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Figure S1. Ligand pharmacophore mapping of the top designed compounds on the

pharmacophore model.
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Table S1. The summaries of hypothesis run

32

41

Rank Direct Hit Partial Hit Max Fit Max. Fit
Features
01 ZHHH 84.746 1111111111 0000000000 4
02 ZHHH 83.126 1111111111 0000000000 4
03 ZHHH 82.598 1111111111 0000000000 4
04 ZHHH 82.530 1111111111 0000000000 4
05 ZHHH 82.411 1111111111 0000000000 4
06 ZHHH 80.785 1111111111 0000000000 4
07 ZHHH 80.301 1111111111 0000000000 4
08 ZHHH 79.399 1111111111 0000000000 4
09 ZHHH 78.215 1111111111 0000000000 4
10 ZHHH 78.215 1111111111 0000000000 4

Direct hitmask indicates [1] or (0) not a training set molecule mapped every feature. Partial hit mask indicates
whether [1] or (0) not a molecule mapped all but one feature. 2Z; hydrophobic, A; hydrogen bond acceptor (HBA)
and R; ring aromatic

Table S2. The scoring functions from docking runs and fit values from generated

pharmacophore model.

Ligand MolDockScore Rerank Score FitValue
14 -131.536 -110.624 2.792
15 -148.516 -108.418 2.798
16 -137.323 -101.381 2.753
17 -148.269 -105.554 2.741
18 -147.602 -115.819 2.739
19 -156.207 -125.423 2.682
20 -145.67 -120.854 2.797
21 -144.586 -110.387 2.806
22 -148.069 -119.987 2.755
23 -165.362 -137.674 2.922
24 -149.463 -122.416 2.75
25 -154.501 -115.94 2.674
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User Name
sample Name  Dr. SHARMA Position Vial 12 Name 1 e
Inj Vol 1 InjPosition SampleType Sample IRM Calibration Status SQm:n!;ms Mﬁe:s G
Data Filename  VLS-4F-NCSI_002.d ACQ Method 1SO-JAN.m Comment Acquired Time 4/2/2014 10:00:
%10 4 | +ESI Scan (0.4 min) Frag=150.0v VLS-4F-NCSI_002.d
9.5
o
461.1498 o
8.5 |
X =
a8
1
7.5 ‘ F ;\ F
74 | S
v H/\©
|
6 | Chemical Formula: Cp7H,5F ;N,0S
| Exact Mass [M+H]: 461.1499
5.5 |
5 \
|
4.5 |
4 | A0S (4 60)
| C21 Hl?— FI z
3.5 |
i - & Wi %= ysl. 1449
462.15:
3‘ | . (vl Exe
2.5 ‘
2 |
| |
1] | ; 463.1490
0.5 ‘ | |
|
. Ll . Y " |
o
461 462 463 464 465 466 467
458 ARG 80 Counts vs. Mass-to-Charge (m/z)

HRMS of compound 15
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Sample Name Dr. SHRMA Position Vial 30 Instrument Name Instrument 1 User Name

Inj Vol 1 : InjPosition SampleType
Data Filename.  VLS-2Me-NCS-1_153.d ACQMethod  1SO-JAN.m o

IRM Calibration Status Success

Acquired Time 4/10/2014 1:55:04 PM

*x10 S [+ESI Scan (0.5 min) Frag=150.0v VLS-2Me-NCS-I_153.d
4.2

4

3.8 453.2001
3.6 ‘
3.4
3.2
3
2.8
2.6

|
i

24 Chemical Formula: CygHgN,0S

s Exact Mass [M+H]: 453.2001

2
18 |
1.6

1.4

1.2 454.2025

: |
0.8

0.6 | |
|

455.2017
0.2 ‘ i

08 (M §2)

H
€. a8 »’,’ ‘45;'2”'

M et ™

ounts vs. Mass-to-Charge (m/z)

|
451 451.5 452 4525 453
4853.5 434 454.5 455 4555 456 456.5 457 457.5 458 458.5 459

HRMS of compound 16

“Sample Name  Unavailable Position Unavailable Instrument Name  Unavailable
Inj Vol ! o 1 SampleType Unavailable
Data Filename  VLS-4Me-NCSI_130.d ACQ Method Comment Sample

User Name
IRM Calibration Status
is i Acquired Time

Unavailable
Some Ions Mis:
Unavailable

x10 4 | +ESI Scan (0.5 min) Frag=150.0V VLS-4Me-NCSI_130.d

285
2.4

2.1
2

1.7 4

o
%7 453.2003 N =
2.2
X
1.9 s ”
1.8

Chemical Formula: CygHygN,0S

o Exact Mass [M+H]: 453.2001

1.5
1.4
1.3
1.2
1.4

44
0.9
0.8

454.2011

0.6
0.5
0.4+
0.3 455.2002
0.2
0.1

|
| . bl

Caatygrsos 4 $2)

aa fratn] Exet math 3= uS2.200|

i L ‘ |
451 451.5 452 4525 453 453.5 454
Counts vs. Mass-to-Charge (m/z)

