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Elemental Composition Report

Single Mass Analysis

Tolerance = 300.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

MNumber of isotope peaks used for i-FIT = 5

Monoisotopic Mass, Even Electron lons

5 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:18-18 H:0-300 N: 04 0O:1-1

Sample Name : 280921 _AK-1 IITRPR

Test Name :

2B0821_AK-1 20 (0.435)

292 1458

1452
1526

137.0028 217.0160

419.3187

100 150 200 250 300 350 400 450 500 2550 600 650 70O

Minimum: -1.5
Maximum: 2.0 3o00.0 50.0
Mass Cale. Mass mDa FEM DEE i—-FIT Harm Canf (%) Formula

292.1458 292.1450 0.8 2.7 13 1712.7 nfa n/fa

537.5382 56996634570 741.4746

777.3051
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Figure 1. Spectras of compound AK-1



Elemental Composition Report

Single Mass Analysis

Tolerance = 300.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Mumber of isotope peaks used for i-FIT = 5

Monoisotopic Mass, Even Electron lons
10 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:19-19 H:0-300 N:04 O:1-1 S:041
Samphe Name : 2B0S21_AK-2 IITRPR
Test Name :
2B0921_AK-2 21 (0.452)
1 3381333
391362
5375377 6634565 7414718

7773033

ATET
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miz

100 200 300 400 500 600 700 BOO 900 1000
Minimum: ~I.5
Maximum: 2.0 300.0 50.0
Mass Cale. Mass mDa PPM DEE i—-FIT Norm Canf (%) Formula
338.1333 338.1327 0.6 1.8 11.5 1621.8 n/fa nfa C19 H20 N3 O S
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Figure 2. Spectras of compound AK-2
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Elemental Composition Report

Single Mass Analysis

Tolerance = 300.0 PPM [/ DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 5

Meonoisotopic Mass, Even Electron lons

5 formula(e) evaluated with 0 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:18-18 H:0-300 N:0-4 O:1-1 F:6-86

Sample Name : 280921_AK-3 IITRPR
Test Name :
280921_AK-3 23 (0.497)

310.1367
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Figure 3. Spectras of compound AK-3



Elemental Composition Report

Single Mass Analysis

Tolerance = 300.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Mumber of isotope peaks used for i-FIT = 5

Monoisotopic Mass, Even Electron lons

5 formula(e) evaluated with 1 results within limits (all results {up to 1000) for each mass)
Elements Used:

C:20-20 H:0-300 N:0-4 0O:1-1

Sample Name @ 2B0921_AK-4

Test Name .

280821_AK-4 22 (0.480)

IITRPR

100 331.1566

137.0027 217.0159
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4971798 547 5375 665 5603663.4572 7414730 1044970 g0y cngy
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100 150 200 250 300 350 400 450 500 2550 2600 2650 2700 750
Minimum: =1.5
Maximum: 2.0 300.0 50.0
Mass Calc. Mass mDa PPM DEE i-FIT Norm Conf (%) Formula
331.1566 331.1559 0.7 2.1 13.5 1853.0 n/fa n/fa C20 H19 N4 O
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Figure 4. Spectras of compound AK-4



Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 300.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for I-FIT = 5

Monoisotopic Mass, Even Electron lons
10 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:
C:18-18 H:0-300 MN:04 0O:1-2
Sample Mama @ 280821_AK-5 ITRPR XEVD G2-X5 OQTOF
Test Name :
280921_AK-5 34 (0.728) 1: TOF MS ES+
3.38e+006
1 308.1405
1436
1370028 217.0181 10,1456 441.3015 537 53755655680 G634570 T454238 B33 4746 705388 G
100 200 300 400 500 GO0 700 800 00 1000
Minimuom: =1.5
Maximum: 2.0 300.0 50.0
Mass Calc. Mass mDa EEM DBE i=FIT Norm Conf (%) Formula
308.1405 308.13989 0.6 1.9 11.5 1236.7 n/fa nfa C1lB H1B N3 02
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Figure 5. Spectras of compound AK-5



Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 300.0 PPM [/ DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =5

Mongisotopic Mass, Even Electron lons
3 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:18-19 H:0-300 N:44 0:0-2

