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Figure S1. Predicted pChEMBL values of temporal split correlated to the observed values. Temporal split
prediction where all known interactions of ChEMBL of 2010 and before were used as training set (15.106 data
points) and those of 2011 and later (5.083 data points) were used as the test set. R? was 0.24 and RMSE was
1.02.
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Figure S2. Counter screen of the five hit compounds in a label-free impedance-based TRACT assay. Jumpln-
NET were not induced with doxycycline and as such did not express NET. Cells were pretreated for 1 h with either
vehicle or 10 uM of the hit compound. Subsequently, cells were stimulated with 1 uM norepinephrine (NE) and
Cell Index (CI) was measured for 30 min. Cellular responses are expressed as the net area under the curve (AUC)
of the first 30 minutes after stimulation with NE. Data were normalized to the response of NE only (vehicle,
100%). Data are shown as the mean +/- SD of two separate experiments each performed in duplicate.
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Figure S3. Representative xCELLigence traces of JumplIn-NET cells during inhibitor pretreatment in a label-free
impedance-based TRACT assay. Cells were pretreated for 1 h with either vehicle or increasing concentrations
of nisoxetine or hit compound. Cell Index was normalized to the time point prior to inhibitor addition (t = 0 min).
Data are shown as the mean of a representative experiment.
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Figure S4. Representative xCELLigence traces of JumpIn-NET cells during norepinephrine (NE) stimulation in a
label-free impedance-based TRACT assay. Cells were pretreated for 1 h with either vehicle or increasing
concentrations of nisoxetine or hit compound, and subsequently stimulated with vehicle or 1 uM NE. Cell Index
was normalized to the time point prior to NE addition (t = 0 min). Data are shown as the mean of a representative

experiment.
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Table S1. Molecular and Protein descriptors used throughout the model building process.

Molecular Descriptors

Protein Descriptors

AlLogP SCFC6 Amino Acid Composition ACC c scales

Molecular Weight FPFC 6 Dipeptide Composition ACC DPPS

Number of Hydrogen EPFC6 Auto Correlation Descriptors | ACC E scales

Donors

Number of Hydrogen LPFC 6 Composition Transition ACC G scales

Acceptors Distribution

Number of Rotatable SPFC 6 Quasi Sequence Order ACC HESH

Bonds Descriptors

Number of Bridge FEFC6 Pseudo Amino Acid ACC HSEHPCSV

Bonds Composition

Number of Atoms EEFC6 Amphiphilic Pseudo Amino ACC Norinder
Acid Composition

Number of Rings LEFC6 Total Amino Acid Properties | ACC Kidera

Number of Aromatic SEFC6 Aligned Z scales Sandberg ACC P scales

Rings

Number of Fragments | FHFC 6 Aligned FASGAI ACC QCP

N Plus O Count EHFC 6 Aligned BLOSUM ACC Sneath

Molecular Solubility LHFC6 ACC Z scales Hellberg ACC SVEEVA

Molecular Surface SHFC 6 ACC Z scales Jonsson ACC SVHEHS

Area

Molecular Polar FCFP 6 ACC Z scales Sandberg ACC SVRG

Surface Area

Molecular Polar ECFP 6 ACC Z scales binary ACC SVWG

Solvent-Accessible

Surface Area (SASA)

Estate Keys LCFP 6 ACC T scales ACCV scales

Estate Counts SCFP 6 ACC ST scales ACC VSGETAWAY

MDLPublicKeys FPFP 6 ACC VHSE ACC VSTPV

MDL2DKeys960 EPFP 6 ACC ISA ECI ACC VSW

MDL2DKeys166 LPFP 6 ACC GRID t-score ACC VTSA

PHFP 2-4 SPFP 6 ACC VSTV ACC SVGER

PHRFP 2-4 FEFP 6 ACC MSWHIM ACC PSM

PHPFP 2-4 EEFP 6 ACC_FASGAI ACC SSIA AM1

PHFC 2-4 LEFP 6 ACC_BLOSUM ACC SSIA PM3

PHPFC 2-4 SEFP 6 ACC_VARIMAX ACC SSIA HF

PHRFC 2-4 FHFP 6 ACC Protein fingerprint ACC SSIA DFT
numerical

FCFC6 EHFP 6 ACC Protein fingerprint hash

ECFC6 LHFP 6

LCFC6 SHFP 6




Table S2. Optimal settings obtained from stepwise feature selection and grid parameter optimization.
Displayed are the optimal settings for random forest, gradient boosting, partial least squares, and the final
model which contained an ensemble of random Forest and gradient boosting, with a partial least squares stack

on top of it.

Optimal Model

Optimal Features

Optimal Parameters

Random Forest

Num_H_Donors
Num_RotatableBonds
Num_Atoms
Molecular_Solubility
Molecular_SurfaceArea
PHPFC2

PHRFC2

SCFC6
G9TotalAminoAcidProperties
ACC_ISA_ECI
ACC_ProtFP_hash

Number of Trees

Number of
Descriptors

Minimum Node
Size

Maximum Depth

1000

Sqrt(D)*

None

Gradient Boosting

MDLPublicKeys

MDL2DKeys960
G4CompositionTransitionDistribution
Aligned_FASGAI

ACC_VARIMAX
ACC_ProtFP_numerical

ACC_DPPS

ACC_HESH

ACC_SVHEHS

ACC_VSTPV

Maximum number
of Trees
Learning Rate

Gamma
Maximum Depth
Data Fraction

Descriptor
Fraction

1000

0.1

0.3

1.0
0.5

Partial Least
Squares

MDL2DKeys960

LEFC6

SCFP6

FPFP6

FEFP6
G1AminoAcidComposition
ACC_FASGAI
ACC_Norinder

ACC_SVRG

ACC_SVGER

Number of
Variables

200

15t stack Random
Forest & Gradient
Boost

2"d Stack Partial
Least Squares

AlogP

Num_H_Acceptors
Num_BridgeBonds
Molecular_Solubility
Estate_Counts

PHPFC2
G1AminoAcidComposition
G9TotalAminoAcidProperties
ACC_ISA_ECI

Gradient Boost Preditions
Random Forest Predictions
Random Forest Predictions StdDev

Number of
Variables

100




Table S3. Cluster centers that were chosen for experimental follow-up (46 centers). Of these, 32 were able to
be synthesized, as shown in the right-most column.

Enamine ID SMILES Synthesized
Number
72393213853 CCCN(C(=0)C1=CC=CC=C10CC1CC1)CICCNC1 Yes
72444727652 CC1=NC=CC=C1CN(CC1=CC=CC=C1)C1CCCNC1 No
72769565776 CN(C)C1=CC=C(F)C=C1CNCC1(0)CC2=CC=CC=C2C1 Yes
71986623199 CC(N[C@H]1C[C@H](C2=CC=C(Cl)C(Cl)=C2)C1)C1CCOCCL Yes
21904820040 OCCCCNC1CCCcc1c1=Cc=c(cl)c(cl)=C1 Yes
PV-001918160326 CCOC(CN1CC=C(C2=C[NH]C3=CC(F)=CC=C23)cc1)c1icc1 Yes
722569757498 FC1=CC=CC([C@@H]2CCNC[C@@H]2NCC2=CC=C30CCOC3=C2)=C1 | Yes
PV-001919825446 | OC(CNC(C1=CC=C(F)C(Cl)=C1)C1CC1)COC1=CC=CC2=C1C=C[NH]2 No
71083362508 0=C(C1CC1C1=CC=C(Cl)C(Cl)=C1)N1CCCC(OCC(F)(F)F)C1 Yes
721783772638 CC(C)(CNCCeaccoct)c1=ce=c(clc(cl=c1 Yes
72444828348 CC1(CN2CCOC(C3=CC=C(Cl)C(Cl)=C3)C2)CCNC1 Yes
22698567135 CC(C)(CNCC1cccoc1)c1=Cc=C2Cc=CCc=CC2=C1 Yes
71663514926 CC(C)C(NCCC1CCOC1)C1=CC=C(Cl)C(Cl)=C1 Yes
PV-000916662553 CHCCCNCC1CCCN1C(=0)Cc1=CCc=CCc2=C10cc2(C)C No
PV-001921689112 | CCN1CCC(N[C@ @H]2CCO[C@H]2C2=CC=C(CI)C(F)=C2)C1=0 Yes
72447436630 CIC1=CC=CC(C2=NC(CN(C3CC3)C3CCNC3)=C02)=C1 Yes
72843312692 CN1C=C(C2CC3CCC(C2)N3CC(0)C2=CC=C(CI)C(F)=C2)C=N1 Yes
PV-001918950467 FC1=CC=CC(CCN2CCN(C3=C(Cl)Cc=CCc=C3Cl)cC2)=C1 Yes
PV-001919382948 CC1(C2=CC=CC(Cl)=C2)CCN(CCc(0)CcoC2=CC=CC3=C2C=C[NH]3)CC1 No
PV-001919716605 CCC1=CC=C(N2CCN(CC(0)COC3=CC=CC4=C3C=C[NH]4)CC2)C=C1Cl | No
72444770829 FC(F)(F)C1=CC(CN(C2CC2)C2CCNC2)=CC=C1Cl No
72445178480 CIC1=CC=C(CCC2=NC(C3CCNCC3)=N02)C=C1CI No
22617873335 CIC1=CC=CC(OCC2=NOC(C[C@H]3CCNC3)=N2)=C1Cl Yes
22846041003 CC(C1=CC=C(CI)C(Cl)=C1)N1C=C(C2CCCNC2)N=N1 Yes
72488796202 CCC1(C(=0)N2CC=C(C3=C[NH]C4=CC(F)=CC=C34)CC2)CCCN1 Yes
72354724931 COC1=CC=C(CNC2CNCCC2(F)F)C=C10CC1=CC=CC=C1 No
PV-000923491934 CCCNCC1(C)CCN(C(=0)C2=C[NH]C3=CC=C(F)C=C23)C1 No
PV-001917796783 CCN(CC1(C2=CC=C(Cl)C(Cl)=C2)CCC1)C1CCl No
721421251686 OC(COC1=CC=CC2=C1C=C[NH]2)CN1CCC(C2=CC=C(F)C(F)=C2)CC1 No
72436746713 0=C(CCC1CCNC1)N1CCOC(C2=CC=C(Cl)C(Cl)=C2)C1 Yes
PV-001930327687 CIC1=CC=C(C2CCCC2NC[C@@H]2CCcCc02)c=C1cl No
PV-001923897672 | CCC1CC(NCC(C)(C)C2=CC=C(Cl)C(Cl)=C2)CCO1 Yes
721505378916 C1=CC=C(C2CN(CCN3C=CN=C3)CC3=CC=CC=C32)C=C1 No
22201777668 OCC(NC1CCN(CC2=CC=CC=C2CI)CC1)C1=CC=C(Br)C(F)=C1 Yes
PV-001918897538 | CC1CC(CN(CCO)CC2=CC=C(Cl)C(Cl)=C2)C1 Yes
PV-001917367008 CIC1=CC=C(C2CN(CC[C@@H]3C[C@H]3C3CC3)CCO2)c=C1icl Yes
72361435743 CC(C)(CNC(=0)NCC1CNCCO1)C1=CC=C(Cl)C(Cl)=C1 Yes
71485114833 OC(COC1=CC=CC=C1F)CN1CC=C(C2=C[NH]C3=CC(F)=CC=C23)CC1 Yes
73045122589 OC(CNCC1CSC2=CC=CC=C201)C1=CC=C(F)C(F)=C1 Yes
PV-001926691632 CC1=CC(Cl)=CC=C10C1=CC=C(F)C=C1CNC[C@H]1C[C@H](0)C1 Yes




PV-001919611983 | CC(C)NC(=0)OCC1CCCCNIC[C@H](0)C1=CC=C(Cl)C(Cl)=C1 Yes
72722622816 OC(CNC1CCN(C2=CC=C(Cl)C=C2F)C1)C1=CC=CC(F)=C1 Yes
72444696415 CCCN(CC1=CC=C(F)C=C1C(F)(F)F)C1CCNCC1 No
73100431738 0=C(C1=CN=C(C2CCNCC2)01)N(CC1=CC=C(Cl)C(Cl)=C1)C1CC1 Yes
PV-001925822957 | CC1=CC(Cl)=CC=C10C1=CC=C(F)C=C1CNCC(C)CN(C)C Yes
72488563933 CCCN(C(=0)C1=CC=C2[NH]C=CC2=C1)C1CCNC1 Yes




Table S4: Selected cluster compounds and their nearest structurally similar compound in the training
set. Based on Tanimoto Similarity (ECFP_6). The Enamine ‘Q-Code’ refers to the codes found in Table S6.

