) Acid(X2)-smiles Amines(X3) Amines(X3)-smiles Structure of Pair... Pair3 Acids
431 130924031504260517032802 3 NCCC1CCOCC1 :»\'/\U OC(C1=CSC(CCI)=N1)=0 o NCC(C)CIO ‘ OC(C1=CC=C(CCI)C=C1)=0 Ho. o OC(IC@HICICN=0.[S]
o [l C
OH
HoN’ 0 H 'Cl
on
432 130924031504260817022803 3 NCCC1CCOCCt Y\U OC(C1=CSC(CCI)=N1)=0 NIC@@H](C)C1=CC=CC=C1 Y\U OC(C1=CSC(CCI)=N1)=0 NCCCN1C=CN=C1 o CICC1=CC(C(0)=0)=CC=
S . . o S
HoN 0 O
on i, oH
433 1 10280 3 NCCCH: :»\’/\U OC(C1=CSC(CCI)=N1)=0 CC(C)CCN CIC/C(C)=C/C@@HI(CIC(0)=0 Hy! N[C@@H)(C)C1=CC=CC=C1.[S CICC1=CC(C(Q)=0)=CC=
]
/\/O " )\/\ .«,Li»/\‘»(\( HO' a
HN o NH,
on
434 130924041503260317032803 3 NCCC1CCOCCt CIC/C(C)=C/IC@@HI(CIC(0)=0 NCC1=CC=C81 O\(\U OC(C1=COC(CCI)=N1)=0 NCCCN1C=CN=C1 Ho. o OC(IC@HICICN=0.[S]
o o
HN / o o
on
435 130924041510260117092804 3 NCCC1CCOCC1 CIC/C(C)=C/IC@@HI(CIC(0)=0 CC(C)CCN CICIC(C)=CIC@@HICIC(0)=0 | p,n, o CCC(0)=0
‘0
O U o T a ~r
HaN 3 OH
436 131024011504260717042803 3 HN NCC1=CC(F)=C(F)C= O\T/\( | |OC(C1=COC(CCI=N1)=0 NCC1=CC=C(N(C)C)C=C1 \,/\[ | |oC(C1=CsC(CCl=N1)=0 NCCCN1C=CN=C1 Ho. o OC(C@HI(C)BN=O.[R]
I i ' A,
QL Bl '
0 NH, © Br
Yon on
437 131024011510260317102804 |3 N NCC1=CC(F)=C(F)C= OT/\U OC(C1=COC(CCI=N1)=0 cC(C)CeN CICIC(C)=CIC@@HICICO)=0 | 1, NIC@@H)(C)C1=CC=CC=C1.[S OH |0=clo)c1=c(cioc=c1
ao) ks S WL
on —
438 131024021501260317102804 3 HN NCC1=CC(F)=C(F)C= CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CS1 07/\” 'OC(C1=COC(CCI)=N1)=0 Hy! N[C@@H](C)C1=CC=CC=C1.[S OH |0O=C(0)C1=C(C)OC=C1
o a FNTY = ~ o
/ & Q
on —
439 131024021503260417032803 |3, N NCC1=CC(F)=C(F)C=t CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 _ |oc(e1-co=c(EaNc=c1=0 INCCCN1C=CN=C1 oo o OC([C@HI(C)CI=O.[S]
W .
/\Q\ mJ\OAH NZN’V"T" OT/Q/\ BN I
.4 2
440 131024031501260617032802 3 HA NCC1=CC(F)=C(F)C= \’/\(\ OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC=C1 " | OC(C1=CC=C(CCI)C=C1)=0 NCCO Ho. o OC([C@H](C)CI)=0.[S]
/\@\ T ©/\NHZ i T@ e~ I
o=, .4 c
441 131024031503260717032802 |3, N NCC1=CC(F)=C(F)C=t \{’q/\(‘ OC(C1=CSC(CCI)=N1)=0 NCC1=CC=C{N(C)C)C=C1 T\ ., |ocici=cscicen=n1=0 NCCO oo o OC([C@HI(C)CI=O.[S]
\ OH
+ Ao ¥ e~
0 NH, o -
on on
442 131024031503260817012803 3 HN NCC1=CC(F)=C(F)C= Y\ﬂ OC(C1=CSC(CCI)=N1)=0 N[C@@H](C)C1=CC=CC=C1 \,/\” 'OC(C1=CSC(CCl)=N1)=0 INCCCN1C=CN=C1 o ‘OC(C1=CSC(CCl)=N1)=0
A W A I
()
o o
on NH, on on
443 131024031504260917022804 |3, N NCC1=CC(F)=C(F)C=t >\’/\U OG(C1=CSC(CCI)=N1)=0 NCC1=CC(F)=CC(C(F)F)F)=C1 Y\ ., |ocici=cscicen=n1=0 NCC1=CC=CO1 CICC1=CC(C(0)=0)=CC=
T e o HZN/\@ e a
0 0 /
on on
444 131024031509260217012803 |3 N NCC1=CC(F)=C(F)C=t Y\“ OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 INCCCN1C=CN=C1 Y\“ OC(C1=CSC(CCI)=N1)=0
o . o o ~o g
A Hor < -/
o
on on
445 131024031509260317032802 |3, o NCC1=CC(F)=C(F)C= >\,'/\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 NCCO oo o OC([C@HI(C)CI=O.[S]
g OH 5
o b
Yon
446 131024031510260417102803 |3 N NCC1=CC(F)=C(F)C=t Y\“ OC(C1=CSC(CCI)=N1)=0 CC(C)ICON CICIC(C)=C/IC@@HICICIOO | 1 NC@@HICIC1=C0=CO=CTIS |, OC(C@HI(C)CI)=0.[8]
on
447 1 7092804 3 HZN/\Q\ NCC1=CC(F)=C(F)C= CIC/C(C)=C/IC@@HI(CIC(0)=0 NCCNC(C)=0 HNo o CCC(0)=0
W
o
AN i~ " TN
T "
448 131024041504260817032803 3 HN NCC1=CC(F)=C(F)C= CIC/C(C)=C/IC@@HI(CIC(0)=0 NIC@@H](C)C1=CC=CC=C1 Y\U OC(C1=CSC(CCI)=N1)=0 NCCCN1C=CN=C1 Ho. o OC([C@HI(C)CI)=0.[S]
/\Q\ ki"f T AR 1
o o )
i, 5
449 130124011503260517102804 2 NCC1=CC=CC(Br)=C1 O\K\U OC(C1=COC(CCl)=N1)=0 o NCC(C)C)O X N[C@@HI(C)C1=CC=CC=C1.[S OH | 0=C(O)C1=C(C)OC=C1
o ]
v |
HoN N
o8 A &t
on —
450 130124011509260317032809 2 NCC1=CC=CC(Br)=C1 OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=C/[C@@HI(C)C(0)=0 NCC1CCOCCt Ho. o OC([C@HI(C)CI)=0.[S]
HA & o i . HA
e o « 5
o 'Cl
on
451 130124021502260817022804 2 NCC1=CC=CN=C1 C‘\’/\U OC(C1=COC(CCl)=N1)=0 NIC@@H](C)C1=CC=CC=C1 L\(\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CO1 CICC1=CC(C(Q)=0)=CC=
Y SN [ ) HZN/\E‘} = ul
2 o o /
on NH, oH
452 130124021503260217092804 2 NCC1=CC=CN=C1 OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C" OY\U OC(C1=COC(CCI)=N1)=0 HNe N[C@H](C)C1=CC=CC=C1.[R] @ CCC(0)=0
LN T e \A ! -
Z o t o OH
on oH
453 130124021503261017032801 2 NCC1=CC=CN=C1 O\K\U OC(C1=COC(CCl)=N1)=0 NCC1=CC=C(Cl)C=C1 CIC/C(C)=C/[C@@HI(C)C(0)=0 NCCC1=CNC2=CC=CC=C21 Ho. o OC([C@HI(CIC=0.[S]
HoN' N I HN .
[ : - , )
Z © OH HAN 'Cl
454 130124031501260417042809 2 NCCCOC OY\U OC(C1=COC(CCI)=N1)=0 NCCNC(C)=0 " OC(C1=CC=C(CCI)C=C1)=0 NCC1CCOCCt Ho. o OC([C@HI(C)BN=0.[R]
n h HN
N W NIN/\/N\rO GTO/\ X /\OD 1 R
0 H Br
OH
a5 i 7032801 |2 NCCooC O~ [OBIGT-000TI =0 | NGC1=CC=GINICICIC=C1 o [09TGsaeO0 NCCCI=ONC2-CC=CC=C21 |~ |OCIC@HICICI-01S]
i \
e ' O “ B X
& e, o " 2
OH OH -
456 130124031501260817022805 |2 NCCCOC OY\” OC(C1=COC(CCI)=N1)=0 NIC@@H](C)C1=CC=CC=C1 j/\ ., [oc(ct=cscicen=n1=o o Ai‘/\o NCG1COC(C=CC=C2)=C201 CICC1=0C(C(0)=0)=CC=
e~ I i J‘i\©A
o o
on N, on
457 130124031501260817032802 2 NCCCOC Oj/\ . |ocer=cocican=n1=0 N[C@@HI(C)C1=CC=CC=C1 :\'/\ ., |ocici=cscicen=n1=0 NCCO oo o OC([C@HI(C)CI=O.[S]
]
N M t e ~OH I
o o 3
on NH, oH
458 130124031501260817032803 |2 NCCCOC OY\” OC(C1=COC(CCI)=N1)=0 N[C@@H(C)C1=CC=CC=C1 j/\ ., [octci=cscicen=n1=0 INCCCN1C=CN=C1 oo o OC([C@HI(C)CI=0.[S]
| § ¢ o X
o o g
on N, on
459 130124031501261017042803 |2 NCCCOC OT/\“ OC(C1=COC(CCI=N1)=0 NCC1=CC=C(CI)C=C1 CICIC(C)=CIC@@HI(CIC(0)=0 INCCCN1C=CN=C1 oo o OC([C@H](C)BI=O.[R]
Har
S~ b /\Q\ ”"J\i"ﬁﬂ‘ WO ;E .
©; - Br
on
480 130124031502260217032802 |2 NCCCOC o\’/\ﬂ OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(S8(=0)(C)=0)C=C" o\,/\ o, |ocic1=cocican=n1)=0 NCCO oo o OC(C@HI(C)CI)=0.[8]
v 4
P (T ~aL; T e X
o > o C
on on
481 130124031502261017012805 |2 NCCCOC o]/\m OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(CHC=C1 CICIC(C)=CIC@@HI(CIC(0)=0 NzNNf/\O NCC100C(C=C0=C2)=C201 *i]/\(‘ OC(C1=CSC(CCI)=N1)=0
Har
e~ ’}/ 0L . JYY O\Q ?,
o <
OH OH
462 130124031503260217032802 |2 NCCCOC o. ., |ocier=cocican=n=o NCC1=CC=C(8(=0)(C)=0)C=C" o\“/\ «, |octc1=cocican=n1)=0 NCCO oo o OC([C@HI(C)CI=0.[S]
< e Q
N N »° N N ~_OH
o > o C
on on
463 130124031503260217102804 |2 NCCCOC OY\“ OC(C1=COC(CCI=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C" OY\ ., |ocic1=cocican=n1)=0 Iy NIC@@H)(C)C1=CC=CC=C1.[S OH |0=C(o)C1=C(C)oc=C1
o T L .
HN o 8 N 0
o & o q
on on =
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observation fullmol.codk copies|  Amines(xt) | Amines(Xi)-smiles | Acidxr) AdidX1)-smiles Amines(@) Amines(2)-smiles Acid(xe) Acid(xe)-smiles Amines(3) Amines(3)-smiles Structure of Pair. Pair3 Adids
130124031503260417022803 |2 Neocoe O a [ 091-0OGCTN1=0 NCONG(C)=0 |ocier=ce=cieaic=cir=o NCCON1C=CN=C1 CICC1=CC(G(0)=0)=0C=
T 0 .
b0 } s r@ T mlcf"
o H
o
465 1 012803 |2 Noccoe o~ [Peei=CosaIIO NCC1=C0=CC=C1 [OC(C1=CC=C(GCC=C1)=0 NCCONIG=CN=C1 o |oeereseaN=o
a
SN }L‘ OANHZ OTQA NMV\'Q/, I
o
OH " OH
468 130124031603260717032802 |2 Neocoe o~ [ocic1=cocica=N1=0 | NCC1=CC=CIN(GICIC=C1 . [ecci=csccen=Nn=0 NCco o o |octceHieci=ols]
[ 1
e A /N\O\/ N~ e~ I
.
G s o .
on on
467 1301240316032607 17042803 |2 Neacoe o~ [Peet=CosEaIRO : NCC1=CO=CIN(CICIC=C1 S~ ~a [POCT-CGCIRT=O NCCONIG=CN=C1 o o |octcericr-or
o IN O L SR~ P
o, s -
408 130124031504260417022810 |2 NCCcoC O a [SI-OGCTMNT=O NCONG(C)=0 C=C(CCII0=C1)=0 1 NCCG1=C0=C(OCIG(O0)=C1 CICC1=C0(G(0)=0)=0C=
T W
LN~ ] PN S )
: e T pN e
o
469 130124031604260817102803 |2 Noccoe o~ [Peei=CosaIzO NC@@H(CIC1=0C=CC=C1 o [ooCTosEERIN=0 o NICQ@MICICT=C0-CC-CTIS |, |OCIC@HICION=0s]
A be. ba. B 5 < -
0 0 'Cl
on NH, on
470 130124031509260217032808 |2 NCCCOC Oj/\“ OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 BrC1=CC=C(CN)C=C1 oo o OC([C@HI(C)CI=0.[S]
1 A
G o .
o
an 130124031500260417012804 |2 NCCCOC OY\” OC(C1=COC(CC=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 INCC1=CC=CO1 (j/\” OC(C1=CSC(CCI)=N1)=0
o
SN i\,k MAOX mj\i/\!r< HzN/\@ ci !
o
on on
a2 130124031500260417022805 |2 Neoooe ool [081-CO0CONY-0 NCC1=CO=CC(C(FIF)FI=CT CIOCO-CICRAHICIOORO. [, g, [NOCTE00(0-Co-021-201 CICC1=CC(C(0}=0)=CC=
T g
A~ }N HINAOX HOJ\‘VY‘ o\@ mJ\OA,‘
o
on
473 130124041501260517022804 |2 NCC=C OY\” OC(C1=COC(CCI)=N1)=0 NCC(C)(C)O OG(C1=CC=C(CCI)C=C1)=0 NCC1=CC=CO1 CICC1=CC(C(0)=0)=CC=
OH a o
A i HN ° HzNA@ = el
° OH "
474 130124041501260617032805 2 NCC=C OY\“ OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC=C1 | OC(C1=CC=C(CCI)C=C1)=0 m NNf/\O NCC1COC(C=CC=C2)=C201 Ho. o OC([C@H](C)CI)=0.[S]
NH, | ©/\ NH, @ N ol I
AN
o M Cl
on
475 130124041501260817032807 |2 NCC=C OY\“ OC(C1=COC(CCI=N1)=0 NIC@@H](C)C1=CC=CC=C1 (\f/\“ |OC(C1=CSC(CCI)=N1)=0 J# [neor=ceioicciozet [ OC([C@HI(C)CI=O.[S]
I T o
/\/NHZ }N }N \Q) I 5
o o b
on NH, ‘on <
476 130124041501260917022809 2 NCC=C OY\“ OC(C1=COC(CCI)=N1)=0 NCC1=CC(F)=CC(C(F){F)F)=C1| Y\” 'OC(C1=CSC(CCl)=N1)=0 NCC1CCOCC1 CICC1=CC(C(0)=0)=CC=
o ' v I HN
A ) - .
0 0
on on
a7 130124041502260417042805 |2 NCC=C OY\” OC(C1=COC(CC=N1)=0 NCCNC(C)=0 |OC(C1=CC=C(CTI)C=C1)=0 . |Nectcocie=ce=ca=c0t || OC([C@H](C)BI=O[R]
| ; T
o § g e .