1 L L
454.5 455 4555 456 456.5 457 457.5 458 458.5 459

HRMS of compound 17
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Sample Name  Dr. SHARMA

Inj Vol

1

Data Filename  VLS-40XY-NCSI_005.d

Position vial 15 InstrumentName  Instrument 1 User Name
InjPosition SampleType Sample IRM Calibration Status
ACQ Method 150-JAN.m Comment Acquired Time

Some Ions Missed
4/2/2014 10:10:36 AM

x10 2
o
85|
8
7.5
7
6.5
6
B85
s
4.5
44
35
3l
2.5
2
1.5
1
0.5

+ESI Scan (0.5 min) Frag=150.0V VLS-40XY-NCSI_005.d

485.1897

o
HaCO OCH;

(e}
s
N
SZ\N/\©
H
Chemical Formula: CogHpgN,03S
Exact Mass [M+H]: 485.1899
&yq thgrs0g S C(uB4)
{/‘1*-“'] Exack madh - 485, 1299

486.1887

487.1955

4825 483 483.5 484 4845 485 4855 486 486.5 487

Counts vs. Mass-to-Charge (m/z)

487.5 488 488.5 489 489.5 490 490.5

HRMS of compound 18

Sample Name
= InjVol

e

Dr. SHRMA
 §

Data Filename  VLS-IProP-NCS-1_155.

Position Vial 32 Instrument Name Instrument 1 User Name
InjPosition SampleType Sample IRM Calibration Status
ACQ Method ISO-JAN.m Comment Acquired Time

Success

4/10/2014 2:06:18 PM

x10 5 |+ESI Scan (1.0 min) Frag=150.0V VLS-IProP-NCS-I_155.d

0.95
0.9
0.85
0.8
0.75
0.7
0.65
0.6
0.55
0.5
0.45
0.4
0.35
0.3
0.25

0.2

0.1
0.05

509.2626

Chemical Formula: C33H35N,0OS
Exact Mass [M+H]: 509.2627

510.2654 it\

511.2652

508 508.5

509 509.5 510 510.5 511 511.5
Counts vs. Mass-to-Charge (m/z)

512 512.5 513

513.5

HRMS of compound 19

S44



\/L2P-NCSIV #4-5 RT: 0.09-0.12 AV: 2 SB: 17 0.33-0.80,0.01-0.03 NL: 1.22E6 -

T: FTMS + ¢ ESI Full-ms [100.00-1500.00]

475.1655
100
95
3 F o) F
90
= Y =
SReRs
80~ ;\
755 s7ON
- H
70
657
§ 60 Chemical Formula: CogHp4FoN,0OS
o 3 Exact Mass [M+H]: 475.1656
B 557
- § 3
3 50
o __J
2 45-
® =
& 40;
353 476.1681
30
25-]
. 205
15
105 477.1668
57
E 4707064  473.2075 478.1763 4706616 4843115  487.1736 480.1498
O—_Y_T\]\II]III|E\T\W\\i‘{ll\[ll|\1\||[l|l|l|l|||lTl
468 470 472 474 476 478 480 482 484 486 488
m/z
HRMS of compound 20
Sample Name  Dr. SHARMA/DHANARAIU Position Vial 14 Instrument Name  Instrument 1 User Name
Inj Vol : | InjPosition SampleType Sample IRM Calibration Status Success
Data F VL-4F-14-141.d ACQMethod  ISO-DEC.m Comment Acquired Time 7/24/2015 2:05:58 PM
x10 5 |*+ESI Scan (0.6 min) Frag=175.0V VL-4F-14-141.d
4]
0.95 s
475.1655
0.9 | 9
0.85- O X = O
0.8 F N F
0.75 S)\N
0.7 B
0.65
0.6
Chemical Formula: CogHy4F,N,OS
0.55 Exact Mass [M+H]: 475.1656
0.5
0.45 1
0.4
0.35 ]
0.3 476.1702
0.25
0.2 ‘
0.154
0.1 477.1678
0.05 |
30 471 472 473 474 475 476 477 478 479 480 481 482 483 484
Counts vs. Mass-to-Charge (m/z)
HRMS of compound 21
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Sample Name Dr. V.L. SHARMA

Inj Vol

Data Filename = VLS-4Me-NCS-IV_167.d

1

Position

InjPosition SampleType Sample

Vial 29 Instrument Name Instrument 1 User Name

ACQ Method ISO-JAN.m Comment Acquired Time

IRM Calibration Status

Success
4/12/2014 9:59:13 PM

x10 8
1.05

1
0.95
0.9
0.85
0.8
0.75
0.7
0.65-
0.6
0.55
0.5
0.45
0.4
0.35
0.3
0.25
0.2
0.15
0.1
0.05

