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Table S1. In vitro cytotoxicity of compounds 5a-p, 6a-i, 7a-c, and 8a-b!®

Code % Inhibition on host J774 macrophage cell line
6.25 UM 12.5 uM 25 uM 50 uM 100 M

5a 14.43+0.39 15.62+1.26 14.17+5.26 55.74+3.97 69.88+6.11
5b 6.77+0.28 11.45+9.19 24.17+1.87 34.33£2.35 59.28+4.95
5C 15.64+4.18 17.81+3.21 22.34+2.4 59.97+2.29 68.21+5.54
5d 14.53+2.63 19.96+3.45 23.11+4.19 58.07+4.98 81.47+6.24
oe 4.72+3.01 22.57+4.41 13.46+1.29 67.62+5.30 87.14+5.42
5f 3.54+2.47 19.21+0.94 26.46%1.46 47.55+2.39 50.56+6.17
59 8.72+5.65 13.47+1.55 24.93£2.95 28.51+2.64 56.37+4.82
5h 12.31+1.64 16.77+1.22 21.25+1.69 41.27+3.36 73.48+2.87
5i 6.37+1.08 19.25+1.04 48.45%3.34 59.13+1.57 62.35+3.57
5j 13.25+1.01 18.49+0.91 25.33+1.80 36.24+4.02 59.61+2.32
5k 9.63+1.01 15.62+0.97 23.95+1.46 38.48+3.44 51.64+4.72
51 11.16+0.71 12.43+2.28 26.67+2.43 46.97+1.81 68.15+2.91
om 8.45+0.86 11.09+0.82 27.65%£3.91 23.36£1.52 41.55+2.93
5n 9.16+0.79 13.59+1.06 25.61+2.23 46.18+1.01 63.97+4.97
50 12.05+1.62 22.18+2.64 24.16+2.51 67.92+1.79 73.45+2.12
5p 9.04+4.76 16.71+3.30 20.33+1.13 51.46+4.76 77.32+6.16
6a 9.26+5.47 17.65+4.45 22.37+1.89 42.1943.76 61.52+4.40
6b 12.34+2.77 15.86+3.45 20.47+£2.13 63.89+5.36 90.52+7.60
6C 10.53+2.41 14.37+5.67 25.76%2.36 27.54+3.16 63.39+5.70
6d 5.65+2.28 16.34+6.21 26.65%3.44 45.8345.62 65.32+5.62
6e 15.46+2.23 19.08+8.19 23.61+1.12 43.26+3.45 71.58+6.65
6f 7.8816.71 5.32+7.33 26.09+0.95 58.2915.46 67.43+5.32
69 11.82+4.53 19.07+6.65 24.88+2.33 36.44+2.93 59.81+4.46
6h 9.7445.16 12.37+5.28 24.31+3.67 53.15+5.16 68.34+7.12
6i 8.79+4.33 12.45+8.17 23.31+1.89 34.55+2.88 48.61+3.35
7a 12.34+2.95 19.76+4.51 21.33+4.15 62.57+3.21 74.05+7.61
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7b 17.65+6.71 22.15+3.32 26.42+2.31 44.52+4.61 58.16+5.94
7c 19.16+8.89 13.28+5.61 21.17+0.95 49.11+5.61 62.37+4.55
8a 14.53+5.54 19.22+6.65 23.74+3.14 37.31+3.45 54.47+6.81
8b 15.14+6.14 13.69+5.13 18.05+2.11 43.28+5.16 59.83%6.32
Miltefosine 5.66+3.6 11.09+4.3 17.19+6.4 24.22+8.3  62.11 +4.35

lelpercentages of inhibition are expressed as mean + standard deviation for each compound of
three individual experiments performed in duplicates.

Table S2. In vitro anti-promastigote and anti-amastigote activities of compounds 5a-p, 6a-i,

7a-c, and 8a-bld

Code Anti-promastigote activity Anti-amastigote activity
6.25 uM 12.5 uM 25 M 6.25 UM 12.5 uM 25 uM

oa 63.315.4 65.945.1 70.246.1 51.2+3.1 62.5+6.7 68.5+7.8
5b 12.0+2.3 22.8+3.2 40.7£5.4 47.4+4.3 58.317.2 68.2+4.5
5¢C 43.3+5.2 54.3+4.8 63.8+4.5 52.9+6.6 66.3+6.7 74.9+8.5
5d 46.2+4.6 53.4+7.9 70.1+3.9 55.6+2.5 49.7+¢5.5 64.8+5.7
5e 29.7+1.1 55.1+8.1 61.9+2.7 29.7+3.1 55.1+4.4 61.9+6.0
5f 36.6+3.5 41.3+6.7 69.2+1.5 29.4+7.6 59.616.1 69.6+7.2
59 25.6+4.4 36.8+4.4 45.9+3.3 26.8+8.8 37.8+4.4 46.72+3.5
5h 47.1+3.6 55.315.6 67.214.5 41.6+2.4 55.3+6.2 45.5+0.9
5i 53.3+6.7 58.346.1 64.1+7.3 53.3+6.2 58.3+6.3 74.1+1.1
5j 52.1+4.1 64.8+3.3 68.314.4 64.8+4.8 68.316.5 72.7+6.8
5k 55.6+1.0 66.2+7.7 71.7+8.2 76.1+8.8 78.7+7.2 75.7+7.2
51 49.8+0.7 56.4+8.2 69.4+5.4 47.6+5.3 62.815.4 66.6+5.4
5m 69.8+0.4 76.9+4.6 85.4+7.7 57.8+6.6 65.3+7.3 85.6+9.3
on 65.1+0.8 73.5+£3.3 78.613.1 27.4+2.9 64.315.6 75.916.4
50 53.5+1.6 51.9+6.4 60.9+5.4 41.7+3.7 52.9+4.5 56.0+5.2
5p 58.9+0.8 61.0+2.2 70.0+6.6 58.9+1.6 62.1+7.1 75.818.4
6a 27.910.5 33.314.9 40.7£3.4 29.2+3.1 34.4+3.1 60.0+6.6
6b 21.3+0.8 32.7+5.7 47.4+4.6 16.6+0.5 25.2+1.0 41.1+9.7
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6c 11.2+1.4 12.4+7.7 39.846.1 12.6x1.4 14.3+1.5 42.9+4.6

6d 10.0£1.3 23.7+8.3 43.4%3.2 11.4+2.3 27.2+£3.2 46.9+4.2
6e 8.2+2.2 24.4+3.3 41.2+1.0 9.748.2 25.6+2.3 42.1+3.9
6f 29.8+0.7 41.4+1.2 50.2+1.2 21.0+9.0 42.9+5.5 53.946.2
69 27.6x1.5 32.9+2.3 40.6x2. 28.2+2.3 34.0+4.7 31.7+2.7
6h 25.2+1.0 36.2+4.6 45.9+0.9 16.5+7.1 35.3+3.4 47.0+4.4
6i 46.0£3.4 46.7+5.0 52.0+5.5 21.7¢6.5  31.5+2.8 47.5+5.4
7a 29.7£3.9 55.1+4.5 61.916.2 63.3%3.2 76.0£7.1 75.0£7.6
7b 55.4+4.6 76.1+7.1 79.618.1 45.4+2.9 54.1+5.0 72.2+6.8
7c 42.9+3.8 46.9+3.9 76.5%3.6 37.8+4.1 53.2+7.7 46.3+5.1
8a 52.0£7.0 62.8+5.6 72.7+6.9 42.2+5.6 54.84+4.9 71.3+6.9
8b 63.4+7.5 73.8+7.1 77.2+4.2 32.1+4.1 47.6+3.2 69.4+8.2

Miltefosine 49.56+ 85.01+1.61 91.95+ 49.3+ 12 76.49+ 03.11+
4.61 3.52 .04 10.1 1.81

lelpercentages of inhibition are expressed as mean + standard deviation for each compound of
three individual experiments performed in duplicates.
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Table S3. Docking scores and binding interaction with LdTOP1.

Code

LdTOP1

Hydrogen Bond
Interactions

Arene-arene /
Arene-H
Interactions

Secondary Residues

5m

-8.4789

Lys352

Tgpll

Asnl78, Alal77, Met254,
Tyr252, Thr246, Pro257,
Lys250, His453, Arg314,
Thr217, Asp353, DT10,
DG12, DA113, lle220,
Asn221

5n

-8.5766

Asn221

Tgpll, DT10

Lys352, His453, Arg314,

Thr217, Asp353, lle355,

DG12, DC112, Asnl78,

Alal77, DA113, Tyr222,
11e220

7a

-8.3910

Asn221

DT10, Tgpll

Asnl178, DC112, Pro257,
Alal77, DA113, Tyr252,
Lys251, DT9, Lys352,
Arg314, His453, Thr217,
Tyr222, 11e220

8a

-9.4846

Asnl78

Tgpll, DC112

Alal77, Tyr252, DT,
Pro257, DT10, 11e220,
Asn221, DA113, Lys200,
Glul82, Met254, Lys251

Camptothecin

-7.7961

Lys352, Asp353,
Arg314

Tgpll

Thr217, 1e220, His453,

Asn221, Tyr222, DT10,

DC112, DG12, DA113,
Asnl78
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> H, 3C, and ®F NMR Spectra:
Figure S1: *H NMR of compound 5a
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Figure S2: 13C NMR of compound 5a
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Figure S3: 'H NMR of compound 5e
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Figure S4: 3C NMR of compound 5e
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Figure S5: 'H NMR of compound 5i
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Figure S7: 'H NMR of compound 5m
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Figure S8: 13C NMR of compound 5m
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Figure S9: *H NMR of compound 5n
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Figure S10: **C NMR of compound 5n
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Figure S11: *H NMR of compound 50
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Figure S12: 13C NMR of compound 50
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Figure S13: *H NMR of compound 5p
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Figure S14: 13C NMR of compound 5p
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Figure S15: *H NMR of compound 5q
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Figure S17: *H NMR of compound 5r
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Figure S18: 3C NMR of compound 5r
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Figure S19: *H NMR of compound 6a
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Figure S20: *3C NMR of compound 6a
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Figure S21: *H NMR of compound 6b
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Figure S22: 13C NMR of compound 6b
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Figure S23: *H NMR of compound 6¢
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Figure S24: 13C NMR of compound 6¢
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Figure S25: *H NMR of compound 6d
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9L'Sh ~
60°Ly

St'SS —

89°9L

€LL

L0°SOT —

T6°ETT
89'bTT V
79°L11
11
w86 1
50'8T
57871\
L1621/

9S°0€T

TTeet \
8Y'IPT ~_
€9°LYT

69°9ST ~
TE8ST

08'S9T —

CN

(CDCl3, 100 MHz)

180 170 160 150 140 130 120 110 100 9 8 70 60 50 40 30 20 10
f1 (ppm)

190

210 200

S18



Figure S27: *H NMR of compound 6e

00°0-—

9L’€
8'€ S

8°€
8Th~,
[
S9b~
690 —

999~
877
602\
9L~
5L

mm.nW
09°L

S0'8~,
1087

OMe

OMe

MeO

(CDCly, 400 MHz)

10°€
mﬁaﬁ
wﬂwo.w
EC0T

0T

00T
A0
=00
40

0
Az0e

00T

25 20 15 1.0 05

3.0

55 50 45 4.0 3.5
f1 (ppm)