© OH " Br
478 130124041502260517022803 2 NCC=C OY\U OC(C1=COC(CCI)=N1)=0 o NCC(C)(C)O . | OC(C1=CC=C(CCI)C=C1)=0 INCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=
NH. \ !\l P o, HASNSA, .
A HzN/% ] o ]
© OH "
479 130124041502260617032802 |2 NCC=C OY\“ OC(C1=COC(CC=N1)=0 NCC1=CC=CC=C1 |OC(C1=CC=C(CTI)C=C1)=0 NCCO o o OC([C@HI(C)CI=O.[S]
T - a
P \n ©/\ ) o HZN/\/OH I g
o oH H 'Cl
480 130124041502260017032802 |2 Neo=C o~ [PCCH=COREOINIO NCC1=CO(F)=CC(CR)FIF=CT < e [0C-GCE0N-0 NCco o o |octceriecr-orsi
o A v W ~_OH
A . . HN i
oH oH )
81 130124041603260317032802 |2 Nee=C o~ [PeeteosaIzo NCC1=Co=CS1 Ol [PGGH-CORETI IO NCco o o |osteeHicier-ols]
T s 1
NH, N HN ] OH s
AN c} N i N s
OH OH h
e 130124041503260617032601 |2 Neo=C o~ [Peet=CoEaIO NCC1=C0=CC=C1 C=C(CCI)0=C1)=0 NCCG1=CNC2=CC= o o |octcerieerorsi
1 NH,
PN }N ©/\ o " I
© Har c
on
484 130124041603260717032806 |2 Neo=C o~ [PeeteosEaIzO : NGC1=CO=CINICIGIG=C1 ol [CoCToSEERIN =0 NCIC@HICICI=00=CC=CT | |OC(C@HICION=Os]
A~ o /"\©\/ s I s
o s o . -
o oH 2
485 130124041505260617092604 |2 Nee=C ke NIC@@HI(C)C1=CC=CC=C1 et NIC@H(C)C1=CC=CC=C1.IR] o |oocor0
T T
PN N P " INp
o o OH
o NH, on
486 130124041603260017032802 |2 Neo=C o~ [Peet=CosaIRO NGS1=GOF-COCEHPRIG] S~ [0OIGT=GSTCaANT=0 NCco o o |octeericierols]
I o \!
! OH
A }"‘ N HN I
o o e
OH OH -
87 130124041504260417022605 |2 Neo=C O o [OST-OGCTRNT=O NCONG(C)=0 o[ 0PCTEoaTICCN=0 A~ [NOGHGO0E=G0-C21-C201 CICC1=C0(G(0)=0)=0C=
W S ] WY
AN NN B . -
7 o T ¢
on
488 130124051601260717032802 |2 NCG1-Co-GO00RIE] B~ [0G(GH=COCONI0 , NCC1=CO=CIN(CICIC=C1 ol [ooTosEERN =0 NCco vo. o |octcericc-ors)
HN 8 \ OH
~or T ey X o
o G i, o &
OH OH
489 130124051601260917032810 |2 NOGHGO-00002K] — 0n, g [00IGH=COCCGIRNT=0 NCG1=CC(F)=CC(CRIPIF=CT < e [0C-CCERN-0 NCOC1=CO=CIO0ICIO0KCH | 0 |OCIC@HICICH=OS]
e 7 o v X
0 o 0 H o7 |
on on
4g0 130124051501261017032809 |2 NCC1=CC=C(OCO2)C OY\” OC(C1=COC(CC=N1)=0 NCC1=CC=C(CIC=C1 CICIC(C)=CIC@@HI(CIC(0)=0 NCC16C0CCT oo o OC([C@HI(C)CI=0.[S]
H 0 W N . HN
> Ao ]
o o < s
on
91 130124051502260217102802 |2 e I NOGH-CO-CISCOIG-00-C] 0~ [0C(GH-COC(Ca-M1-0 o NIC@@HI(CIC1=CC=CC=C1IS| CICC1=CC(C(0}=0)=CC=
L 7 Q1 I |
o G I~ -
o on
492 130124051502260317032806 |2 NCC1=CC=C(OCO2)C oY\U OC(C1=COC(CCI=N1)=0 NCC1=CC=CS1 07/\“ |OC(C1=COC(CTI)=N1)=0 NCC@H|GIC1=cC=Cco=Ct || OC([C@HI(C)CI=O.[S]
HN °> W HN R { N
® . Ly o . .
OH OH NH,
493 130124051502260317042804 |2 e I e NCC1=Co=CS1 O~ o [0BC1-CocEa-Nt-0 NCC1=CC=C01 o o |octceniom-om
H,N/\©E°> W HZN/\E> W sz/ﬁ I N
S . ) . ) 5,
on on
494 130124051502260517032802 |2 NCC1=CC=C(OCO2)C OY\“ OC(C1=COC(CCI=N1)=0 NCC(CNC)O |OC(C1=CC=C(CTI)C=C1)=0 NCCO oo o OC([C@HI(C)CI=O.[S]
HN' 2 OH a
/\Q: ) ’ HoN @ M s
o o g L
on
495 130124051502260617032802 2 NCC1=CC=C(OCO2)C: OY\(‘ OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC=C1 | OC(C1=CC=C(CCI)C=C1)=0 NCCO Ho. o OC([C@H](C)CI)=0.[S]
HA , W NH, N OH
/\CE 5 ] . P
° © OH " B
496 130124051502260717102802 |2 NCC1=CC=C({OCO2)C OY\“ OC(C1=COC(CCI)=N1)=0 NCC1=CC=C{N(C)C)C=C1 (\f/\“ |OC(C1=CSC(CCI)=N1)=0 Iy NC@@H|(CIC=C0=Co=CTIS CICC1=CC(C(0)=0)=CC=
n,uA©:°> I A M
s o a
on on
ag7 130124051502261017092804 |2 NCC1=CC=C(0CO2)C: OY\“ OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(CHC=C1 CICIC(C)=CIIC@@HICICIO)=0 | 1in, N[C@H](C)C1=CC=CC=C1.[R] o |cccoro
N o I o o
A¢® " Q. A "
d o a OH
o
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observation fullmel.codk copies|  Amines(x1) Amines(x1)-smil Acidix1) AdidX1)-smil Amines() Amines()-smil Adid(xe) Acid(xe)-smil Amines(3) Amines(3)-smiles Structure of Pair. Pair3 Adds
1 102804 |2 NOOH=CO-0I0002KG] 0, g [00IGH=COBICTIR1=0 NCC1=Co=CS1 0 ~a 0C1=00ciCr e NIC@@HI(CIC1=CO=CC=C1.IS) OH |0=C(O)c1=C(CI0c=C1
o T 1
H,N' N N
/\©[°> O’}/ o Oé/go
o on —
490 130124051603260417022800 |2 NCG1-CO-GOC0RIE] B~ [0G(GH-COCONI0 NCONG(C)=0 0C(C1=CC=G(CTIC=C1)=0 NCC1CC0CC R CICC1=CC(G(0)=0)=0C=
a
0 b 7 e -
) 0 ” o)
o
500 1 7002800 2 e s NCONG(C)=0 =C(COIC=C1)=0 NCC1CC00CT o o OC(C@HI(CIBN=O.R]
o I H
Y
e : Cand X
C o Br
o
501 130124051604260817032802 |2 NCO1-CO-GOC0DIE] B~ [0G(GH=COCONI0 NIC@@HI(C)C1=CC=CC=C1 <o [oot=CseERN =0 Ncco o o OC(C@HICICH=0.1S]
Hm/\©:0> Q\,L N N I
o o o ? L
on NH, ‘on
502 1 702803 |2 NOGH=Go-G0002K 0~ ~q [00GH=COSCGIRNT-0 NOGH=GOR-CORIPFRC] S~ ~q [0CGT-GSGCOMNT=0 NCCONIG=CN=C1 CICC1=CC(G(0)=0)=CC=
A i W
]
oi/ o
on
503 130124051609260117042801 |2 OG(C1=COG(CC=N1)=0 =CCCPFIF=CI CICIC(C)=CIIC@@HICIC(0)=0 OC(C@HI(C)BN=O [R]
504 130124051500260217022808 |2 NCC1=CC=C(OCO2)C cuj/\U OC(C1=COC(CCI=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 BrC1=CC=C(CN)C=C1 CICC1=CC(C(0)=0)=CC=
o T -~
o o o
o
505 130124051509260217032802 |2 NCC1=CC=C(0CO2)C: OY\” OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 NCCO oo o OC(C@HI(C)CI)=0.[8]
o o
N \ g OH
o> é},k m/\@)( “°W’— N
o a
on
506 130124051509260317012801 |2 NCC1=CC=C(OCO2)C Oj/\” OC(C1=COC(CCI=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 NCCC1=CNC2=CC=CC=C21 :Y\U OG(C1=CSC(CCI)=N1)=0
o [
HN S }N /\OX ii'/Y /\% b
v vor : "
° © OH T OH
507 130124051509260417012804 2 NCC1=CC=C(OCO2)C: OY\“ OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 | CICIC(C)=C/[C@@H](C)C(0)=0 NCC1=CC=CO1 o ‘OC(C1=CSC(CCl)=N1)=0
o 2 0
v 5 }k @ . JY\f HgN/\@ 2\ I
d o
on on
508 130124051510260117012803 |2 NCC1=CC=C(OCO2)C oj/\” OC(C1=COC(CCI=N1)=0 cC(C)CeN CICIC(C)=CIC@@HI(CIC(0)=0 INCCCN1C=CN=C1 (Y\“ OC(C1=CSC(CCI)=!
; ! )\/\ !
N . NS
g e S o
on on
509 130124051510260117102804 2 NCC1=CC=C(OCO2)C: OY\“ OC(C1=COC(CCI)=N1)=0 'CC(C)CCN | CICIC(C)=C/[C@@H](C)C(0)=0 Hy! N[C@@H](C)C1=CC=CC=C1.[S OH |O=C(0)C1=C(C)OC=C1
Q Jl ?
N \ W )\A q
o> oﬁ}( NH, ”"Jk‘f/\(\’— N o
on —
511 130124061502260317022803 2 NCC1=CC=CO1 OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=CS1 OY\U 'OC(C1=COC(CCI)=N1)=0 NCCCN1C=CN=C1 CICC1=CC(C(Q)=0)=CC=
0 T . s, N NN,
HN X : o a
v, : 0 Q
on on
512 130124061502260617022803 2 NCC1=CC=CO1 foX a OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC=C1 | OC(C1=CC=C(CCI)C=C1)=0 INCCCN1C=CN=C1 o 'CICC1=CC(C(Q)=0)=(
a
HzN/\ﬁ/) T [)/ SNH, OTOA uy/\/\,@u MJ\Q/\J
o "
on
513 130124061502260717102803 |2 . NCC1=CC=CO1 OY\G OC(C1=COC(CCI=N1)=0 : NCC1=CC=C{N(C)C)C=C1 \(Y\“ |OC(C1=CSC(CCI)=N1)=0 i NC@@H|(CIC=C0=Co=C1IS |\ OC([C@HI(C)CI=O.[S]
HN N P N s
o on
514 130124061504260417092804 2 NCC1=CC=CO1 OY\,‘ OC(C1=COC(CCI)=N1)=0 NCCNC(C)=0 | OC(C1=CC=C(CCI)C=C1)=0 HN N[C@H](C)C1=CC=CC=C1.[R] o CCC(0)=0
o, T 0 o X
HzN/\E} }N ”‘NNNYO o\l/ﬂjA N /Y
o ¢ OH
on
515 1 022803 |2 NCC1=CC=CO1 e NCC1=CC=CC(CRIFIFI=CH CICIC(C)=CIIC@@HICIC(0)=0 NCCONIG=CN=C1 CICC1=CO(C(0)=
0, T
HZN/\E/) }N H'N/\O)< ”"J\T’Y‘ HaSNA, ”"J\O/\”
o
OH
516 130124071601260217032805 |2 NCC1=CC=C(CIC=CT| o OC(C1=COC(CC=N1)=0 NCCt=Co=C(S(=O)C=0)c=C| o OC(C1=COG(CTI=N1)=0 NCC1C0G(C=0C=C2)=G201 OC(C@HICICH=0.1S]
" T LagV) e =R o
r;
. 72 . O X
o on
517 130124071601260317012810 |2 » NCC1=GC=CIC)C=CH \o\!(\u OG(C1=COG(CC=N1)=0 o _ |neetco-cst o\l(\u OC(C1=COG(CTI=N1)=0 1 NCCG1=C0=C(OCIG(O0)=C1 :WN/\U OC(C1=CSC(CCI)=N1)=0
!
., W . e
o on oH
518 130124071601260317002803 |2 o~ [PeetCoaIIO Ol [SGH-0C(CC [ NIC@HICIC1=CO-CO=CARI | .0 OC(C@HICICH=0.1S]
N N R
o o s
o on
519 130124071601260417032802 |2 e e = NCONG(C)=0 0C(C1=CC=G(CTIC=C1)=0 NCco o o OC(C@HICICH=0.[S]
- T " a
O g iy : ad
o H 'Cl
o
520 130124071601260517102802 |2 NCG1-Co-GOIG=CT | B~ [0G(GH=COCONI0 o 00 OC(C1=CC=G(CTIC=C1=0 | 1y NC@@HICIC=Co-Co=Chls CICC1=CC(G(0)=0)=0C=
NH, 1 o
/O/\ : Q\'N HN cﬁf@A H{,)‘\O/\‘
o "
o
521 130124071601260717022807 |2 TEEETe | f, PHOER s AN NCC1=CC=CIN(GICIC=C1 “~. |OC(CH=CSC(CT) i, [NGG1=CC(0C)=CC(0C)=C1 CICC1=CC(C(0)=O)=
s ! . 1 A
- HO" cl
o on N
522 130124071601260717042804 |2 . NCC1=CC=CIC)C=C \OWL‘/\U OC(C1=COC(CC=N1)=0 ) NCC1=CC=CIN(GICIC=C1 \\;&/\U OC(C1=CSCICC)=N1)=0 o, [hest=co-cot o o OC(C@HICIBN=OR]
2 P HzN/\[> 1 B
/©A oi YO U™ . W, u
OH OH
523 130124071601260817022803 |2 NOGH=Go-GIEIG-G [ o~ ~q [00GH=COSCGIRN-0 NIC@@HI(C)C1=CC=CC=C1 S~ ~a [PCCT-CSGCIMT=0 NCCONIG=CN=C1 CICC1=CC(G(0)=0)=CC=
o }:N }L o~ . J\Oﬁ
o o
o NH, on
524 130124071501260817032802 |2 NCC1=CC=C(C)C=C1 OY\” OC(C1=COC(CCI)=N1)=0 NIC@@H](C)C1=CC=CC=C1 j/\” OG(C1=CSC(CCI)=N1)=0 NCCO oo o OC([C@HI(C)CI=0.[S]
NH, \ \ OH
/©/\ ) }k ﬁ}J« HNTN
© "NH, © OH d
on ;
525 130124071501261017012801 |2 NCC1=CC=C(C)C=C1 cuj/\U OC(C1=COC(CCI=N1)=0 NCC1=CC=C(CI)C=C1 CICIC(C)=CIC@@HI(CIC(0)=0 NCCC1=CNC2=CC=CC=C21 Lﬁ/\“ OG(C1=CSC(CCI)=N1)=0
o ¢ ! Y B £
vor : .