Nearest Training

Cluster Molecule
Molecule

Cluster SMILES

CCCN(C(=0)C1=CC=
Cc=Cc10ccicci)caa
CCNC1
Enamine ID
72393213853

051/\
g

Enamine Q-Code

Q75493651

Training SMILES
CCOclccceclC(=0)
N(CC2CCC2)[C@H]

3CCNC3

ChEMBL ID
CHEMBL551471

Tanimoto Similarity
0.557

Cluster SMILES
CC1=NC=CC=C1CN(

) = |“‘ CC1=CC=CC=C1)C1
N - CCCNC1
@N Enamine ID
I N
72444727652

jeo!

Enamine Q-Code

n/a

Training SMILES

CC(C)CN(Cclcccecl)
C2CCNCC2

ChEMBL ID

CHEMBL207837

Tanimoto Similarity
0.333

Cluster SMILES
CN(C)C1=CC=C(F)C
=C1CNCC1(0)CcC2=

CC=CcC=C2C1
or Enamine ID

SHIOH

722769565776

/ Enamine Q-Code

Q75491451

Training SMILES

CNC[C@]1(O)Cc2cc
ccc2[C@@H]10c3c
cc(F)cc3C ChEMBL ID

CHEMBL506137

Tanimoto Similarity

0.245

Cluster SMILES

CC(N[C@H]1C[C@
H](Cc2=Cc=c(cl)c(cl
:Q\D )=C2)C1)C1CCOCC1 N
Enamine ID
/ko 71986623199

Enamine Q-Code

Q75493254

Training SMILES

CN1CCCCC(C1)c2cc
c(Chc(Cl)c2

ChEMBL ID

CHEMBL2326691

Tanimoto Similarity

0.311

10



Cluster SMILES

OCCCCNC1CCCC1C
1=CC=C(Cl)C(Cl)=C1

0g

Enamine ID N
71904820040

Enamine Q-Code

Q754913515

Training SMILES

Clclcec(cclCl)[C@
@H]2CCCN3CCCC[ C
@H]23
ChEMBL ID

CHEMBL559186

Tanimoto Similarity

0.320

Cluster SMILES

CCOC(CN1CC=C(C2
=C[NH]C3=CC(F)=C
C=C23)CC1)C1CCl

Enamine ID

PV-001918160326

Enamine Q-Code

Q754917541

Training SMILES

COclcccc2c(cocl2)
C(C)CN3CCC(=CC3)
c4c[nH]c5cc(F)cccd 5
ChEMBL ID

CHEMBL597479

Tanimoto Similarity

0.500

Cluster SMILES

FC1=CC=CC([C@ @
H]2CCNC[C@ @H]2 o)
NCC2=CC=C30CCO
C3=C2)=C1
Enamine ID

22569757498 Lia

Sy
Q)\/
_—

Enamine Q-Code

Q75494254

Training SMILES

CNC(C)Cclccc20CC
Oc2c1

ChEMBL ID

CHEMBL3603954

Tanimoto Similarity

0.287

Cluster SMILES

OC(CNC(C1=CC=C(F

)C(Cl)=C1)Cacca)c

0C1=CC=CC2=C1C=
C[NH]2 H/

Enamine ID j\’

PV-001919825446

Enamine Q-Code

n/a

Training SMILES

CC(COcl1ccc20CC(=
O)Nc2c1)NCC(0)COo
c3ccccd[nH]ccc34

ChEMBL ID

CHEMBL183921

Tanimoto Similarity

0.397

11



Cluster SMILES

0O=C(C1CC1C1=CC=
C(Cl)c(Cl)=C1)N1CC
CC(OCC(F)(F)F)C1
Enamine ID

21083362508

Enamine Q-Code

Q75494052

Training SMILES
COC(=0)[C@@H]1
CN(C)CC[C@@H]1c

2ccc(Clc(Cl)c2
ChEMBL ID

CHEMBL397490

Tanimoto Similarity

0.333

Cluster SMILES

CC(C)(CNCcccicco
Cl)c1=Ccc=c(chc(cl
)=C1
Enamine ID

71783772638

Enamine Q-Code

Q754928534

H
N
—
M
H
o—

Training SMILES

CC(=O)NCC[C@@H ]

1CNCCO[C@H]1c2
ccc(Cl)c(Cl)c2
ChEMBL ID

CHEMBL3593401

Tanimoto Similarity

0.206

Cluster SMILES

CC1(CN2cCcocC(C3=
CC=C(CI)c(ch=C3)C
2)CCNC1
Enamine ID

72444828348

Enamine Q-Code

Q75491851

/
<:>/—>
- N
H

Training SMILES

Clclccc(cciCl)[C@
@H]2CCNC[C@ @]2

3CCCOC3 ChEMBL ID

CHEMBL1173607

Tanimoto Similarity

0.286

Cluster SMILES

CC(C)(CNCcci1ccco
C1)C1=CC=C2C=CC
=CC2=C1
Enamine ID

22698567135

Enamine Q-Code

Q90506452

SONPN

Training SMILES

CNCC1CC1c2ccc3cc
ccc3c2

ChEMBL ID

CHEMBL249331

Tanimoto Similarity

0.253

12



Cluster SMILES

CC(C)c(NCcccacco
C1)Cci=cc=c(cnc(cl
)=C1
Enamine ID

71663514926

Enamine Q-Code

Q75493153

Training SMILES

y CC(C1CCNCC1)c2cc
c(Chc(Cl)c2

ChEMBL ID
CHEMBL2407334

Tanimoto Similarity

0.288

Cluster SMILES

C#CCCNCC1CCCN1
C(=0)C1=CC=CC2=C
10CC2(C)c

M
)&?F Enamine ID
\ PV-000916662553
)

Enamine Q-Code

n/a

Training SMILES
COC(=0)[C@@H]

< o ([ C@H]1CCCCNi1CcCH
: “ C)c2cceec2
T W
T - ChEMBL ID
/ CHEMBL1254282

Tanimoto Similarity

0.168

Cluster SMILES

CCN1CCC(N[C@ @H
]2CCO[C@H]2C2=C
C=C(CI)C(F)=C2)C1=

'3\ /——._
Dy 0
“ Enamine ID

PV-001921689112

Enamine Q-Code

Q75492251

Training SMILES

Fclcc(cecclClh)[C@ @
H]20CCNC[C@H]2
CN3CCCC3=0

ChEMBL ID

CHEMBL3818953

Tanimoto Similarity

0.347

Cluster SMILES

CIC1=CC=CC(C2=NC
(CN(C3CC3)C3CCNC

Y@ 3)=C02)=C1
t l/\—<\/C_ Enamine ID
72447436630

Enamine Q-Code

Q75494851

Training SMILES
Clclccec(CN(C2CCO

§ CC2)
[C@H]3CCNC3 )c1cl
ChEMBL ID
CHEMBL245880

Tanimoto Similarity

0.333

13



Cluster SMILES

CN1C=C(C2cc3ccc

(C2)N3cc(o)c2=CC

=C(CI)C(F)=C2)C=N1
Enamine ID

72843312692

Enamine Q-Code

Q75492356

Training SMILES

OC(CN1c2cceicc(

C2)c3cceee3)cdecc(

Cl)c(Cl)c4 ChEMBL
ID

CHEMBL127013

Tanimoto Similarity
0.476

Cluster SMILES

FC1=CC=CC(CCN2C
CN(C3=C(Cl)c=CC=
C3cl)ce2)=C1
Enamine ID

PV-001918950467

Enamine Q-Code

Q75493458

Training SMILES

Fclccec(CCN2CCCC
2)cl

ChEMBL ID
CHEMBL2030636

Tanimoto Similarity

0.561

Cluster SMILES

CC1(C2=CcC=CcC(Cl)=
C2)CCN(Cc(o)coc2
=CC=CC3=C2C=C[N
H]3)CC1
Enamine ID

PV-001919382948

Enamine Q-Code

n/a

o,

Training SMILES

O[C@H](COclccecc2
[nH]ccec12)CN3CCC(
CC3)cdcc5cec(Cl)ecc
5s4
ChEMBL ID

CHEMBL56303

Tanimoto Similarity

0.505

%,

Cluster SMILES

CCC1=CC=C(N2CCN
(Cc(o)cocs=cc=cc
4=C3C=C[NH]4)CC2
)C=C1Cl
Enamine ID

PV-001919716605

Enamine Q-Code

n/a

Training SMILES

O[C@H](COclccee2
[nH]ccec12)CN3CCC(
CC3)c4cc5c(Cl)ceec
5s4
ChEMBL ID

CHEMBL57296

Tanimoto Similarity

0.495

14



Cluster SMILES

FC(F)(F)C1=CC(CN(
:%7 C2CC2)C2CCNC2)=

g cc=cicl
(j/ Enamine ID
72444770829

Enamine Q-Code

n/a

Training SMILES

Clclccc(CN(C2CC2)
C3CNC3)cci1cl

ChEMBL ID

8\> | CHEMBL3331484
. i

Tanimoto Similarity
0.469
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Cluster SMILES Training SMILES
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Cluster SMILES
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Cluster SMILES
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Cluster SMILES
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Q75494953

Training SMILES

CC(=0)NCC[C@@H ]
1CNCCO[C@H]1c2
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Q75492451

Training SMILES

CN1[C@@H]2CC[C
@H]1C[C@H](C2)O
C(c3cccece3)cdcecc(F)
c(F)c4
ChEMBL ID

CHEMBL3084908

Tanimoto Similarity

0.196

Cluster SMILES

CC1=CcC(Cl)=Ccc=C1
0C1=CC=C(F)C=C1C
NC[C@H]1C[C@H](
o)cl ]
Enamine ID e

PV-001926691632 /@1’

Enamine Q-Code
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Tanimoto Similarity
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Cluster SMILES
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Cluster SMILES