6.0

90 85 80 75 7.0 6.5

9.5

10.5

Figure S28: 13C NMR of compound 6e
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Figure S29: *H NMR of compound 6f
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Figure S30: *3C NMR of compound 6f
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Figure S31: *H NMR of compound 6g
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Figure S33: *H NMR of compound 6h
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Figure S35: *H NMR of compound 6i
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Figure S37: *H NMR of compound 7a
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Figure S38: 13C NMR of compound 7a
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Figure S39: *F NMR of compound 7a
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Figure S40: *H NMR of compound 7b
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Figure S41: 13C NMR of compound 7b
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Figure S42: *H NMR of compound 7¢
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Figure S43: 13C NMR of compound 7¢
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Figure S44: 'H NMR of compound 8a
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Figure S46: *°F NMR of compound 8a
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Figure S47: *H NMR of compound 8b
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Figure S48: 13C NMR of compound 8b
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» HRMS Spectra:

Figure S49: HRMS Spectrum of compound 5a
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Figure S50: HRMS Spectrum of compound 5e
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Figure S51: HRMS Spectrum of compound 5i
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Figure S53: HRMS Spectrum of compound 5n
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Figure S54: HRMS Spectrum of compound 50
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Figure S55: HRMS Spectrum of compound 5p
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Figure S57: HRMS Spectrum of compound 6a
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Figure S58: HRMS Spectrum of compound 6b
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Figure S59: HRMS Spectrum of compound 6¢
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Figure S60: HRMS Spectrum of compound 6d
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Figure S61: HRMS Spectrum of compound 6e

Sample Name Dr. AJAY/ANIRBAN Position Vial 3 Instrument Name Instrument 1 User Name

Inj Vol

1 InjPosition SampleType Sample IRM Calibration Status Success

Data Filename  AG-18-A-P1.d ACQ Method ISOCRATIC.m Comment Acquired Time 11/20/2017 3:44:14 PM

x10 5

2.2

N

A 4 NWAMBDON DN

© 00000000
- N W & 00O N ® O

o

[+ESI Scan (0.4 min) Frag=150.0V AG-18-A-P1.d
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Counts vs. Mass-to-Charge (m/z)

Figure S62: HRMS Spectrum of compound 6f

Sample Name Dr. AJAY/ANIRBAN Position Vial 6 Instrument Name Instrument 1 User Name

Inj Vol

1 InjPosition SampleType Sample IRM Calibration Status Success

Data Filename  AG-21-E-P.d ACQ Method ISOCRATIC.m Comment Acquired Tln!gi 12/14/2C17 11:25:28 AM

x10 5

2.
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w wh wh o el ek ek ah wh
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Figure S63: HRMS Spectrum of compound 6g

Sample Name Dr. AJAY/ANIRBAN Position Vial 3 Instrument Name Instrument 1 User Name
Inj Vol 1 InjPosition SampleType Sample IRM Calibration Status Success )
Data Filename  AG-18-E-P.d ACQ Method ISOCRATIC.m Comment Acquired Time 11/22/2017 11:55:53 AM

%x10 5 +ES| Scan (0.5 min) Frag=150.0V AG-18-E-P.d
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Figure S64: HRMS Spectrum of compound 6h

Sample Name Dr. AJAY/ANIRBAN Position Vial 19 Instrument Name Instrument 1 User Name
Inj Vol 1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  AG-18-F-P.d ACQ Method ISOCRATIC.m Comment Acquired Time 12/11/2017 1:47:52 PM
x10 6 +ESI Scan (0.6 min) Frag=150.0V AG-18-F-P.d
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Figure S65: HRMS Spectrum of compound 6i

DAINTERNALS\2017\DEC\AG-19-A-P

AG-19-A-P #7 RT: 0.17 AV: 1
T: FTMS + ¢ ESI Full ms [100.00-1000.00]
100 398.1863
95

90

85

80

75

70

65

60

55

50

45

40

35
30 399.1891

Relative Abundance

25
20
15
10

12/1/2017 1:18:10 PM

SB: 3 0.02-0.08 NL: 5.13E6

5 400.1923

394.1407
394

397.1778 |

396 398

400

401.1951

402
m/z

Figure S66: HRMS Spectrum of compound 7a

DAINTERMALSL...\May 2020'HRMS2011 1MAY01
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T: FTMS + p ESI Full ms [100.00-750.00]
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Figure S67: HRMS Spectrum of compound 7b

Sample Name Dr.Ajay Kumar/Anirba Position Vial 21 Iastrument Name Instrument 1 User Nafne
Inj Vol 2 InjPosition SampleType Sample IRM Calibration Status
Data Filename  AG-69.d ACQ Method ISOCRATIC.m Comment 3 Acquired ‘!’Ime

<10 5 | +ESI Scan (0.7 min) Frag=150.0V AG-69.d

1.45 bE
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Figure S68: HRMS Spectrum of compound 7¢

Sample Name Dr.Ajay/Anirban Position Vial 1 Instrument Name Instrument 1 User Name

355

Inj Vol 1 InjPosition SampleType Sample IRM Calibration Status Success

Data Filename AG-71.d ACQ Method ISOCRATIC.m Comment Acquired Time
x10 5 |+ESI Scan (0.4 min) Frag=150.0V AG-71.d
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~
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Figure S69: HRMS Spectrum of compound 8a

Sample Name Dr.Ajay Kumar /Anirb Position Vial 31 Instrument Name Instrument 1 User Name

Inj Vol 2 InjPosition SampleType Sample IRM Calibration Status Success

Data Filename  AG-65.d ACQ Method ISOCRATIC.m Comment Acquired Time 10/4/2018 6:06:17 PM
%10 4 | +ES! Scan (0.6 min) Frag=150.0V AG-65.d
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Figure S70: HRMS Spectrum of compound 8b

Sample Name Dr.AJAY/ ANIRBAN Position Vial 30 Instrument Name Instrument 1 User Name
Inj Vol 2 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  AG-80.d ACQ Method ISOCRATIC.m Comment Acquired Time 12/4/2018 3:36:30 PM
x10 5 +ES| Scan (0.4 min) Frag=150.0Vv AG-80..d
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» HPLC Chromatograms:
Figure S71. HPLC of compound 5a

Data File C:)\CHEM32\1\DATA\AMIL-22-04-2028-2 2820-84-22 12-37-85%846-8281.D

Sample Name: S-817-8978

Acqg. Operator ¢ CBRS-REPOSITORY
Acg. Instrument :
Injection Date

Instrument 1

Acg. Method
Last changed
Analysis Method
Last changed
Method Info ¢ 0SDD

Additional Info :

© 4/22/2828 12:51:84 PM

Seq. Line : 2
Location : Vial 48
Inj : 1

Inj Volume : 5.888 pl

t CiACHEM3Z\I1\DATAMANIL-22-84-2828-2 2020-084-22 12-37-85\ACN-WATER-98-18.M
¢ 47282828 3:41:17 PM by CBRS-REPOSITORY

© C:\CHEM32\1\METHODS\ACN-WATER-58-18.M

© 4/28/2028 3:41:17 PM by CBRS-REPOSITORY

Peak(s) manually integrated

DADA A, Sig=220,20 Raf=off (ANIL-22-04-2030-2 3030-04-23 12-37 050480201 )
T =
2500 ﬁ
20003 | [o]
E MeO.
1500 | X N
10003 | | Z f
E N NHBu
sa03 ge = = || (@)
] 2 = 3\ 5a
IE — R Y o —
] 5 1 I 1 L 7 P
DAD1 B, Sig=254,20 Raf=0fT (ANIL-22-04-2020-2 2020-04-22 12-37-05046-0201.0)
mi ] o
ZSEID_E ﬁ
20003 |
15003 | |
IIIID—E | |
sa0 R |
. - S S J —
b T T T T T T T T
1 2 3 4 S5 ] T 8 min|
Area Percent Report
Sorted By Signal
Multiplier 1.0088
Dilution : 1.0088
Use Multiplier & Dilution Factor with ISTDs
Signal 1: DAD1 A, Sig=228,28 Ref=off
Peak RetTime Type Width Area Height Area
# [min] [min] [mAL*s] [mau] %
B e B E e P
1 3.853 BV B.8798 385.30634 58.34521 1.5944
4.017 VB @.1884 344.22588 52.54739 1.7977
3 4,474 BY B.8883 725.13135 148.39835 3.78&89
4 4.871 VB @8.29985 285.94571 45.89618 1.5142
5 5.166 BV @8.1888 1.74836ed4 2755.58832 91.3867

Instrument 1 4/22/2820 1:01:54 PM CBRS-REPOSITORY

Tage 1 of

Data File C:\CHEM32\1\DATA\ANIL-22-04-2020-2 2020-04-22 12-37-05\046-0201.D

Sample Name: S-817-89780

Totals

1.91482e4 3©55.96345

Signal 2: DAD1 B, Sig=254,20 Ref=off

Width
[min]

Peak RetTime Type
#  [min]
1 4.018 BB
2 4.475 W
3 5.166 BV

Totals

Area Height Area

[mAU*s ] [mAU] %
|--meeeeee |--snmmee |--emeee |
09.8951 400.85669 67.67677 1.8098
9.8870 349.72238 60.88288 1.5789

0.1105 2.13987e4 3100.92920 96.6113

2.21493e4 3229.48886
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Figure S72. HPLC of compound 5b

Data File C:\CHEM32\1\DATA\ANIL-KS-15-12-20817-2 20817-12-15 12-51-348089-8181.D

Sample Name: AG-16-A

Acq. Operator

Acq. Instrument

Injection Date

Acqg. Method
Last changed
Analysis Method
Last changed
Method Info

: Dr. Anil Kumar K.S. Seq. Line : 1
: Instrument 1 Location : vial 9
1 12/15/2817 12:53:24 PM Inj : 1
Inj Volume : 3.868 pl

: C:\CHEM32\1\DATA\ANIL-KS-15-12-2817-2 2817-12-15 12-51-34\ACN-WATER-98-18.M
: 12/15/2017 18:35:81 AM by Dr. Anil Kumar K.S.

: C:ANCHEM32\1\METHODS\ACN-WATER-98-18.M

1 12/15/2017 18:35:81 AM by Dr. Anil Kumar K.S.

: 0sDD

DAD]1 A, 5ig=220,20 Ref=off (ANIL-K.5-15-12-2017-2 2017-12-15 12-51-34\008-0101.D}
: o
150 |‘ MeO O X
] N
100 7 4
p | | N NH'Bu
50-] % {1 5b Y
D—: N, W —_I_/\r-xyl_\., —
i LN L L L e B R B I R AL I AL R E A A i T
1 2 3 4 5 7 g g i
DAD1 B, 5ig=254,20 Ref=off (ANIL-K.5-15-12-2017-2 2017-12-15 12-51-34\008-0101.D}
mA.LI—; o
300—2 ﬁ
250 \|
200 |
150 ‘
100 | |
50 I
DE | A
E ~ L
T L L B L L L B L N
2 3 4 5 8 7 8 8 mir
Peak RetTime Type Width Area Height Area
# [min] [min] [mau*s] [mau] 4
SO P |=nss[erennns - PE— |eennreas |
1 4.529 BV 8.8877 74.75621 13.2B318 4.9867
2 4.955 BV 8.8894 1448.79443 258.8B7798 95.8933
Totals 1523.55864 264.16899
Signal 2: DAD1 B, 5ig=254,28 Ref=off
Peak RetTime Type Width Area Height Area
# [min] [min] [mau*s] [mau] 4

1 4.955 BB 8.8893 1999.98173 346.8744E8 186.0008

Totals 1999.98173 346.87448
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Figure S73. HPLC of compound 5c

Data File C:\CHEM32%1\DATA\ANIL-KS-15-12-20817-1
Sample Name: AG-18-B

2017-12-15 18-35-11'085-8501.D

Acqg. Operator

Acq.