° OH - T OH
526 130124071501261017092804 2 NCC1=CC=C(C)C=C1 OY\“ OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(Cl)C=C1 | CICIC(C)=C/[C@@H](C)C(0)=0 HNa N[C@H](C)C1=CC=CC=C1.[R] o CCC(0)=0
o ¢ Q) S & -~y
< R
o «
o < OH
on
527 130124071502260317032801 2 - NCC1=CC=C(C)C=C1 OT/\“ OC(C1=COC(CCI)=N1)=0 . NCC1=CC=CS1 OT\“ OC(C1=COC(CCI)=N1)=0 NCCC1=CNC2=CC=CC=C21 | OC([C@HI(C)CN=0.[8]
3 ] HN 3
OH OH - -
528 13012407 1502260417022805 2 NCC1=CC=C(C)C=C1 0\’/\“ OC(C1=COC(CCI)=N1)=0 NCCNC(C)=0 | OC(C1=CC=C(CCI)C=C1)=0 N o NCC1COC(C=CC=C2)=C201 CICC1=CC(C(0)=0)=CC=
NH, H o N Ai‘/\
fon be e Nep o
o "
on
529 130124071502260517042803 |2 NCC1=CC=C(C)C=C1 oj/\” OC(C1=COC(CCI=N1)=0 on NCC(CNC)O |OC(C1=CC=C(CTI)C=C1)=0 INCCCN1C=CN=C1 oo o OC([C@H](C)BI=O.[R]
a
'NH,
/©/\ 2 ’}Jv HZN/% OTO/\ AN, ;C R
o H Br
OH
530 13012407 1502260617032806 2 NCC1=CC=C(C)C=C1 joX a OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC=C1 | OC(C1=CC=C(CCI)C=C1)=0 NC[C@H](C)C1=CC=CC=C1 Ho. o OC([C@H](C)CI)=0.[S]
)@/\NH, I ©ANHZ i T@AJ I
= H R NH, cl
531 130124071502260817022802 |2 NCC1=CC=C(C)C=C1 OY\“ OC(C1=COC(CCI)=N1)=0 N[C@@HI(C)C1=CC=CC=C1 (Y\“ OG(C1=CSC(CCI)=N1)=0 NCCO CICC1=CC(C(0)=0)=CC=
T 1
NH, \ OH
ol ¥ by e~
o o
o NH, on
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abservation full.mol.code copies | Amines(X1) Amines(X1)-smiles Adid(X1) Acid(X1)-smiles Amines(X2) Amines(X2)-smiles Acid(X2) Acid(X2)-smiles Amines(X3) Amines(X3)-smiles. Structure of Pair... Pair3 Acids
532 130124071502261017032805 2 NCC1=CC=C(C)C=C1 O\"/\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(CI)C=C1 CIC/C(C)=C/C@@HI(CIC(0)=0 "zN’\f/\o NCC1COC(C=CC=C2)=C201 Ho. o OC([C@HI(CIC=0.[S]
NH, W HN . )
. o :
o G L
OH B
533 130124071503260317022808 2 NCC1=CC=C(C)C=C1 C‘w/\U OC(C1=COC(CCN=N1)=0 NCC1=CC=CS1 OY\U OC(C1=COC(CCI)=N1)=0 BrC1=CC=C(CN)C=C1 CICC1=CC(C(0)=0)=CC=
NH, 1 S, . N i
2 N HoN N 4 o a
o W o o
ot on
534 130124071503260517032802 2 NCC1=CC=C(C)C=C1 0. a OC(C1=COC(CCI)=N1)=0 o NCC(C)C)O OC(C1=CC=C(CCI)IC=C1)=0 NCCO Ho. 0 OC([C@HI(CIC=0.[S]
H <
NH, \! OH
/@/\ Q/N H?N/X o, e 4
o o H 'Cl
535 1301240715032607 17092804 2 NCC1=CC=C(C)C=C1 OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(N(C)C)C=C1 S a OC(C1=CSC(CCI)=N1)=0 HoN N[C@H](C)C1=CC=CC=C1.[R] CCC(0)=0
o i, o OH
or on
536 130124071503260817032802 2 NCC1=CC=C(C)C=C1 Oj/\u OC(C1=COC(CCI)=N1)=0 N[C@@H](C)C1=CC=CC=C1 Y\U OC(C1=CSC(CCI)=N1)=0 NCCO Ho. o OC([C@HI(CIC=0.[S]
N, I W OH
Joh b ! o~ ‘
o o .
ot NH, on
537 130124071503260817032804 2 NCC1=CC=C(C)C=C1 O\T/\( | |OC(C1=COC(CCI)=N1)=0 N[C@@H](C)C1=CC=CC=C1 S \‘/\[ | |OC(C1=CsC(CCl=N1)=0 NCC1=CC=CO1 HO. o OC(IC@HICICN=0.[S]
o f k s X
|
o o / 'Cl
on NH, oH
538 130124071503260917012805 |2 NCC1=CC=C(C)C=C1 o. OC(C1=COC(CCI)=N1)=0 NCC1=CC(F)=CC(C(FNF)F)=C1 OC(C1=CSC(CCI)=N1)=0 INCC1COC(C=CC=C2)=C201 OC(C1=CSC(CCI)=N1)=0
. w/\u \‘,/\u N,NN(\O Y\U
NH, \ i HaAY \ 1 o, N\t
o o o
ot on on
539 130124071503260917102804 2 NCC1=CC=C(C)C=C1 OY\” OC(C1=COC(CCI)=N1)=0 NCC1=CC(F)=CC(C(F)F)F)=C1| 7/\ ., |ociet=csc(cal=N1)=0 H, NIC@@H)(C)C1=CC=CC=C1.[§] OH |o=cloct=cicioc=c1
/@Awl T e i .
N X
o & o 0
or oH —
540 130124071504260317032802 |2 NCG1=CO=CIC)IC=C1| 0~ |OC(C1=COC(Ga=N1)=0 NCC1=0C=C81 o. 0C(C1=COG(CCI=N1)=0 NCCO OC(C@HICIC=0.[5]
ik ) jk/\ ‘ HN \ \k’/\” OH o
N W) HNT 4
o o &
or on
541 130124071504260817032802 2 NCC1=CC=C(C)C=C1 OY\” OC(C1=COC(CCI)=N1)=0 N[C@@H](C)C1=CC=CC=C1 7/\ . |ociet=cscican=N1)=0 NCCO -~ OC([C@HI(C)CN=0.[S]
'NH,
/@/\ . }k }L i~ I g
o o -
or NH, oH
542 130124071504260817032807 |2 NCC1=CC=C(C)C=C1 OY\” OC(C1=COC(CCI)=N1)=0 N[C@@H](C)C1=CC=CC=C1 ., |ociet=cscican=n1=0 nr, [NCc1=cc(oc)=cooc)=c1 N OC([C@HI(C)CH=0.[S]
v T ™ o "
3 i
o o -
‘o N, OH os )
543 130124071509260117012803 |2 NCC1=CC=C(C)C=C1 OY\“ OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 INCCCN1C=CN=C1 s ., |oc(c1=cse(ee=N1)=0
NH T 0 ™
: ! Sa eyl e D '
2 1o <
o
or oH
544 130124071509260117012807 2 NCC1=CC=C(C)C=C1 OY\“ OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=C/[C@@H](C)C(0)=0 1. INCC1=CC(OC)=CC(OC)=C1 o ‘OC(C1=CSC(CCI)=N1)=0
Jops e o 0 pin
N,N/\©)< o L
o
OH o OH
545 130124071509260117032807 2 NCC1=CC=C(C)C=C1 OY\” OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 j# Neei=ceooccEect | OC(IC@HI(C)CI)=0.[S]
NH, [ ? o )
o L
or C c
546 130124071509260217032802 |2 NCC1=CC=C(C)C=C1 OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=C/IC@@HNCIC(O)=0 NCCO e OC([C@HI(C)CH=0.[S]
NH W OH
)@/\ N ;}/N N,N/\©)< ”"J\‘i’ﬁ”‘ NN
o L
OH b
547 130124071509260317022807 |2 NCC1=CC=C(C)C=C1 OY\“ OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 N, [NCC1=CC(OC)=CC(OC)=C1 N CICC1=CC(C(0)=0)=CC=
NH, \ i . P
v NOJKTAY\( ]
o
or N
548 130124071509260317032802 2 NCC1=CC=C(C)C=C1 OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=C/C@@HI(CIC(0)=0 NCCO Ho. o OC([C@HI(CIC=0.[S]
NH, W OH
/@/\ N ’}/N n,m\@)( ”°j\fﬁ/\‘ N
o -
OH
549 130124071509260317032809 2 NCC1=CC=C(C)C=C1 OY\U OC(C1=COC(CCN=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=C/C@@HI(CIC(0)=0 NCC1CCOCCH Ho. o OC([C@HI(CIC=0.[S]
NH, ! i HaN
o L
OH -
550 130124071510260117032801 2 NCC1=CC=C(C)C=C1 OY\U OC(C1=COC(CCI)=N1)=0 CC(C)CCN CIC/C(C)=C/C@@HI(CIC(0)=0 NCCC1=CNC2=CC= Ho. o OC([C@HI(CIC=0.[S]
NH, o ‘ "
© OH : N (
551 130124071510260217032809 2 NCC1=CC=C(C)C=C1 C‘w/\U OC(C1=COC(CCN=N1)=0 CC(C)CCN CIC/C(C)=C/C@@HI(CIC(0)=0 NCC1CCOCCH Ho. o OC([C@HI(CIC=0.[S]
NH, [ )\/\ i . HN s
OH B
552 130124071510260317032803 2 NCC1=CC=C(C)C=C1 OY\U OC(C1=COC(CCI)=N1)=0 CC(C)CCN CIC/C(C)=C/C@@HI(CIC(0)=0 NCCCN1C=CN=C1 Ho. o OC([C@HI(CIC=0.[S]
NH, M /]\/\ o A,
o NH o h < L
OH B
553 130124081501260417042803 2 N1CCNCCC1 C‘m/\U OC(C1=COC(CCN=N1)=0 NCCNC(C)=0 ‘ OC(C1=CC=C(CCI)C=C1)=0 NCCCN1C=CN=C1 Ho. o OC([C@H)(C)B=O |
HN H ‘
~ § Y B N .
NH = H B
554 130124081501260517022809 2 N1CCNCCC1 0. a OC(C1=COC(CCI)=N1)=0 NCC(C)C)O OC(C1=CC=C(CCI)IC=C1)=0 NCC1CCOCCH CICC1=CC(C(0)=0)=CC=
HN { ' OH o HN
N o, 2 c
. A O 0o
NH on H
555 1 012803 2 N1CCNCCC1 OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC=C1 " OC(C1=CC=C(CCI)C=C1)=0 NCCCN1C=CN=C1 ol OC(C1=CSC(CCI)=N1)=0
HN/T }{q ©/\sz OTQ/\ WO, E\ i
K/N H - H -
556 130124081502260117012804 2 N1CCNCCC1 0. OC(C1=COC(CCI)=N1)=0 NCCOC 0. (OC(C1=COC(CCI)=N1)=0 NCC1=CC=CO1 OC(C1=CSC(CCI)=N1)=0
. < N ¢ ] o < 5 o
K/ N LN N HZN/\L} N
.
o o o
B OH OH OH
557 130124081502260217032802 2 N1CCNCCC1 OY\” OC(C1=COC(CC=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C- UY\ ., |ociet=coc(ce=n1)=0 Ncco . OC(C@HI(C)CI)=0.[S]
10. 0
HN \ ”"/\Q\ o OH
O Hyu s B o~
A OH OH b
558 130124081502260417102804 2 N1CCNCCC1 Oj/\u OC(C1=COC(CCI)=N1)=0 NCCNC(C)=O 'OC(C1=CC=C(CCI)C=C1)=0 Hy N[C@@H)(C)C1=CC=CC=C1.[S OH | 0=C(0)C1=C(C)oC=C1
HN T W a
O }N "zN’\/"\r °§/©/\ . !
NH 0 - OH o )
559 130124081502260617032806 2 N1CCNCCC1 oY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC=C1 |OC(C1=CC=C(CCI)C=C1)=0 NClc@HICIct=ce=ce=C1 | OC(IC@HI(C)CI)=0.[S]
K/NH = H x NH, a
560 130124081502260817022802 |2 N1CCNCCC1 07/\” OC(C1=COC(CCI)=N1)=0 N[C@@H](C)C1=CC=CC=C1 ., |ociet=cscican=n1=0 NCCO CICC1=CC(C(0)=0)=CC=
HN 1
@ by L e Ao
G5y " on S, “on
561 130124081502260917042804 2 N1CCNCCC1 -, |ociet=cocicen=n1)=0 NCC1=CC(F)=CC(C(F)F)F)=C1| s OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CO1 OC(IC@HI(C)Br=O.[R]
- 01/\ | ?q/\m ® HO_ O
o o
[ OH OH o
562 130124081503260417032805 2 N1CCNCCC1 Om/\ﬂ OC(C1=COC(CCI)=N1)=0 N NCCNC(C)=O o 'OC(C1=CC=C(CCI)C=C1)=0 N,NNf/\O NCC1COC(C=CC=C2)=C201 HO. o OC([C@HI(C)CI)=0.[S]
HN \fi N @
Hr~Ap o
NH = H Cl
563 130124081503260617102804 2 N1CCNCCC1 OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC=C1 Hy| N[C@@H)(C)C1=CC=CC=C1.[S OH 0=C(O)C1=C(C)oC=C1
Q by o™
B N 0
K, H . A
564 1301240815032607 17012803 2 N1CCNCCC1 -, |OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(N(C)C)C=C1 ‘OC(C1=CSC(CCI)=N1)=0 NCCCN1C=CN=C1 -, |OC(C1=CSC(CCI)=N1)=0
e o | < N e
k/ N /N\O\/ N HN' N, N
- e o
B OH OH OH
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abservation full.mol.code copies | Amines(X1) Amines(X1)-smiles Adid(X1) Acid(X1)-smiles Amines(X2) Amines(X2)-smiles Acid(X2) Acid(X2)-smiles Amines(X3) Amines(X3)-smiles. Structure of Pair... Pair3 Acids
1301240815032607 17022803 2 N1CCNCCC1 O\K\U OC(C1=COC(CCI)=N1)=0 | NCC1=CC=C(N(C)C)C=C1 S Y\U OC(C1=CSC(CCI)=N1)=0 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=
HN [ P K MN\EN Hor a
C . .
ol OH OH
566 1301240815032607 17032805 2 N1CCNCCC1 OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(N(C)C)C=C1 Y\U OC(C1=CSC(CCI)=N1)=0 A NCC1COC(C=CC=C2)=C201 Ho. o OC([C@HI(CIC=0.[S]
L) be. oL be. e X
K/N H . . =y c
567 1 022809 2 N1CCNCCH O\K\U OC(C1=COC(CCI)=N1)=0 N[C@@H](C)C1=CC=CC=C1 S a OC(C1=CSC(CCI)=N1)=0 NCC1CCOCCH CICC1=CC(C(0)=0)=CC=
Q b ha QO o
o o
& o NH, on
568 130124081504260117032801 2 N1CCNCCC1 OY\U OC(C1=COC(CCI)=N1)=0 NCCOC O\(\U (OC(C1=COC(CCI)=N1)=0 NCCC1=CNC2=CC=CC=C21 Ho. o OC([C@HI(CIC=0.[S]
HN' [ |
O }N N }N ., I
NH - L' v a
569 1 1703280 2 N1CCNCCC1 O\K\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(§(=0)(C)=0)C=C OY\U OC(C1=COC(CCI)=N1)=0 NCCO HO. o OC(C@H)(CICH=0.(S]
O }N A > It I
B ° OH ¢ © OH .