+ESI| Scan (0.8 min) Frag=150.0V VLS-4Me-NCS-IV_167.d

Bt wath u61.25%

467.2158

Chemical Formula: C3gH3N,OS
Exact Mass [M+H]: 467.2157

468.2187

469.2165

466

467

468 469 470 471 a72 473
Counts vs. Mass-to-Charge (m/z)

Sample Name
Inj Vol

Data Filename = VLS-4Me-NCSIV_131.d

Dr. SHARMA

1

Positi

InjPosition
ACQ Method ISO-JAN.m Comment Acquired Time

HRMS of compound 22

Vial 29 Instrument Name Instrument 1 User Name
IRM Calibration Status

SampleType Sample

Some Ions Missed
4/7/2014 4:37:06 PM

x10 4 |+ESI Scan (0.4 min) Frag=150.0V VLS-4Me-NCSIV_131.d

3
2.9
2.8
2.74
2.6
2.5
2.44
2.3
2.2

467.2157

Chemical Formula: C3oH3oN,0S
Exact Mass [M+H]: 467.2157

Cyo Hzpns OF {wes)

469.2179

ot i L ! ! . L. T

468.2175 Q«‘H‘D Exncl et UETs 257

465

466

467

468 469 470 471 472
Counts vs. Mass-to-Charge (m/z)

HRMS of compound 23

473
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Position
InjPosition

Sample Name  Dr. SHRMA
1Inj Vol 1
Data Filename  VLS-40XY-NCSITL_071.

Vial 19

ACQMethod  ISO-JAN.m

User Name
IRM Calibration Status
Acquired Time

Instrument Name
SampleType

Instrument 1
Sample

x10 4
2.5
2.4

L] 2.3
2.2
2.4

2
1.9
1.8
1.7
1.6
1.5
1.4
1.34
1.2
1.1

1
0.9
0.8
0.7
0.6
0.5
0.4
0.3
0.2
0.1 497.1938

.2052

+ESI Scan (0.5 min) Frag=150.0V VLS-40XY-NCSII_071.d

Chemical Formula: C3gH39N,03S
Exact Mass [M+H]: 499.2055

Caotzotsfs S C198)

E..H.Hj E’)U-J-" medh 1= U%9.2055

500.2074

501.2085

s L L n 1 L L L

o . I m
497

500 501 502 505 506
Counts vs. Mass-to-Charge (m/z)

Some Ions Missed
4/2/2014 2:10:21 PM

HRMS of compound 24

. cRNALS\2015\oct\WL-IPROP-IV

10/9/2015 11:41:22 AM Dr. SHARMA/RAKESH

VL-IPROP-IV #3-4 RT: 0.06-0.09 AV: 2 SB: 17 0.33-0.81, 0.01-0.03 NL: 6.65E5

T: FTMS + ¢ ESI Full ms [100.00-1500.00]
1005
95

907

85—

805

755

705

65—

607
55

50

Relative Abundance

514.3606 517.3351 519.1503 521.2836
T T | i o W LR T T T D

523.2778

Chemical Formula: C34H35N,OS
Exact Mass [M+H]: 523.2783

524.2813

525.2819

|
|526.2781 5285031 531.1153 533.1340  536.1662
T T T T T T ] T T [ T T T [ T T T \ T T T

[ I
514 516 518 520 522

I |
524 526 536

m/z

528 530 532 534

HRMS of compound 25

T

T
538

S47



_sample Name  Dr. SHARMA Position Vial 31 Instrument Name Instrument 1 User Name

Inj Vol 1 InjPosition SampleType Sample IRM Calibration Status Some Ions Missed
Data Filename ~ VLS-2F-NCSIII_133.d  ACQ Method ISO-JAN.m Comment Acquired Time 4/7/2014 4:42:17 PM

x10 4 |+ESI Scan (0.8 min) Frag=150.0V VLS-2F-NCSIII_133.d

5.6
5.4
5.2

5 .
4.8
4.6
4.4
4.2

4 4
3.8
3.6
3.4+
3.2

3 .