CC1=CC(Cl)=Ccc=C1
0C1=CC=C(F)C=C1C
NCC(C)CN(C)C
Enamine ID

PV-001925822957

Enamine Q-Code

Q754951548

Training SMILES

CNCclcc(ccec1Oc2cc
c(Cl)cc2C)C(=0)N(C )C
ChEMBL ID

CHEMBL272493

Tanimoto Similarity
0.407

Cluster SMILES

CCCN(C(=0)C1=CC=
C2[NH]C=CC2=C1)C
1CCNC1
Enamine ID

72488563933

Enamine Q-Code

Q754912522

Training SMILES

CCCN(C1CCNCC1)C( =
0O)c2ccc3cccecc3c2

ChEMBL ID

CHEMBL565638

Tanimoto Similarity

0.434
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Table S5. Single Point screen compounds and their inhibitory activity at 10 uM. Nisoxertine was set as the
baseline 100% (pICsy of 8.0). These values correspond to Figure 8 in the main Manuscript. Data are reported as
the mean (in %) + SEM of three individual experiments each performed in duplicate. Structures shown here
might slightly deviate in orientation compared to the main manuscript.
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S6. Analytical spectra for the 32 synthesized compounds selected for experimental follow-up. Data provided

by Enamine.
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MSD2 TIC, MS File (DADATEWULW307\L263774DV031-D6F-D3-Q754938%4.0) ES-API, Scan, Frag: 100, "NEG
15000 3 f_m“
E AT
10000 3 o X e
B A NS \/
5000 3 PR i S~ W
[J_E _l'/_\/\\--’---\\J"-‘_/ﬂ_./\_,——.-.\___.—__/\-u-"/_\-k"‘—--—/: W in s
T T T T T T — T T T T T T T T T —
X 1.5 min|
ADC1 A, ELSD (D:\DATEWUL\J30T\L26377400\031-D6F-D3-Q754083854.0)
mv 3 "
2¢ 3 i
b | |
J {1
284 |
3 ()
273 ___,.—-’I .
.
. 1 1.5 min|
*MSD1 SPC, time=1.079 of D:\DATEWULW307\L2637740M031-D6F-D3-075493884.0 ES-API, Scan, Frag: 100, "POS”
304.0
RT 1.080 e
0 wn mm w . LT
e P e B P e s Y R s i e ) R 0 B P R P [ P T R P B s T B F | s F
100 150 200 250 300 350 400  miz

Enamine ID: PV-001918897538
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wexpeak: 100,000 | Q7549221 M
Ret_Time: 0.844 min WILARLAIRELRN
DADT A, Sig=215,16 Ref=of (DADATEWULO107\2620350W020-D56-C1-Q75482281.
mAU 0.844
( 300 § |
o N 200 3 |
10[1_; ________._.;'.‘1,___ R — S—
T T T PR T T T T T T T T T T T T T T T
g 05 1 1.5 min
Hi DADT B, Sio=254,16 Ref=off (DADATEWULO107\2620350W020-056-C1-Q75402251 D)
F = gk
= mAU " R e
20 3 B\ e B
U—: I - T
203
J 2) Al T T T T T g T T T T 1
}I 01 “‘ 3-6.79 0 05 1 15 min|
Exact Mass 326.15 MSD1 TIC. MS File (DDATEWUL107\L26293501020-D56-C1-Q75492251 D) ES-API. Fast Stan, Frag: 100,
# Time Aread E ez
----------------- 1000000 3 |'|
1 0.844 100.00 3 M
500000 3 4
03 e S
e —— R ——— e s
a : 1 15 min
WSDZ TIC. WS File [DDATEWULG107\L 26293501020 056-C1-Q75492251 D) ES-API. Fast Scan, Frag- 100,
2000 f\
1500 ('
1000 0.856 & A
500 o "’\\.-"IA'\": | o \\l'"\\_/'l. I'.n"v’";Iv..r\\.'l!vxl\f" AN VA
5 { \ f % ) Ny 7 A
0d WA A \-‘f_.__\-' s CAR Y 44
-
a 1 1 : min
ELS1 A, ELS1A, ELSD Signal (DADATEWULW1071L262935D\020-D5B-C1-Q75492251 D)
Lsu |
15 f
11 l
105 || |,
\ S o
e e
g 05 1 15 min|
"MSD1 SPC, tme=0861 of DDA TEWULW107\L 26293501020 D56-C1-A75492251 0 ES-APT, Fast Scan, Frag: 100, "FOS"
E 3272
RT 0.857 ca
] 3302
(S S S N M T
100 150 200 250 300 350 400 mig
"MSD2 SPC, tme=0.855 of DDA TEWULW0107\L26293501020-D56-C1-Q75492251 0 ES-APT, Fast Scan, Frag: 100, "NEG”
] 389.0 53
0.6 390.0
RT 0.856 3 1ze 3166
= 1826 262.0 3406 4240 4674
-— . ¢ 1L
200 300 400 500 miz
Enamine ID: PV-001921689112
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MaxPeak: ©98.45%

Ret_Time: 1.127 min

%

Mol Wt 444,32

Q754950%3 —

AR
L A

i

DADT A, Sig=215,16 Ref=off (D0W07_DAILZ65138D1016-DAB-C 1-Q75495033.0
mAU jrer
)
200 |",
088
100 . L IR -——
—r 1
05 1 15 i

DAD1 B, Sig=254,16 Ref=off (DAD\07_08\L265138D\018-D4B-C1-Q75495033.0)

mAL e —
e
0 P o
e e
-20
-40
0

05 1 1.5 i
Exact Mass 31918 MSD1 TIC, WS File (D7DW7_08\[265138DW018-D4B-C1-Q75495053.0) ES-API, Scan, Frag: 100, POS
# Time Areas 1500000 -2
_________________ IR
|
1 1.088 1.55 1000000 (1
2 1.127 98.45 500000 i
1.046
i P s s
T T T T I T ; : T ! T T i ¥ T T 3 T T T
05 1 1.5 i
MSD2 TIC, WS File (D7DW7_08\[26513801015-D4B-C1-075495083.0) ES-API, Scan, Frag: 100, "NEG”
5000 M
4000 F o 'n,\.\
2000 j \
M e
0 I'v»-\,_/“\_________,_h_,__________,_w_,_y_ﬂ_f\_.\__Aff' D A \'\—-v\,_,
e .
0 05 1 1.5 min
ELS1 A, ELSTA, ELSD Signal (DAD\07_08\L2651380\018-DAB-C1-075405083.0)
LSuU |
10.75 |I
105 ||
1025 [
10 I
B e e e e e
0 05 1 1.5 i
SD1 SPC, ime=1.005 of DAD\07_08\L26513801015-D4B-C1-075495053.0 ES-API, Scan, Frag: 100, "POS"
4 ]
RT 1.006 2
263.0 M70 | 3480
0 i B —ee - . — '_I S Wi Sl M I = e el . ) .
100 200 300 400 500 m/4
"MSD1 SPC, tme=1.145 of D:\DW07_0B\L2651380\016-D4B-C1-Q75495053.0 ES-APT, Scan, Frag: 100, 'POS
330.0
50 332.0
RT 1.142 25 1333_0
0 e - e Ceeo mps o s
100 200 300 400 m/4

Enamine ID: PV-001923897672
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worseak: sesen | Q754951948 T
|

Ret_Time: 0.644 min |||

mAU 10.644
150 |I
100 (l L0058 e |
\Q: 0 LN e
_d—-“—'_“‘“ﬁ.
] . =7
= I 0.5 1 1.5 mii
Q\EYT o DAD1 B, Sig=254,16 Ref=off (D\DATAWO7\07 11126644 1D\052058-F 1754951548 D)
mAL J e
. 5 7 M=
) p — 1||\__~ i s
204 I
Mol Wt 478.91 ST T ds T Ty s
Exact Mass 364.22 MSDT TIC, MS File (DDA TAW7\071 1\ 26644 1DV0E2D5B-F 11754051548 D) ES-API, Scan, Frag: 100, "POS"
# Time  Area% E I,'\Io_ﬁf-s
---------------- 1000000 [
1 0.644 96.55 ] o
2 0.959  3.45 500000 3 [\
3 0.968
0 — —7,4 l.\“.——,—-f"n‘- = s ———

0.5 1 1.5 mir
MSD2 TIC, MS File (DADATAWO711\L266441DV052D5B-F70754951848.D) ES-API, Scan, Frag: 100, "NEG"

12500 s
A N
7200 AN,
/
5000 0.192 0.665 . /‘v//"\v\)’/\p\;’\J
2500 N

LI Pt ]
0.5

. 1 1.5 i
ADC1 A, ADC1A, ELSD (D\DATATO0711\L266441D1052D56-F 7Q754051548 D)
mYy i
|I i
2 | I|
1
1 Il | it i — e —
iy L
i} L - o L _/- R
T T T T T T T T T T T T T T T T T T i
05 1 1.5 i
MSD1 SPC, ime=0.654 of DADATADNTO711\L266441 01052056 FTQ754951848.0 ES-AP, Scan, Frag: 100, "POS”
3 365.2
50
RT 0.655 ] lass.z
100 200 300 400 500 m/4
"MSD1 SPC, time=0.971 of DADATANNO7 11126644 1D1052D58-FTQ754951848.0 ES-API, Scan, Frag. 100, "POS”
3 3772
RT 0.968 ak
. 1 |380.0
0- e P B ) T i 1 —r— S i e T T T T T T
100 200 300 400 500 /2
*MSD2 SPC, time=0.190 of D:\DATAWN0711\L266441D\052D5B-F 1Q754951548.0 ES-API, Scan, Frag: 100, "NEG”
E 112.8 395.0 4786
] 530.8
RT 0.192 507 s 408.6
] (1562 | 2070, | 548 2918 363.9 39F_3 I455. 57
I T S ] A e L R T T R R R L.
100 300 400 500 m/z
"MSD2 SPC, ime=0.658 of D:\DATADNO7 111266441 D\052D58-FTQ754951848.0 ES-APT, Scan, Frag: 100, 'NEG”
B 3148 8 573.0
RT 0.655 50 T"B e
g 1450 235.0 # p.2 | 0.8
1 92 | M0 0 OO0 g P2 | grss a0 e sp
100 200 100 400 500 m/