570 130124081504260217092804 2 N1CCNCCC1 O\r/\(‘ OC(C1=COC(CCI=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C O\,/\H OC(C1=COC(CCI)=N1)=0 H N, N[C@H)(C)C1=CC=CC=C1.[R] CCC(0)=0
HN/\> } T v N };‘ /Yo
# %
<
K,NH =y g L OH
571 130124081504260417012807 |2 N1CONCCC1 Oj/\ . |ocer=cocican=n1=0 NCCNC(C)=0 OG(C1=CC=C(CCI)C=C1)=0 N, |NCC1=CC(OC)=CC(OC)=C1 :Y\ ., |ocier=cseicen=n1=0
HN o ] a _o. T
K, A o
ol ° OH " OH
572 130124081504260417032801 2 N1CCNCCC1 OY\(‘ OC(C1=COC(CCI)=N1)=0 NCCNC(C)=0 | OC(C1=CC=C(CCI)C=C1)=0 NCCC1=CNC2=CC=CC=C21 OC([C@H](C)CI)=0.[S]
o T ' a Ho_O
L iy : :
NH - " e a
573 130124081504260517032802 |2 N1CONCCC1 Oj/\” OC(C1=COC(CCI=N1)=0 o NCC(C)(C)O |OC(C1=CC=C(CCI)C=C1)=0 NCCo -~ OC(IC@HI(C)CI)=0.[S]
HN [l <l
O j/“ oy @ I/C]/\ e ~OH I
NH - H cl
574 130124081504260517092804 2 N1CCNCCC1 OY\(‘ OC(C1=COC(CCI)=N1)=0 NCC(C)(C)O | OC(C1=CC=C(CCI)C=C1)=0 HNe N[C@H](C)C1=CC=CC=C1.[R] CCC(0)=0
HN' S k OH 5 5l o
C K *
NH = H OH
575 130124081504260817032806 |2 N1CCNCCCH . locic1=coc(can=n1=0 NIC@@HI(C)C1=CC=CC=C1 s OC(C1=CSC(CCI)=N1)=0 NCIC@H](C)C1=CC=CC=C1 OC(IC@HI(C)CI)=0.[S]
| <
HN/w ﬁ/\L 9 ﬂ\ HOIO
K’NH " on i, on L NH 8
576 130124081509260217102803 |2 N1CONCCC1 OY\” OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=C/IC@@HICICIOO | 1, NC@@HICIC1=C0=CO=CTIS |, OC(C@HI(C)CI)=0.[8]
HN Jl o
NH o a
577 130124081500260317012808 |2 N1CCNCCCH OY\” OC(C1=COC(CCI=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 BrC1=CC=C(CN)C=C1 (Y\“ OC(C1=CSC(CCI)=N1)=0
HN I HAY f
NH o OH " OH
578 130124081510260117012809 2 N1CCNCCC1 - | OC(C1=COC(CCI)=N1)=0 'CC(C)CCN | CICIC(C)=C/[C@@H](C)C(0)=0 NCC1CCOCC1 Y\ﬂ ‘OC(C1=CSC(CCl)=N1)=0
HN/} ' )\/\ fov o =
- NOJ\ﬁ/\C 8
K/ H ° OH : OH
579 130124081510260317032808 |2 N1CCNCCCH OY\G OC(C1=COC(CCI)=N1)=0 cc(e)coN CICIC(C)=CIC@@HI(CIC(0)=0 BrC1=CC=C(CN)C=C1 -~ OC(IC@HI(C)CI)=0.[S]
0 § A e -, X
- vor < . -
580 130124081510260317102801 |2 N1CCNCCCH OY\“ OC(C1=COC(CCI=N1)=0 CC(C)CeN CICIC(C)=CIC@@HICICIO)=0 | N[C@@H)(C)C1=CC=CC=C1.[§] j/\ﬂ OC(C1=CSC(CCI)=N1)=0
") by N i H
C . A
o 2
H OH OH
581 1 102803 2 N1CCNCCH O\K\U OC(C1=COC(CCI)=N1)=0 CC(C)CCN CICIC(C)=CIC@@HICIC(0)=0 | s N[C@@HI(C)C1=CC=CC=C1.[S Ho. o OC([C@HI(CIC=0.[S]
HN/T }!\l )\/\ JLT/Y 6 I
L " e :
o 2 L
NH o
582 130124081510260417012805 2 N1CCNCCC1 OY\U OC(C1=COC(CCI)=N1)=0 CC(C)CCN CIC/C(C)=C/C@@HI(CIC(0)=0 P ® NCC1COC(C=CC=C2)=C201 j/\U OC(C1=CSC(CCI)=N1)=0
') ba N » e ¢
NH. NOJ‘\‘f/ﬁ/\C
K/N H s ‘ -
583 130124091501260417032807 2 O\K\U OC(C1=COC(CCI)=N1)=0 NCCNC(C)=0 : . [NCC1=CC(OC)=CC(OC)=C1 Ho. o OC([C@HI(CIC=0.[S]
NS, A Ao N o,
g N A o
= o o H 'Cl
584 130124091501260817022810 2 OY\U OC(C1=COC(CCI)=N1)=0 N[C@@H](C)C1=CC=CC=C1 Y\U OC(C1=CSC(CCI)=N1)=0 N NCCC1=CC=C(OC)C(OC)=C1 o CICC1=CC(C(0)=0)=CC=
SN W W Nes . :
o . . AL
ot NH, on
585 130124091501260917092804 2 NCCCN1C=CN=C1 O\K\U OC(C1=COC(CCI)=N1)=0 NCC1=CC(F)=CC(C(F)(F)F)=C1 S \(\U OC(C1=CSC(CCI)=N1)=0 N[C@H](C)C1=CC=CC=C1.[R] o CCC(0)=0
NN i v I . /Y
= o; o OH
o on
586 130124091502260217022809 2 NCCCN1C=CN=C1 OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=C(§(=0)(C)=0)C=C OY\U (OC(C1=COC(CCI)=N1)=0 NCC1CCOCCH o CICC1=CC(C(0)=0)=CC=
o~ . Qs . N
= o P o o
o on
587 1 7022806 2 NCCCN1C=CN=C1 O\K\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=CS1 CJ\(\U OC(C1=COC(CCI)=N1)=0 NC[C@H](C)C1=CC=CC=C1 CICC1=CC(C(0)=0)=CC=
SN i HN 8 i o a
</ - W, -
o on X _NH
588 130124091502260317032803 2 NCCCN1C=CN=C1 OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=CS1 O\(\U (OC(C1=COC(CCI)=N1)=0 NCCCN1C=CN=C1 va ® OC([C@HI(CIC=0.[S]
AN N HaN W NN,
</ W o
o o &
OH OH
589 1 7042809 2 NCCCN1C=CN=C1 O\K\U OC(C1=COC(CCI)=N1)=0 NCCNC(C)=0 OC(C1=CC=C(CCI)C=C1)=0 NCC1CCOCCH Ho. o OC([C@HI(C)BN=O.[R]
a
BTSN, W N0 .
(o ™ . R
& - OH Br
590 130124091502260617032803 2 NCCCN1C=CN=C1 OY\ a OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC=C1 | OC(C1=CC=C(CCI)C=C1)=0 INCCCN1C=CN=C1 Ho. o OC([C@H](C)CI)=0.[S]
- a
T J o™ e o X
-/ oL g -
591 130124091502260717032810 |2 NCCON1G=CN=C1 Oj/\ . |ocer=cocican=n1=0 NCC1=CC=C(N(C)C)C=C1 s \'/\ ., |ocici=cscicen=n1=0 NCOC1=Ce=C(0GIC(001CT | |, OC(IC@HI(C)CI)=0.[S]
Ny & . ' X, X
o on
592 130124091502260817042806 |2 NCCCN1G=CN=C1 OY\” OC(C1=COC(CCI)=N1)=0 N[C@@H(C)C1=CC=CC=C1 j/\ ., [octci=cscicen=n1=0 NClc@HICIct=ce=ce=C1 [ OC(IC@HI(C)Br=O.[R]
MNNA, i WA 1 2
& & & . Br
oH NH, oH o NH,
593 130124091503260617032802 |2 NCCON1G=CN=C1 Oj/\” OC(C1=COC(CCI=N1)=0 NCC1=CC=CC=C1 |OC(C1=CC=C(CCI)C=C1)=0 NCCo -~ OC(IC@HI(C)CI)=0.[S]
a
BN, ] NH, OH
x O o HNTN L
o oH H "C
594 130124091504260417032810 2 NCCCN1C=CN=C1 0\’/\ a OC(C1=COC(CCI)=N1)=0 NCCNC(C)=0 | OC(C1=CC=C(CCI)C=C1)=0 NCCC1=CC=C{(OC)C(OC)=C1 Ho. o OC([C@H](C)CI)=0.[S]
"C a !
KNS, ' H o
z N N~ o,
0 ﬁ} - . e
595 130124091504260517032804 |2 NCCON1G=CN=C1 oj/\” OC(C1=COC(CCI=N1)=0 NCC(C)(C)O |OC(C1=CC=C(CCI)C=C1)=0 NCC1=CC=CO1 -~ OC(IC@HI(C)CI)=0.[S]
BTSN, 1 28 . N .
‘ e H N B
o ok H 'Cl
596 130124091504260517032808 2 joX | OC(C1=COC(CCI)=N1)=0 NCC(C)(C)O =C(CN)C=C1 OC([C@H](C)CI)=0.[S]
PPN I OH o HO._O
HN N/\" N o,
< HaN
= " a
597 130124091500260417012805 |2 NCCCN1C=CN=C1 OY\“ OC(C1=COC(CCI=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIIC@@HICICO0 |, , |NCC1C0G(C=00=C2)=C201 (Y\“ OC(C1=CSC(CCI)=N1)=0
NN I i e i
</ ¥ HOJL‘/\]/\(
o
o oH
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observation full mol.cod Amines(x1)-smiles Add(x1) Acid(X1)-smiles Amines(x2)-smiles Acid(x2)-smiles Amines(3)-smiles Pair3 Acids
130124091510260117022809 NCCCN1G=CN=C1 oy OC(G1=COC(CCI)=N1)=0 CCeICeN CIC/C(C)=CIIC@@HICIC(0)=0 NGC1CCOCCH CICC1=CC(C(0)=0)=CC=
}'N J\Oﬁ
o
oH
599 130124101501260117032801 IC1CNCCN1 Py (R NE NGCOC 0C(C1=COC(CC=N1)=0 Nocot=oNC2=CC=0c=Cat |, OC(C@HICIC=0.[S]
i
c} IL
oH
600 130124101501260217032802 C1CNGCN1 O~ |OC(C1=COC(CC=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C |OC(C1=COG(CC)=N1)=0 NGCO oo o OC(C@HICIC=0.[S]
I I
o “L
oH
601 130124101501260217032804 IC1CNCCN1 Py (RS NE NCC1=CC=C(S(=0)(C)=0)C=C |OC(C1=COG(CC=N1)=0 NGG1=CC=CO1 o o OC(C@HICIC=0.[S]
I ’M\Q\,ﬂ I
o > 2
oH
602 130124101501260317102804 C1CNGCN1 o OC(G1=COC(CCI)=N1)=0 NCC1=CC=CS1 |OC(C1=COG(CC)=N1)=0 NIC@@HI(CIC1=CC=CC=C.I§ OH |O=C(O)C1=G(C)OC=C1
8
oi Ly Ao
oH —
603 130124101501260617032801 IC1CNCCN1 o\ﬂ‘/\ﬂ OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC=Ci _|ociet=cc=cieeie=cn=0 Nocot=oNC2=Ce=0c=Cat [ OC(C@HICIC=0.[S]
\ o™ | X -
°§V (¢
oH
604 130124101501260617042807 C1CNCCN1 Oj/\“ OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC=C1 OC(C1=CC=C(CCI)C=C1)=0 CCOCCT |0 4 OC([C@H](C)B)=0.[R]
W NH, h
. R
& - Br
605 130124101501261017032809 C1CNCCN1 ojk/\ﬂ 0C(C1=COC(CCI)=N1)=0 NCC1=CC=C(CI)C=C1 CICIC(C)=C/IC@@HI(CIC(0)=0 B OC([C@H]I(C)CI)=0.[S]
\ NIN/\Q\ .
Oi( C L s
oH
608 130124101602260217022805 C1CNCON1 o~ |ocet=cocicey-n1=o NCC1=CC=C(S(=0)(C=0)C=C OC(C1=COG(CC=N1)=0 NCC1COC(C=CC=C2)=C201 CICC1=CC(C(0)=0)=CC=
.l Oy
o 7~ ]
on
607 130124101502260217092803 C1CNCCN1 ojk/\ﬂ 0C(C1=COC(CCI)=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C" OC(C1=COC(CCI=N1)=0 NIC@HI(CICI=CC=CC=CLIR] | | OC([C@H](C)CI)=0.[S]
et
o
# s
oH
608 130124101502260617092803 'C1CNCCN1 OW/\“ OC(C1=COC(CCI)=N1)=0 NCC1=CC=CC=C1 'OC(C1=CC=C(CCI)C=C1)=0 N[C@H](C)C1=CC=CC=C1.[R] Ho. o OC([C@HI(C)CI)=0.[S]
4 | X
os}/ -
oH
609 130124101502260817032805 C1CNCCN1 OY\“ 0C(C1=COC(CCI)=N1)=0 N[C@@H](C)C1=CC=CC=C1 OC(C1=CSC(CCI)=N1)=0 NCC1COC(C=CC=C2)=C201 |\ OC([C@H](C)CI)=0.[S]
N s
oH
610 130124101503260417012804 'C1CNCCN1 OY\“ OC(C1=COC(CCI)=N1)=0 NCCNC(C)=O 'OC(C1=CC=C(CCI)C=C1)=0 Y\“ ‘OC(C1=CSC(CCI)=N1)=0
N ) WA
o
oH ‘o
611 130124101503260717042803 C1CNCCN1 OY\"‘ 0C(C1=COC(CCI)=N1)=0 NCC1=CC=C(N(C)C)C=C1 OC(C1=CSC(CCI)=N1)=0 B OC([C@H](C)Br)=0.[R]
b X
@ Br
oH
612 130124101503260917032803 'C1CNCCN1 OY\U OC(C1=COC(CCI)=N1)=0 NCC1=CC(F)=CC(C(F)(F)F)=C1 ‘OC(C1=CSC(CCI)=N1)=0 Ho. o OC([C@HI(C)CI)=0.[S]
' pe
o#}/ -
oH
613 130124101503260917032804 C1CNCCN1 OY\“ 0C(C1=COC(CCI)=N1)=0 NCC1=CC(F)=CC(C(F)(F)F)=C OC(C1=CSC(CCI)=N1)=0 B OC([C@H]I(C)CI)=0.[S]
| m I ¢
c} b
oH
614 130124101504260317012809 C1CNGCN1 VA== NCC1=CC=CS1 |OC(C1=COG(CC)=N1)=0 S [P
A H N/\E> i
@ /
OH OH
615 130124101504260517032802 IC1CNCCN1 \OW/\“ OC(C1=COC(CCI)=N1)<0 on Nestexer oo o OC(C@HICIC)=0.[S]
N HzN/% 1 s
o L
o
616 130124101504260617032802 C1CNCCN1 O~ [POLE1=00C(GRNN 110 NCC1=CC=CC=Ci o o OC(C@HICIC=0.[S]
' o X
°=}/ (e
oH
617 130124101504260917032803 C1CNCCN1 OW/\“ OC(C1=COC(CCI)=N1)=0 NCC1=CC(F)=CC(CF)FIF)=CT OC(C1=CSC(CCI)=N1)=0 HO. O OC(IC@HI(CIC=0.[S]
oH
618 130124101504261017032805 C1CNCCN1 OW/\U OC(G1=COC(CCI)=N1)=0 NCC1=CC=C(GHC=C1 CIC/C(C)=C/IC@@HICIC(0)=0 NCC1COC(C=00=C2)=0201 [, OC(C@HICIC=0.[S]
% it ps
o} < ke
oH
619 130124101509260317012804 IC1CNCCN1 Py [EEEER RN NCG1=CC=CC(CIFIFIF)=C1 CICIC(C)=CIIC@@HICICI0)=0 e PR
HN 7 .