2.8 ; ‘ p 6H}p F 0 s Cwé)
>
e 1s 1343
. : ok pass ¢ ”
2 Yﬂ.w] Er

447.1356

Chemical Formula: CygH,gFoN,OS
Exact Mass [M+H]: 447.1343

448.1385
1

J
o) |
|

oty 449.1376

0.2 I
J . L | - ]

2455 446  A446.5 447 4475 448 4485 449 4495 450 450.5 451 451.5 452 4525
Counts vs. Mass-to-Charge (m/z)

HRMS of compound 26

Sample Name Dr. SHRMA Position Vial 27 Instrument Name Instrument 1 User Name

Inj Vol 1 InjPosition SampleType Sample IRM Calibration Status Success

Data Filename  VLS-4F-NCS-III_150.d ACQ Method ISO-JAN.m G Acquired Time 4/10/2014 1:38:11 PM
x10 4 +ESI Scan (0.4 min) Frag=150.0V VLS-4F-NCS-11l_150.d

54
4.8
4.6
4.4
4.2

44
3.8
3.6
3.4
3.2

al Chemical Formula: CygH,gF2N,OS
Wy Exact Mass [M+H]: 447.1343
2.6
2.4
2.2

| : " uH‘T-lg“;
1.-: ‘ iﬂk“] E*""’k ol

447.1343

Crotaof2rs’ § ¢uné)

1.6
1.4
1.2 ‘
1
0.8 ‘
|
|
|
|

448.1365

0.6
0.4
0.2- _ |

449.1327

1 ! . o
444 4445 445 4455 446 446.5 447 447.5 448 4485 449 4495 450 4505 451 451.5 452 452.5
Counts vs. Mass-to-Charge (m/z)

HRMS of compound 27
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Sample Name Dr. SHARMA Position Vial 25 Instrument Name Instrument 1 User Name

1Inj Vol 1 InjPosition SampleType Sample IRM Calibration Status Some Ions Missed

Data Filename  VLS-2Me-NCSITI_127.d ACQ Method ISO-JAN.m Comment Acquired Time 4/7/2014 4:22:57 PM
x10 4 | +ESlI Scan (0.4 min) Frag=150.0V VLS-2Me-NCSIII_127.d

-
6.75
6.5
6.25-
el
5.75-
5.5
5.25]
5
4.75-
4.5
4.25-
4 4
3.751
3.5
3.25-
i
2.751
pod CygHasMz08 Cu38)
g4 4= u39. 184Y
5| 440.1877 [H*Hj E‘Xﬁ‘b madh o .
1.75
1.5
1.25
14
0.75
0.5
0.25-

o —— — - —- - . - -
438 439 440

439.1840

Chemical Formula: CgHo6N,0S
Exact Mass [M+H]: 439.1844

441.1858

441 442 443
Counts vs. Mass-to-Charge (m/z)

HRMS of compound 28

Sample Name Dr. SHARMA Position Vial 25 Instrument Name Instrument 1 User Name

Inj Vol 1 InjPosition SampleType Sample IRM Calibration Status Some Ions Missed
Data Filename  VLS-40XY-NCSIII_062. ACQ Method 1S0-JAN.m Comment Acquired Time 4/2/2014 1:37:44 PM

%10 5 |+ESI Scan (0.3-0.8 min, 35 Scans) Frag=150.0V VLS-40XY-NCSIII_062.d Subtract

2.9
2.8
2.7
2.6 471.1742
2.5
2.4

74 Chemical Formula: C2gHp6N203S
| Exact Mass [M+H]: 471.1742

2 | | C;g”),ﬁﬂ*pgg CL'?D)

1 . A o U7l M2
0.9 ; iH ] £ xock =
0.8 |

0.7

A QT (O g T R (e
9]
!

0.4 |
0.3 ||

{
0.2 | | ‘
a4 [ 11 493.1561

- il | 509\1307

0.5- |
i

531.4072
| 553.3894
|

|

. ; . 5 . a=b i sl 1

465 470 475 480 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555
Counts vs. Mass-to-Charge (m/z)

HRMS of compound 30
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="

.mple Name Dr. V.L. SHARMA
1 E
Data Filename - VLS-Tpr-II_166.d

Inj Vol

Position Vial 28 Instrument Name Instrument 1 User Name

InjPosition SampleType Sample .
ACQ Method  ISO-JAN.m Comment Acquired Time

IRM Calibration Status Success

4/12/2014 9:53:36 PM

x10 4 |

4
3.8
3.6
3.4
3.2

3
2.8

2.6
2.4
2.2

24
1.8
1.6
1.4

1.2
3

0.8

0.6

0.4

0.2

o

+ESI| Scan (1.0 min) Frag=150.0V VLS-Tpr-llI_166.d

495.2469

Chemical Formula: C35H34N,0S
Exact Mass [M+H]: 495.2470

496.25086

497.2497

| - PR " |

494 494.5

495 495.5 496 496.5 497 497.5 498 498.5 499 4995 500

Counts vs. Mass-to-Charge (m/z)