Sample Name  © 280921_AK6 IITRPR XEWOD G2-XS QTOF
Test Name H
280921_AK-6 32 (0.684) 1: TOF MS ES+
2 03e+006
1 371408
18.1442
443.0376
5375378 BG3.4573 101.3972 78044689 8725479 979.5906 "~
100 200 300 400 500 600 T00 BOO 900 1000
Minimum: o B
Maximum: 2.0 300.0 50.0
Mass Cale. Mass mDa FPFM DEE i-FIT Horm Conf (%) Formula
317.140%9 317.1402 0.7 2.2 13.5 1843.6 n/fa nfa Cc19 H17 H4 O
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Figure 6. Spectras of compound AK-6



Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 300.0 PPM [ DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 5

Monoisotopic Mass, Even Electron lons
25 formulaie) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:21-21 H:0-300 N:04 0O:0-4

Sample Name  © 280921_AK-T ITRPR XEVO G2-XS QTOF

Test Mame :

2A0821_AK-T 27 (D.57B) 1: TOF MS ES+
7.28a+106

] 382.1770

83.1804
137.0009 217.0159 2742757 5 5606B634574 7454251 Lo0-4438 950.5593

00 150 200 250 300 350 400 450 o500 2550 600 650 TOO 750 800 B850 SO0 950

Minimum: -1, 5
Maximum: 2.0 300.0 50.0
Mass Calc. Mass mDa FFM DEE i-FIT MNorm Conf (%) Formula
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Figure 7. Spectras of compound AK-7



Elemental Composition Report

Single Mass Analysis

Tolerance = 300.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Mumber of isotope peaks used for i-FIT =5

Monoisotopic Mass, Even Electron lons

15 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:19-19 H:0-300 N:0-4 ©O:0-2

Sample Name : 280921_AK-8

Test Name :

2B0921_AK-8 29 (0.622)

IITRPR

3221561

23.1562

701.3993

137.0028  217.0158 537.5371_565.5698663.4578

41628 4480549

789.4488
P

Page 1

XEVO G2-X5 QTOF

1: TOF M5 ES+
1.30e+007

877.4985
984.607
o T 1 I n.Ez

il B bl il ok Bkl il b Aok ek ki Rl il ikl ok Ry WA il okl M Wi il okl b bl |
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Maximum: 2.0 300.0

Mass Calc. Mass mDa FFM Horm Conf (%)

322.1561 322.1556 0.5 1.6 nfa nfa
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 300.0 PPM [/ DBE: min = -1.5, max = 50.0
Element prediction: Off
Mumber of isotope peaks used for i-FIT = 5
Monoisotopic Mass, Even Electron lons
15 formula(e) evaluated with 0 results within limits (all results {up to 1000) for each mass)
Elements Used:
C:20-20 H:0-300 MN:04 O:0-2
Sample Mame  : 2B0921_AK-9 IITRPR XEVO G2-XS QTOF
Test Mame ~
280921_AK-9 13 (0.254) 1: TOF MS ES+
1.32e+008
4241601
o457 301.9596 5000
| [ astees 4261619 5375374 565.5688%0 01900 7414707 763.5045 pon 5ot 9606046
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Mass Cale. Mass mDa FFM DBE i-FIT Norm Conf (%) Formula
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Figure 9. Spectras of compound AK-9



Elemental Composition Report

Single Mass Analysis

Tolerance = 300.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used fori-FIT =5

Monoisotopic Mass, Even Electron lons
21 formula(e) evaluated with 6 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:20-21 H:0-300 N:04 0O:0-2

Page 1

Sample Name @ 2B0921_AK-10 IITRPR XEVO G2-X8 QTOF
Test Name H
280921_AK-10 20 (0.435) 1: TOF MS ES+
1.48e+007
308.1408
1
%
09,1440
2170161 2661304
c g N 101476 4413000  537.5374 565.5606663.4573 7414725 8725430 o70 5020
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Minimum: =1 .5
Maximum: 2.0 300.0 50.0
Mass Cale. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
30B8.1409 308.11848 22.1 1.7 16.5 1567.9 2.578 7.80 c21
308.1851 -24.2 -78.5 10.5 1566.7 1.401 24.65 c20
308.0824 58.5 189%.8 17.5 1566.7 1.427 24.00 cz20
308.2014 -60.5 -196.3 9.5 1567.6 2.309 9.94 c21
308.0712 69.7 226.2 17.5 1568.1 2.829% 5.91 c21
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Elemental Composition Report