k/NH o
oH o
620 130124101509260417012809 C1CNGCN1 O~ |oc(ct=cocice=N1=0 NCC1=CC=CC(CIF)(F)F)=C1 CIC/C(C)=C/IC@@HICIC(0)=0 5 OC(C1=CSC(CCI=N1)=0
HN o » W
L o )
oH o
621 130124101509260417032809 IC1CNCCN1 OT\U OC(G1=COC(CCI)=N1)=0 NCC1=CC=CC(CIF)(FIF)=C1 CIC/C(C)=C/IC@@HICIC(0)=0 oo o OC(C@HICIC)=0.[S]
HN {
HaN
. e o~ X
OH
622 130124101510260317012809 C1CNGCN1 oy OC(G1=COC(CCI)=N1)=0 CCICICON CIC/C(C)=C/IC@@HICIC(0)=0 5 OC(C1=CSC(CCI=N1)=0
HN T )\/\ W
k/NH = NH, o
oH o
623 130124101510260317092802 C1CNCCN1 OY\” OG(C1=COC(CCl)=N1)=0 co(C)coN CICIC(C)=C/IC@@HI(C)C(0)=0 N[C@H](C)C1=CC=CC=C1.[R] CICG1=CC(C(0)=0)=CC=
HN
Q) & o : FUSN
NH c NH,
oH
624 130224011502260617032810 NCC1=CC=CC(Br)=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC=C1 'OC(C1=CC=C(CCI)C=C1)=0 NCCC1=CC=C(OC)C(OC)=C1 OC([C@HI(C)CI)=0.[S]
Br cl HO, 0
H,N/\©/ mj\@ﬁw ©/\NH2 I
"
625 130224011502260717032803 . NCC1=CC=CC(Br)=C1 CICC1=CC(C(0)=0)=CC=C1 | NCC1=CC=C(N(C)C)C=C1 OC(C1=CSC(CCI)=N1)=0 s OC([C@H](C)CI)=0.[S]
4
sl Hor al - 8
, c
626 130224011504260817022803 NCC1=CC=CC(Br)=C1 CICC1=CC(C(0)=0)=CC=C1 N[C@@H](C)C1=CC=CC=C1 ‘OC(C1=CSC(CCI)=N1)=0 CICC1=CC(C(0)=0)=CC=
H,N/\©/B' J\@A J\Oﬁ
o a ]
627 130224021501260417092803 NCC1=CC=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 |0C(C1=Co=C(CaNC=C1)=0 NIC@HI(CIC1=CC=CC=CLR] |, OC([C@H](C)CI)=0.[S]
H,N SN E
2 r
628 130224021501260717012803 NCC1=CC=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(N(C)C)C=C1 ‘OC(C1=CSC(CCI)=N1)=0 Y\“ ‘OC(C1=CSC(CCI)=N1)=0
Y . =
Z
OH
629 130224021502260417102804 NCC1=CC=CN=C1 - CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 N[C@@H](C)C1=CC=CC=C1.[ OH |0=C(0)C1=C(C)OC=C1
N SN
A MJ\O/\“ CO
630 130224021502260517092804 NCC1=CC=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCC(C)C)O 'OC(C1=CC=C(CCI)C=C1)=0 N[C@H](C)C1=CC=CC=C1.[R] o CCC(0)=0
N SN H <
7 OH
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observation full.mol.cod copies Amines(X1) Amines(X1)-smiles Adid(X1) Acid(X1)-smiles Amines(X2) Amines(X2)-smiles Acid(X2) Acid(X2)-smiles Amines(X3) Amines(X3)-smiles Structure of Pair... Pair3 Acids
631 130224021503260217032802 2 NCC1=CC=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(S(=0)(C)=0)C=C CJ\(\U OC(C1=COC(CCI)=N1) N HO. o OC(IC@HICICN=0.[S]
HoN SN L o i OH I
HO" cl x4 N S
| P i~ oL HoN .
632 130224021510260117102804 2 NCC1=CC=CN=C1 o CICC1=CC(C(0)=0)=CC=C1 CC(C)CCN CICIC(C)=CIC@@HICIC(0)=0 | 1,y N[C@@H)(C)C1=CC=CC=C1.[§ OH 0=C(O)C1=C(C)OC=C1
o “ q
‘ Z )KﬂjA NH, ”°J\‘f’ﬁ/\— S o
633 1 022803 2 NCCCOC CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C81 0. a OC(C1=COC(CCI)=! NCCCN1C=CN=C1 CICC1=CC(C(O)=
S, [l
o
on
634 130224031501260317032804 2 NCCCOC o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C81 O\(\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=CO1 Ho. o OC([C@HI(C)CI)=0.[S]
1 o
TN o . HN 0 \ N HN i
/ c / .
OH -
635 1 703280 2 NCCCOC CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 OC(C1=CC=C(CCI)C=C1)=0 NCCO Ho. o OC([C@HI(CIC=0.[S]
o
M N07 H,J\QA” oTOA I .
i 2
636 130224031501260617012805 2 NCCCOC CICC1=CC(C(0)=0)=CC=C1 NCC1COC(C=CC=C2)=C201 Y\(‘ OC(C1=CSC(CCI)=
e~ WJ\OA‘ 2\ !
on
837 130224031501260717032802 2 NCCCOC CICC1=CC(C(0)=0)=CC=C1 " NCC1=CC=C(N(C)C)C=C1 :\'/\ ., |ocici=cscicen=n1=0 NCCO oo o OC([C@HI(C)CI=O.[S]
M N07 ”OJ\OA” ,\@\/ }L ™~ I .
NH, 0 C
OH -
638 130224031501261017022810 2 NCCCOC CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(Cl)C=C1 | CICIC(C)=C/[C@@H](C)C(0)=0 NCCC1=CC=C{(OC)C(OC)=C1 CICC1=CC(C(0)=0)=CC=
N i 3
P~ WJ\OA‘ AL i e
C N o7
639 130224031502260717032802 2 NCCCOC CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(N(C)C)C=C1 :\'/\ ., |octci=cscicen=n1=0 NCCO oo o OC([C@HI(C)CI=O.[S]
NN i a / X ~OH 8 .
NH, 0 2 '
OH -
640 130224031503260717032801 2 NCCCOC a CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(N(C)C)C=C1 \,/\” 'OC(C1=CSC(CCl)=N1)=0 NCCC1=CNC2=CC=CC=C21 Ho. o OC([C@H](C)CI)=0.[S]
e~ . . A M
NH, o " -
- e 5
641 130224031503260817042803 |2 NCCCOC CICC1=CC(C(0)=0)=CC=C1 N[C@@HI(C)C1=CC=CC=C1 Y\ ., |octci=cscicen- INCCCN1C=CN=C1 oo o OG(C@HI(C)Br=O.[R]
NH, on o
642 130224031504260317032802 2 NCCCOC o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CS1 O\,/\” 'OC(C1=COC(CCI)=N1)=0 NCCO Ho. o OC([C@H](C)CI)=0.[S]
1
T~ m)kQAJ HZN/\E} }N O I
o b
OH -
643 130224031504260417022810 |2 NCCCOC CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 OG(C1=CC=C(CCI)C=C1)=0 L NCCC1=CC=C(OC)C(OC)=C1 CICC1=CC(C(0)=0)=CC=
m o
e U e NS . Ao
f e o
644 130224031509260217102801 2 NCCCOC 5 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 | CICIC(C)=C/[C@@H](C)C(0)=0 X N[C@@H](C)C1=CC=CC=C1.[S Y\ﬂ ‘OC(C1=CSC(CCI)=I
0 ]
HAT N0 WJKOAJ m/\@)( NOJLrﬁ/\C 6 \%—N
on
645 130224031509260317032805 |2 NCCCOC CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CICIOC)-CICR@HICICORO |, Nf‘/\ o |Noctcocic=ce=Ga)=c201 || OC([C@HI(C)CI=O.[S]
NN M)J\O/\:\ N,N/\OX ”°JLT/Y‘ o I s
646 130224031509260417092803 |2 NCCCOC N CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=CIC@@HICICIOO | . NC@HIC)C1=Co=Co=CIR] [, OC(C@HI(C)CI)=0.[8]
o
647 1 7012809 2 NCC=C CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 =C(CCI)IC=C1)=0 NCC1CCOCCt LY\U OC(C1=CSC(CCI)=!
]
W
A m)J\O/\:\ AN zN/\Q Oj/N
OH
648 130224041502260217032802 2 NCC=C o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(S(=0)(C)=0)C=C OY\U (OC(C1=COC(CCI)=N1)=0 NCCO Ho. o OC([C@HI(CIC=0.[S]
e 1
P A Qe } o~ X
i - :
° OH
649 130224041502260317032804 2 NCC=C CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C81 CJ\(\U OC(C1=COC(CCI)=N1)=0 NCC1=CC=CO1 Ho. o OC(IC@HICICN=0.[S]
s 1
AN M)J\O/\:\ ENTY ) 5}'" I
o )
OH -
650 130224041502260417022803 2 NCC=C o CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 =C(CCI)IC=C1)=0 o CICC1=CC(C(0)=0)=
H a
A WJKOAJ "‘“/\/NTO OTQA MJ\O/\J
N
651 130224041502260617012809 2 NCC=C CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC=C1 OC(C1=CC=C(CCI)C=C1)=0 NCC1CCOCCt LY\U OC(C1=CSC(CCI)=N1)=0
o
NH. |
PN H,J\Q/\, ) ©/\ 3 . TOA U}N
*
on
652 1302240415022607 17032805 2 NCC=C o CICC1=CC(C(0)=0)=CC=C1 | NCC1=CC=C(N(C)C)C=C1 Y\U OC(C1=CSC(CCI)=N1)=0 P " ® NCC1COC(C=CC=C2)=C201 Ho. o OC([C@HI(C)CI)=0.[S]
] e
o~ ‘o ‘oL by < be
" G |
OH -
653 1 17102803 2 NCC=C CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(S(=0)(C)=0)C=C CJ\(\U OC(C1=COC(CCI)=! Hy N[C@@H)(C)C1=CC=CC=C1.[S Ho. o OC(IC@HICICN=0.[S]
" T
A~ At M)J\QA: ] K\Q\ 3 }N I
V = )
4 - 2
654 130224041503260317102804 2 NCC=C CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C81 0. a (OC(C1=COC(CCI)=N1)=0 Hy! N[C@@H)(C)C1=CC=CC=C1.[§ OH 0=C(O)C1=C(C)OC=C1
S
NH, - . HoN
A () . Ao
OH =
655 1 7032803 2 NCC=C CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(CI)C=C1 CIC/C(C)=C/C@@HI(CIC(0)=0 NCCCN1C=CN=C1 Ho. o OC([C@HI(CIC=0.[S]
Har
AN »oJ\OAn /\@ '«’J‘i'“'*ﬁ‘ LR, I
d -
656 130224041504260517032802 2 NCC=C CICC1=CC(C(0)=0)=CC=C1 NCC(C)(C)O | OC(C1=CC=C(CCI)C=C1)=0 NCCO OC([C@H](C)CI)=0.[S]
oH o Ho._o
OH
A MLOAJ HIN/X @ N I
N c
857 130224041500260317022807 |2 NCC=C CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 e, [NCC1=CC(0C)=CC(0c)=C1 CICC1=CC(C(0)=0)=CC=
_o.
A mJ\OAn HIN/\OX ”oj\inih‘ mJ\OAn
658 130224041509260417022803 2 NCC=C CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 | CICIC(C)=C/[C@@H](C)C(0)=0 INCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=
o
A WLO/\‘ m/\@)( ”°W" O WJ\OAJ
659 130224041510260217092803 |2 NCC=C CICC1=CC(C(0)=0)=CC=C1 cC(C)CeN CICIC(C)=CIC@@HICICIO=O | . NC@H|(CICI=CE=CO=CLIR] | |, OC([C@HI(C)CI=O.[S]
AN mJ\OA )\/\NH J\ﬁﬂ : I
660 130224041510260317022809 2 NCC=C o CICC1=CC(C(0)=0)=CC=C1 'CC(C)CCN | CICIC(C)=C/[C@@H](C)C(0)=0 NCC1CCOCC1 o CICC1=CC(C(0)=0)=CC=
o
H,N'
A WJ\Q/\‘ )\/\NHZ Nol\v\i(», N /\OD WJ\O/\‘
661 130224041510260417032804 |2 NCC=C CICC1=CC(C(0)=0)=CC=C1 cC(C)CeN CICIC(C)=CIC@@HI(CIC(0)=0 NCC1=CC=CO1 oo o OC([C@HI(C)CI=O.[S]
O,
662 130224041510260417032810 |2 NCC=C N CICC1=CC(C(0)=0)=CC=C1 CC(C)ICON CICIC(C)=CIC@@HI(CIC(0)=0 | [Necei=co=ceocEo=Ct | OC(C@HI(C)CI)=0.[8]
o
s
663 130224051501260817022803 |2 NCC1=CC=C(0C02)C: CICC1=CC(C(0)=0)=CC=C1 N[C@@HI(C)C1=CC=CC=C1 Y\ ., |ocici=cscicen=n1=0 INCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=
e 5 ”J\QA" }1. AR J\Oﬂ
o
NH, Y
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observation full.mol.cod copies Amines(X1) Amines(X1)-smiles Adid(X1) Acid(X1)-smiles Amines(X2) Amines(X2)-smiles Acid(X2) Acid(X2)-smiles Amines(X3) Amines(X3)-smiles Structure of Pair... Pair3 Acids
130224051501260817022804 2 ICC1=CC=C(OCO2)C: CICC1=CC(C(0)=0)=CC=C1 NIC@@H](C)C1=CC=CC=C1 Y\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CO1 CICC1=CC(C(0)=0)=CC=
0, [l O,
e
O . j\@A M HZN/\L? J\Oﬁ
0 o
NH, OH
665 1 03280 2 NCC1=CC=C(OCO2)C:! 5 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C81 OY\U OC(C1=COC(CCI)=N1)=0 NCCO Ho. o OC(IC@HICICN=0.[S]
q s, T
HN Y
fes o ) e s~ X -
© cl
o
666 130224051502260317032809 2 CICC1=CC(C(0)=0)=CC=C1 0. a OC(C1=COC(CCI)=! NCC1CCOCCt Ho. 0 OC([C@HI(CIC=0.[S]
HN 0, N HA
) o a 8
0 o
on
667 130224051502260417042808 2 NCC1=CC=C(OCO2)C:! 5 CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 OC(C1=CC=C(CCI)C=C1)=0 BrC1=CC=C(CN)C=C1 Ho. o OC([C@HI(C)BN=O.[R]
0, H < N
H,N/\©:> MJKOAU NZN/\/N\r OTQ/\ u /0 1 .
d o
H Br
668 130224051502260517092804 2 NCC1=CC=C(OCO2)C: CICC1=CC(C(0)=0)=CC=C1 & NCC(C)C)O OC(C1=CC=C(CCI)C=C1)=0 HN, N[C@H](C)C1=CC=CC=C1.[R] G CCC(0)=0
o H a
HZN/\CI 5 . J\Oﬂ ‘ 5 T,O/\ . /Y
© OH
f
669 1 012803 2 NCC1=CC=C(OCO2)C:! CICC1=CC(C(0)=0)=CC=C1 N[C@@H](C)C1=CC=CC=C1 S \‘/\[ | |oc(C1=Csc(CCl=t NCCCN1C=CN=C1 LY\( | | OC(C1=CSC(CCh=]
o
LA¢E Ay be e .
i o
NH, OH OH
&0 150204081503260017012803 |2 NGG1-00-0(0602)G CI061=60(G(01=01-6-G1 NCG1-Co=Gst o~ (000N NGGONTG=ON=G1 o~ [coeTsearo
HzN/\<I°> WLQA,‘ HZN/\E} o S, }’N
d o o
on on
671 130224051503260317022808 2 NCC1=CC=C(OCO2)C: CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CS1 07/\m 'OC(C1=COC(CCI)=N1)=0 BrC1=CC=C(CN)C=C1 CICC1=CC(C(Q)=0)=CC=
. 5 e
o ;
on
o Tsooe0s 150326001 7100804 |2 NGG1-00-0(0602)G CI061=60(G(01=01-6-G1 NCG1-Co=Gst e " NC@@HICIC1-00-00-01 8 o |0-0(0101-0(0I00=01
HA °> . HN o
o “ ' W, o o/ ©
on —
673 130224051503260517092803 2 NCC1=CC=C(OCO2)C: CICC1=CC(C(0)=0)=CC=C1 NCC(C)(C)O |OC(C1=CC=C(CCI)C=C1)=0 H NC@HIC)C1=CO=CC=CIRI [, OC(IC@HI(C)CI)=0.[S]
O, OH d
674 1302240515032607 17032802 2 NCC1=CC=C(OCO2)C: CICC1=CC(C(0)=0)=CC=C1 | NCC1=CC=C(N(C)C)C=C1 \'/\” | OC(C1=CSC(CCI)=I NCCO Ho. o OC([C@H](C)CI)=0.[S]
o
H,N/\©:0> WJ\OA,‘ /NO\/NM O}L e~ I
OH b
675 130224051503260817022801 2 NCC1=CC=C(OCO2)C CICC1=CC(C(0)=0)=CC=C1 N[C@@H](C)C1=CC=CC=C1 \f/\ . |ociet=cscican=N1=0 INCCC1=CNC2=CC=CC=C21 CICC1=CC(C(0)=0)=CC=
v o |
S e . e
J
N, “on f
676 130224051503261017092804 |2 NCC1=CC=C(OCO2)C CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(CI)C=C1 CICIC(C)=CIIC@@HICICIO)=0 | . N[C@H](C)C1=CC=CC=C1.[R] 8 CCC(0)=0
0, N
e E ey " A ' -
& “ OH
677 130224051504260617102804 2 NCC1=CC=C(0c02C] CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC=C1 |OC(C1=CC=C(CCI)C=C1)=0 Hy NIC@@H)(C)C1=CC=CC=C1.[8] OH |o=cloct=cicjoc=c1
Ho &l B S o]
o " @ —
678 130224051504260717032805 2 NCC1=CC=C(OCO2)C: CICC1=CC(C(0)=0)=CC=C1 | NCC1=CC=C(N(C)C)C=C1 Y\(‘ 'OC(C1=CSC(CCl)=N1)=0 NZNA‘T‘/\O NCC1COC(C=CC=C2)=C201 Ho. o OC([C@H](C)CI)=0.[S]
HKN/\@% J T
o @
on
679 130224051504260917032803 2 NCC1=CC=C(0c02C] CICC1=CC(C(0)=0)=CC=C1 NCC1=CC(F)=CC(C(F)F)F)=C1| Y\ . |ociet=csc(cal=N1)=0 INCCCN1C=CN=C1 oo o OC(IC@HI(C)CI)=0.[S]
HN °> Y L BN, S
e O s
J c
on
680 130224051504260917042803 2 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC(F)=CC(C(F)(F)F)=C1 \’(\U OC(C1=CSC(CCI)=N1)=0 Ho. o OC([C@HI(C)BN=O.[R]
o
Hm/\@ 5 ”OJ\O/\' ! mN/\Q)( W ”W\'C/N ;E .