.Sample Name Dr. SHARMA

Inj Vol
DataF

1

VL5-2F-NCSVI_091.d

Position

InjPosition

ACQ Method ISO-JAN.m " Acquired Time

HRMS of compound 31

Vial 26 Name 1 User Name -
SampleType Sample

IRM Calibration Status Some Ions Missed
4/4/2014 10:49:06 AM

x10 5 | +ESI Scan (0.5 min) Frag=150.0V VLS-2F-NCSVI_091.d

2.34
2.2
2.7+
2
1.9
1.8
1.7+
1.6
1.5
1.4
1.3
1.2
1.4
14
0.9
0.8+
0.7
0.6
0.5
0.4
0.3+
0.2
0.1

475.1293

Can H;QF; "”J—oa- s ('4‘1'-1)

Chemical Formula: Co7H0F2N,0,S JA S W15 1292

Exact Mass [M+H]: 475.1292 E" oy | Erack ™

476.1323

477.1304

1 i

473.5

474

4745

475

| .
475.5 476 476.5 477 477.5 478 478.5 479 479.5
Counts vs. Mass-to-Charge (m/z)

HRMS of compound 32
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Sample Name
Inj Vol
Data Filename

Dr. SHARMA

1

VLS-2FVI=NCS_0111.d

Position
InjPosition
ACQ Method

Vial 26

ISO-JAN.m

Instrument Name Instrument 1 User Name
Sample IRM Calibration Status
Acquired Time

SampleType
Comment

Some Ions Missed
4/4/2014 12:10:45 PM

x10 4 |+ESI Scan (0.5 min) Frag=150.0v VLS-2FVI--NCS_0111.d

8.5

8]

7.5

zd

6.5

6

5.54

475.1287

l

Chemical Formula: Cy7Ho0FoN,0,S
Exact Mass [M+H]: 475.1292

476.1314
|

477.1314
|

C27#0 A0, Cuy)

MHH] Exack mats o yas,

1292

473 473.5 474 4745 47

m Name Unavailable
Unavailable,

Inj Vol

Data Filename _ VLS-2Me-NCSVI_092.d

Position
InjPosition
ACQ Method

5 4755 476 476.5 av7

Counts vs. Mass-to-Charge (m/z)

HRMS of compound 33

Instrument Name  Unavailable

Unavailable
Unavailable

ype

Sample information s unavailable

User Name
IRM Calibration Status

Acquired Time

477.5 478 4785 479 479.5 480 480.5 481

x10 § |+ESI Scan (0.3 min) Frag=150.0V VLS-2Me-NCSVI_092.d

1.254
1.2
1.154
1.1
1.05
1
0.95
0.9
0.85
0.8
0.75+
0.7
0.65
0.6
0.554
0.5
0.45
0.4 -
0.354
0.3
0.254
0.2
0.154
0.1
0.05
o

467.

1793

Il

Chemical Formula: CygH2gN202S
Exact Mass [M+H]: 467.1793

468.1823

<19 Hie 6,5 Cues)

fren] Guack mathic 4671793

469.1811

466

466.5

467

467.5

468

468.5 469
Counts vs. Mas

469.5

470  470.5 471

s-to-Charge (m/z)

HRMS of compound 34

472

472.5

S51

Unavailabl
Some Ion:
Unavailabl



-~

_ Sample Name  Dr. SHARMA Position Vial 28 Instrument Name Instrument 1 User Name

Inj Vol

Data Filename  VLS-4Me-NCSVI_093.d ACQ Method 1S0-JAN.m
x10 4

3.64

iy 467.1786
3.2

3 m
DhGAS

2.8

2.6 N~ 0O

2.4 SZ\N

22 H

1.8- Exact Mass [M+H]: 467.1793

1.6
1.4
1.2 468.1813

0.8
0.6
0.4 469.1834

0.2

1 InjPosition SampleType Sample : IRM Calibration Status Some Ions Missed
Ce

+ESI Scan (0.4 min) Frag=150.0V VLS-4Me-NCSVI_093.d

(o]

2

Chemical Formula: ngHzeNzO&%'\ H“,g;o‘_s (q“)

() Euaik meld? uiT 1743

o Mt ] I Lig

. .
465.5 466 466.5 467 467.5 468 468.5 469 469.5 470 470.5 471 471.5 472
Counts vs. Mass-to-Charge (m/z)

HRMS of compound 35

VL-40RY-NCSN #4 RT: 0.09 AV: 1 SB: 17 0.33-0.81, 0.01-0.03 NL: 654E5
~ T: FTMS + ¢ ESI Full ms [100.00-1500.00]

Relative Abundance
e srugza2Idgeg

100+
95—

ulug

hAThit

bl bio b Dol

s a8 8
il \l\?ﬂll\ulﬁllﬂ'

plenlin e

(4]

499.1674
(o]
H3CO N~ O OCHj;
S)\ NJK@
H

Chemical Formula: CogHogN2O4S
Exact Mass [M+H]: 499.1692

5001705

(=]