Instrument :

Injection Date

Acqg. Method
Last changed
Analysis Method
Last changed

Dr. Anil Kumar K.S. Seq. Line : 5
Instrument 1 Location : Vial 5
1 12/15/2817 11:24:59 AM Inj : 1
Inj Volume : 3.8@8@ pl

C:\CHEM32\1\DATA\ANIL-KS5-15-12-2017-1 2017-12-15 18-35-11\ACN-WATER-98-18.M
12/15/2017 108:35:81 AM by Dr. Anil Kumar K.S.
C:\CHEM32\1\METHODS\ACN-WATER-98-18.M

12/15/2017 10:35:81 AM by Dr. Anil Kumar K.S.

: 0sDD

Method Info
DADT A, Sig=220,20 Ref=off (ANIL-KS-15-12-2017-1 2017-12-15 10-35-11\005-0501 D)
mAL 2 Cl
1600 ?
1400 | 0
oo ] | meo N
800 | | O J N 4
600 NH'Bu
400 | | N (0)
200 @ f ll. @
0 Sy - - : —y
T " 7 T 0 T T T T
1 2 3 4 5 4] 7 miry
DAD1 B, Sig=254,20 Ref=off (ANIL-KS-15-12-2017-1 2017-12-15 10-35-11\005-0501.D)
mALU ] &
1750 F
1500 |
1250 |
1000 | |
750 ||
500 . n
3 o
250 ~ i ]
E o N o
0 =y . —L T
——— ————————7— 77777 ——
2 3 4 S 6 7 8 mir|
Peak RetTime Type Width Area Height Area
#  [min] [min] [mAU*s] [mau] %
S P R P |-emmmmeee |-mmmmmeee |=mmmmne |
1 2.611 W 8.8536 42.89248 12.63753 B8.3528
2 2.758 VB 8.1211 238.73884 31.98623 1.9639
3 5.889 BV 8.1844 1.17859%e4 1753.78935 96.9545
4 6.952 BB 8.1168 88.57812 11.98393 B.7287
Totals 1.21561ed4 1818.23704
Signal 2: DAD1 B, Sig=254,28 Ref=off
Peak RetTime Type Width Area Height Area
#  [min] [min] [mAU*s] [mau] %
R e P |-=nnmens |-=ennenees | 2=ananns |
1 2.749 W a.1286 180.87119 22.78513 1.2834

2 5.889 BB
3 6.953 BB

Totals

8.1049 1.37997e4 2841.18522 97.9162
8.1186 112.88927 14.95814 B.8004

1.40934e4 2078.84849

s44



Figure S74. HPLC of compound 5d

Data File C:\CHEM3241\DATA\ANIL-KS5-15-12-2817-2 2817-12-15 12-51-34\812-8481.D
Sample Name: AG-16-D

Acq. Operator : Dr. Anil Kumar K.S. Seq. Line : 4
Acg. Instrument : Instrument 1 Location : Vial 12
Injection Date : 12/15/2817 1:29:21 PM Inj : 1
Inj Volume : 3.@88 pl
Acq. Method : C:\CHEM32)\1\DATAMANIL-KS-15-12-2817-2 2817-12-15 12-51-34\ACN-WATER-98-18.M
Last changed : 12/15/2817 18:35:81 AM by Dr. Anil Kumar K.S.
Analysis Method : C:\CHEM32\1\METHODS\ACN-WATER-98-18.M
Last changed : 12/15/2817 18:35:81 AM by Dr. Anil Kumar K.S.
Method Info : 0sSDD
DAD1 A, Sig=220,20 Ref=off (ANIL-KS-15-12-2017-2 2017-12-15 12-51-34\012-0401.0)
AU 1
: oY
500 | o
500 | MeO
400 |‘ A
] J_ N
300
] |‘ N NHBu
200
E [ | (0]
1003 ] i 5d
E - P
03 — sy o e — —
——— 7 | [ [ [ T
3 5 7 g g miry
DAD1 B, Sig=254 20 Ref=off (ANIL-KS5-15-12-2017-2 2017-12-15 12-51-34012-0401.0)
mAL ] %
800 |
600 H
400 |
200 ||
] I\
1] LN
——1T¥F——F T fF T 77—
1 2 3 4 5 6 7 8 9 mir|

Peak RetTime Type Width Area Height Area
# [min] [min] [mAU*s ] [mau] %

1 4.589 VB B8.8735 49,19337 1e.34385 1.8353
2 5.629 W B8.18e7 4782.18848 733.96186 98.9647

Totals : 4751.38185 744.38411

Signal 2: DAD1 B, Sig=254,28 Ref=off

Peak RetTime Type Width Area Height Area
#  [min] [min] [mAU*s ] [mau] %

1 5.629 BV B.1ee7 6156.72518 961.58978 166.0080

Totals : 6156.72518 961.58978
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Figure S75. HPLC of compound 5e

Data File C:WCHEM3Z\1\DATAN\ANIL-KS-15-12-2817-1 2817-12-15 18-35-11%888-8881.D

Sample MName: AG-18-C

Acqg. Operator

Acg. Instrument :

Injection Date

Acqg. Method
Last changed
Analysis Method
Last changed

: Dr. Anil Kumar K.S. Seq. Line :
Instrument 1 Location :

: 12/15/2817 12:88:57 PM Inj :
Inj Volume :

3.eee ul

¢ C:NCHEM3Z2\1\DATANANIL-KS=15-12-2817-1 2817-12-15 18-35-11\ACN-WATER-98-18.M
¢ 12/15/2017 18:35:81 AM by Dr. Anil Kumar K.S.
¢ C:\CHEM3241\METHODS\ACN-WATER-98-18.M
: 1271572817 18:35:81 AM by Dr. Anil Kumar K.S.

Method Info : 0s0D
[ DADT A Sig=r0, 20 Ref—o (AHIL-RE- 15 1020171 207 7-12-15 10-25-1 000801 0]
mALl J —
2000 3 F
1750 3
1500 3 |
1260 | MeO O A
10005
E ~
70 || N NHBu
500 3 |
250 3 @ [ >
VE . o e M ]
i 2 3 ! i f T 5 i
T DADT B, Sig2ta. 20 Ref=a (AMIL-F o5 120 71 2070 7-12-15 10-30-1 T00e-050 1)
mALl ?
2000
1500 ||
1000 | |
500
S I
[} j: [N I."*I
i 374 ' i f T 5 i
Peak RetTime Type Width Area Height Area
# [min] [min] [mau*s] [maL] %
| -====-- R s |-=nnmmeees -rmnmee |nmeme |
1 2.567 W 8.1949 224.47668 14.63983 1.5814
2 2.662 VB 8.a8554 37.57271 168.58339 B.3183
3 4.371 BV 8.8851 1.15436e4 2134.085884 97.T7803
Totals : 1.1885%6e4 2159.28126
Signal 2: DAD1 B, Sig=254,28 Ref=off
Peak RetTime Type Width Area Height Area
# [min] [min] [mau*s] [maL] %
Gl RO R R R |- nmnme |
1 2.569 BV 8.8643 29.18434 6.74852 B.2812
2 2.666 VB 8.85445 22.12838 6. 368594 B.1538
3 4.371 BV 8.8861 1.43787e4 2617.5231% 99.3653
4 4.995 BB 8.8915% 48 . 56885 7.813%6 B.2885
Totals : 1.44625e4 2637.64661
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Figure S76. HPLC of compound 5f

Data File C:\CHEM32\1\DATA\ANIL-KS5-15-12-2017-2 2817-12-15 12-51-34\011-0301.D

Sample Name: AG-16-C

Acg. Operator

Acg. Instrument :

Injection Date

Acg. Method
Last changed
Analysis Method
Last changed
Method Info

Dr. Anil Kumar K.S. Seq. Line : 3
Instrument 1 Location : Vvial 11
12/15/2017 1:17:24 PM Inj : 1

Inj Volume : 3.00@ pl

C:\CHEM32\1\DATA\ANIL-KS-15-12-2817-2 20817-12-15 12-51-34\ACN-WATER-90-18.M
12/15/2017 1@:35:81 AM by Dr. Anil Kumar K.S.
C:\CHEM32\1\METHODS\ACN-WATER-98-18.M

12/15/2017 10:35:01 AM by Dr. Anil Kumar K.S.

: 0sDD

s47

DADT A, Sig=220,20 Ref=off (ANIL-KS-15-12-2017-2 2017-12-15 12-51-34\011-0301.0)
mAU -] g OH
2500+ l%
2000 | o
MeO.
1500 A
| N
1000 | N/ NHBU
3 = s
w00 Wik | 82 5f °
] o
04 S S ey T
——— ———— 77— [ [ T [ ——
2 3 4 5 & 7 8 miry
DAD1 B, Sig=254,20 Ref=off (ANIL-KS-15-12-2017-2 2017-12-15 12-51-34\011-0301.0)
mAU %
2500 |
2000 |
1500 M
1000 | |
E e oo
500 § 3285 | B2
0 e
——— -—————r—— 77T 77— ——
2 3 4 5 (] 7 8 mir|
Peak RetTime Type Width Area Height Area
#  [min] [min] [mAU*s] [mau] %
s P |--nmmnneee e |-emnee |
1 2.4%8 BV B.0681 221.87688 56.208625 1.4357
2 2.622 VB B.8%964 368.11683 54.76589 2.3820
3 2.954 BV B.8744 138.84819 26.868688 B.8985
4 3.134 W B.8745 183.1843@ 36.55915 1.1853
5 3.251 W B.8622 119.308866 28.90448 B.7728
6 3.374 VB B.8723 535.85718 115.85862 3.4674
7 3.612 BB B8.8726 1.37379e4 2935.39387 B88.8951
8 3.978 BV B.8812 64.83828 11.82412 B.4143
9 4.116 VB B.8788 84.93763 16.85517 B.5496
Totals : 1.54546e4 3282.37354
Signal 2: DAD1 B, Sig=254,28 Ref=off
Peak RetTime Type Width Area Height Area
# [min] [min] [mAU*s] [mau] ES
R |-mnf=meeee- |--mmmeee |+=mmmeeees |-=mnn--- |
1 2.628 BV B.1155 321.84678 38.40248 1.9249
2 2.954 BV B.8682 74.12451 15.96286 8.4444
3 3.135 W B.8654 171.76861 48.57638 1.8285
4 3.251 W B.86le 119.41612 29.6681% B.7168
5 3.373 VB B.8735 446.52136 93.86724 2.6772
6 3.612 BB B.8793 1.53550e4 3129.88881 92.08628
7 3.978 BV B.8788 75.83834 14.38816 B8.4499
8 4.16% VB B.878@ 115.98534 23.31987 B.6954
Totals : 1.66788e4 3385.28592



Figure S77. HPLC of compound 59

Data File C:\CHEM32\1\DATA\ANIL-KS-15-12-2817-1 2817-12-15 18-35-11\881-8181.D
Sample Name: AG-136

Acq. Operator ¢ Dr. Anil Kumar K.S. Seq. Line : 1
Acg. Instrument : Instrument 1 Location : Vial 1
Injection Date : 12/15/2017 19:36:55 AM Inj 1

Inj Volume : 3.8688 pl

Acg. Method
Last changed

Last changed
Method Info

: C:\CHEM32\1\DATA\ANIL-KS-15-12-2817-1 2@17-12-15 18-35-11\ACN-WATER-9©-18.M
: 12/15/2017 18:35:01 AM by Dr. Anil Kumar K.S.