Enamine ID: PV-001925822957
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RV
MaxPeak: 100.00% Q754945$26
Ret_Time: 0.797 min L |||l il
DADT A, Sig=215,16 Ref=off (D \DATADND711\L266441 D027 DEB-CEQ 754945526 .0
mAU o.797
400
200 |
200 ||
|
, 100 I | SR . — S
i -7
o - 05 1 15 mir
: DADT B, 5ig=254,16 Ref=off (D\DATADND7 1112664410027 D5B-CaQ 754045526 0)
e mAL ;
I g
20 - L S
. ol et
20 u
; -40
Mol Wt 463.85 = T ' 7
Exact Mass 349.16 MSD1 TIC, MS File (D\DATAW7N07 111266441 D027 D5B-CBQ 754045526 D) ES-API, Scan, Frag: 100, 'POS"
# Time Areas 2000000 lI‘IU-ﬂU?
----------------- 1500000 ||I
1 0.797 100.00 1000000 I| |
|
500000 | \]
0 e
0.5 1 1.5 mir
MSDZ TIC., MS File (DDATADND7 1 T\L266441 D027 D5B-CaQT 54945526 D) ES-API, Scan, Frag: 100, 'NEG"
12500 3 _.f"“ﬂ,/-\. +
10000 VA ' -"I I“u P |
7500 0.193 A e /\ﬂ/\/h B el i
. . / |
5000 N AN g SV
2500 ' AT
J“-’L_,{ ]‘* = v_/x.\_/‘.\_,./ o
———
05 1 15 mir
ADC1 A, ADC1A, ELSD (DADATAT\0711\L 266441 D027 D5B-CAQT 54945826 D)
my f
1l
| 1
40 A
'
20 II I'.
5 . - Ji N
T T T T T T T T T I T T T T T T T T i
05 1 15 mir
*MSD1 SPC, tme=0.804 of D:\DATAWD 0711\ 26644 10\02706B-CaQ754045426 O ES-API, Scan, Frag: 100, 'POS"
3 350.0
50
RT 0.807 ] lss:.z
100 400 500 m/
MSD2 SPC, tme=0.190 of DADATA07111L2664410\027 DEB-CaaT54045526 0 ES-API, Scan, Frag: 100, NEG"
_E 113.0 394.6
RT 0.193 50
; ] 1110 jopp 2970 2620 316.6 342.8 4786 se02
pd | . el |I " I = i I |||| ' . ||I| L I . | |I I I -
100 200 300 400 500 m/4
Enamine ID: PV-001926691632
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Maxpeak: 93.45% 3 L RREVA A
Ret_Time: 1.624 min DADT A, 5ig=215,16 Ref=off (D0W07_04\L2637 19D\SAMPLO0D
mAl
! 750
';f' 500
£ 250
0 e e e M
0.5 1 1.5 mir
Ba. N DADT B, 5ig=254, 16 Ref=off (DDV07_041L2637 19D\SAMPLO00030 D)
mAl _: ‘
07 = — ﬂ
] B S . . R -
E 50
Mol Wt 396.23 - ™~ -
Exact Mass 395.1 MSDT TIC, MS File (DDW07_04 2637 100\SAMPLO00039.0) ES-API, Scan, Frag: 100, 'POS
# Time Area% 5000000 Iu“'|1 643
“““““““““ 4000000 F (|
1 1.592 6.55 2000000 fﬁh . N W [
nllc e L 20000003 —/ T e —— —--____./[' k.
1000000 i i . : . i — . i — , | e
05 1 1.5 miir
MSD2 TIC, MS File (DDW07_04 2637 100\SAMPLO00030 D) ES-API, Scan, Frag: 100, 'NEG"
1.644
800000 ﬂ
600000 [
400000 [\
200000 o j»— S
plo—————— 5 o e b o o
: 1 15 il
ADC1 A, ELSD (DD\07_04\L 2637 19DVSAMPLO00039 D)
mY Iﬂ.
3 ]
180 il
160 3 [
140 3 |\
1203 b
T T T T T T T T T I T T T T T T T T 4
05 1 1.5 mir
MSD1 SPC, ime=1.642 of DDW07_04\ 2637 10DISAMPLO00038.D ES-API, Scan, Frag: 100, 'POS
RT 1.6432 157.2
l158.0 4200
T T T ' T T T T T T T T T T T T T y T i : T d . T T T
100 200 300 400 500 m/
"MSDZ SPC, ime=1 646 of D\D\07_04\L 2637 10D\SAMPLO00039. D ES-API, Scan, Frag: 100, NEG
] o
54
RT 1.644 1 0
] 113.0 772 i I, 2452
s e S B B e o I e e L B e B
100 200 300 400 500 /2

Enamine ID: 21083362508
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oy AT
e il s s 5= M
DADT A, Sig=215,16 Ref=off (DADATEWULE .07 201 263302D1003-
mAU 11,058
400 ‘I
300 |
200 I
100 e U L S —
oy . . EESe—ee S e e e
0 05 1 15 min
DADT B, Sig=254,16 Ref=off (DDATEWULEZ.07 20\L2633020\003-D6F -A3-075493552.0)
) o mAU I
.
|
100 |II
50 i
0 0 e el mm—— e e
Mol Wt 384.42 J.WU R
i " L ; T T T T T T T T T
Exact Mass 384.2 0.5 1 15 minj
. MoD1 TIC, MS File (DDA TEWULER.07 201 2633020\003-D6F-A3-Q75403552.0) ES-APL, Scan, Frag. 10
# Time Lreak
_________________ 1000000 (11.068
1 1.058 100.00 750000 f
500000 || {
250000 I
v \H________ -
o5 T ; T y ; 3 — T -| —
0 0.5 1 min|
MSD2 TIC, M5 File (DDATEWULEZ.07 2026330201003 D6F-AS-Q75403552. D) ES —API, Scan, Frag. 10
40000 |"'|1 {067
30000 [\
20000 |
10000 Ji d,f---/“/\'\-x
JJ_/ _\ ____\_____w\\___ _‘__’_r_‘-f s
0 S i e o T
R e e e
0 0.5 1 15 min
ELS1 A, ELS1A, ELSD Signal (DIDATEWULEZ 07 20\L263302D\003-D6F-A3-Q754083552.D)
LsU N
14 I
|
|
12 [
[
I e N ——
10~ T T T —T — T Tt T T T T T 7 T
1] y 1 15 min|
"MSDT SPC, ime=1.071 of DDATEWULEZ.07 201 2623020\003-D6F-A3-Q75403552.0 ES-API, Scan, Frag 100, "POS”
E 3852
RT 1.068 0 1982
] | 1902 | 3872
100 200 300 400 m/3
"MSD2 SPC, ime=1.067 of DIDATEWULE\Z.07 20 2633020W003-D6F-A3-Q75493552 D ES-APT, Scan, Frag: 100, "NEG”
3 3832
RT 1.067 e
100 200 300 400 500 m/2

Enamine ID: 21485114833
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Maxpeak:  100.00% b TR
Ret Time: 1.083 min DADT A, Sig=215, 16 Ref=off (D7DATEWT06\L 26448501002 D6B-AT-075492153.0)
mAU P1ﬂ83
200 |
150 I
1
100 e A R i ————
50 .
i 1 — — P " — L T R " T j
f 1] £i] 1 mir
j; i DADT B, Sig=254, 16 Ref=off (DDATEW706\ 2644850\002-D6B-A1-075403153 0)
W o mAL B —
-||I PO
J . SO s
& R [, R e
-20
Mol Wt 430.29 L A e T T
Exact Mass 315.16 MSD1 TIC, MS File [D7\DATE\D706\L2644650\002-D6B-A1-Q7 5463153 1) ES-API, Scan, Frag: 100, POS"
¥ Time Areat 500000 Iﬁl1 093
_________________ 400000 |
1 1.083 100.00 RN [
200000 |
100000 i
.
S — == =
- 1 1.5 mar
MSD2 TIC, MS File (D:\DATE\D7 06\ 26446501002 D6B-A1-Q7 5493153 .0) ES-API, Scan, Frag: 100, 'NEG™
6000 N A
] !\ |
40004 " f\ r\'a/“\’“ VLA
] 0215 A AVAY, W
] % i A e ~J N, -\Jr \/ \
| X B A \ LT NN / \
2000 S\ A A\ o L " Y \
an. i N L0 B
— . . -
0 05 1 15 it
ELS1 A, ELSTA, ELSD Signal (DDA TED706\26448501002-D6B-A1-Q75493153 D)
LSU 1 1
1523 i
] I
15 (1
] | i
143 e N R R e ST
145 Jme e R S G
f 3 5 A T t g i ¥ T ¥ ¥ h o T ¥ ¥ * .
0 05 1 15 it
*MSD1 SPC, ime=1.006 of DADATEOT0EL26448501002-D66-A1-075403153.0 ES-APT, Scan, Frag: 100, POS"
; 50
RT 1.093
y 201.0 3202
fi] . o - NN N
Y o i e ey
150 5 350 /2
“MSD2 SPC, ime=0215 of DADATEQT 06 264485D1002-066-A1-Q75403153 D ES-API, Scan, Frag: 100, NEG"
1132 3046
75
o 317.0 a7als
RT 0.215 50 -
1816 2428 -
= | | | 3084 O i -
I L ; ; ) T ; 4 T I 1 L 7 ; ] T ; J 7 T L 7 1
100 200 300 400 500 /2

Enamine ID: 21663514926
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MaxPeak: 98.94% Q754928$34
Ret _Time: 1.037 min
DADT A, S5ig=215,16 Ref=0ff (DDA AT 071 TIL2650 1B0VI55-D3F-E6-0 1549285
mAL 111.037
g 600
400 |
200 L0694 |
i e B S
][l — e e e e g
0 U L] 1 15 mir
- o1 DADT B, Sig=254,16 Ref=off (DDA TAWTO71 L2650 160V055-D3F-E6-0 754028534 D)
il QY e——
g e
= ]| S
_r\g
o
Mol Wt 430.29 i T T
Exact Mass 315.16 MSD1 TIC, MS File (DDATADT071 T 2650160\055-D2F-£6-0754028534 D) E5-API, Scan, Frag: 100, FOS
# Time Area% _E 057
————————————————— 1000000 3 i
1 0.694 1.06 ] ;A
2 1.037 98.94 500000 [ 4
3 0.704 s
D] e e e
0 05 1 15 il
MSDZ T1C, M3 File (DDATADT071 1L 2660160055 Dar -£6-U754026534 D) E5-API, Scan, Frag: 100, 'NEG
_; f
8000 3 0.215 I n )
= ’ | ', AN 'f\'.
EE»{JCIU—E -\ 0?04 Pul I| \ ."“\ N o4 iy UM "V’F‘"-J\
E ]\ J““’\/\f—"’\ J M—\/\m e
0 05 ) ) mir
ELS1 A, ELS1A, ELSD Signal (D:\DATAWDTWO711} .L265916D\DE&D3F—E6-O?54928334.D}
LSU_E fi
B |
E .||
304 I
E i
203 I
n—_—_— N
05 1 15 mir
"MSD1 SPC, tme=0.703 of DADATADT07 11\ 2650160\055-D3F-E6-0754928534 D EG-AFI, Sean, Frag: 100, 'POS
E 2596
RT 0.704 -
: g ] |146.2 I255_2 ||519.2
100 200 300 400 500 m/2
*MSD1 SPC, tme=1.054 of DADATADT07 111 2650160\065-D3F-E6-0754028534 D ES-AFI, Scan, Frag: 100, 'POS"
50 -
RT 1.057 E 1902
i s w i o 5 i i i e i
T T T T T T T T T T T T T T T T T T T T T L— T T T T T T
100 150 200 250 200 350 m/2
*MSD2 SPC, ime=0215 of DADATADT\07 11\L2659160\055-D 3F-E6-0754928534 D ES-AFI, Scan, Frag: 100, 'NEG™
9 |1132
RT 0.215 50
o ,336.2 ,379.0 47838
< S S SN S S . U (| S Rt S
500 m/z
*MSD2 SPC, ime=0.708 of D\DATADT\0711\L2650160\055-D3F-E6-Q754928534 D ES-AFI, Scan, Frag: 100, 'NEG™
3 516.2
50
RT 0.704 ] 517.0 -
L R e o B e R T A o R R S e e e
250 300 150 400 450 500 550 m/d