501.1731
490.0874  493.2541 497.1528 |502.1665 5051030  508.9694 510.6538 513.1827
L L s Sk i nlpRd Rkl sl Rl Rl i B ek ALy el R T T (AARRD] T T LRaa T |

T :
490 495 500 505 510 515
mlz

HRMS of compound 36

517.3781
T T

Acquired Time 4/4/2014 10:54:33 AM

S52




Sample Name  Dr. SHARMA/SONAL Position Vial 4 Instrument Name Instrument 1 User Name

1Inj Vol

1

“ InjPosition SampleType Sample ~  IRM Calibration Status

Data Filename ~ VL-IProp-VI-147.d . ACQ Method ISO-DEC.m Comment Acquired Time

Success
7/27/2015 11:16:53 AM

x10 4

1.35
1.3
1.251
124
1.151
1.14
1.05
1
0.95
0.9
0.85
0.8+
0.75
0.7
0.65
0.6
0.554
0.5
0.45
0.4
0.354
0.3
0.25
0.2+
0.15-
0.1
0.054

+ESI Scan (0.7 min) Frag=175.0V VL-IProp-VI-147.d

523.2408

Chemical Formula: C33H34N,0,S
Exact Mass [M+H]: 523.2419

524.2440

525.2417

T | ]

£ ? e Name Dr. SHRMA Position Vial 21 Instrument Name Instrument 1 I.I-’Nlma
/Inj Vol 1 InjPosition SampleType Sample IRM Calibration Status Some Tons Missed
/ DataFilename VLS-2F-NCSV_073.d ACQ Method ISO-JAN.m Comment Acquired Time 4/2/2014 2:15:47 PM
%10 5§ +ESI Scan (0.5 min) Frag=150.0V VLS-2F-NCSV_073.d
3.8
3.6
A427.1654

4 F (e} F
3.24

" A =
2.8
2.6 N
2.4 S)\N
22 H

2
1.8 Chemical Formula: Co4H24FoNo,OS
1.6 Exact Mass [M+H]: 427.1656
1.4 Couthy Bi2s Cure)
1.2

. 427 1656
1 iruu] Erack watk = U2 T
428.1679
0.8
06
0.4
429.1664

0.2 |

ol N I L

Counts vs. Mass-to-Charge (m/z)

HRMS of compound 37

4255 426 4265 427 A427.5 428 4285 429 429.5 430 430.5 431 4315 432
Counts vs. Mass-to-Charge (m/z)

516 517 518 519 520 521 522 523 524 525 526 527 538 530 530 531 532 533 534 535

™

HRMS of corr;pround 38
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o Positi Vial 22 Instrument Name Instrument 1 User Name :

F s:]":lp: 2 % fl’f b o thosiﬂm jon SampleType Sample IRM Calibration Status Some Ions Missed
- \ :18:20 PM
Data Filename - VLS-4F-NCSV_074.d ACQ Method 1SO-JAN.m [~ it Acquired Time 4/2/2014 2:18:20

<10 5 | +ESI Scan (0.5 min) Frag=150.0V VLS-4F-NCSV_074.d
2.
1.8 427.1658
1.8
1.7
1.6
1.54
1.4
1.3
1.2
i) . Chemical Formula: Cy4H4F,N,OS
' Exact Mass [M+H]: 427.1656
1 r
0.9
0.8
0.7
06 oS Lluré)
- ‘ 428.1688 Cautay fars
.5 |
1 @,
Gk ! fM ] Enanddk Mats3= 427 1656
0.3
0.2 l 420.1661
0.1 | | ‘
- L e T T
¥ - : 4285 429 4205 430 430.5 431 4315 432
4255 425 4265 A27 ARLE | AO8  AS e Cterda (i)
HRMS of compound 39
- 3 1
£ ‘
- Sample Name  Dr. SHRMA Position Vial 20 Instrument Name  Instrument 1 User Name
Inj Vol 1 InjPosition SampleType Sample IRM Calibration Status Some Ions Missed
Data Filename ~ VLS-2Me-NCS-IV_072.d ACQ Method 1S0-JAN.m Comment Acquired Time 4/2/2014 2:13:09 PM
x10 5 |+ESI Scan (0.5 min) Frag=150.0V VLS-2Me-NCS-1V_072.d
3.2
3.1
3
2.9
L] 28 419.2154
2.7
2.6
25
2.4
2.3
2.2
2.1
2
1.9 "
18] Chemical Formula: CogH3oNo,OS
1.7 Exact Mass [M+H]: 419.2157
1.6
1.51
1.4
1.3
1.2
1.1
N oo Hip #3035 (wis)
0.8 | 420.2180
0.7 | [ b
=] [ [HHJJ E*‘(I matd 3= YI19.2157
0.5 |
0.4 |
0.3 | | 421.2159
0.2 |
0.1 |
o 1 in Il