Analysis Method :
1 12/15/20817 18:35:01 AM by Dr. Anil Kumar K.S.
: O5DD

C:\CHEM32\1\METHODS\ACN-WATER-98-18.M

DAD1 A, Sig=220,20 Ref=off (ANIL-KS-15-12-2017-1 2017-12-15 10-35-11\001-0101.0)
mAU E OMe
700 '
00 H 0O
500 H MeO X
400 N
300 | lllii 2 f
N NH'Bu
200 o || 0
100 21 59
o e e —
IIIIIIllllllllllllllllllf,lllllIIII]!'IIIIéIIIIéIIII
man|
DAD1 B, Sig=254,20 Ref=off (ANIL-KS-15-12-2017-1 2017-12-15 10-35-11W001-0101.0)
mAl - %
800 H
600 “
400 ||
200 7 o |t
wy
] '
4 o ‘?,Ik
0 = Ly T
T T T T T T T T T
1 2 3 4 5 & 7 g g mir}
Peak RetTime Type Width Area Height Area
#  [min] [min] [mAU*s] [mAU] %
e R | === ===-- |--ammmmeee |-=nmmnmnev |-=nnnn- |
1 4.512 W B.8822 238.72125 43.26201 4.6156
2 4.778 VB @.8894 4768.82851 825.53345 95.3844
Totals 4998.74176 BG6B.79546

Signal 2: DAD1 B, Sig=254,28 Ref=off

Peak RetTime Type
#  [min]

1 2.661 W
2 4.512 W
3 4.778 VB

Totals

Width Area Height Area
[min] [mAU*s] [mAU] %
----------------- e
a.85e89 21.22883 6.71313 8.3626
8.8823 163.00214 31.45425 2.8797
8.8894 5663.09131 O986.83392 96.7667

5852.31347 1819.88138
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Figure S78. HPLC of compound 5h

Data File C:\CHEM32\1\DATA\ANIL-KS-15-12-2817-1 2017-12-15 18-35-11\882-8281.D

Sample Name: AG-18-A

Acq. Operator
Acq.
Injection Date

Acg. Method
Last changed

Last changed
Method Info

Instrument :

: Dr. Anil Kumar K.S. Seq. Line : 2
Instrument 1 Location : Vial 2
1 12/15/2817 10:48:53 AM Inj : 1
Inj Volume : 3.8@8 pl

¢ C:\CHEM32\1\DATAMNANIL-KS-15-12-2817-1 2817-12-15 18-35-11\ACN-WATER-98-18.M
1 12/15/2817 18:35:81 AM by Dr. Anil Kumar K.S.

Analysis Method :
: 12/15/2817 18:35:81 AM by Dr. Anil Kumar K.S.
© 0sSDD

C:\CHEM32\1\METHODS\ACN-WATER-98-18.M

DAD1 A, Sig=220,20 Ref=off (ANIL-KS-15-12-2017-1 2017-12-15 10-35-11\002-0201.D)

mAU
1600 % OMe
1400 ‘
1200 | OMe
1000 “
800
600 | | NH'Bu
400 [ w0
200 i &
0 — e S - —
L A B L L
1 2 3 4 5 [ T & g miny
DAD1 B, Sig=254,20 Ref=off (ANIL-KS-15-12-2017-1 2017-12-15 10-35-11\002-0201.0)
mAL §
1800 g
1400
1200 “
1000 “
800
6003 | |
400 || w0
200 i & &
0 e e T
L e B L A O L A B AL A IR AL
1 2 3 4 5 8 T 8 g mir|
Peak RetTime Type Width Area Height Area
#  [min] [min] [mAU*s] [mAau] %
) E— R P ~memmmmeee |-mmmmeeeen |-nnneee |
1 4,358 BV B.0863 9576.26074 1736.9281@ 98.6785
2 4,975 W @.1e87 128.24675 19.58857 1.3215
Totals 9704.56749 1756.42867
Signal 2: DAD1 B, Sig=254,28 Ref=off
Peak RetTime Type Width Area Height Area
i [min] [min] [mAU*s] [mAU] %
e R e P [=mmmens |-=mmmnmeee |==nnnnee |
1 4,358 BV B.8838 9417.81641 1723.43262 98.8696
2 4,975 W B.0966 128.32935 19.32729 1.2538
3 5.358 VB @.8936 65.85e67 18.98698 B.6774
Totals 9603.19642 1753.66689

S49



Figure S79. HPLC of compound 5i

Data File C:\CHEM32\1\DATA\ANIL-K5-15-12-2817-1 2017-12-15 18-35-11\886-8681.D
Sample Name: AG-21-B

Acqg. Operator @ Dr. Anil Kumar K.S. Seq. Line : 6
Acq. Instrument : Instrument 1 Location : Vvial &
Injection Date : 12/15/2817 11:36:57 AM Inj @ 1
Inj Volume : 3.888 pl
Acg. Method ¢ C:\CHEM32Y1\DATA\ANIL-K5-15-12-2817-1 2@17-12-15 18-35-11\ACN-WATER-98-18.M
Last changed ¢ 1271572017 18:35:81 AM by Dr. Anil Kumar K.S.
Analysis Methed : C:\CHEM32\1\METHODS\ACN-WATER-38-18.M
Last changed ¢ 1271572017 18:35:81 AM by Dr. Anil Kumar K.S.
Method Info : 0sDD
DADT A, Tig=E00, 20 Ref=off (ANIL-FE-15-T2-2077-1 2077-T2-15 10-35-1T003-0601.07
mAll 4
17503
1500
1250 O
E MeO
10003 N
7503 _ N
003 | N NHBu
3 - .
2504 gt | 5i O
o -
5 7 3 b i
DADT B, Sig=208 0 F=af (ANIL-FE-15-T2-2077-1 2077-T2-75 -5 TT00E-0501.0)
mAL -
2000
1500 ‘
1000 ‘
R g2 & | | o
E - ;| | C;
0 S Tt
i 2 3 3 : E 7 3 8 -
Peak RetTime Type Width Area Height Area
# [min] [min] [mau*s] [maL] %
J-mmnnne P Jmmmmmnees Jmmmmnnes |nmeeee |
1 J.eal w 8.a8783 61.49919 11.15435 B.7148
2 3.178 vB 8.8641 125.84449 3@, 58868 1.4628

3 3.687 BV 8.8685 B415.7B41E 1878.13386 97.B224

Totals : BEB3.12786 1911.78808

Signal 2: DAD1 B, Sig=254,28 Ref=off

Peak RetTime Type Width Area Height
# [min] [min] [mau*s] [maL]

3.888 BV 8.8695 65.43272 14.26784
3.179 W 8.8723  26.9B488 5.59539
8.868B8  23.95547 5.259011

3.687 BV 8.8737 1.141608e4 2479.01758 98.5917

I, - TV [
i
F=1
(1]
=1

4.872 vB 8.8838 46.69182 8.54166

Totals : 1.15791ed4 2512.71257
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Figure S80. HPLC of compound 5j

Data File C:\CHEM32\1\DATA\ANIL-K5-15-12-2817-1

Sample Name: AG-21-D

Acg. Operator

Acg. Instrument :

Injection Date

Acg. Method
Last changed
Analysis Method
Last changed

: Dr. Anil Kumar K.S. Seq. Line : 7
Instrument 1 Location : vial 7
: 12/15/2017 11:48:57 AM Inj 1
Inj Volume : 3.8@@ pl

2817-12-15 1e-35-11\8e7-a7e1.D

: C:\CHEM32\1\DATA\ANIL-K5-15-12-2817-1 2817-12-15 18-35-11\ACN-WATER-98-18.M
: 12/15/2017 1e:35:01 AM by Dr. Anil Kumar K.S.

: C:\CHEM32\1\METHODS\ACN-WATER-98-18.M

: 12/15/2817 18:35:81 AM by Dr. Anil Kumar K.S.

Method Info : 0SDD
DADT A, Sig=220,20 Ref=off (ANIL-KS-15-12-2017-1 2017-12-15 10-35-11\007-0701.00)
mAU §
3000 n
2500 (0]
2000 3 ‘| N
3 N
1500 ‘ _ .
1000 i N NH'Bu
= w .
8¢ |lg @ 5i o
] N < )
03 L S 1 — 1 -
——T——7rT—T—T— 77 T T[T [ T T [ T T T T T T T T T T T T T T
2 3 4 5 4] T ] g miry
DADT B, Sig=254,20 Ref=off (ANIL-KS-15-12-2017-1 2017-12-15 10-35-11\007-0701.0)
mAU 3 @
30003 ﬁ
2500 ‘|
2000 |
1500 ‘
10003 ||
=00 @ | |I 8 3
03 e
e L I e O L L L B B L B
2 3 4 5 [ 7 8 9 mir|
Peak RetTime Type Width Area Height Area
# [min] [min] [mAU*s ] [maU] %
S — ) P— | --nmeemeee P |=eeeeee |
1 3.838 W 8.8996 159.76851 23.48314 8.5866
3.453 W 8.8692 §12.85127 178.88176 2.9817
3 4.852 BV 8.1172 2.68986e4 3574,22852 95.8385
4 4.586 VB 8.8916 83.87658 13.92583 8.3858
5 5.133 VB 8.8583 88.64248 13.76763 8.2961
Totals 2.72341=4 38@3.48607
Signal 2: DAD1 B, Sig=254,28 Ref=off
Peak RetTime Type Width Area Height Area
# [min] [min] [mAU*s ] [mau] %
S —— [ - |--nmeeeeee P |=eeemee |
1 3.453 BV 8.8658 135,.58652 31.73555 8.5782
3.539 VB 8.8483 19.77846 6.36127 8.8843
3 4.849 BV 8.1889 2.38717e4 3581.33618 98.3828
4 4.586 VB 8.8897 115.86281 19.96815 8.4941
5 5.134 BB 8.8916 168.82787 18.18634 8.4687

Totals

2.34510e4 3577.49958
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Figure S81. HPLC of compound 5k

Last changed

3.000 pl

Sample Name: AG-21-E
Acg. Operator : Dr. Anil Kumar K.S. Seq. Line :
Acg. Instrument : Instrument 1 Location :
Injection Date : 12/15/2817 11:12:59 AM Inj :
Inj Volume :
Acg. Method

Data File C:\CHEM32\1\DATA\ANIL-K5-15-12-2817-1 2817-12-15 18-35-11\884-86401.D

¢ C:\CHEM32\1\DATA\ANIL-K5-15-12-2817-1 2817-12-15 18-35-11\ACN-WATER-98-16.M
: 12/15/2017 18:35:81 AM by Dr. Anil Kumar K.S.