Enamine ID: 21783772638
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1
waspea: s0=n | Q754913915 I} [
Ret Time: 1.071 min | “ | |u|||u|||u|
DADT A, Sig=215,16 Ref=0ff [DWORKDWOTW07_101L2650290-PART 11SAMPL000014.0)
mAU J 1.071
300 3 |
200 3 '|
E |
100—: .'PSU 1.186
= - D _: PR '\’ T T T s - i
¥ - T T T T T T T T T T T T T T T T T T T
i 05 1 15 min
DAD1 B, Sig=254,16 Ref=off (DWORKDWTW07_10WL265020D-PART \GAMPLO00014.D)
mAl q |\\_ -
E ““*-——JL____
-203 e e i
-403
603
Mol Wt 416.26 " I T T
FExact Mass 301.14 MSD1 TIC, MS File (D:WORK\DWTW07_10\L2650200-PART 1\SAMPLO00014 D) ES-APT, Scan, Frag: 100, 'POS
# Time Lreas f11.085
_________________ 20000000 M\
|1
1 1.050 5.62 el I
2 1.071 90.57 18000004 I 4008
3 1.186 3.8l 5‘300“03 PRI e RO 1 . -
T . L’ T T ¥ L ¥ T T ! T 0l ¥ T ¥ T x !’
05 15 min
WMSD2 TIC, MS File (DAWORKIDWTW07_10\L265020D-PART \GAMPLODO014.0) ES-API, Scan, Frag: 100, 'NEG
600000 no.213
= | |
] f
400000 .
] | 1.207 2 23
] | 1107, s T
200000 EA _ ol Ry
Do e o g
—_ e
05 1 15 min|
ADC1 A, ELSD (DWORK\DVIT\07_10\L2659200-PART1\SAMPLODO014.D)
mV il
| I
] g
60 | |
— |
] i1
404 &
] §
204 J A
T T T T T T T T T | T T T T T T T T '
05 1 15 mir
MSD1 SPC, ime=1.009 of DWORK\DW07\07_101.2650290-PART'SAMPLO00014 D ES-API, Scan, Frag: 100, 'POS"
E 3042
50
- eE ] 157.2 2002
0d e e R : e e s o e
00 0 500 m/2
"MSD01 SPC, ime=1.208 of D WORK\DW07107_1012650290-PART'SAMPLO00014 D ES-API, Scan, Frag: 100, 'POS"
20 ] 157.2 208 4
RT 1.205 10
E 168.0 et 400.4
04 T T T T T T T T T T T T T T T T e o ) = R |
100 200 00 0 500 m/
"MSD2 SPC, time=0.217 of D\WORK\DW07107_10\L2650200-PART 'S AMPLODA014 D ES-API, Scan, Frag: 100, 'NEG"
4 1137 2270
oL Gl G 2
3 2280 3950
D_ 5 | Ll E S z EEdE S Do II._.._ s S S o _...I : R B .I
100 0 500 /4
"MSD2 SPC, ime=1.103 of D:\WORK\DW07107_101L2650290-PART 'S AMPLO00014.0 ES-API, Scan, Frag: 100, 'NEG"
RE 113.2 2212 324.0
1 st 323.0 5502
RT .107 0.05 l J t
R ....I.P .%-E'"....??.F'kﬂu_.l.ﬁﬁﬂu..l?ﬁﬁ.z.. LR D SRR il kiR Bt Gu S B il 4|92-4 e .’?.52:.‘?.._??,'5-2
100 200 300 400 500 m/3

Enamine ID: 21904820040
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MaxPeak: 100.00% 5 L lk ||ll Il |ll|i|
Ret Time: 1.1 DADT A, Sig=215,10 Ref=aff (DIDATADT04\ 2640 15D\SAMPLO4T D)
mAU 3 [,1.105
H ||
200 3 ||
] \
100 " . S-St SN
£ G
¥ b 0 1.5 mir
DAD1 B, 5ig=254,10 Ref=off (D1DATADT04\ 2640 15D\SAMPLO47 D)
HO “0 H mAU J e e—————— i)
= ] LS
@ Q_: _____ _T|\-_,v_, T e
204
cl -
3 40
Mol Wt 442.3 ; ' ' T e
- = —
Exact Mass 317.16 MSDT TIC, MS Fiie (D1DATADT04\L 264015 0GAMPLO47 D) APFES, Scan, Frag. 120, 'Fos
# Time Arsat 4000000 Ilr\|1.131
————————————————— 3000000 R
I 1.105 100.00 2000000 f !
{ 1
1000000 fi b
VR !
P, e —f | | e
0 ) i 15 i
MSDZ TIC, MS File (DDATAD 704 2640150\SAMPLD47 D) |, Scan, Frag: 120, "Neg”
200000 sl
150000 e
0235 143 L
100000 A g sl
50000 / \ = g
—— N e e
— —
0 0.5 1 1.5 mir
ADC1 B, ELSD (D\DATAW704\L2640150\SAMPLO47. 0}
ITIV II"I
I I|
[
80 [
[\
70 Fi A
gAeiEs
I " T " " T " " " " T " " T T T " " "
0 0.5 1 1.5 mir
MSD1 SPC, tme=1.125 of DDATAOT04 2640150\GAMPLO4T D AFIFES, Scan, Frag, 120, 'Fos”
1.131 50} |
RT ~13 ] 332 1
0, s e e W - 3 S B i R :
100 200 300 400 500 m/2
MSDZ SPC, tme=0.233 of D\DAT AN 0426401 50\SAMPLO47.D , Scan, Frag: 120, "Neq”
4 (1129
RT 0.235 50
o ] 226.9 o4 479.0 530.7
0- T L — T o BN m p | F F— e o] B R T 'i""i'"'"u'"'" LS r— |
100 200 300 400 500 m/2
*MSD2 SPC, ime=1.135 of D:\DAT AW 704\ 264015D\SAMPLO47 D |, Scan, Frag: 120, "Neg"
4 190.9 3200
RT 1.131 507

Enamine ID: 271986623199
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e, sk (375494191 |
Ret Time: 0.589 min ‘
DADT A, Sig=215,16 Ref=off (D:\DATAW0706\ 264520010200 1F-C4Q754941§1.0)
o mAL r0.589
' 600 |||
400 |I
: 200 I 0.874
e 0 e ——
05 1 15 i
o DAD1 B, Sig=254,16 Ref=off (D:\DATAIOT06\ 26452000200 1F-CAQT5494151.0)
v W mAU f Irl'
. _‘\_ IR ) SRS B
_25 |
) 50 I
Mol Wt 555.79 -5
T T T T T T T T T T T T T T T T T T "
Exact Mass 442.11 05 1 : mir
: MSD1 TIC, M3 File (D\DATAWDT06\L 264520010290 1F-C4Q75494151.0) ES-API, Scan, Frag: 100, POS"
# Time Lreak
_________________ 40.604
2000000 '
1 0.589 098.86 f
2 0.874 1.14 Tot [}
' cRkb 1000000 [
500000 TN
P———
05 1 ; miir
MSD2 TIC, MS File (D\DAT AD7T06\L2645200\0290 1F-C4Q 75494151 D) ES-API, Scan, Frag: 100, "NEG”
(0.601
20000 f
15000 | 0886
10000 0184 f f\ o
! ’ g i, e —
g \_\fo_-v_.ﬂ_/“l”"'\—\---*= e T i
o T T T T T T T T T T T T T T T T T T T
05 1 15 miin
ADC1 A, ADC1A, ELSD (D:\DATAW706 26452000290 1F-CAQT5494151.D)
my il
[N
Il
200 I
150 [\
100 f
50 J N
T T T T T T T T T I T T T T T T T T i
05 1 15 miir
"MSD1 SPC, tme=0.603 of DADATAW706\L 26452000290 1F-C4Q75494151.0 ES-API, Scan, Frag: 100, 'POS
E 1.0
RT 0.604 50
] 125.0 3142 ; 446.0
0l - SRR IR NSNS < MY SN 1 e e :
100 500 m/2
"MSD2 SPC, ime=0.198 of DADATADT06 26452000290 1F-C4Q75494151.0 ES-API, Scan, Frag: 100, "NEG”
1 1130
0.5
RT 0.194 b
it L . 2268 . 3826 , 4604 _507.8  541.0, 56
THNNNEE N A NN = - MIL o T M 1
100 200 300 400 500 m/4
*MSD2Z SPC, ime=0.559 of DDATA0706\L 264520010290 1F-C4Q75494151.0 ES-API, Scan, Frag: 100, "NEG"
T 485.0
RT 0.601 0.5 488.0
03 1130 2072 9578 3234 , 4228 4s68 | 50065268 5634 59
L o - B s I o Y 1B il et s i e i i il
1] 200 300 400 500 m/2
"MSD2 SPC, tme=0.853 of DADATAD706 26452000200 1F-C4075494151.0 ES-API, Scan, Frag: 100, "NEG”
320 8
05
RT 0.B86 0.5 3000
132 700 2288 | s12g 3512 3820 , 4436 , 5198 553,
= o T I N R S ] [ R I R -
100 200 300 400 500 /2
Enamine ID: 22201777668
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MaxPeak: 100.00% Q?54949$3
Ret Time: 1.075 min
DADT A, Sig=215,16 Ref=0f (DDA TEWULIA07L2669500-PART1\015- DGF-D
mAU n1ﬁ?5
@ 200 |
7 |
i 100 ’v,__*Juv i Ao
| E I cos
0. M i 0 T T T T T T T T T T T T T T T T T T
*r’ 0 0.5 1 15 min)
DAD1 B, 5ig=254,16 Ref=0ff (DDA TEWUL1207L2669500-PART11015-D6F-06-075404953.0)
mAU B
E i
@ i el
L~ 03 i i
o
: —40—'....|....|....|....
)[01 ‘(‘t 474.3 0 05 1 15 min|
Exact Mass 359.15 MSO1 TIC, MS File (DDA TEWULA07L2669500-PART 1015-D6F-D6-075494953.0) ES-API, Scan, Frag: 10
# Time  Area% fi1.085
_________________ 400000 (l
300000 I
1 1.075 100.00
200000 A
mmm I
p T T X X r — |_[ '\-'_ X — T — —
O 1 15 miny
MSD2 TIC, MS File (DADATEWULN 407\ 2660500-PART TI015-D6F-DB-075494053.0) ES-APT, Scan, Frag. 10
50000 11.086
40000 ;%
30000 (1
20000 Il
1mm i .
0.224 L R
e Y
a 0.5 1 1.5 min|
ELST A, ELS1A, ELSD Signal (DADATEWUL\1407\L266950D-PART 11015-D6F-DE-Q75494953 D)
LsuU I
115 (
11.25 H
11 | I|
10753 IR . SR
| t '___' __'___I- _-_'_-_"_ ! i I T : i ! T h . T i
1] . 1 1.5 min|
"MSD1 SPC, tme=1.088 of DADATEWJUL\407\L2669500-PART \015-D6F-D8-0 75494953 D ES-API, Scan, Frag. 100, 'POS
50 '
RT 1.085
143.2 364.2
e e - N - S - || —
100 200 300 400 500 miz
"MSD2 SPC, tme=0.223 of DADATEWUL407\2669500-PART 11015-D6F-D8-0 75404053 D ES-APIL, Scan, Frag: 100, 'NEG"
1132
75
50
RT 0.224
25 1426 2120 316.8 456.2 5319 |5r3F
i ;
— —
100 200 300 400 500 il
*MSD2 SPC, time=1.083 of DADATEVUL\1407\266050D-PART 1\015-D6F-D8-075404053 D ES-API, Scan, Frag: 100, "NEG"
W2
RT 1.086 #
oL, P e ¥ﬁ? I, T%. S
100 200 300 400 500 miz