418 418.5 419 419.5 420 420.5 421 421.5 422 422.5 423 423.5 424 424.5
Counts vs. Mass-to-Charge (m/z)

HRMS of compound 40
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~ample Name Dr. SHARMA
Inj Vol 1
Data Filename  VLS-4Me-NCSV_094.d

Position Vial 29 Instrument Name Instrument 1
InjPosition . SampleType Sample
ACQ Method ISO-JAN.m Comment

User Name
IRM Calibration Status
Acquired Time

Some ons Missed
4/4/2014 10:57:09 AM

x10 4 |*+*ESI Scan (0.3 min) Frag=150.0V VLS-4Me-NCSV_094.d

8.5
8.25
8
7.75
7.5

419.2158

Chemical Formula: CogH3gN,OS
Exact Mass [M+H]: 419.2157

420.2193

\
\
g

421.2167

. | 1

CléHsﬂ'dlvas ("“gj

(114D Gronck wat o= 419 U8T

417.5 418 4185

419  419.5 420 _420.5 421 421.5 422 4225

Chrattn ves. Memacor Oriras Toio 423 4235 424 424.5
HRMS of compound 41
Sample Name  Dr. SHARMA Position Vial 25 Name 1 User Name
Inj Vol 1 InjPosition SampleType Sample IRM Calibration Status Some Ions Missed
DataF VLS-40XY-NCSV_0110.d ACQ Method ISO-JAN.m [ Acquired Time 4/4/2014 12:08:02 PM
x10 4 | +ES! Scan (0.5 min) Frag=150.0V VLS-40XY-NCSV_0110.d
o
8.5 451.2055
84
7.5
7.
6.5
Chemical Formula: CyH3gN,03S
61 Exact Mass [M+H]: 451.2055
5.5
° Hep®1 038 CuSB)
4.5 (ST AL R
4 ; -~ .205%
[M.rﬂ] Exail modh 1= 51,2055
3.5
3l
2.5 452.2078
2|
1.5
b 453.2059
0.5
o | L . |

449 4495 450 4505 451

ounts vs. Mass-to-Charge (m/z)

HRMS of compound 42

451.5 4c52 4525 453 4535 454 4545 455 4555 456 456.5 457
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Sample Name  Dr.SHARMA/DHANRAJU Paosition Vial 1 Instrument Name Instrument 1 User Name

Inj Vol i InjPosition SampleType Sample IRM Calibration Status Success

Data F VL-I-PROP-V_114.d ACQ Method ISOCRATIC.m Comment . Acquired Time 10/14/2015 10:55:46 AM
x10 4 +ESi Scan (0.5 min) Frag=150.0vV VL-1-PROP-V_114.d Subtract

8.5-
8.25
8
7.75
7.5+
7.25
74
6.75
6.5
6.25 4
6
5.75
5.5
5.25
54 .
4.75 Chemical Formula: C39H3gN,0S

454 Exact Mass [M+H]: 475.2783
4.25 .

4
3.75
3.5
3.25
3
2.75
2.5
2.25
2.

—475.2782

476.2805

"
s
—4T21%

0 L L ‘In; Ladeg e : L

7 476 477 478 479 480 481 482 483 484 485 486
e pca "o Counts vs. Mass-to-Charge (m/z)

HRMS of compound 43

Sample Name Dr. SHARMA Position Vial 26 Instrument Name Instrument 1 User Name

Inj Vol 1 InjPosition SampleType Sample IRM Calibration Status Some Ions Missed
Data Filename = VLS-4F-NCSII_128.d ACQ Method ISO-JAN.m Comment Acquired Time 4/7/2014 4:26:45 PM

x10 4 |+ESI Scan (0.9 min) Frag=150.0V VLS-4F-NCSII_128.d

5.2-

54
4.8
4.6
4.4
4.2

4
3.8
3.6
3.4
3.2

3
2.8
2.6
2.4
2.2

2] 2g Hao Fan, 08 (u0)

1.3-‘

1.6 472.1372 [M*H] E-AM.E medh o= u1/.13¥3

471.1340

Chemical Formula: CygHyoF2N2OS
Exact Mass [M+H]: 471.1343

1.4
124
1
0.8

0.6 |
| 473.1374

0.4 |
| |
o . ;i sul ; = S M | —
469 4695 470 4705 471 471.5 472 4725 473 473.5 474

Counts vs. Mass-to-Charge (m/z)

HRMS of compound 45

L
474.5 475 4755 476 476.5
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Sample Name  Dr. SHRMA Position Vial 26 Instrument Name Instrument 1 User Name