C o Br
OH
681 130224051504261017032810 2 NCC1=CC=C(OCO2)C:! 5 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(CI)C=C1 CIC/C(C)=C/C@@HI(CIC(0)=0 | NCCC1=CC=C(OC)C(OC)=C1 Ho. o OC([C@HI(C)CI)=0.[S]
= q
HN H,N’\Q\ . ©° P
e s
@9 kOA ( A Pued 1
682 130224051509260217012803 2 NCC1=CC=C(OCO2)C: CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=C/[C@@HI(C)C(0)=0 NCCCN1C=CN=C1 w/\U OC(C1=CSC(CCI)=N1)=0
0, I
HZN/\CI ) mJ\O/\w H,N/\OX . J\fY e~ D}N
d
on
683 1 1703280 2 NCC1=CC=C(OCO2)C:! 5 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=C/C@@HI(CIC(0)=0 NCCO Ho. o OC([C@HI(C)CI)=0.[S]
o q
684 130224051510260317032808 2 NCC1=CC=C(OCO2)C: CICC1=CC(C(0)=0)=CC=C1 CC(C)CCN CIC/C(C)=C/[C@@HI(C)C(0)=0 BrC1=CC=C(CN)C=C1 Ho. o OC([C@HI(C)CI)=0.[S]
b PN
e )
685 130224051510260417022809 2 NCC1=CC=C(OCO2)C:! 5 CICC1=CC(C(0)=0)=CC=C1 CC(C)CCN CIC/C(C)=C/C@@HI(CIC(0)=0 NCC1CCOCCH CICC1=CC(C(Q)=0)=CC=
o q
e .
/\QQ MJ\Cf )\/\NH g J\O,\
:
686 130224051510260417032805 2 CICC1=CC(C(0)=0)=CC=C1 CC(C)CCN CIC/C(C)=C/[C@@HI(C)C(0)=0 NCC1COC(C=CC=C2)=C201 Ho. o OC([C@HI(C)CI)=0.[S]
3 PN
e )
ges; S - X
687 130224061504260517102804 2 NCC1=CC=CO1 CICC1=CC(C(0)=0)=CC=C1 o NCC(C)CIO OC(C1=CC=C(CCI)C=C1)=0 X N[C@@HI(C)C1=CC=CC=C1.[S OH | 0=C(O)C1=C(C)OC=C1
.
HZN/\D MJ\OA ) o, B
1 d HZN/X s ~ o
/ o
4
o
688 130224071501260317022810 2 NCC1=CC=C(C)C=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C81 OY\U (OC(C1=COC(CCI)=N1)=0 !, NCCC1=CC=C(OC)C(OC)=C1 CICC1=CC(C(0)=0)=CC=
[
"NH.
0 A o7
on
689 130224071501260317032802 2 NCC1=CC=C(C)C=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CS1 UY\ ., |ociet=coc(ce=n1)=0 NCCO oo o OC([C@H](C)CH=0.[S]
'NH, S,
o o S ¥ s X
© cl
on
690 130224071501260917022809 2 NCC1=CC=C(C)C=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC(F)=CC(C(F){F)F)=C1| \’/\U 'OC(C1=CSC(CCl)=N1)=0 NCC1CCOCC1 CICC1=CC(C(0)=0)=CC=
e . i .
o
on
691 130224071501261017022809 |2 NCC1=CC=C(C)C=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(CC=C1 CICIC(C)=CIC@@HI(CIC(0)=0 NCC1CCOCCt CICC1=CC(C(0)=0)=CC=
NH, HN
.
692 130224071502260217032802 |2 NCC1=CC=C(C)C=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(S(=0)(C)=0)C=C o\’/\ ., |ociet=cocicen=n1)=0 NCCO — OC(IC@HI(C)CI)=0.[S]
H, Y
/©/\N : o a /\O\ 4 | R I
8 o 5
on
693 130224071502260217032803 2 NCC1=CC=C(C)C=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(S(=0)(C)=0)C=C 07/\ ., |ociet=cocice=n1)=0 INCCCN1C=CN=C1 o o OC([C@HI(C)CN=0.[S]
"
N, . : s T AR )
* ~ o -/ N
OH -
694 130224071502260417032803 2 NCC1=CC=C(C)C=C1 CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 | OC(C1=CC=C(CCI)C=C1)=0 INCCCN1C=CN=C1 Ho. o OC([C@H](C)CI)=0.[S]
/©AN"’ MJ\OAH .‘,N/\/"\r OTO/\ Y, 1
695 130224071502260717012808 2 NCC1=CC=CIO)C=C1| CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(N(C)C)C=C1 \f/\ .. |ociet=csc(cal=N1)=0 BrC1=CC=C(CN)C=C1 (Y\“ OC(C1=CSC(CCI)=N1)=0
NH, - : A I M/\Q [
k NH, o Br
2 on on
696 130224071502260817022803 2 NCC1=CC=C(C)C=C1 CICC1=CC(C(0)=0)=CC=C1 N[C@@H](C)C1=CC=CC=C1 Y\” 'OC(C1=CSC(CCl)=N1)=0 INCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=
o o by S~ e
e . O i .
'NH, © OH

239
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abservation full.mol.code copies Amines(X1) Amines(X1)-smiles Adid(X1) Acid(X1)-smiles Amines(X2) Amines(X2)-smiles Acid(X2) Acid(X2)-smiles Amines(X3) Amines(X3)-smiles. Structure of Pair... Pair3 Acids
697 130224071503260417102804 2 NCC1=CC=C(C)C=C1 CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 OC(C1=CC=C(CCI)C=C1)=0 X N[C@@HI(C)C1=CC=CC=C1.[S OH | O=C(0)C1=C(C)OC=C1
o
Ho' a s o N N0
Joa Y H @
698 130224071503260817022803 2 NCC1=CC=C(C)C=C1 5 CICC1=CC(C(0)=0)=CC=C1 N[C@@H](C)C1=CC=CC=C1 Y\U OC(C1=CSC(CCI)=N1)=0 NCCCN1C=CN=C1 o CICC1=CC(C(0)=0)=CC=
NH, . M ~A :
HO" . L:/‘ HO’
NH, oH
% 13022407 1503260917022803 2 NGG1=CC=G(6)0=C1 GICG1=GC(C(0)=0)=C0=C NCC1=COR=CCCRIFFIRC]  ~, [0C(C1=CSC(CCIH NCGONIC=CN=C1 CICC1=CC(C(O
o
on
700 130224071503261017032801 2 NCC1=CC=C(C)C=C1 5 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(CI)C=C1 CIC/C(C)=C/C@@HI(CIC(0)=0 NCCC1=CNC2=CC=CC=C21 Ho. o OC([C@HI(C)CI)=0.[S]
NH, A i
m q
701 130224071504260817012806 2 NCC1=CC=C(C)C=C1 CICC1=CC(C(0)=0)=CC=C1 NIC@@H](C)C1=CC=CC=C1 L\'/\U OC(C1=CSC(CCI)=N1)=0 NC[C@H](C)C1=CC=CC=C1 LY\U OC(C1=CSC(CCI)=N1)=0
NH, I \W
o o
A, oH
702 130224081501260417032802 2 N1CCNCCC1 CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 NCCO HO. o OC(IC@HIC)CN=0.[S]
'@ o : X
K, o o Ay
NH a
708 130224081501260817022806 |2 N1CCNCCCH CICC1=CC(C(0)=0)=CC=C1 NIC@@H](C)C1=CC=CC=C1 \,/\u |OC(C1=CSC(CCI)=N1)=0 NCC@H](C)C1=CC=CC=C1 CICC1=CC(C(0)=0)=CC=
HN
O Ao }L Ao
oy s o 2 NH
704 130224081501260817042803 |2 N1CCONCCC1 CICC1=CC(C(0)=0)=CC=C1 N[C@@H(C)C1=CC=CC=C1 j/\ ., [octci=cscicen=n1=0 INCCCN1C=CN=C1 oo o OC(C@HI(C)Br=O.[R]
HN/\> . ‘ S ;‘ W y/\/\N/\N R
K/ E /)
(Y NH, “on o
705 130224081504260417002804 |2 N1CCNCCCH CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 |OC(C1=CC=C(CTI)C=C1)=0 H N[C@H](C)C1=CC=CO=C1.[R] . cecoro
. o
/w ”J\OA” HZN’\/"\r° ; TQ/‘ . /\(
NH i OH
706 130224081504260517032802 2 N1CCNCCC1 CICC1=CC(C(0)=0)=CC=C1 NCC(C)(C)O | OC(C1=CC=C(CCI)C=C1)=0 NCCO OC([C@H](C)CI)=0.[S]
- o OH a HO_O
L iea ° L X
NH G :
707 130224081504260817092804 2 N1CCNCCC1 CICC1=CC(C(0)=0)=CC=C1 N[C@@H](C)C1=CC=CC=C1 S | OC(C1=CSC(CCI)=I H,Ne N[C@H](C)C1=CC=CC=C1.[R] CCC(0)=0
Y\m 1 o
N N, =y OH
708 130224081504260917042803 2 N1CCNCCC1 o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC(F)=CC(C(F){F)F)=C1| \,/\” 'OC(C1=CSC(CCl)=N1)=0 INCCCN1C=CN=C1 Ho. o OC([C@H](C)Br=0.[R]
HN/w W*Q/\ ‘ an/\QX }i“ N ;C .
K,N H - Br
709 130224081509260217042805 |2 N1CCNCCCH CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 NCC1COC(C=CC=C2)=C201 OC([C@H](C)BI=O.[R]
HN "zN’“‘g/\o HO._0
NH B
710 130224081509260317032810 |2 N1CCONCCC1 N CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 =Cl00IC00)=Ct | OC(C@HI(C)CI)=0.[8]
HN i 3 I
Hor a Y o~
m 130224091501260317012803 2 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CS1 OY\(‘ 'OC(C1=COC(CCI)=N1)=0 NCCCN1C=CN=C1 ‘Tw/\(‘ ‘OC(C1=CSC(CCl)=N1)=0
N =W o . HN 2 N HAA, \W
| : W o
on on
712 130224091501260617032802 2 NCCCN1C=CN=C1 o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC=C1 | OC(C1=CC=C(CCI)C=C1)=0 NCCO Ho. o OC([C@H](C)CI)=0.[S]
o
BN, JKO/\ ©/\ NH, TOA OH
L N vor a o HNT
</ g c|
73 1 1704280 2 CICC1=CC(C(0)=0)=CC=C1 | NCC1=CC=C(N(C)C)C=C1 LY\U OC(C1=CSC(CCl)=! NCCO Ho. o OC([C@HI(C)BN=O.[R]
A~ 1
Ha Dn o a /"\O\/ N M I R
e o -
OH
714 130224091501261017022809 2 NCCCN1C=CN=C1 o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(CI)C=C1 CIC/C(C)=C/C@@HI(CIC(0)=0 NCC1CCOCCH o CICC1=CC(C(0)=0)=CC=
WA, Har i N
[ " N . NOJ\‘f/ﬁ/\f 3 o a
75 130224091501261017032805 2 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(CI)C=C1 CIC/C(C)=C/C@@HI(CIC(0)=0 o N"ﬁ’/\o NCC1COC(C=CC=C2)=C201 Ho. o OC([C@HI(CIC=0.[S]
o Yo s AR e X -
! N o a e o~
- q )
716 130224091501261017092804 2 R CICC1=CO(C(0)=0)=CC=C1 ~Clene=ct CICIC(C)-CIC@@HICICORO | NIC@HI(CIC1-CC=CO=C1R] . |eecor0
H N 9
- OH
"7 130224091502260217012803 2 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(S(=0)(C)=0)C=C CJ\(\U OC(C1=COC(CCI)=N1)=0 NCCCN1C=CN=C1 LY\U OC(C1=CSC(CCI)=N1)=0
NN - . ”‘"’\O\ ? { NN I
. </
S o o
oH on
718 130224091502260317042803 2 NCCCN1C=CN=C1 o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C81 OY\U OC(C1=COC(CCI)=N1)=0 NCCCN1C=CN=C1 Ho. o OC([C@HI(C)BN=0.[R]
AN o . H,N W WA R
B W) o /) R
oH
79 1 7032809 2 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC=C1 =C(CCI)IC=C1)=0 NCC1CCOCCH Ho. o OC([C@HI(CIC=0.[S]
720 1302240915022607 17022802 2 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(N(C)C)C=C1 Y\U OC(C1=CSC(CCI)=N1)=0 NCCO CICC1=CC(C(0)=0)=CC=
~~
o~ Jon, g Y e Jn,
l, NH, o :
OH
721 1 17092804 2 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(N(C)C)C=C1 L\'/\U OC(C1=CSC(CCI)=N1)=0 HNa N[C@H](C)C1=CC=CC=C1.[R] @ CCC(0)=0
N , g \L .
iy, o o
NH, o OH
on
722 130224091502260817022804 2 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1 N[C@@H](C)C1=CC=CC=C1 j/\” 'OC(C1=CSC(CCl)=N1)=0 NCC1=CC=CO1 CICC1=CC(C(0)=0)=CC=
AN - ’ A HZNAﬁ) e a
-/ - G /
8 on
723 130224091503260217032802 2 NCCON1G=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(8(=0)(C)=0)C=C" o\'/\ . |ocic1=cocican=n1)=0 NCCO oo o OC([C@HI(C)CI=O.[S]
NN H
o Cr o 3 4 N %
9 L . . \
oH
724 130224091503260417032807 2 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 | OC(C1=CC=C(CCI)C=C1)=0 N, |NCC1=CC(OC)=CC(OC)=C1 Ho. o OC([C@H](C)CI)=0.[S]
o o
AR j\@ u g
Har N o
g N Ho a ™~ o,
</ e ¢ .