Enamine ID: 22361435743
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MaxPeak: 100.00% Q754936$1 |
Ret Time: 1.084 min |
DADT A, 5ig=215,16 Ref=0f (D-WORK\DWTW7_05\L 264464 0\SAMF
mAU |1.084
2003 "I
1003 |'|
E \
0 _: — e e e R SR SRR
F T T T T T T T T T T T T T T T T T T T
e 0 0.5 1 15 min
DAD1 B, Sig=254,16 Ref=0f (D.WORK\DW07107_05\L264464D\SAMPLO00D35.0)
mAU M
+— — .
203 e Y
-404 —
603
/ T T T T T T T T T T T T T T T T T T T T T
Mol Wt 416.44 1 s T s ~
1 f W Gd4n T B - w =
Exact Mass 302.24 _MSD1 TIC, MS File (DWORK\DWT107_D5\L264464D\SAMPLO00035 D) ES-API, Stan, Frag. 100, 'POS
# Time Areat 15000000 ALE
————————————————— ] I
1 1.084 100.00 SRR I\
5000000 |
| e I R e
] i 2 ¥ T % LS ' ) T i 2 2 4 T % % 3 )
0 0.5 1 15 il
MSDZ TIC, MS File (D:WORK\DWTI07_05\L264464D\SAMPLO00035.0) ES-APT, Scan, Frag: 100, NEG"
10.216
200000 I\ -
I i e
150000 I o
100000 ) 1.105 e
k4 e
50000 e e I S — ,———--ﬁ-f-—'_
D T e
—_— T
; 1 15 miin|
ADC1 A, ELSD (D:'WORK\D\DT\07_05\ 264464D\SAMPLO00035.0)
mV 3 i
140 3 Al
1303 | |
E I 1
1209 f\
| i '.\
GLgm s ———
05 1 15 min
"MSD1 SPC, tme=1.107 of DWORK\D\07107_05\L264464D\SAMPLODD035.0 ES-AFI, Scan, Frag: 100, "POS"
E 303.2
RT 1.109 503
0] 1572 |305.2
oot S e e | e 0 o e Mo o T N O
100 200 300 400 500 m/4
"MSD2 SPC, tme=0.217 0f DAWORK\D\07107_05\L264464D\SAMPLODD035.0 ES-AFPI, Scan, Frag: 100, 'NEG"
i 113.0
E 2270
RT 0.216 53
E | 3048
[J_ = & .I ...I.. = I... = ....I_. ...I._... .I.. .....I.. ....I.....I... ...I _...i.... z I_.. .._I__._ _I...._. ..I.._.. .I..... .I.. .._..I_ s E ..I. ..I.. ...I
100 00 m/2
*MSD2 SPC, time=1.103 of D:\WORK\D\0T107_05\L264464D\SAMPLODD035.D ES-API, Scan, Frag: 100, "NEG”
113.2
02 221.0 2490
RT 1.105 01 912 g E
..4.5.-‘.‘.. 2%l L 2R 20 B2 2t 0P G820, 5 388 B 4338 T30, i 1481, 5450, 10 502
0 Lot d oo bl i v o AT G s D OB M 0 it o T i T
100 200 300 400 500 m/ 4

Enamine ID: 22393213853
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MaxPeak: 97.44 $ L AEE EL RN A
Ret Time: 1.0B1 min DADT A, Sig=215,10 Ref=cff (DADATA0T04\ 2640150\ SAMPLIGZ D)
mAL |||1.081
[ 300 |
] 200 “
100 S = L 2T I N— PN —
: [ e e e S ——————————————————
F F z 1.5 mir
DAD1 B, Sig=254,10 Ref=off (DADAT A 704\ 2640150\SAMPLO52 D)
wa” o mAL 4 e e s |
E N\ Wy
. sk
30
Wi ]
: 403 1 - . I
Mol Wt 471.3 0 0’5 1 15 mir
Exact Mass 356.14 MSD1 TIC, WS File (D DATAW 7042640 150WGAMPLOS2.0) APFES, Scan, Frag: 120, 'Fos”
# Time Area% E ,"'-\1'109
——————————————— 2000000 3 [
1 0.967 2.56 3 f 1
2 1.081 97.44 1000000 5 3
] 0940 |\
e ——agpl| e
0 0.5 i 1.5 mir
MSDZ TIC, M5 File (D.DATAW 7042640 150WGAMPLOS2.0) | Scan, Frag: 120, "Neg’
Y
200000 ///,f
150000 o
100000 0234 0'9?’5'1599 e
f"'\. -/‘\‘l'r i —
50000 PRk gl o e
—_— b S e — e e
e
0 0.5 1 15 mir
ADC1 B, ELSD (D/\DATAWT04\L2640150\SAMPLO5Z.D)
my il
fi
75 M
[ 1
70 b L
[
65 pee |
f T T T T T T T T T T T T T T T T T T
0 0.5 1 1.5 mir
MSD1 SPC, tme=0.954 of DIDATAW/04\L2640150\SAMPLO52.0 APIES, Scan, Frag: 120, 'Pos”
E 2321 4950
50 157.1 2320 il
RT 0.930 -
] 972 159.0 2351 315.1 |.376.0 4531 | 499.0
100 200 300 400 500 m/4
MSD1 SPC, tme=1.104 of DADATAWT0A\Z640150\SAMPLOS2.0 APIES, Scan, Frag: 120, 'Pos”
E 357.1
] 359.1
i s 50
RT 1.109 E 515
o4 : ..._._I.. SR o ...I AR § ..I._.. e IL.__._ _I St ol ._..I. SRR . i I
100 200 300 400 500 m/3
*MSD2 SPC, time=0_233 of D)\DATAW70A\L2640150\SAMPLOS2.D |, Scan, Frag: 120, "Neg”
3 113.1
- 50
RT 0.234 k
100 200 300 400 500 /2
MSDZ S5PC, tme=0.994 of DIDATAD70AZ640150\SAMPLO52.0 |, Scan, Frag: 120, "Neq”
5 493.0
] 4950
RT 0.995 i
D __I Z . Z 5 ; Z = TR | i . i =%
100 300

Enamine ID: 22436746713
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MaxPeak: 98.77% Q754918$1

Ret Time: 0.929 min

i

DAD1 A, Sig=215,16 Ref=off [D:\WORK\.D\D?\U?_04\L26436TD\DBT—DiB—C12-O 49 .D)

mAU 7 FIE'.QQQ
400 ] |
5 \
b 1
200 | 1.143
b P = (S~ s s B
47— 77—
0 05 1 15 min
DAL B, Sig=254,16 Ref=off (D:WORK\DWIW7_04\L264367D\W037-D1B-C12-Q75491651.0)
mAl ] i e i I R St
0 [P R
S—— TOPTRBp— R ——
503
HN 1
n -100 4 . . . . . . i . . . . . . i . .
}"I Ol “1 329.26 0 U_I5 1' 1?5 mir
J MSDT TIC, MS File (DWORK\DWO7\07_04\L2643670W037-01B-C12-075401851 D) ES-API, Scan, Frag: 100, P
Exact Mass 328.15
" . - Il
# Time Lreas 1000000 | ,IIEI.944
R R g e 750000 || \
1o 9T o A
3 : 250000 [
]\ 1.152
] o e £} B B I — ————
T T ¥ T y T T T L T T T T T T T T T T T
: 1 15 min
MSD2Z TIC, MS File (D-WORK\DWO7\07_04\L2643670W037-01B-C12-075491851.0) ES-API, Scan, Frag: 100, 'N
= ."‘.\
E gV
10000 3 gl g
7 1.152 /
5000 A AL /\ i \J\
D—: i et RO Ty et 1% __.m..,._,.____._r”-“_“j\'“J'-"“‘/'“'I
. . . . ; . : T : T . . . . . . T . .
1] 05 1 15 min|
ELS1 A, ELS1A, ELSD Signal (D:\WORK\D\O7\07_04\L264367D\037-D1B-C12-Q75491851.0)
i
1l
Il
[ |
[
— JI ll\ _— — - -
: : . . : . ; - : T : : : ; ; : :

E 1 1.5 mir
*MSD1 SPC, time=0.946 of DAWORK\DAOT\07_04\L264367DV037-D1B-C12-Q75491851.0 ES-API, Scan, Frag: 100, "POS"

] 33
" 50
RT 0.944 ] _—
04 - s Wit SR RS e R B L S ; . . S ; . . . e
100 300 400 500 m/3
"M301 SPC, ime=1.155 of D-\WORKID\0TI07_04L264367DW037-D1B-CT12-Q75491851.0 E5-APT, Scan, Frag: 100, FOS"
203 2432
RT 1.152 104
] 172.0 333.0
0 — e e e e e e e Bl L e L
100 300 400 500 m/
*M5D2 SPC, time=1.151 of D-WORKID\OT107_04\L264367D\037-D1B-C12-Q75491651.D ES-API, Scan, Frag: 100, "NEG"
b
05
RT 1.152 Ly LS
: 1590 1995 2300 2960, 332.0) $618 4442 47p2 4908 5330 56
L s oy e b e B s,
200 300 400 500 m/

Enamine ID: 22444828348
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MaxPeak: 96.66%
Ret Time: 1.026 min

HY

A

N =

Mol Wt 317.81
Exact Mass 317.16

# Time Lreat

1. €.749 3.34
2 1.026 96.66

Q754948%1

= 11.026
|
200 ‘II
!
s 3 e e
e e ,p,____.v.ﬁ_J_ L
0 e
I T T T T T T T T T T T T T ! I . . I I
U " 1 15 7S

DAD1 B, Sig=254,16 Ref=off (DADATEWULDS07\L265580D003-DEB-A2-Q75494851.0))

mAU I
|
100 |
50 | III P
i DS e e A
-50 i,

min|

MSD1 TIC, WS File (D:\DAOTE'.JUL\UQU?\Lzasf-aUD\Doa-éaa-az-msatwsm o) Esl!igl. Scan, Frag. 100, P03
200000 }1.037
ﬁonm? || |
400000 | |