Analysis Method : C:\CHEM32\1\METHODS\ACN-WATER-98-18.M
Last changed : 12/15/2017 18:35:81 AM by Dr. Anil Kumar K.S.
Method Info : 0SDD
DAD1 A, Sig=220,20 Ref=off (ANIL-KS-15-12-2017-1 2017-12-15 10-35-11\004-0401.0)
malU
1000 % O
800 ‘
O
400 Z
: . || N NHBu
200 a |
200 ] ﬁ I| | 5k
04 i o .
B e S L B B L T e e ——— ———
1 2 3 4 5 [ 7 mir|
DAD1 B, Sig=254,20 Ref=off (ANIL-KS-15-12-2017-1 2017-12-15 10-35-11\004-0401.0)
mal- i
1200 ﬁ
1000 ‘
800 |
600 |
4003 | |
= ] w |
200 2 I| |
4 (] !
i 1y L ;
L 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 T T T T T T T T T T T T
1 2 3 4 5 [:] 7 iy
Peak RetTime Type Width Area Height Area
T [min] [min] [mAU*s] [mau] %
] R R P |=eemmmmee |-=mmmmeee |=eemmee |
1 3,835 W B.8767 397.71454 78.99175 5.8764

2 5.148 W B8.8911 6370.28857 1875.61847 94.1236

Totals : 6768.88311

Signal 2: DAD1 B, Sig=254,28 Ref=off

Peak RetTime Type Width Area
#  [min] [min] [mAU*s]

1 3.835 W 8.8721 62.74982

1154.68223

Height
[mau]

13.53858

8.7582

2 5.148 BB 8.8915 8212.81348 1377.84229 99.2418

Totals : 8275.56250
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Figure S82. HPLC of compound 5I

Data File C:\CHEM32\1\DATAM\ANIL-KS-15-12-2817-2 2817-12-15 12-51-34\815-8781.D
Sample Name: AG-18-E

Acg. Operator : Dr. Anil Kumar K.S. Seq. Line : 7
Acg. Instrument : Instrument 1 Location : vial 15
Injection Date : 12/15/2017 2:85:15 PM Inj : 1
Inj Volume : 3.888@ pl
Acg. Method : C:\CHEM32\1\DATA\ANIL-KS5-15-12-2817-2 2817-12-15 12-51-34\ACN-WATER-98-18.M
Last changed 1 12/15/2817 10:35:81 AM by Dr. Anil Kumar K.S.
Analysis Method : C:\CHEM32\1\METHODS\ACN-WATER-9@-18.M
Last changed 1 12/15/2817 10:35:01 AM by Dr. Anil Kumar K.S.
Method Info : 0SDD

Additional Info : Peak(s) manually integrated

DAD1 A, Sig=220,20 Ref=off (ANIL-KS-15-12-2017-2 2017-12-15 12-51-341015-0701.D)
mAU ] %
2500 |

] ‘ o
2000 MeO

] | A
1500 | N

3 Z
1000 | | N NHBu

- o @

500 | | & 9 51
04 N :v . L e .
S B e S A HE A T S e L S S e T T B — ———
1 2 3 4 S 3] T g8 miry
DAD1 B, Sig=254,20 Ref=off (ANIL-KS-15-12-2017-2 2017-12-15 12-51-341015-0701.D)

mAL =
3000 ?
2500 ‘
2000 3 ||
1500 |
10003 ‘

] o
500 ! l 5

[J—f — W Iv . o -
————1Y—————f 77— T T T T T ———
1 2 3 4 5 & 7 8 miy
Signal 1: DAD1 A, Sig=220,208 Ref=off
Peak RetTime Type Width Area Height Area
#  [min] [min] [mAU*s ] [mAU] %

1 4.812 W 8.8814 1.59636e4 3137.84468 9B.1641
2 4.512 VB @.8835 135.55725 25.659749 B8.8336
3 5.959 BB @.1e36 162.99489 23.38471 1.0023

Totals : 1.62622e4 31B6.04688

Signal 2: DAD1 B, Sig=254,20 Ref=off

Peak RetTime Type Width Area Height Area
#  [min] [min] [mAU*s ] [mAU] %

1 4.013 W 8.8917 1.88385e4 3343.33594 995.8521
2 4,512 VB @.0840 180.28427 33.89356 8.9479

Totals : 1.98187e4 3377.22958
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Figure S83. HPLC of compound 5m

Data File C:“CHEM3Z\1\DATAM\FARHEEMN-89-85-281%-1 281%-85-8% 21-57-41%845-818l1.D
Sample Name: 5-819-8889

Acg. Operator : Dr. Anil Kumar K.S. Seq. Lime : 1
Acg. Instrument : Instrument 1 Location : wial 45
Injection Date : S5/9/281% 9:59:24 PM Inj : 1

Inj Volume : 4.888 pl
C:NCHEM3 2314 DATAYFARHEEN-89-85-2019-1 2819-85-89 21-57-41%ACN-WATER-98-18.M
5/3/2819 10:88:39 AM by Dr. Anil Kumar K.S.
C:ZWCHEM32M\1\DATANFARHEEN-89-85-2019-2 2819-85-89 23-31-28\METH-WATER-9@-18-

Acqg. Method
Last changed
Analysis Method

MEW.M
Last changed : 42972819 11:34:85 AM by Dr. Anil Kumar EK.S.
Method Info : 0SDD

CADT A, Sig=220,20 Ref=cit [FARHEEN-08-05-2012-1 201 8-05-08 21-57 -4 170250101 0)
- OMe
800 §
oo ®
200 | o
MeO.
X
= | O
200 N NH'Bu
100 | | 5m
i
o B . — —
L e e e S L S B e e e R A e e e e S B A LA e S
1 2 4 7 a =)
CADT B, Sig=25%,20 Ref=cit |FARHEEN-08-05-2012-1 201 8-05-08 Z21-57 -4 1/0=25-0101.0)
e ,
———T 7T 7 7 T [ 7T T [ T T [ T T T [ T T T T
1 2 3 4 5] [} i a ]
Area Percent Report
Sorted By z Signal
Multiplier H 1. 8888
Dilutien H 1.8808
Use Multiplier & Dilution Factor with ISTDs
Signal 1: DAD1 A, Sig=228,28 Ref=off
Peak RetTime Type Width Area Height Area
o [min] [min] [mawr*s] [mal] £
e REREE ] B e Joemmmmmeee |---nm--- |
1 4.238 BB 2.8728 3183 .95858 670.56421 loa.osee
Totals : 3183.95858 670.56421
Instrument 1 5/18/2819 3:85:47 AM Dr. Anil Kumar K.S. Page 1 of
Signal 2: DAD1 B, Sig=254,28 Ref=off
Peak RetTime Type Width Area Height Area
# [min] [min] [mal*s] [ maL] %

1 4.238 W 8.8728 3719.73822 881.98282 100.000a

Totals : 3719.73822 BE82.98283
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Figure S84. HPLC of compound 5n

Data File C:%CHEM3Z2\1\DATAWFARHEEMN-87-81-2819-1 2819-81-87 18-25-48%839-8581.D

Sample Name: S5-819-8886

Acg. Dperator : D Anil Kumar K.S.
Acq. Instrument : Instrument 1
Injection Date : ASFS2819 11:13:81

Seq.

aM Ind

Ind Wolume :
: C:NCHEM3ZAAIADATANFARHEEN-87 -81-2819-1 2819-81-87 18-25-48WACN-WATER-98-18 .M

Method
{Sequence Method)
: 12/12/2818 12:84:34 PM by Dr.

Last changed Anil Kumar

Line :
Location :

s

wvial 39
1

s.ese pl

K.5.

Or-01-2078-1 20180707 10-Z5—FEcan- 00 1.0

mALY -
po— W Me o
1000 MeO. N
800 | N
500 | N NHBu
o 0o
200 s su |8 5n
o ETLT =
1 P 3 3 5 & '? & 5 ]
[ DADT B, Sig—2d], 20 Ref—ot (FARFEER-O7-OT-20759-1 Z0TE-0T-07 1020 450ao-0s0 T o)
maAL 3 -_—
T - i
= I
500 -
oo |
200 -
oo % Esg || 8
LE Lo e e
1 ) 3 3 5 & ¥ & 5 el
""""""""""""" Area Percent Report
Sorted By Signal
Multiplier - 1 .8888
Dilution H 1.aaaa
Use Multiplier & Dilution Factor with ISTDs
Signal 1: DAD1 A, Sig=254,28 Ref=aff
Peak RetTime Type Width Area Height Area
# [min] [min] [ma*s ] [mai ] =
] e e e el e fmmmmmmn I
1 2.458 BW a.a836 7.38253 1.33934 8.1213
2 2.538 WW a.8748 14.82715 2.84658 8. 24649
3 2.696 VB a.a7z22 6.17IEZ 1.32817 B.1826
4 3.821 BB a.8932 24.88351 2.54556 8.4882
5 3.282 BW @.a725 9.51162 1.96451 @.1581
& 3I.581 W @.8697 S925.7B467 1338.45418 9S95.4701
7 3.988 VB a.8911 38.17877 a4.68942 8.5814
Totals : 817 .85417 1354.16768
Instrument 1 L/7/2819 1Z2:21:48 PM Dr. Anil Kumar K.5. Page 1 of 2
Signal 2: DAD1 B, Sig=228,28 Ref=off
Peak RetTime Type Width Area Height Area
# [min] [min] [mALr*s ] [maU] 4
] P |==nnmmmmne O |msnmenes |wmemmnes |
1 2.448 BV 8.8974 14 .88971 2.29225 B.3856
2 2.537 VB 8.1279 34.53892 3.53688 B.8991
3 2.798 BV @.@a55 17 . 48842 4.,89395 B.4533
4q 2.918 W 8.a774 15.77617 2.81533 8.4188
5 3.824 W 8.883a 44 .95138 7.68114 1.1785
6 3.212 W 8.8736 26.98288 5.27958 B.7826
7 3.271 VB @.a589 12 .BBG6ET 3.B3988 B8.3335
g 3.581 BV 8.8689 3655.98633 837.28837 95.1975
9 3.989 VB 8.8964 17.17186 2.49843 B.4471
Totals 3B48.42453 B69.15685
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Figure S85. HPLC of compound 50

Data File C:\CHEM32)\1\DATA\ANIL-K5-15-12-2817-2 2017-12-15 12-51-34'813-8581.D

Sample Mame: AG-18-F

Acq. Operator @ Dr. Anil Kumar K.5. Seq. Line : 5
Acq. Instrument : Instrument 1 Location : Wial 13
Injection Date : 12/15/2817 1:41:18 PM Inj : 1

Inj Volume : 3.888 pl

Acq. Methed ¢ C:\CHEM32\1\DATAMANIL-KS-15-12-2017-2 2817-12-15 12-51-34\ACN-WATER-98-18.M

Last changed ¢ 12/15/2817 18:35:81 AM by Dr. Anil Kumar E.S.
Analysis Methed : C:\CHEM32\1\METHODS\ACN-WATER-98-16.M

Last changed © 12/15/2817 18:35:81 AM by Dr. Anil Kumar K.5.
Method Info : 050D

DADT A, Sig=Z0 20 Ref=off {ANIL-EE-T5- 1220072 207115 T2-5T- 0730501 0

mALl E
200} ||
800 ||
4007 | | NHBu
2004
: i 18
a_' 1 . L ' .
él mir|
CADT B, Sig=it8 20 Ref=oft [ANIL-FE-T5- 122017 -2 2017 -T2- 15 T3-5T-H0TH-0E01 0
mAll E
1200 |
1000 |
800 ||
300
a |
m g (| g
@
o 1 "I I I\_'_ L4 .
H 5 i 4 F 8 i
Peak RetTime Type Width Area Height