725 130224091503260617032802 |2 NCCON1G=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC=C1 |OC(C1=CC=C(CTI)C=C1)=0 NCCO oo o OC([C@HI(C)CI=O.[S]
o
A~ NH
Hal E\/" ml@ﬁn ©/\ ‘ oTQ/\ NSO I
i
726 130224091503260717042803 2 NCCCN1C=CN=C1 o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(N(C)C)C=C1 \,/\” 'OC(C1=CSC(CCl)=N1)=0 INCCCN1C=CN=C1 Ho. o OC([C@H](C)Br=0.[R]
N, A i A,
O Hor a \@\/ Cr R
< NH, 0 Br
on
727 130224091503261017032802 |2 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(CI)C=C1 CICIC(C)=CIC@@HI(CIC(0)=0 NCCO oo o OC([C@HI(C)CI=O.[S]
PN ar
N I X . OH .
728 1302240915042607 17032802 2 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(N(C)C)C=C1 a 'OC(C1=CSC(CCl)=N1)=0 NCCO OC([C@H](C)CI)=0.[S]
HNTSNSEA, 1 I < e on HO__O
" N Ho o = N PN
~ N, & 2 ~
on
729 130224091509260117032801 |2 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HI(CIC(0)=0 NCOCt=CNC2=C0=C0=C21 |, OC([C@HI(C)CI=O.[S]
Q
ST m)J\O/\:\ N,N/\O)< HOJW( g I s
"
HN' cl
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observation full.mol.code Amines(X1)-smiles Acid(X1)-smiles Amines(X2) Amines(X2)-smiles Acid(X2)-smiles Amines(X3)-smiles Pair3.Acids
30 130224091509260417012809 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=C/IC@@HI(CIC(0)=0 NCC1CCOCCH W/\U OC(C1=CSC(CCI)=N1)=0
J\QA /\OX D}k
8
731 130224091509260417022802 NCCCN1C=CN=C1 o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=C/IC@@HI(CIC(0)=0 NCCO o CICC1=CC(C(0)=0)=CC=
732 130224091509260417022809 CICC1=CC(C(0)=0)=CC=C1 =CC(C(F)(F)F)=C1 CIC/C(C)=C/IC@@HI(CIC(0)=0 NCC1CCOCCH CICC1=CC(C(O)=
Ao AL Ao
733 130224091510260117092804 NCCCN1C=CN=C1 o CICC1=CC(C(0)=0)=CC=C1 CC(C)CCN CICIC(C)=C/[C@@HI(CIC(0)=0 N[C@H](C)C1=CC=CC=C1.[R] o CCC(0)=0
NH,. OH
734 130224101501260217032802 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(8(=0)(C)=0)C=C" OC(C1=COC(CCI)=N1)=0 NCCO HOw .0 OC(IC@HICICN=0.[S]
QA
.
A p X
735 130224101501260317032802 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CS1 OC(C1=COC(CCl)=! NCCO HOw O OC(IC@HI(CICH=0.[S]
o "0 X
738 130224101501260317042804 'C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CS1 ‘OC(C1=COC(CCI)=N1)=0 NCC1=CC=CO1 Ho. o OC([C@H](C)BN=0.[R]
Ho* il 2! \ . R
Yo / .
737 130224101501260517032805 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC(C)(C)O OC(C1=CC=C(CCI)C=C1)=0 NCC100C(C=C0=C2)=C201 |, OC(IC@HI(C)CN=0.[S]
OH <l
S A X
738 1302241015012607 17032802 'C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(N(C)C)C=C1 ‘OC(C1=CSC(CCI)=N1)=0 NCCO Ho. o OC([C@HI(C)CI)=0.[S]
A pe
739 130224101502260417012802 ‘C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=O 'OC(C1=CC=C(CCI)C=C1)=0 ‘OC(C1=CSC(CCI)=N1)=0
Ao
740 130224101502260417032804 'C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=O 'OC(C1=CC=C(CCI)C=C1)=0 OC([C@HI(C)CI)=0.[S]
741 1302241015022607 17012803 ‘C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(N(C)C)C=C1 ‘OC(C1=CSC(CCI)=N1)=0 NCCCN1C=CN=C1 ‘OC(C1=CSC(CCI)=N1)=0
[l
g
742 1302241015022607 17032802 'C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(N(C)C)C=C1 ‘OC(C1=CSC(CCI)=N1)=0 NCCO Ho. o OC([C@HI(C)CI)=0.[S]
Ao pe
743 130224101502260717032804 C1CNCCN1 o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(N(C)C)C=C1 OC(C1=CSC(CCI)=! B OC(IC@HI(C)CN=0.[S]
»cJ\O/\u 1 s
744 130224101502260917032810 'C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC(F)=CC(C(F)(F)F)=C1 ‘OC(C1=CSC(CCI)=N1)=0 NCCC1=CC=C(OC)C(OC)=C1 Ho. o OC([C@HI(C)CI)=0.[S]
o pe
745 130224101503260317032805 C1CNCCN1 - CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C81 OC(C1=COC(CCI=N1)=0 NCC100C(C=C0=C2)=C201 |, OC(IC@HI(C)CN=0.[S]
MJKOA I s
746 130224101503260617022803 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 CICC1=CC(C(0)=0)=
47 130224101503260917022809 C1CNCCN1 o CICC1=CC(C(0)=0)=CC=C1 NCC1=CC(F)=CC(C(F)(F)F)=C1 OC(C1=CSC(CCI)=N1)=0 NCC1CCOCCH ® CICC1=CC(C(0)=0)=CC=
MJKOA MJ‘\O»
748 130224101504260217022802 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=C(8(=0)(C)=0)C=C" OC(C1=COC(CCI)=N1)=0 NCCO CICC1=CC(C(0)=0)=CC=
749 130224101504260417032802 C1CNCCN1 o CICC1=CC(C(0)=0)=CC=C1 NCCNC(C)=0 =C(CCI)C=C1)=0 NCCO HO. O OC(C@H)(CICH=0.(S]
e X
750 130224101504260617102804 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC=C1 OC(C1=CC=C(CCI)C=C1)=0 N[C@@H)(C)C1=CC=CC=C1.[S OH |O=C(O)C1=C(C)OC=C1
H.
Ay . é/go
751 1302241015042607 17032802 C1CNCCN1 o CICC1=CC(C(0)=0)=CC=C1 | NCC1=CC=C(N(C)C)C=C1 OC(C1=CSC(CCI)=N1)=0 NCCO Ho_ O OC(C@H)(CICH=0.(S]
HO' < -
752 130224101504260817042805 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NIC@@H](C)C1=CC=CC=C1 OC(C1=CSC(CCI)=N1)=0 NCC1COC(C=CC=C2)=C201 HOw .0 OC([C@HI(C)Br=O.[R]
A X -
NH, Br
753 130224101504260917092802 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC(F)=CC(C(F)(F)F)=C1 OC(C1=CSC(CCI)=N1)=0 NIC@H)(C)C1=CC=CC=C1.[R] CICC1=CC(C(0)=0)=CC=
754 130224101504260917092804 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC(F)=CC(C(F)(F)F)=C1 OC(C1=CSC(CCI)=N1)=0 N[C@H](C)C1=CC=CC=C1.[R] G CCC(0)=0
o OH
755 130224101509260117012803 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CI[C@@H(C)C(0)=0 NCCCN1C=CN=C1 \j/\” OC(C1=CSC(CCN)=N1)=0
MJ\O/\U NINAOX \%JV
o
756 130224101509260117022801 'C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=C/[C@@H](C)C(0)=0 NCCC1=CNC2=CC=CC=C21 CICC1=CC(C(0)=0)=CC=
Aoy L og Ao
757 130224101509260217022803 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=C/[C@@H](C)C(0)=0 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=
758 130224101509260417102802 'C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 NCC1=CC=CC(C(F)(F)F)=C1 CICIC(C)=C/[C@@H](C)C(0)=0 N[C@@H)(C)C1=CC=CC=C1.[S CICC1=CC(C(0)=0)=CC=
A L eg Ao
759 130224101510260317022809 C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 CC(C)CCN CIC/C(C)=C/[C@@H](C)C(0)=0 NCC1CCOCC1 CICC1=CC(C(0)=0)=CC=
NH,
760 130224101510260417032801 (C1CNCCN1 CICC1=CC(C(0)=0)=CC=C1 CC(C)CCN. CICIC(C)=C/IC@@H](C)C(0)=0 NCCC1=CNC2=CC=Ce=C21 ||\ OC([C@H](C)CI)=0.[S]
A A X
'NH,. e
761 130324021501260417102804 NCC1=CC=CN=C1 ’Y\U OC(C1=CSC(CCI=N1)=0 NCCNC(C)=0 _ |octet=ce=c(caie=c1)=0 N[C@@H](C)C1=CC=CC=C1.[S OH |O=C(O)C1=C(C)OC=C1
I
c} oé/go
762 130324021501260617032801 NCC1=CC=CN=C1 OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC=C1 NCCC1=CNC2=CC=CC=C21

OC(C1=CC=C(CCI)C=C1)=0

=

©

OC(IC@HI(CIC)=O[S]
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obsenvation full mol.cod copies|  Amines(x1) Amines(X)-smiles Adid(x1) Acid(X1)-smiles Amines(x2) Amines(2)-smiles Acido@) Acid(2)-smiles Amines(3) Amines(X3)-smiles Structure of Pair... Pair3 Acids
1303240215022604171026804 2 NCC1=CC=CN=C1 s OC(C1=CSC(CCI)=N1)=0 NCCNC(C)=0 OC(C1=CC=C(CTIIC=C1)=0 W NIC@@HI(CIC1=CC=CC=CA.[§ 0=C(O)C1=C(CIOC=C1
Y\u - X
LA 9] ba N Nop
o
7 o .
‘oH
764 130324021509260217092802 |2 NCC1=CC=CN=C1 OC(C1=CSC(CCI=N1)=0 NCC1=CC=CC(C(F)(FIF)=C1 CICIC(C)=CAIC@RAHICICOO | . N[C@HI(C)C1=CC=CC=C1.[R] CICC1=CC(C(0)=0)=CC=
T )
LN }’N o i .
Har o e
- o S
oH
765 1 17032802 |2 NCCCOC s OC(C1=CSC(CCI)=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C o. OC(C1=COC(CCH=N1)=0 NCCO OC(IC@HICICH=O.[S]
\’/\u a
) H |
e f ? N1 v
o > o
‘oH oH
766 130324031501260317032802 |2 NCCCoe ~ a OC(C1=CSC(CCI=N1)=0 NCC1=CC=CS1 o 0C(C1=COC(CC=N1)=0 NCCO OC(C@HICICN=0.[S]
[ |
TN }N Y] 3 }N N~
o o
o
767 1 022802 |2 NCCCOC s OC(C1=CSC(CC=N1)=0 NCCO CICC1=CC(C(0)=0)=CC=
\\’(\U (el OH
N0 N HzN/X N
o
‘oH
768 1303240315022602170226803 |2 NCCCoe 4 OC(C1=CSC(CC=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C o OC(C1=COC(CCH=N1)=0 NCCCN1C=CN=C1 CICC1=CC(C(0)=0)=CC=
v
A~ i\,k /\@\ : };‘ WY
& d o
o oH
769 130324031502260317032802 |2 NCCCoc \:\"/\U OC(C1=CSC(CCI)=N1)=0 . NCC1=CC=CS1 o\k’/\U OC(C1=COC(CCI)=N1)=0 NCCO HO. o0 OC([C@HI(C)CN=0.[8]
~ | { "0 b, v~ X
o o =
‘oH oH
770 130324031502260417012804 |2 NCCCOC 4 e OC(C1=CSC(CCI=N1)=0 NCCNG(C)=O OC(C1=CC=C(CCIC=C1)=0 NCC1=CC=CO1 ¥ e OC(C1=CSC(CCI)=N1)=0
c . - ® \
PN be P wep O .
" on " oH
771 130324031502260517032802 |2 NCCCOC N OC(C1=CSC(CCI)=N1)=0 on Necexe0 OC(C1=CC=C(CCIC=C1)=0 NCCO oo o OC(IC@HICICI=O.[S]
T a
N }N HzN/X }/@/\ i~ I
= H cl
772 130324031502260517032803 |2 NCCCOC 4 OC(C1=CSC(CCI=N1)=0 on|NeTeKCR 0C(C1=CC=C(CCIC=C1)=0 NCCCN1G=CN=C1 o o OC(IC@HICICI=O.[S]
a
N~ }k HZN% ., T@ A, I
o - n Cl
773 130324031502260517092803 |2 NCCCOC S~ OC(C1=CSC(CCI)=N1)=0 on NeCexe0 OC(C1=CC=C(CCIC=C1)=0 H NC@H|(CICI=CE=CO=CLIR] | |, OC(IC@HICICI=O.[S]
a
PN }L " ) T@ R I
= H |
774 130324031502260917032805 |2 NCCCoc Y\“ OC(C1=CSC(CCI)=N1)=0 NCC1=CC(F)=CC(C(F)(F)F)=C1 \“/\” (OC(C1=CSC(CCl)=N1)=0 "‘NAEV\O NCC1COC(C=CC=C2)=C201 HO. O OC(IC@HI(C)CN=0.[S]
HNT"N0" }N nxw/\QX }N I
o o =
‘o oH
775 130324031503260417012803 |2 NCCCOC S~ OC(C1=CSC(CCI)=N1)=0 NCCNG(C)=O OC(C1=CC=C(CCIC=C1)=0 NCCCN1G=CN=C1 ~ OC(C1=CSC(CCI)=N1)=0
" a
Ha~o }“ s T@” WG }h
o " oH
776 130324031503260517012803 |2 NCCCOC 5 e OC(C1=CSC(CCI=N1)=0 NCC(CHC)O OC(C1=CC=C(CCIC=C1)=0 NCCCN1G=CN=C1 ¥ OC(C1=CSC(CCI)=N1)=0
T OH a T -
NS § PN 0 . O
“on " oH
777 130324031503260617012803 |2 NCCCOC . e NCC1=CC=CC=C1 OC(C1=CC=C(CCIC=C1)=0 NCCCN1G=CN=C1 e e
[l o Il
o " oH
778 130324031504260417022806 |2 NCCCOC 5 e OC(C1=CSC(CCI=N1)=0 NCCNG(C)=O OC(C1=CC=C(CCIC=C1)=0 NC[C@H](C)C1=CC=CC=C1 N CICC1=CC(C(O)=0)=CC=
T H a
PN }N g . T@A ”J\Qm
“on "
779 1 7032801 |2 NCCCOC s OC(C1=CSC(CC=N1)=0 NCCNC(C)=0 NCCC1=CNC2=CC( OC(IC@HICICH=O.[S]
\\,(\u . a HO__,0
PN T e . I
=, H ci
780 130324031504261017012803 |2 NCCCoe ~a OC(C1=CSC(CCI=N1)=0 NCC1=CC=C(C)C=C1 CICIC(C)=CIIC@@HICIC(0)=0 NCCCN1C=CN=C1 ~ OC(C1=CSC(CCI)=N1)=0
[/ o Il
HNTNN0” }N n,N/\Q\ Nokf/ﬁ/\c NN I
G <
on o
781 1303240315042610170226803 2 NCCCOC S~ OC(C1=CSC(CCI)=N1)=0 NCC1=CC=C(C)C=C1 CIC/C(C)=CIC@@HICIC(0)=0 NCCCN1C=CN=C1 CICC1=CC(C(O)=
1 o
A $ X A O oy
@ <
‘oH
782 1303240315092601170226809 |2 NCCCoe ~a OC(C1=CSC(CCI=N1)=0 NCC1=CC=CC(C(F)F)F)=C1 CIC/C(C)=CIC@@HICIC(0)=0 NCCiccocet N CICC1=CC(C(0)=
T o
NN \n N,N/\QX - J(‘/Y WJ\O/\J
o
‘oH
783 1 17022809 |2 NCCCOC S~ OC(C1=CSC(CC=N1)=0 NCC1=CC=CC(C(F)(FIF)=C CIC/C(C)=CIC@@HICIC(0)=0 NCCiccocet CICC1=CC(C(0)=0)=CC=
[
HNTN"No7 5}/“ H,N/\O)< Hol‘y\g(\( m)J\O/\:\
o
‘oH
784 130324031509260217032802 |2 NCCCoe 5 OC(C1=CSC(CCI=N1)=0 NCC1=CC=CC(C(F)F)F)=C1 CIC/C(C)=CIC@@HICIC(0)=0 NCCO oo o OC(IC@HICICN=O.[S]
T o
NP Q\, s A JE
o Cl
‘oH
785 1 17042804 |2 NCCCOC S~ a OC(C1=CSC(CC=N1)=0 NCC1=CC=CC(C(F)(FIF)=C CICIC(C)=CIIC@@HICIC(0)=0 NCC1=CC=CO1 oo o OC(IC@HI(C)BN=O [R]
[l
© Y Br
786 1303240315092602170926804 |2 NCCCoe ~a OC(C1=CSC(CCI=N1)=0 NCC1=CC=CC(C(F)F)F)=C1 CICIC(C)=CIC@@HICICIO)=0 | . N[C@HI(C)C1=CC=CC=C1.[R] o |cecoro
PN \ HINAOX Noi“y\fht . /Y
o OH
OH
787 1 032805 |2 NCCCOC \:\,(\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC(C(F)(FIF)=C CICIC(C)=CIC@@HICIC(0)=0 N NCC1C0C(C=CC=C21=C201 | |, OC(IC@HICICN=O.[S]
@ cl
‘oH
788 130324031500260417042803 |2 NGCCOC 4 e OC(C1=CSC(CTI=N1)=0 NCG1=CC=CC(C(F)(F)F)=C1 CICIC(C)=CIC@@HICIC(0)=0 NCCCN1G=CN=C1 oo o OC(C@H)(C)BN=0.[R]
S~ i\,k MAO)( mi‘r{ht WY 1 .