200000

|\
0.757 |
0 ————————{ e I-"“—‘T'—\‘T“—I ———————

0 0.5 1 15 min

MSD2 TIC, MS File [D:1.DP.'I:E‘|JUL‘.DQO?‘.L265530D1003-D68—F\2—0TE-4948$1 D) ES-APT, Scan, Frag: 100, "NEG

10000 " /-/ \,
! W \{_\
7500 i \
Fe \
o 1.034 N A
2500 _ I NS
0 N e e e T B e e Bl e T
e e e ———
i 0.5 1 15 min
ELS1 A, ELS 1A, ELSD Signal (D:\DATEWULW09071L2655600\003-0D68-A2-075494851.D)
Lsu \
125 l
12 [
115 [
11 s ) I __,' N e e e i e
—
0 5 1 1.5 min
"MSD1 SPC, ime=0.754 of D\DATEWULW807\L2655800W03-D6B-A2-075404851.0 ES-API, Scan, Frag. 100, 'POS
3 2782
RT 0.757 50 s
] 281.0 363.2
D_ I...; : . % B i ; i 5 . : A 3 . . : . . II. E |. i : . . : In.; : . ; . E .
100 150 200 250 300 350 400 m/z]
"MSD1 SPC, ime=1.038 of DDA TEWULW807\L2655800003-D68-A2-Q75404851.0 ES-AFT, Scan, Frag: 100, 'POS"
3 318.2
50
RT 1.037 E
] 2512 3212
o E— N S = Ve i , : im . . | . ,
100 300 400 500 miz]
*M5DZ SPC, time=1.034 of DADATEWUL\DG07T\L2655600\003-D6B-A2-Q75404851 0 ES-API, Scan, Frag: 100, "NEG"
E 137.0 160.6 373, 456.2
80 H i S 399.0 520.0 57
RT 1.034 50 : 215_1 r :
E safu 437. |501. 561
I L2 I L 0 TV O ) il S 3
200 300 400 500 miz]

Enamine ID: 22447436630
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T
wapesk: oo | Q754912822 I
Ret Time: 0.882 min |H” |||||||H|
DADT A, Sig=215,16 Ref=off (D \DATEWULO07ILZ660200-FART\SAM
mAU 3 0882
1500 |=
3 |
g 1000 3 ﬁ
. |h 1.445
| | 3
Ny o4+ - — = —— l === == E —
. - min|
DADT B, 5ig=254,16 Ref=off (DDATEWULO0TIL2660200-PART 1S AMPLOO0039.0)
NH mAU 3 |"|
= |
=1 E |
HN 400 I
2003 |
0F— — e ——
Mol Wt 271.36 T T s T T T T T T T s T T T i
Fxack Mass 2712 MSD1 TIC. MS File (DDA TEWUL0OT\L2660200-PART 'S AMPLO00039.0) ES-API, Scan, Frag: 100, 'POS"
# Time Lrea% 4000000 I,"‘\P.&S‘Q
“““““““““ 3000000 piet
é ?'22? gi'éi 2000000 f
. - ]
1000000 |
I o e \*ﬁ———— _— @ |
i R
. 1 min|
MSD2 TIC. MS File (DDATEWULVI007\L2660200-PART T\SAMPLO00039.0) ES-API, Scan, Frag: 100, "NEG”
Sk Ilr'.llo_aga I,w.|1 461
1
150000
100000
50000 — sz |
D T T T T
min
my f\
600 "
[ 1
400 f A
200 r A
' A
’ R
"MSD1 SPC, ime=0.898 of DADATEWUL\I007\L2660200-FPART 'S AMPLO00039.0 ES-API, Scan, Frag: 100, "POS"
2722
RT 0.8859 o 273.2
] e B e e el e e e ISP - M
100 200 300 400 500 miz]
"MSD2 SPC, time=0.902 of D DATEWULI00T\L2660200-PART WS AMPLO00039 0 ES-AFT, Scan, Frag: 100, 'NEG"
270.2
20
RT 0.898 271.2 4142
] — ; o i ...I..._....I.. Sl _I_ e il ..I.._.L.I Sy A S | i ; s ...I
100 200 300 400 500 miz|
*MSDZ SPC, time=1.462 of D:\DATEWULVI007\L2660200-PART \SAMPLOD0038 O ES-AFI, Scan, Frag: 100, "NEG"
20 79
AR
10
RT 1.461 5820
D . : . ; . L : . 3 ; I i i 2 : i I‘.I 4 = . .I_.. =50 : b : - ...._I
100 200 300 400 500 miz]

Enamine ID: 22488563933

49



AR CRVCRIR AR LR
MaxPeak: 100.00% Q754937$42 — i | t 1 1
Ret_Time: 0.993 min A A4 GH AR
DADT A, Sig=215,16 Ref=of (D \DATADNI7111L2653160W092-D3F-H/-0754937542.D)
mAU J 10.993
E |
. 6003 |||
4003
N 200_5 | ll'-
¥ E i s o AER e e e o
A = E (i} B T e e I — e S S A —
0 0.5 1 15 i
3 DADT B, S5ig=254,16 Ref=off (DDA TADWI7111L2659160W092-D3F-HT-Q754937542.0)
[ '.
o= I-I
I\
|\
5 S e =
o _]r\\ e
Mol Wt 45545 > A~ I
Exact Mass 341.23 MSD1 TIC, MS File (DIDATADN07 11\L265916DW092-D3F-H7-Q754937542.0) ES-API, Scan, Frag: 100, "POS|
# Time Area% I.".:-OUT
_________________ i1
) ||
1 0.993 100.00 )
200000 / y
5 /r e,
el Bl e ————
0 05 1 15 miir
MSD2 TIC, MS File (DIDATAWN07 1 T\L265916D\082-D3F-H/-Q754937542.0) ES-API, Scan, Frag: 100, "NEG
150003 111.004
7 i1
100003 [
] 0.210 i
3 n o s, P -
5000 N . A S R s
E .—fh_/i ]‘\J\‘-- e e N
0 ——
0.5 1 15 mir
ELST A, ELS1A, ELSD Signal (DADATAWDTOT11\L2659160V092-D3F-H7-Q7 54937342 D)
LSU_E |1|
20 |||
] |
15 I
] = 1 A
—
0 0.5 1 15 mir
MSDT SPG, ime=1.004 of DIDATADTO7 1T\L2650160W92-D3F -H7-2758937542.0 ES-API, Scan, Frag. 100, POS
3 3422
=
RT 1.007 s 982
e T T T T T T i T T T T g d v F T 7 T T g T : T T T T
100 200 300 400 500 m/2
MSD2 SPC, ime=0.206 of DADATADTNO7 11L265016DW92-D3F-H7-a754937542.0 ES-API, Scan, Frag: 100, NEG"
B 1132
RT 0.210 AL
: 3 3262 3542 402.8 450.2
] —_— ey e e
500 m/2
*MSD2 SPC, time=1.000 of DADATAWDT\0711\L265016D\192-D3F-H7-Q754937542.0 ES-API, Scan, Frag: 100, "NEG"
3 564.4
e 466.4
RT 1.004 3
1 2410 3422 e 4314 451 4822 5002 5 5822
o N MO R S i R T ST S i U
250 300 350 400 450 500 550 m/3

Enamine ID: 22488796202
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MaxPeak: 096.609% Q754942$4 |
Ret Time: 1.047 min |
DADT A, Sig=215,16 Ref=0ff (D WORKIDWTI7_05\L26446401SAMPLO00032.D
mAU 1.047
150 3 ’I
100 3 {
] 50 Il 111
. ; E B e
[ - ) 03 T T T T T T T T T T T T T T T T T T T
RN 0 05 1 15 i
‘\/h DADT B, 5ig=254,16 Ref=off (D.WORK\DWT7_051L 2644640\ AMPLO00032.0)
.,,U mALl _5 1|\__"_______ i
203 i S (e
40 3 N e S
-60 3
Mol Wt 456.43 T T, ST T T T, T T
Exact Mass 34221 MSD1 TIC, M5 File (DWORK\DWTW07_05\L264464D\SAMPLO00032.D) ES-APT, Scan, Frag: 100, 'POS"
# Time Areat _; Il“,|1_069
————————————————— 5000000 fl
D e | v \
g o 4 AR e |
2000000 3 f__/ ‘ ————— el .
4] r ' X T g K % 2 T ] 'f ¥ p T X % ) T
0 05 1 1. mir
MSD2 TIC, M3 File (DWORK\DW707_05\L264464D\SAMPLO00032.0) ES-APT, Scan, Frag: 100, 'NEG”
E 0.216 ~\
3 A i
150000 | 1.070 -
= |I I| .'r", i "
100000 3 I Al e
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3 e M e
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ADC1 A, ELSD (D WORK\D\DTW07_05\L264464D\SAMPLOD0032.0)
mV 3 t
3 1
118 3 '
1163 I
114 3 kil
1123 N | OERSSa —"—
"wr - e .
0 05 1 15 min]
*MSD1 SPC, ime=1.066 of DAWORK\DWT7_05\L 264464 0\SAMPLO0D032.0 ES-API, Scan, Frag. 100, 'POS"
E 432
503
RT 1.069 . 1570 344 2
0d e s R S | : Al T S :
100 500 m/Y
"MSDZ SPC, ime=0.217 of DWORK\DW T 7_05\L 264464 0\SAMPLO00032.0 ES-APT, Scan, Frag: 100, 'NEG"
113.0
RT 0.216 221.0
114.2 394 8
100 m/2
*MSDZ SPC, time=1.070 of D\WORK\D\07\17_05\L 264464 D\SAMPLODD032.D ES-API, Scan, Frag: 100, "NEG"
4] 4352
- 2]
RT 1.070 ]
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100 200 300 400 500 m/2
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MaxPeak: 100.00%
Ret Time: 1.040 min Q805275$4 —
DADT A, Sig=215,16 Ref=off (DIDATEWULEW2.07 20\L266574D-PAR
mAU
= 300
e 200
i 100 I
- - - e
—————
e " 0.5 1 1.5 min|
He=vn L1 N DAD1 B, 5ig=254,16 Ref=off (DDATEWULEVZ.07 2012665 T4D-PART1W010-DBB-E7-060527554 D)
.-.D‘)—u mAU A e ———
] I s
07 - il
o B
] 1
) 20
Mol Wt 442.22 o]
T . g 5 T i y T i T T T . g T T . y T
Exact Mass 327.07 0.5 1 15 min|
. MSD1 TIC, M5 File (DADATEWULE12.07 2012665 740-PART 1'010-D6E-E7-Q60527564.0) ES-AFL, Scan,
# Time Area% &
_________________ ] 1.054
1 1.040 100.00 2000000 |I I|
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1000000 I\
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MSDZ TIC, M5 File (DDATEWULE2.07 202665 740-PART 11010-D6B-E7-Q60527564.D) ES-APL, Scan,
] n1.054
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— |
40000 |\ —_
20000 0215 e \'_;__x il Ve ~J
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ADC1 B, ELSD (D7\DATEWULE2.07 20\L2665740-PART 11010-D6B-E7-QB0527554.0)
maAu f
100 f
a0 &
]
80 [
?u I| |\‘-
& " g ——T—— T T —T— — T T ———|
0.5 1 15 min|
MSO1 5PC, ime=1.054 of DADATEWULE 2,07 20\ 266574D-PART 11010-D6B-E7-QB0527554.D ES-API, Scan, Frag. 100, PO
3280
3300
RT 1.054 A
: 3310
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100 200 300 400 500 miz
MSDZ SPC, ime=0.215 of DADATEWULE12.07 20\L266574D-PART 11010-D6B-E7-QB0527564.D ES-API, Scan, Frag. 100, 'NE
E 113.0
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RT 0.215 1
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100 200 300 400 500 miz
*MSD2Z SPC, time=1.059 of DADATEWULEVZ.07 20\L 266574 D-FPART 11010-D6B-E7-Q60527564.D ES-API, Scan, Frag: 100, "NE
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N — 50 - 197.8 1914 27
ol -I I, l|12ll§l.8| A |”"1.?d'4|' 1 ||!.221||ﬂulﬁgd i
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wrene 5o | Q9050642 T
Ret_Time: 1.072 min A LA AF G S
DADT A, Sig=215,16 Ref=off (D7DATA07161L2677950\046-D56-F7-Q90506452.D)
mAU 1.072
00 rll
£x) '
200 o_gda{
; : - " - - e
: 0 ) 1 ; i
DAD1 B, Sig=254,16 Ref=off (D7ADAT A7 161.267795D\046-D58-F 7-Q00506452 D)
mALU |\I
25 TS Se e T
0 I~ P T o
) 25
Mol Wt 411.46 50
[ = & F S B & @ g F & _a T
Exact Mass 297.26 : : mir
: MSDT TIC, MS File (DDAT ADT16\L2677950\046-D56-F 7-000506452.0) ES-APT, Scan, Frag. 100, "POS"
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_________________ 1500000 1.086
] I
1 0.983 3.66 — I
2 1.072 96.34 E [
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2 0.980 \_
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"MSD1 SPC, Time=1.086 of DIDATADT161.2677050\046-D56-F7-000506452.0 ES-API, Scan, Frag: 100, "POS”
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RT 1.086 0 2992
U_'I Ll .| g 2 i 0 s i R ; . : : k- ; R L L | (R i ; 25 i : .| i i ;
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"MSD2 SPC, ime=0.205 of DADAT A7 16\L2677950\046-D5B-F7-Q90506452.0 ES-APIL, Scan, Frag: 100, 'NEG'
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MaxPeak: 098.46% H "“m”l”
Ret Time: 1.134 min Q? 549 33$ 1 H IIMH'“I“
DADT A, Sig=215,16 Ref=off (DDATEWULEZ.07 20 26342101045-
mAU
200
150
= 100
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i- 50 S
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" DAD1 B, Sig=254,16 Ref=off (DDA TEWULEZ. 07 20\L 262342101045 DEF-F 3-075493351 0)
7N mAU |
100 ||I
|
50 I |
P 0 F - — R R T
Mol Wt 466.83 ™
RS, T LT T T S T
Exact Mass 352.15 ] 0.5 1 15 min
. MSD1 TIC, MS File (DDA TEWULEZ.07. 201 2634210\045-D6F-F3-075493381 D) ES-API, Scan, Frag: 10
# Time Lreak .
_________________ ] 41144
1 1.134 98.46 400000 |III
2 1.182 1.54 ] [
200000 [
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E |
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"MSD1 SPC, time=1.146 of D\DATEWULE\Z.07.20\ 26342 1DW45-D6F -+ 3-Q75493351.0 ES-APT, Sean, Frag: 100, "POS”
3532
RT 1.144 S
|| 1562
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"MSDZ SPC, time=0.223 of DDATEWULE\Z.07 201 26342 1DWI45-D6F F 3-Q75493351 D ES-APT, Scan, Frag: 100, 'NEG™
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RT 0.226 3130
| 21938 2552| 2630 | f 3400 370 4310 5319 | e
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0] 493 s
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MaxPeak: 100.00% $
Ret _Time: 1.046 min DAD1 A, Sig=215,10 Ref=off (D\DATAT04\ 264015DA\SAMPLO51.D)
mAU 7 1046
200 3 II
] |
100 [\
] e e, N
, -t
. 0 0.5 1 15 mir
DAD1 B, Sig=254, 10 Ref=off (DADATAMT04\264015DASAMPLD51.D)
o mAU 7 A
] |
-’ |
03— ""”ll\‘—_ e ——T
-20 |
s -40
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MSD2 TIC, MS File (DADATAW704L264015D\SAMPLO51.D) |, Scan, Frag: 120, "Neg™
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E %
654 | p
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RT -0 1522 3162
L W g R T
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ol 110, .. ... 269 R St S .
O A e e B A e e B e L A s I A e
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*MSD2 SPC, time=1.074 of D\DATAWTOANL264015DVSAMPLOS1.D | Scan, Frag: 120, "Neg”
E 400.0
RT 1.072 50