#  [min] [min] [maU*s] [maU]
S R

1 2.634 VB @.8786 6@8.86581  12.38757

2 5.847 BV 8.8899 5978.51514 1026.1981% 99.8848

Totals : 6838 .58894 1838.57775

Signal 2: DAD1 B, Sig=254,28 Ref=off

Peak RetTime Type Width Area Height
# [min] [min] [maU*s] [mAL]
--1-

1 2.635 BB 8.8751  27.41661 5.23576

2 5.847 BV 9.8981 B365.23145 1434.@4865 99,2327

E 5.883 BB 8.1888  37.26289 5.66321

Totals : 8429.91814 1444.93972
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Figure S86. HPLC of compound 5p

Data File C:\CHEM32'\1\DATA\AMIL-K5-15-12-20817-2 2817-12-15 12-51-34\@18-8281.D
Sample Name: A9-19-A

Acq. Operator @ Dr. Anil Kumar K.5. Seq. Line : 2
Acg. Instrument : Instrument 1 Location : vial 18
Injection Date : 12/15/20817 1:@85:27 PM Inj : 1

Inj Volume : 3.888 pl
Acg. Method ¢ C:\CHEM32Y1\DATA\ANIL-KS-15-12-2817-2 2017-12-15 12-51-34\ACN-WATER-99-18.M
Last changed 1 12/15/2817 18:35:81 AM by Dr. Anil Kumar K.S.
Analysis Method : C:\CHEM32)\1\METHODS\ACN-WATER-98-18.M
Last changed : 12/15/2817 18:35:81 AM by Dr. Anil Kumar K.5.
Method Info : 0500

DRDT A, Sig=L0 20 Rer=ar (ANIL-K - 10122010201V 12-10 1200301 0-0A01.0)

2

-2 BEEBEE
TASTTA[RARINTRR I RRRTIARSTARTATIRRIRA ARTRANTETN |

mif|

DADT B, Sig=254 20 Ref=ait (ANIL-FS-15-T2-207-2 2077-12-15 T2-51- M0 THEAT D)

Bgsggt
by

8

Peak RetTime Type Width Area Height Area
# [min] [min] [mal*s] [maL] %

1 4.554 W ©.8818 22B8.258%98 435.244808 166.0000

Totals : 2288, 25898 435.94488

Signal 2: DAD1 B, Sig=254,28 Ref=off

Peak RetTime Type Width Area Height Area
# [min] [min] [mau*s] [maL] %

1 4.554 BB 8.8885 3534.63086 6E1.92018 188.8888

Totals : 3534.63086 6E1.92018
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Figure S87. HPLC of compound 6a

Data File C:\CHEM3Z%\1\DATAM\ANIL-KS-15-12-2817-3 2817-12-15 12-51-34\816-8881.D

Sample Mame: AG-21-A-P

Acqg. Operator : Dr. Anil Kumar K.S. Seq. Line :
Acq. Instrument : Instrument 1 Location :
Injection Date : 12/15/2817 2:17:15 PM Inj :
Inj Volume :
Acqg. Method ¢ Co\CHEM32\I\DATAMWANIL-KS-15-12-2817-2 2817-
Last changed : 12/15/2817 18:35:81 AM by Dr. Anil Kumar K.
aAnalysis Method : C:\CHEM32\1\METHODS'\ACN-WATER-9@-16.M
Last changed : 12/15/2@817 18:35:81 AM by Dr. Anil Kumar K.
Method Info : 0sSDD

vial 18
1
3.888 pl
12-15 12-51-34NACN-WATER-9@-18.M
5.

5.

CADT A, Sig=I30.20 Ref=oft (ANIL-FE-15-12-3077-2 2077 - 1215 T2 5T-H0Te-0E01.0)

N O
4
N
é i
!L'I i}
Peak RetTime Type Width Area Height Area
# [min] [min] [mAU*s] [mAU] %
el B e EREEEE |--mmmmme e | -mmmme e |- -mmeee |
1 2.685 VB 8.1152 183.02876 11.87425 8.8617
2 2.848 BV ©.a778 72.28421 14.88829 B.6839
3 4,875 VB 8.8975 96.57744 14.52988@ ©.8878
4 4.692 W ©.8829 1.15376ed4 2138.821@4 96.4997
5 4.967 VB 8.8989 66.85271 18.81547 B.5525
6 5.434 BV 8.0988 80.64873 13.67817 8.6745

Totals : 1.19561e4

Signal 2: DAD1 B, Sig=254,28 Ref=off

Peak RetTime Type Width Area
# [min] [min] [mAU*s]
et EEEEEES e R
1 2.698 VB ©.8519 27.11286
2 3.389 BV ©.8654 24.68736
3 4.873 BB ©.8933 59.43724
4 4.418 W B.8838 38.43474
5 4,692 W ©.9981 1.7133%e4
6 4.978 VB ©.8948 83.26785
7 5.435 BV ©.8912 132.75661
8 7.388 BV ©.1195 41.14382
9 8.389 BV ©.1298 52.21698
Totals : 1.75929e4

S58

2282.99983
Height Area
[mau] %
---------- |- --mme-
7.93599 8.1541
5.81327 B8.1399
9.45979 B.3378
7.11383 B.2185
3@22,.39673 97.3911
12.98886 8.4733
22.39119 B.7546
5.364598 B.2339
6.23127 B.2968
3899.68791



Figure S88. HPLC of compound 6b

Data File C:“\CHEM32\1'\DATA\ANIL-K5-15-12-2817-2 2817-12-15 12-51-34'814-8681.D
Sample Name: AG-16-B-P

Acq. Operator : Dr. Anil Kumar K.5. Seq. Line : &

Acg. Instrument @ Instrument 1 Location : vial 14
Injection Date : 12/15/2817 1:53:16 PM Inj @ 1
Inj Volume : 3.888 pl

Acg. Methoed
Last changed
Analysis Method
Last changed
Method Info

¢ C:\CHEM32\1\DATAN\ANIL-KS-15-12-20817-2 2@817-12-15 12-51-34\ACN-WATER-99-18.M

: 12/15/2817 18:35:81 AM by Dr. Anil Kumar K.S.

C:YCHEM324 1\ METHODS \ACN-WATER -98-18. M
12/15/2817 18:35:81 AM by Dr. Anil Eumar E.S.
0sDD

o B

CADT &, Sig=Ei] 20 Ref=off (ANIL-FE-TE- T2 20T -T-18 T2 8- HIE-0a01 0

| MeO N 4
| |O N
b/

N
6b

Br

mir|

=

[=]

DADT B, Sig=2t4 20 Ref=aff (ANIL-FE- T T2 0T -T-15 T2 8- HIE-0a0 0

Peak RetTime Type Width Araa Height Area
# [min] [min] [maU*s] [maL] x
|-====-- |--==]-===--- | =-=mmmeme |--nnmmmne |--mnmeee |
1 5.51%9 W 8.8919 4149.0854569 692.43347 106.0880

Totals :

4149.85469 652.43347

Signal 2: DAD1 B, Sige254,208 Ref=off

Peak RetTime Type Width Araa Height Area
# [min] [min] [maU*s] [maL] x
|-===--- [-===]==nnnn- R J-mmmmnees |-=memeee |
1 5.519 W 8.9928 5518.87549 935.17145 188.0808
Totals : 5618.87549 935.17145
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Figure S89. HPLC of compound 6¢

Data File C:\CHEM32\1\DATA\AMNIL-K5-15-12-2017-2 2817-12-15 12-51-34%828-1281.D

Sample Name: AG-18-B-P

Acqg. Operator
Acg. Instrument :
Injection Date

Acq. Method
Last changed
Analysis Method :

: Dr. Anil Kumar K.S.

Seq. Line : 12

Instrument 1 Location : vial 28

: 12/15/2817 3:05:28 PM Inj : 1

Inj Volume : 3.888 pl

¢ CO\CHEM3ZW1\DATAVANIL -KS-15-12-2817-2 2817-12-15 12-51-34\ACN-WATER-98-18.M
¢ 12/15/2017 18:35:81 AM by Dr. Anil Kumar E.S.

C:\CHEM32'1\METHODS\ACN-WATER-98-18.M

Last changed : 12/15/2817 18:35:81 AM by Dr. Anil Kumar K.S.
Method Info : 050D

DADT A, Sig=280 10 Ref=off {ANIL-FE-15-12-2017-2 2007 T2-18 T2-51- 300 TA1.0)

PO
3 N

ek | 6c cl
; N

EREREE REREE DT DA

mir|

DADA B, Sig=254,20 Ref=aif (ANIL-FS-15-T2-F17-2 3077-12-15 12-57-305-T201.0)

Bz
——egon

- HBE 8B EE8

mir|

Peak RetTime Type Width Area
#  [min] [min]

Height Area
[mal*s] [maL] %

1 5.295 VB 8.8898 5982.72314 1829.17825 le8.osos
Totals 5982.72314 1829.17029

Signal 2: DAD1 B, Sig=254,28 Ref=off

Peak RetTime Type Width Araa
#  [min] [min]

Height Area
[mslr*s ] [mau] - 4

1 5.295 BV
2 &.197 BB

B.8988 B162.41992 1488.87587 99,8798
B.1883 75, EBLSE 11.B1V1E  B.9218

Totals £239.3855%8 1411.89225%
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Figure S90. HPLC of compound 6d

Data File C:\CHEM32\1\DATA\ANIL-K5-15-12-2817-2 2817-12-15 12-51-341819-1181.D
Sample Mame: AG-1B-C-P

Acg. Operator @ Dr. Anil Kumar K.5. Seq. Lime : 11
Acg. Instrument : Instrument 1 Location : vial 19
Injection Date : 12/15/2817 2:53:18 PM Inj : 1

Inj Volume : 3.888 pl

¢ C:\CHEM32\1\DATA\ANIL-KS-15-12-2017-2 20817-12-15 12-51-34\ACN-WATER-92-18.M

Acg. Method
Last changed ¢ 12/15/2017 18:35:81 AM by Dr. Anil Kumar K.S.
Analysis Methed : C:\CHEM32\1\METHODS\ACN-WATER-58-18.M

Last changed : 12/15/2817 18:35:81 AM by Dr. Anil Kumar K.S.

Methed Info : 0SDD

DADT A, Sig=280,20 Ref=off (ANIL-RS-T5-T2-3077-2 2017-T2-15 T2-51-30T-1107.0)

1rE

g

(| =] 6d

1 |||||||||§||||§||||I||||I||||I|||
] =
g D
] o)
A/
z" Nz

s

[=]

CN

mir|

DADT B, Sig=254.20 Ref=off (ANIL-KS-T5-T2-2077-2 2007-T2-15 T2-51-3 01 1107.0)

mir|

3000
0 \|
2000
1500 “
1000 |
00 | &
0 e
i 2 3 4 b B 7 2
Peak RetTime Type Width Area Height Area
# [min] [min] [mau*s] [ maL] kS
] REEE P P e P e |
1 3.966 BB @.8849 1.783@82e4 3417.97974 99.1765
2 4.368 BV a.a777 B9.34116 17.44733 B.4969
3 4.463 VB @.8752 58.78437 11.97353 B8.3265
Totals : 1.79783ed 3447 .40068
Signal 2: DAD1 B, Sig=254,28 Ref=off
Peak RetTime Type Width Area Height Area
# [min] [min] [maU*s] [ mau] 4
] EERE P P D P R |
1 3.966 BB @.8958 2.88B45%e4 3593.7939% 99.8368
2 4.351 BV 8.8778 113.42193 22.41887 0.5379
3 4.464 VB @.8769 B9.B&758 17.79218 B.4262
Totals : 2.19878e4 3534.08492
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Figure S91. HPLC of compound 6e

Data File C:\CHEM32)1\DATA\ANIL-K5-15-12-2017-2 2817-12-15 12-51-34\821-1381.D
Sample Name: AG-1B-A-P

Acqg. Operater @ Dr. Anil Kumar K.5. Seq. Line : 13
Acqg. Instrument : Instrument 1 Location : Vial 21
Injection Date : 12/15/2017 3:17:17 PM Inj : 1

Inj Volume : 3.888 pl

Acq. Method
Last changed
Analysis Method :
Last changed
Methed Info

¢ Cr\CHEM324\1\DATAVANIL -KS-15-12-20817-2 2017-12-15 12-51-34\ACN-WATER-98-18.M
¢ 12/15/2017 18:35:81 AM by Dr. Anil Kumar K.S.