=y Br
789 130324031510260117012803 |2 NCCCOC N OC(C1=CSC(CCI)=N1)=0 cce)cen CICIC(C)=CIIC@@HICIC(0)=0 NCCCN1G=CN=C1 ~ o OC(C1=CSC(CCI)=N1)=0
[l Jl
NN } A, N O }
o 2
oH o
790 130324031510260317032802 |2 NCCCOC 4 OC(C1=CSC(CCI=N1)=0 cce)cen CICIC(C)=CIIC@@HICICI0)=0 NCCO oo o OC(IC@HICICI=O.[S]
o
S~ }k )\/\NH - W M ;E
o J .
‘o
791 130324041501260217092804 |2 NCC=C N OC(C1=CSC(CCI)=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C- o\'/\m OC(C1=COC(CCI=N1)=0 H N[C@H](C)C1=CC=CC=C1.[R] . cecoro
[l H L
NH, N ? ® /Y
NP o-j; A =, OH
792 130324041503260317002804 |2 NCC=C o OC(C1=CSC(CCI=N1)=0 NCC1=CC=CS1 oy OC(C1=COC(CC=N1)=0 o N[C@HI(C)C1=CC=CC=C1.[R] . (cecoro
P $ W) - : Y
Z o / & OH
‘o oH
793 130324041503260417022803 |2 NCC=C S~ OC(C1=CSC(CCI)=N1)=0 NCCNG(C)=O OC(C1=CC=C(CCIC=C1)=0 NCCCN1G=CN=C1 CICC1=CC(C(O)=0)=CC=
" a
A~ }{v n,N/\/n\ro OTO/\ Laa'e) mj\oﬂu
o "
795 130324041504260417032801 |2 NCC=C 5 e OC(C1=CSC(CCI=N1)=0 NCCNG(C)=O NCCC1=CNC2=CC=t oo o OC(IC@HICICI=O.[S]
$A LS :
P HN @
7z c T g
‘o
796 130324041504260617092804 |2 NCC=C S e NCC1=CC=CC=C1 OC(C1=CC=C(CCIC=C1)=0 N N[C@H](C)C1=CC=CC=C1.[R] o |cccoro
T a
A N ©/\””2 01/@/\ . /Y
o " OH
‘oH
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observation full.mol.code Amines(X1) Amines(X1)-smiles Adid(X1) Acid(X1)-smiles Amines(X2) Amines(X2)-smiles Acid(X2)-smiles Amines(X3)-smiles Pair3 Acids
797 130324041504260717032802 NCC=C \"/\U OC(C1=CSC(CCI)=N1)=0 1 NCC1=CC=C(N(C)C)C=C1 OC(C1=CSC(CCI)=N1)=0 OC([C@HI(C)CI)=0.[S]
S
NH, N A
/\/ OQ/ NH, -
o
798 130324041509260117022803 NCC=C :»j/\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=C/[C@@HI(C)C(0)=0 NCCCN1C=CN=C1 CICC1=CC(C(Q)=0)=CC=
]
o
o
799 130324041509260117032803 NCC=C \y/\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=C/[C@@HI(C)C(0)=0 NCCCN1C=CN=C1 Ho. 0 OC([C@HI(C)CI)=0.[S]
)
A HXN/\OX
7 . R
o
800 130324041509260317032803 NCC=C :»m/\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=C/C@@HI(CIC(0)=0 NCCCN1C=CN=C1 Ho. o OC([C@HI(C)CI)=0.[S]
o Cl
o
801 130324041509260417032801 NCC=C \"/\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=C/[C@@HI(C)C(0)=0 NCCC1=CNC2=CC= Ho. o OC([C@HI(C)CI)=0.[S]
\ i
A HXN/\OX
7 . S
o
802 1 1702280 NCC1=CC=C(OCO2)C:! ‘\T/\( | |OC(C1=CSC(CCH=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C OC(C1=COC(CCI=N1)=0 NCCO CICC1=CC(C(0)=0)=CC=
ey 5 QL
3
o o S
o
803 130324051501260217032802 NCC1=CC=C(0CO2)C: \’/\u OC(C1=CSC(CCI)=N1)=0 NCC1=CC=C(S8(=0)(C)=0)C=C" OG(C1=COC(CC=N1)=0 NCCO o o OC(C@HI(C)CI)=0.[8]
v o I ”*‘/\@\ 2 i
;
OH -
804 130324051501260617012804 NCC1=CC=C(OCO2)C: ’\’/\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC=C1 'OC(C1=CC=C(CCI)C=C1)=0 NCC1=CC=CO1 (j/\ﬂ ‘OC(C1=CSC(CCl)=N1)=0
n,u/\©[° W NH, - I
0 o
o on
805 130324051501260617032806 NCC1=CC=C(OCO2)C: \’/\(\ OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC=C1 | OC(C1=CC=C(CCI)C=C1)=0 NC[C@H](C)C1=CC=CC=C1 Ho. o OC([C@H](C)CI)=0.[S]
HAY ° o NH, ‘
0 o bﬂ,
OH -
806 130324051501260717032802 NCC1=CC=C(0C02)C: ’Y\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=C{N(C)C)C=C1 |OC(C1=CSC(CCI)=N1)=0 NCCO o o OC([C@HI(C)CI=O.[S]
@ N/\Q:c I I
£ g
OH -
807 130324051501260817032810 NCC1=CC=C(0CO2)C: \’/\ﬂ OC(C1=CSC(CCI)=N1)=0 N[C@@H(C)C1=CC=CC=C1 OG(C1=CSC(CCI)=N1)=0 NCOC1=Ce=CIOGIC(001CT |, OC(C@HI(C)CI)=0.[8]
HIN/\GEO T
o & b
o i,
808 130324051502260217032801 NCC1=CC=C(0C02)C: ’Y\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C" |OC(C1=COC(CTI)=N1)=0 NCoG1=oNC2=CO=co=C21 [ OC([C@HI(C)CI=O.[S]
e o T e
of ® > L
o
809 130324051502260617022809 NCC1=CC=C(OCO2)C: \’/\(\ OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC=C1 | OC(C1=CC=C(CCI)C=C1)=0 NCC1CCOCC1 CICC1=CC(C(0)=0)=CC=
HIN/\GEO T
o al
© [
o
810 130324051503260417012803 NCC1=CC=C({OCO2)C ’Y\U OC(C1=CSC(CCI)=N1)=0 NCCNC(C)=0 |OC(C1=CC=C(CTI)C=C1)=0 INCCCN1C=CN=C1 (Y\“ OC(C1=CSC(CCI)=N1)=0
Y 8 I : T
0 o
o
811 130324051503260617032802 NCC1=CC=C(OCO2)C: \,’/\(\ OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC=C1 . | OC(C1=CC=C(CCI)C=C1)=0 NCCO Ho. o OC([C@H](C)CI)=0.[S]
v o T
o & b
o
812 130324051503260917022809 NCC1=CC=C({OCO2)C ’Y\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC(F)=CC(C(F)FIF)=C1 |OC(C1=CSC(CCI)=N1)=0 NCC1CCOCCT N CICC1=CC(C(0)=0)=CC=
HN 0, W v
3
0 o
o
813 130324051504260617032808 NCC1=CC=C(OCO2)C:! Y\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC=C1 C=C(CCI)C=C1)=0 =C(CN)C=C1 Ho. o OC([C@HI(CIC=0.[S]
H 2 W NH,
o & b
OH
814 130324051504260817 102804 NCC1=CC=C(OCO2)C:! ’Y\U OC(C1=CSC(CCI)=N1)=0 OC(C1=CSC(CCI)=N1)=0 N[C@@H)(C)C1=CC=CC=C1.[S OH | 0=C(O)C1=C(C)OC=C1
v o X
o R N o
- i, =
815 130324051504260917012803 NCC1=CC=C(OCO2)C:! \’/\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC(F)=CC(C(F)(F)F)=C1 OC(C1=CSC(CCI)=N1)=0 NCCCN1C=CN=C1 w/\U OC(C1=CSC(CCI)=N1)=0
N 0 \W e \W
0 o
o on
816 1 17092804 NCC1=CC=C(OCO2)C:! :Y\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=C/C@@HI(CIC(0)=0 © CCC(0)=0
o ]
v I Y
9 = OH
817 130324051509260317032806 NCC1=CC=C(OCO2)C: \’/\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=C/[C@@HI(C)C(0)=0 NC[C@H](C)C1=CC=CC=C1 Ho. o OC([C@HI(C)CI)=0.[S]
e % WA
HaN'
o & L
o
818 130324051509260417022807 NCC1=CC=C(OCO2)C:! :»j/\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC(C(F)(F)F)=C1 CIC/C(C)=C/C@@HI(CIC(0)=0 NCC1=CC(OC)=CC(OC)=C1 CICC1=CC(C(Q)=0)=CC=
o ]
W 1 N
0 0
o
819 130324061504260517032802 @ NCC1=CC=CO1 \y/\U OC(C1=CSC(CCI)=N1)=0 o NCC(C)C)O ’ OC(C1=CC=C(CCI)IC=C1)=0 NCCO Ho. o OC([C@HI(C)CI)=0.[S]
Y ' I
Y o R
o
820 130324071501260217032802 NCC1=CC=C(C)C=C1 :»W{\‘/\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=C(S(=0)(C)=0)C=C OC(C1=COC(CCI)=N1)=0 NCCO HO. o OC(IC@HICICN=0.[S]
e X
Jol e :
OH
821 130324071501260417032808 NCC1=CC=C(C)C=C1 \’/\U OC(C1=CSC(CCI)=N1)=0 NCCNC(C)=0 . OC(C1=CC=C(CCI)IC=C1)=0 BrC1=CC=C(CN)C=C1 Ho. o OC([C@HI(CIC=0.[S]
o H X
& 'Cl
o
822 130324071501260617032806 NCC1=CC=C(C)C=C1 \’/\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CC=C1 _|ociet=ce=ciecie=cn=0 NCIC@H|(OIC1=00=Co=Ct [ OC([C@HI(C)CI=0.[S]
o8 | X
o Cl
o
823 130324071501260717032810 NCC1=CC=C(C)C=C1 \’/\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=C(N(C)C)C=C1 'OC(C1=CSC(CCl)=N1)=0 NCCC1=CC=C{(OC)C(OC)=C1 Ho. o OC([C@H](C)CI)=0.[S]
o % X
0 “L
o
824 130324071502260317102804 NCC1=CC=C(C)C=C1 ’Y\U OC(C1=CSC(CCI)=N1)=0 NCC1=CC=CS1 |OC(C1=COC(CTI)=N1)=0 NIC@@H)(C)C1=CC=CC=C1.[S OH |0=Cclo)c1=C(C)oc=C1
o g
. o S 0
o —
825 13032407 1502260517032802 NCC1=CC=C(C)C=C1 \’/\\ | OC(C1=CSC(CCI)=N1)=0 m NCC(C)(C)O | OC(C1=CC=C(CCI)C=C1)=0 NCCO HO. o OC([C@H](C)CI)=0.[S]
o ' ‘ X
0 bﬂx
o
826 130324071502260817 102804 NCC1=CC=C(C)C=C1 ’Y\U OC(C1=CSC(CCI)=N1)=0 N[C@@H](C)C1=CC=CC=C1 ‘OC(C1=CSC(CCl)=N1)=0 N[C@@H](C)C1=CC=CC=C1.[S OH | O=C(0)C1=C(C)OC=C1
NH, b
o } 0\/5/&0
o =
827 130324071503260417032802 NCC1=CC=C(C)C=C1 \’/\\ | OC(C1=CSC(CCI)=N1)=0 NCCNC(C)=0 | OC(C1=CC=C(CCI)C=C1)=0 NCCO Ho. o OC([C@H](C)CI)=0.[S]
JO R ' ‘ X
o o
OH
828 130324071503260517092803 NCC1=CC=C(C)C=C1 ’Y\U OC(C1=CSC(CCI)=N1)=0 NCC(ONC)O HO.__O OC(IC@HI(C)CI)=0.[S]
o .
o
829 130324071503261017032802 NCC1=CC=C(C)C=C1 e OC(C1=CSC(CCI)=N1)=0 NCC1=CC=C(CHC=C1 CICIC(C)=CIC@@HI(CIC(0)=0 NCCO oo o OC(C@HI(C)CI)=0.[8]
o
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obsenvation full mol.cod copies|  Amines(x1) Amines(X)-smiles Adid(x1) Acid(X1)-smiles Amines(x2) Amines(2)-smiles Acido@) Acid(2)-smiles Amines(3) Amines(X3)-smiles Structure of Pair... Pair3 Acids
1303240715042603170426803 2 NCG1=CC=C(C)IC=C1 S OC(C1=CSC(CCI=N1)=0 NCC1=CC=CS1 o\(\u OC(C1=COC(CC=N1): NCCCN1C=CN=C1 o o OC(IC@HI(C)BN=O.[R]
o : : ~e :
o o Br
‘oH oH
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Section 11: Analysis of ring-closure via the Michael (thiol-enone) reaction

Linear analogs of DDD and DDA were synthesized with acrylic acid at the X3 position on 10 & 160 uM
beads following general SPS method. Compound DDD and DDA have complete cyclization after 8hrs. Thiol
protecting STMP group was removed from the linear precursor and it was suspended in 2x PBST buffer at
37°C for 12 hrs. DMSO solution of BnBr was added to beads suspended in PBST buffer (final conc, 1.0M,
150uL) and incubated for an hour at 37°C. Similarly, 10 yM beads were treated with DMSO solution of
mBBr dye (final conc, 1TmM, 150ul, PBS). After thiol alkylations, they were washed, 160 uM beads were
TFA cleaved and analyzed over LCMS. 10 uM beads were suspended in PBST buffer, transferred to BD
FACS tube and their fluorescence was measured.

Incomplete cyclization was observed for both DDD and DDA analogs for thiol-ene based ring closure.

Analysis of ring-closure via flow-cytometry:
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Cyclization of DDA-analog:

Incomplete cyclization was observed on 160 yM beads but 10 yM beads seems to have completed
cyclization. Ring closure via thiol-ene reaction appears to be slower compared to halide displacement

based reaction.
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Cyclization of DDD analog:

Incomplete cyclization was observed on 160 yM beads but 10 yM beads seems to have completed

cyclization. Ring closure via thiol-ene reaction appears to be slower compared to halide displacement
based reaction.
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