Enamine ID: 22769565776
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Q75492336 YT
MaxPeak: 100.00% | | |
Ret_Time: 1.025 min DADT A, Sig=215, 16 Rei=off (DDA AT 226321 50WSAMPLO00022.0)
mAU 3 |11.{125
9 |
200 ||
£ ] |
3 1003 [
o+ - 0
0.5 1 15 mir
DAD1 B, Sig=254, 16 Ref=off (DDA TANT2L2632150\SAMPLD00022 D)
HO / T/ mAL _: |'|
M |
=N 0 Hr\' e "
203 e — N e S
40 |
2 04 ' R R R
)1101 “\t 363486 0!5 1' 1?5 mir
Exact Mass 363.19 MSD1 TIC, MS File (DADATAW 22632 150\SAMPLO00022.0) ES-API, Scan, Frag: 100, 'POS"
. E £1.048
£ Time Area% 500000 3 | ||
o o e D 6000003 [
I 1 25 100.00 400000_2 !| i.
200000 5 i\
[]—: _ —f |
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MSD2 TIC, MS File (DDA AN T2 L2632 150\SAMPLO00022.0) ES-APT, Scan, Frag- 100, NEG"
200003 A
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ADC1 A, ADC1 (DADATAWNTZ\VL263215DVSAMPLO00022.D)
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E i
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503 I\
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ELE e —
z ¥ L ¥ T z g ¥ i T E : F ¥ T = T : L
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MSD1 SPC, time=1.046 of D\DATA2\\L2632150\SAMPLO00022.0 ES-API, Scan, Frag: 100, "POS"
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RT 1.048
136?.2
0 (B S iomieni o aiawits Seewsn P an sl i e e E_ =
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*MSD2 SPC, time=1.058 of DDATAWT2\2632150\SAMPLO00022.0 ES-API, Scan, Frag: 100, "NEG"
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Enamine ID: 722843312692
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waxpeak: 10000 | Q75491593 (R I
Ret Time: 1.076 min | I ““ "ll“
DADT &, Sig=215,18 Rei=off (DWORK\DW 77 _05L 264464 DMSAMPLO00034.0)
mAU 1076
. 200 |
150 |
100 ‘.
50 \
E o —— = s
0 T T T T T T T T T T T T T T T T T T T
' M 05 q 15 mir
seatig e DADT B, 5ig=254,16 Rei=ofi (DWORK\DW7W7_05L 2644640\ AMPLO00034 D)
H mAU _E_— |\'—_._. i
E | e o
20 3 Tre———
3 e R
HN 40 _: —_—
-60 3
}I 01 “I 439.26 T T T T U|-5 T T T T % T T T T 1|5 T T T |m
C, i R \ ] \ X = .3 5 E Ty 3
Exact Mass 324.12 _MSD1 TIC, M5 File [DWORKDWTI7_051L 2644640\ AMPLO00034 D) ES-AFT, Stan, Frag. 100, P03
4 Time Rreas 10000000 3 fi1.008
----------------- 5000000 3 \
1 1.076 100.00 5000000 I
4000000 3 e ] X
20000004 e e e i
1 ¥ ¥ % T % % g . T ¥ ¥ T h T % g . L
05 1 5 min|
MSDZ TIC, M5 File (DWORK\DWOT07_05\L264464D\SAMPLO00034 D) ES-APT, Scan, Frag: 100, 'NEG"
E 0.215 .
3 f oy
150000 E I| I|I 1.099 /\f
100000 3 a N P o
3 [} / s e et
so0003 _ |\ __/"M_,.._,—_/"'1 \[‘
I = o NPT SR EY S S T S—-
: 1 15 min|
ADC1 A, ELSD (D WORK\D\D7\07_05\L264464DVSAMPLOO0034.D)
my n
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120 3 |
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E -
M=o e
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"MSD1 SPC, ime=1.099 of DWORKIDWTW7_05\L 264464 D\SAMPLO00034 O ES-APT, Scan, Frag: 100, 'POS"
504 '
RT 1.098 ] 157.2 3202
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"MSDZ SPC, ime=0.217 of DWORKWDWTW7_05\L 264464 0\SAMPLO00034 O ES-APT, Scan, Frag. 100, 'NEG"
E 13.0
5
RT 0.21% 3 2270
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*MSD2 SPC, time=1.005 of D\WORK\D\07\07_0&\L264464D\SAMPLODD034 D ES-API, Scan, Frag: 100, "NEG"
i 361.0
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Enamine ID: 722846041003

57



MaxPeak: 97.54% $
Ret Time: 1.072 min DADT A, Sig=215,10 Ref=off (D\DATAD704\2640150VSAMPLOZ7 D)
mAL r1.DT2
400 =
300 |
200 5
; 100 S s - NS 5 SO S |
Y T, _ . i v i ——— :
B e 5 A~ 15 mir
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L E
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Exact Mass 337.12 MSD1 TIC, MS File (D7DATADT04\ 26401500 AMPLOZT D) APIES, Scan, Frag. 120, 'Fos”
¥ Time Lreak 3000000 |"\'.1 093
4 |
s 20000003 /
1 0.889 2.46 ] i
2 1.072 97.54 1000000
] oo ) [N
0] ! — T T ! ! —" _-__I ! — 1 — T T ——
0 05 1 15 i
MSD2 TIC, MS File (DADATAG704L2640150\SAMPLOZ7.D) , Scan, Frag: 120, "Neg”
] »1.008
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400000 [\
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200000 o \_ o e
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ADC1 B, ELSD (D\DATAW704\2640150\SAMPLOZ7 D}
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725 \
70 I| |
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65 b
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SD1 SPC, ime=0.305 of DADATAWDT04\L2640150WSAMPLO27 D APFES, Scan, Frag: 120, "Pos”
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RT 511 i
3 1571 331 376.0
' S l.I e M e e e e e e o M e i M s
200 300 400 500 m/3
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1 |1129
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Enamine ID: 23045122589
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Maxeak: 100.00% 5 L 0 0 0 AR
Ret Time: 1.106 min DADT A, Sig=215,10 Ref=off (DDATAD7 04\ 26401 5DISAMPLI39.D)
mAL 5 1 1.106
2003 V
J |
| |
100 3 AR sl e s s e |
B
y, S 0 0.5 1 1.5 it
i '1}—6 b A’\C[ DADT B, Sig=253,10 Ref=off (D-DATAWD7 0426401 sDWSAMPLI9.D)
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Fiict Mass 393.13 MSDT TIC, MS File (DDATAD7042640150'SAMPL39.0) APIES, Scan, Frag: 120, "Pos”
¥ Time Lreat 3 .“'-\1 128
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| i
S A 100.00 2000000 3 \
1000000 3 \
E I""\-\._ e —_—
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MSDZ TIC, MS File (DDATAD7 04 2640150\SAMPL039.0) |, Scan, Frag: 120, "Neg”
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150000 s
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so00d ./ W //fu
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ADC1 B, ELSD (DIDATAW 7041 264015D\SAMPLO29 D)
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3 i
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"MSDT SPC, ime=1.125 of DADATANTA 2640150\ SAMPLI39.0 APFES, Scan, Frag: 120, "Pos”
3 0
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e e e e e e
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"MSD2 SPC, Tme=0.234 of DADATADTOAL 2640150\ AMPLO38 D | Scan, Frag. 120, "Neq”
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