C:\CHEM32\1\METHODS\ACN -WATER - 98-18. M

: 12/15/2817 18:35:81 AM by Dr. Anil Kumar K.5.
¢ 0SDD

|||||||||||||g|||||||§||||%

8

- B B

DADT A, Sig=EX0, 20 Ref=off [ANIL-FE-15-T2-017-2 2077-12-15 T2-51-HOET-T301 .0}

| N

MeO O S /
‘ N
‘ Z

O
N
|| 6e

A
& MeO

OMe

OMe

mir|

g

- BB 88 8 B

DADT B, Sig=2t4. 20 Rie=off [ANIL-RE-15-12-217-2 2077-12-15 T2-57-HOET-T301 0}

4917

mir]

Peak RetTime Type Width Area Height Area
#  [min] [min] [maU*s] [mau] %
|-===-- P P e e |=memeee |
1 4.386 W 8.8817 6547.8B4961 1237.75269 98.80686
2 4.916 VB @.3824 721.99658 23.37426 9.9314
Totals F7269.845619 1261.126594
Signal 2: DAD1 B, Sig=254,28 Ref=off
Peak RetTime Type Width Area Height Area
# [min] [min] [mal*s] [mAU] %

Totals

1 4.386 BY
2 4.917 W

@.8881 6823.17890
@.89a1 128.22985

1324.72534 98.2684
208.59347 1.7316

6943.39996 1345.31881
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Figure S92. HPLC of compound 6f

SAF_CDRI_ELC andHPLE LAB, LLICKMOW

software
SAMPLE INFORMATION
Sample Mame: AG-21-E-P Acquired By: System
Sample Type: Unknown Acg. Method Set: NEW GENRAL HPLC
Vial: 1 Processing Method ag 21 E P
Injection #: 12 Channel Name- - =
njection Volume:  10.00 ul Proc. Chil Deser - =2 +-unm
Run Time: 30.0 Minutes ' ' ~  PDAZ54.0nm
Date Acquired: 70172020 4:00:45 PMIST
Date Processed:  7/32020 2:35118 PMIST
Auto-Scaled Chromatogram
0.60
0557
o ®
] N O
0457
: Br. X 4
] N
0.40+ P
] N
0.25 6f
5 03]
= ]
0.25
0.204 |
0.15 |
0107 | &
A |
5 B
0.05] ].l
] |
- | 1
0.00—— e e —— e — _ﬁ —
000 200 400 800 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000
Mnutes
Peak Results
Mame | FT Area Height | % Arsa
1 21282 | 11357125 | 572057 | @324
2 22452| azagzi| 48778| BT

S63




Figure S93. HPLC of compound 69

Data File C

+\CHEM32\1\DATANANIL-KS-15-12-2017-2 2817-12-15 12-51-34823-1581.0

Sample Name: AG-18-E-P

Acq. Operator @ Dr. Anil Kumar K.5. Seq. Line : 15
Acq. Instrument : Instrument 1 Location : vial 23
Injection Date : 12/15/2017 3:41:13 PM Inj : 1
Inj Volume : 2.888 pl
Aeqg. Method ¢ C:\CHEM32\1\DATA\ANIL-K5-15-12-2817-2 2817-12-15 12-51-34\ACN-WATER-98-18.M
Last changed © 12/15/2817 18:35:81 AM by Dr. Anil Kumar K.S.
hnalysis Methed : C:\CHEM32\1\METHODS\ACN-WATER-38-18.M
Last changed ¢ 12/15/20817 18:35:81 AM by Dr. Anil Kumar K.S.
Method Info : 050D

8

=

DACT A, Sig=I0 20 Ref=off (ANIL-EE-T5-T-A7-1 207-12-18 T2-8T-3 0 T501.0)

i S
| TS 8

. Ik..,- -

RIS RAREE MRS

mir|

g

-B 8B E8H

DADT B, Sig=258 20 Ref=ait (ANIL-ES-T5-T2-207-2 2077-12-15 T2-51- 4023 T501.0)

mir|

Peak RetTime Type Width Area Height Area
# [min] [min] [ma*s ] [mau] %

1 3.766 BV 8.8679 4122.53613 927.59344 106.0088

Totals : 4122.53613 927.559344

Signal 2: DAD1 B, Sig=254,28 Ref=off

Peak RetTime Type Width Area Height Area
# [min] [min] [ma*s] [mau] - 1

1 3.766 BV ©.8688 6352,.28B467 1425.41724 99,4528
2  4.865 W 8.8768  35.88582 G6.E@l4s  B.54E88

Totals : 6387.2897@ 1432.21878
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Figure S94. HPLC of compound 6h

Data File C:\CHEM32%1'\DATA\ANIL-K5-15-12-2817-2 2817-12-15 12-51-34\@18-1881.D
Sample Name: AG-1B-F-P

Acq. Operator @ Dr. Anil Kumar K.5. Seq. Line : 18
Acqg. Instrument : Instrument 1 Location : Vial 18
Injection Date : 12/15/2817 2:41:15 PM Inj : 1
Inj Volume : 3.888 pl
Acqg. Method : C:\CHEM32)1\DATA\ANIL-K5-15-12-2817-2 2@817-12-15 12-51-34\ACN-WATER-98-18.M

Last changed
Analysis Method :
Last changed

: 12/15/2817 18:35:81 AM by Dr. Anil Kumar K.S.

C:\CHEM32'1\METHODS\ACN -WATER-98-16.M

: 12/15/2@17 18:35:@1 AM by Dr. Anil Kumar K.5.

Method Info

: 050D

OADT A, Sig=ZH], 20 Ref=af [ANIL-FE- 15 TR - 20 T7-12-18 T2 5T-H0T3-1001.07
o

F

i
=

8

8

8

=
#
|

I|||I|||I|||$|||I|||I

EEEREE RERE RERRY RN RN RRRES SERRE RS

s

mALl 2

- F

-

B8 8EBEE

mir]

Peak RetTime Type Width Area Height Area
# [min] [min] [maL*s] [ maili] x

1 4.213 W 8.8774 4691.17928 5954.21894 1868.8008

Totals : 4691.17928 5954,21894

Signal 2: DAD1 B, Sig=254,28 Ret=oft

Peak RetTime Type Width Area Height Area
#  [min] [min] [mau*s] [ maL] 4

1 4.213 BY @.8771 7372.19385 1585.42444 1868.8008

Totals : F372.19385 1585.42444
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Figure S95. HPLC of compound 6i

Data File C:\CHEM32\1\DATA\ANIL-K5-15-12-2817-2 2817-12-15 12-51-34\817-8981.D
Sample Mame: AG-19-A-P

Acqg. Operator : De. Anil Kumar K.S. Seq. Line : 9

Acq. Instrument : Instrument 1 Location : vial 17
Injection Date : 12/15/2817 2:29:15 PM Inj @ 1
Inj Volume : 3.888 pl

Acqg. Method
Last changed
Analysis Method
Last changed
Method Infe

¢ C:\CHEM32Y1\DATANANIL-KS-15-12-2817-2 2817-12-15 12-51-34\ACN-WATER-98-18.M
: 12/15/2017 18:35:01 AM by Dr. Anil Eumar K.5.

¢ C:\CHEM32\1\METHODS\ACN -WATER-98-18.M

: 12/15/2017 18:35:01 AM by Dr. Anil Eumar K.5.

H ]

TADT A, Sig=20.20 Re=or (ANIL-FS- T T2 72 2017-12-16 1251307 0ar 0y
mAl 3 lllii
LnE
8003 N
ﬂn% MeO. SN /
400 3 Illii N
00 3 ‘ hr/
200 3 ‘ .
: @ 6i
o3 i 5 B
[i] E —— R Lt . 1 = | _i .
RN & ]
DADT B, Sig=258.20 Reor (ANIL-Ra-15-12-2077-2 2017-12-15 125138017 0a01 0]
mALl
1200
1000
w ‘
- |
a ‘\
20 & |
- |1 g
[} . 1 "‘f"l L . L
i ! 3 4 5 i T 5 8 i
Peak RetTime Type Width Area Height Area
# [min] [min] [mau*s] [ mAL] : 4

1 4.54% W 8.8838 4384.64551 837.99878 91.5577

2  5.979 BV 8.18983 B6.36618 12.5525% 1.8834
3 6.935 VB 8.4269 317.92987 11.48548 6.6388
Totals : 4788.94147 B862.83677
Sipnal 2: DAD1 B, Sipg=254,28 Ref=off
Peak RetTime Type Width Area Height Area
# [min] [min] [maU*s] [ mau] 4
S R ==mn | mmmes e P | =nmene |
1 2.495 BV a.a7a4 28.29429 5.85662 @.4861
2 2.597 W 8.8758 28.5587@ 5.38616 @.4998
3 4.549 BV @.8828 6B@1.49365 1384.23962 97.6238
4 5.982 BB @.1841 188.76447 16.24367 1.5611
Toetals : 6967.18318 1331.72688
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Figure S96. HPLC of compound 7a

Data File C:“CHEM3Z\1\DATA\FARHEEMN-87-81-281%-1 281%-81-87 18-25-483%a4l-878l.D
Sample Name: 5-819-28088

Acqg. Operator : Dr. Anil Kumar K.S. Seq. Line : 7
Acqg. Instrument @ Instrument 1 Location : Vial a1
Injection Date : 1/7/2819 11:36:81 AM Inj : 1

Inj Volume : S.888 pl
Method

{Sequence Method)
Last changed : 1271272018 12:84:34 PM by Dr. Anil Kumar K.S.
Additional Info : Peak{s) manually integrated

C:NCHEM32\1\DATANFARHEEN-87 -81-281%-1 2019-81-87 18-25-48\ACN-WATER-9@-18.M

DAL A, Sig=254,20 Ref=off (FARHEEN-U7-01-2012-1 2018-01-07 10-25-48:1-0701.0)

$ F
‘ MeO.
| O AN
P
200 = || 7a
3 =
0 to !
5 & ' 3 mi]
DaD B, Sig=220,20 Ref=off (FARHEEN-OT-01-2012-1 2018-01-07 10-25-4E880<41-0701.0)
maL ?
300 ‘
400 | |
200 = |
] =
2] S L W . W
1 3 ) 3 £ & ) B i
Area Percent Report
sorted By : Signal
Multiplier z 1.88a8
Dilution : 1.aaaa
Use Multiplier & Dilution Factor with ISTDs
Signal 1: DAD1 A, Sig=254,28 Ref=off
Peak RetTime Type Area Height Area
# [min] [ mal*s ] [ mau] =
e et 1--=-]------- O J=mmmmmmeee |--=n---- |
1 3.311 W 8.8736 228.13837 46.23488 3.2276
2 3.623 VB 8.8714 6848.82851 1495.67208 96.7724
Totals : TA6E.15888 1541.98688
Instrument 1 1/7/2819 12:23:58 PM Dr. Anil Kumar K.S. Eage of 2

S67



Figure S97. HPLC of compound 7b

Data File C:“\CHEM3Z\1ZDATANFARHEEMN-87-81-2819-1 2819-81-87 18-25-48'836-8281.D
Sample Name: S-819-88a3

Acq. Operator : Dr. Anil Kumar K.S. Seq. Lime : 2
Acq. Instrument @ Instrument 1 Location : wial 3&
Injection Date : 1/7/2819 18:38:31 AM Imj : 1
Inj Volume : S.888 pl
Method : C:NCHEM32M\1\DATAWFARHEEN-87-81-2819-1 2819-81-87 18-25-43\ACN-WATER-98-18.M
{Sequence Method)

Last changed : 12/12/2818 12:84:34 PM by Dr. Anil Eumar K.S.