Single Mass Analysis

Tolerance = 300.0 PPM [ DBE: min = 1.5, max = 50.0
Element prediction: Off

MNumber of isotope peaks used for i=FIT = 5

Monoisotopic Mass, Even Electron lons
40 farmula(e) evaluated with 1 resulls within limits (all results (up to 1000} for each mass)
Elemants Usad:

C:18-18 H:0-300 MN:04 O:0-1 CI:01 F:041
Sample Mame  : 280921_AK-11 ITRPR
Test Marme :
ZB0821_AK-11 22 (0.480)
344 0872

274 2757

137.0027 21T7.0M58
200

BE3.4581
700

100 500

Minimwm:

Max imuwm: 2.0 300.0

Mass Calc. Mass mDa == DEE i=FIT Harm Cant (%)

344.0872 344 .0988 0.6 1.7 11.5 1547.3 n/fa nfa
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Figure 11. Spectras of compound AK-11



Elemental Composition Report

Single Mass Analysis

Tolerance = 300.0 PPM / DBE: min = -1.5, max = 50.0

Element prediction: Off
Mumber of isotope peaks used for i-FIT = 5

Monoisotopic Mass, Even Electron lons

10 formulaie) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Page 1

Elements Used:
C:19-19 H:0-300 N:04 O:041
Sample Name : 2B0S21_AK-12 IITRPR XEVO G2-XS QTOF
Test Name -
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5.97e+006
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Figure 12. Spectras of compound AK-12
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 300.0 PPM [/ DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =5
Monoisotopic Mass, Even Electron lons
32 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:1919 H:0-300 N:0-3 O:01 F:0-3
Sample Name : 280921_AK-13 ITRPR XEVO G2-XS QTOF
Test Name :
280921_AK-13 15 (0.328) 1: TOF MS ES+
2.35e+007
360.1330
1
1.1364
486.0303 548.1784 8634553 7414605 1044951400 sagn 9805728
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Mass Calec. Mass mDa FF DBE i-FIT
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Figure 13. Spectras of compound AK-13



DOCKING

CDK-4- PDB-ID: - 2W96

Coordinates for 2W96 binding site: x =-3.12, y =-3.92, z=85.1
No docking poses were generated.

BAX- PDB-ID: - 4S00

Coordinates for 2W96 binding site: x = 11.89, y = 7.0, z=31.62

Sr. No. Compound Docking score
1 AK-10 -2.380
2 AK-3 -1.207

ASP 139

ASP 152

TRP 138

GLY 157

A.

THR 22

Figure 14: Docking pose of AK-3 (A) and AK-10 (B) with BAX- PDB-ID: 4S00

BCL-XL- PDB-ID: - 6VWC
Coordinates for 2W96 binding site: x =1.78, y =-4.03, z=10.8

Sr. No. Compound Docking score

1 AK-3 -7.042

2 AK-10 -6.965




TYR 101

GLU 129

ARG 132

Figure 15: Docking pose of AK-3 (A) and AK-10 (B) with BCL-XL- PDB-ID: 6VWC

Table 1: R SQUARED VALUES

RZ

Compound A549 MCF7 SHSY HEK
AK-1 0.9797 0.9335 1 NA
AK-2 1 0.9279 0.9941 NA
AK-3 0.8641 0.952 0.8162 0.785
AK-4 1 0.9273 0.9762 NA
AK-5 0.9619 0.9934 0.9478 0.9692
AK-6 0.9918 0.945 0.9063 NA
AK-7 0.9975 0.9816 0.9273 NA
AK-8 0.9661 0.964 0.2599 NA
AK-9 0.9771 0.9362 0.705 0.899
AK-10 0.9862 0.9821 0.9978 0.9781
AK-11 0.9761 0.9074 0.945 NA
AK-12 0.9856 0.9696 0.9613 NA
AK-13 0.994 0.9842 0.9974 0.8906

COLCHICINE 0.9887 0.9753 0.9999 0.9097