Inj Vol
Data f

1 y InjPosition

SampleType Sample . IRM Calibration Status Success

VISAME—N;SdI_HB.d ACQ Method 1SO-JAN.m Comment Acquired Time 4/10/2014 1:32:33 PM

x10 5 |

2o
2.1

2
1.9
1.8
1.7
1.6

463.1842

L

+ESI Scan (0.6 min) Frag=150.0V VLS-4Me-NCS-lI_149.d

Chemical Formula: C3gHz6No,0OS
Exact Mass [M+H]: 463.1844

oS (ue2)

A
CaoHps 7 o b3 1844

464.1873 i“ *H

465.1862

i

Inj Vol

Data Filename  VLS-4Me-NCSII_004.d

x10 3
3.8

3.6
3.4
3.2

3
2.8
2.6
2.4
2.2

2]
1.8-
1.6
1.4

1.24

0.8
0.6
0.4

0.2

461 462 463

t - T T

464 465 466 467 468 469 470
Counts vs. Mass-to-Charge (m/z)

HRMS of compound 46

Sample Name  Dr. SHARMA Position Vial 14 Instrument Name  Instrument 1 User Name

1 InjPosition

SampleType Sample . IRM Calibration Status Some Ions Missed

ACQ Method ISO-JAN.m Comment Acquired Time 4/2/2014 10:07:54 AM

+ESI Scan (0.3 min) Frag=150.0V VLS-4Me-NCSII_004.d

B

(0]

=
N
N%S

Chemical Formula: C3pH6N,0S
Exact Mass [M+H]: 463.1844

Caotzb¥s® g Cusz)
: e yés- 1%"’1
{ux iy et T

464.1868

465.1880

461 461.5 462 462.5 463 465.05 464 4645 465 4655 A4G6 466.5 467 467.5 468 468.5

ounts vs. Mass-to-Charae (m/>\

HRMS of compound 47
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Sample Name  Dr. V.L. SHARMA Position Vial 27 Instrument Name Instrument 1 user Name
Inj Vol 1 - InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  VLS-40XY-NCS-II_165. ACQ Method 1S0-JAN.m Comment Acquired Time 4/12/2014 9:48:00 PM
x10 3 |+*ESI| Scan (0.6 min) Frag=150.0V VLS-40XY-NCS-II_165.d
2.4
2.3
2.2 495.1741
214 i
2 4
1.9
1.8
1.7 e
1.6
1.5
1.4 .
s Chemical Formula: C3gH,6N203S
. Exact Mass [M+H]: 495.1742
1.2
1.1
11 {
0.9 i
0.8 |
496.1791
0.7 |
0.6- j 497.1822
0.5 | |
i |
0.4 i
0.3 ‘ i
0.2 | !
0.1 I |
: 495 496 497 498 499 500 501
492 - b Counts vs. Mass-to-Charge (m/z)
HRMS of compound 48
~ample Name Unavailable Position Unavailable Instrument Name Unavailable User Name Unavailabl
Inj Vol Unavailable InjPosition Unavailable SampleType Unavailable IRM Calibration Status Some Ton:
Data Filename  VLS-IPROP-NCSII_129. ACQ Method ‘Comment Sample information is unavailable Acquired Time Unavailabl
x10 3 |+ESI Scan (0.5 min) Frag=150.0Vv VLS-IPROP-NCSII_129.d
85
8
519.2467
™ 7.5
7
6.5
6
5.5
s | Chemical Formula: C3,H34N,0S8
| Exact Mass [M+H]:,549
S ! Sy Jsu W2t
4
s B % , 247D
3.5 | @*\) 2 Edack Mk s 519
3 | 520.?502
2.5
2 |
1.5+
4 521.2529
0.5
a ! |
518 5185 519 519.
® TR e ondpu iy 2 S 989 seas ei
= S e |

HRMS of compound 49
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ICs calculation- We have calculated the 1Csy value by the Graph Pad Prism software
version 5.01. For the calculation of ICs, values we have performed antiligase activity of
compound 23 at 100, 50, 25, 12.5, and 6.25 uM concentrations whereas antiproliferative
activity was performed at 50, 25, 12.5, 6.25 and 3.12 uM concentrations. At the different
concentration of compound 23, percent of antiligase and antiproliferative activities were
determined and ICs, values were calculated by plotting the data log inhibitor vs.
normalised response using Graph Pad Prism. The graphs have been shown in figure S2.
We have found 24.9+1.8 uM (Figure S2A) and 8.7+1.9 uM (Figure S2B) ICs, values for

antiligase and antiproliferative activities of compound 23 respectively.

Figure S2. Graphs for ICs, calculation (A) for antiligase activity (B) for antiproliferative

activity.
Graph for antiligase ICs; calculation Graph for antilproliferative ICs; calculation
100+ 100+

: :
= 80- = 80-
2 E
E 60 £ 607
g £
% 40 IC;; value -24.9+1.8 En 40 IC;; value - 8.7+1.9
= =
= S
= 204 s 204
g :

D L} L ] ] L} Q\ c I T Ll L]
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