720181 20T6-07-07 10254561201 0]
mAL b ﬂlii
1000 ?
O
an0
800 ulii N N
Z
0o || N NH,
200 |8 & 7b o)
i} - Rl -
T T T T T T T T T
1 2 3 4 5 (=] i a g ]
DADT B, Sig—2al 20 Hef—oft (FARFEEN-O7- 0120191 20T0-01-07 10254 BesG- T )
mAL b4
1400 ?
1200
1000 |
a00 ‘
800
400 |
200 2= I8 3
4] L Y L N - A
T T T T T T T T T
1 2 e 4 5 (5] i a g ]
Area Percent Report
sorted By H Signal
Multiplier H 1.aaaa
Dilution : 1.aaaa
Use Multiplier & Dilution Factor with ISTDs
Signal 1: DAD1 A, Sig=254,28 Ref=off
Peak RetTime Type Width area Height Area
# [min] [min] [ mau*s] [mau] £ 4
P Eaeh | P fmmmmmmmeae fmemmmmmea- Jmmmmmmn- [
1 3.262 W B.89646 S278.99756 1264.93428 98.8783
2 3488 W a.8831 38.41008 6.67493 a.72a8s5
3 3.739 VB a@.87e3 21.81442 4.88745 8.4892
Totals : 5331.22286 1275.69659
Instrument 1 1/7/2819 12:15:58 PM Dr. Anil Kumar K.S5. Pags 1 of 2
Signal 2: DAD1 B, Sig=228,28 Ref=off
Peak RetTime Type Width Araa Height Area
# [min] [min] [mau*s] [ mau] 4

1 2.681 BB @.a759 7.893as5 1.42855 B8.1128
2 2.887 BB 2.8514 9.14839 2.34993  B8.1453
3 3.262 W 9.8641 6248.91658 1513.67829 99.22594
4 3.736 VB @.8877  22.B4978 3.82422 B8.3633
5 6.817 BB 8.1322 9.38872 1.83888 8.1452

Totals : 6289.38184 1522.38347
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Figure S98. HPLC of compound 7c

Data File C:“\CHEM32\1\DATAWFARHEEN-87-81-2819-1 2819-81-87 18-25-48%837-8381.D
Sample Name: S-819-8084

Acg. Dperator : D, Anil Kumar K.S. Seq. Line : 3
Acg. Instrument : Instrument 1 Location : Wial 37
Injection Date : 1/7/2819 18:58:81 aM Inj : 1

Inj Volume : S.888 pl

HMethod : CiWCHEM32%1%DATANFARHEEN-B7 -01-2819-1 2819-01-87 18-25-48%ACN-WATER-98-18.M
{Sequence Method)
Last changed : 12/12/2018 12:84:34 PM by Dr. Anil Kumar K.S.
DADT A, Sig=254. 20 Re=dft (FARFEERN-O7-0T-2078-1 20T0-07T-07 1T0-25-480a 0801 10)
mAL =
b 1
700
600
= |
: |
300 | NH,
200
100 | | g
[1] - LJ_L—H | L
'1 ! ] } ' : : 5 5 =
DADT B, Sig=Z3).20 Re=dft (FARFEEN-T7-01-2010-1 20T0-0T-07 10255 r-0a01.0)
mAL 3 =
700 #
8003 |
500 3 |
400 3
300 3
2003 |
00 3 i K g
E e L =
0 4= T T
T T T T T T T T
1 2 4 5] =] i a ] iy
Area Percent Report
sorted By H Signal
Multiplier H 1. 8888
Dilution 4 1.8aaa
Use Multiplier & Dilution Factor with ISTDs
Signal 1: DAD1 A, Sig=254,28 Ref=off
Peak RetTime Type Width Area Height Area
# [min] [min] [mau*s] [ mau] =
T R l-==-]-==---- f-mmmmmmnee el e [
1 3.657 BB 8.8712 3978.32495 BE6E.97247 99,8229
2 5.833 BB 8.89a89 7.84517 1.19238 a.1771
Totals : 3977 .37812 EB70.16485
Instrument 1 1/7/2819 12:28:43 PM Dr. Anil Kumar K.5. PEags of =2

Signal 2: DAD1 B, Sig=228,28 Ref=off

Peak RetTime Type Width Area Height Area
# [min] [min] [mau*s] [ maL] 4

1 2.663 BB 8.8725 6.BE353 1.47328 B.1762
2 2.787 BB 8.8591 11.17288 3.82281 B.2868
3 3.657 BB 8.8714 3BE1.49885 B48.52283 99.3683
4 5.832 BB 8.8893 6.61964 1.14768 B.1695

Totals : 3986.17338 B54.16492
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Figure S99. HPLC of compound 8a

Data File C:\CHEM32\1\DATA\FARHEEN-87-81-201%-1 2819-01-87 18-25-48.835-8181.D

Sample Name: S5-819-8882
Acg. Operator : Dr. Anil Kumar K.S. Seq. Line : 1
Acg. Instrument @ Instrument 1 Location : Vial 35
Injection Date : 1/7/2019 18:26:59 AM Inj : 1
Inj Wolume : S.888 pl
Acqg. Method ¢ CoWCHEM32W14DATANFARHEEN-87-81-2019-1 2819-81-87 18-25-48\ACN-WATER-99-18.M
Last changed : 12/12/2918 12:84:34 PM by Dr. Anil Kumar K.S.
Analysis Method : C:\CHEM3Z\1\METHODS\ACMH-WATER-58-18.M
Last changed : 12/12/2918 12:84:34 PM by Dr. Anil Kumar K.S.
DAD1 A, Sig=254,20 Ref=off (FARHEEN-O7-01-2019-1 2018-01-07 10-25-4E8a5-0101.0)
AL i O F
1200
10003 ” HO O
800 X
600 N
o ‘ N NH'Bu
200 gl g & 8a 0
0 L Z "y
3 1 L T 3 b i
DAD1 B, Sig=220, 20 Ref=cff (FARHEEN-O7-01-2019-1 2018-01-07 10-25-4E835-0101.0)
mALl ]
1000
800
800
4007 H
200 o o P
1 g g Bjl &8 & g3
0 e L i
1 3 i 1 [ 3 T b b =
Area Percent Report
sorted By H Signal
Multiplier H 1.8888
Dilution 1.9888
Use Multiplier & Dilution Factor with ISTDs
Signal 1: DAD1 A, Sig=254,28 Ref=off
Peak RetTime Type Width Araea Height Area
# [min] [min] [mau*s] [ AL ] %
1 3.268 BV 8.1134 32.78513 3.91652 8.4348
2 3.486 VB B8.8683 6547.66389 1461.54419% 99.8623
3 4.462 BB 8.1088 18.74677 1.67659 8.1626
4 5.382 BV @8.1333 18.52433 2.17581 8.2883
Totals : 6689.63932 1469.31312
Signal 2: DAD1 B, Sig=228,28 Ref=off
Peak RetTime Type Width Area Height Area
# [min] [min] [mau*s] [maL] %

1 2.355 BY 8.2264  33.66593 1.86668 B.6821

2 2.758 VB 8.a712 11.41882 2.48979 @,.2312
3 3.278 BV 8.85695 11.36731 2.48875 B.2383
4  3.486 W @.8683 4774.48039 1865.34521 596.7359
5 3.822 VB 8.8875  41.48735 6.96486 0. 8406
6 4.464 BB 8.1834 9.B5346 1.52455  @.1997
7 5.383 BV 8.1298 15.62584 1.98339 B.3369
8 5.647 VB 8.1328 36.4B479 1.B6BBE B.7353

Totals : 4935, 29649 1B86.44322
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Figure S100. HPLC of compound 8b

Data File C:“\CHEM3Z\1Z\DATANFARHEEM-87-81-2819%-1 2819-81-87 18-25-48'838-2481.D

Sample Name: 5-819-8885

Acq. ODperator : Dev. Anil Kumar K.S. Seq. Linme : 4
Acq. Instrument : Instrument 1 Location : Wial 38
Injection Date : 1/7/2819 11:81:38 AM Imj 1
Imj vVolume : S.888 pl
Method : CiNCHEM3ZAZ1M\DATAWFARHEEN-87 -81-2019-1 2819-81-87 18-25-48ACN-WATER-98-18.M

{Sequence Method)
Last changed t 12/12/2818 1Z2:84:
: TEE IO Re=cf [FARHEEN

34 PM by Dr.
ALY T p A TEH

Anil Eumar
) 4R

mAL =
. 1
500 O
400 | HO. N
300 ‘ N
200 G N NHBu
100 Z | |, g 8b o
[+] T e . —
1 3 i ) 5 & T ) 5 =
CADT B, Sig=Z81. 20 Flef=cft (FARFEEN-O7-01-2075-1 Z070-07-07 T0-E—4Ea8-0=07.10)
mAL =
2003 T
200
- H
100 3
E gz ||
of % ?%ﬁﬂ} L T 'g.
i 3 3 4 1 & T ) 5 =
Area Percent Report
sorted By ] Signal
Multiplier H 1.aaaa
Dilution H 1.aaaa
Use Multiplier & Dilution Factor with ISTDs
Signal 1: DAD1 A, Sig=254,28 Ref=off
Peak RetTime Type Width Area Height Area
# [min] [min] [mau*s] [mau] =
S PR | JRY [ [ [ [ [
1 2.968 BV a8.1678 22.11638 1.69349 a.7762
2 3.197 W B8.8636 2ZB18.83857 691.14548 9E8.9256
3 4.896 BB a.879s B.49724 1.66354 8.2982
Totals : 2B49.44418 694.58952
Instrument 1 1/7/2819 12:21:16 PM Dr. Anil Kumar K.S. Page 1 of 2
Signal 2: DAD1 B, Sipg=228,28 Ref=off
Peak RetTime Type Width Area Height Area
# [min] [min] [maL*s] [ mAL] %
N P [ E— [ PR |
1 2.392 BV 8.2123 25.19151 1.48198 1.1881
2 2.659 vB a.8825 13.54921 2.53864 B.6398
3 2.788 BV 8.a791 23.62584 4.,36741 1.1142
4 2.976 W 8.1197 34,83565 3.92096 1.6429
5 3.197 VB @.8638 2817.82727 4592.11786 95.1629
6 4.895 BB @.8741 5.36289 1.15544 B.2529
Totals : 2128.39238 585.57421
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