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Spectras of representative compounds

Figure 1. Spectras of compound AK-1

Figure 2. Spectras of compound AK-2

Figure 3. Spectras of compound AK-3

Figure 4. Spectras of compound AK-4

Figure 5. Spectras of compound AK-5

Figure 6. Spectras of compound AK-6

Figure 7. Spectras of compound AK-7

Figure 8. Spectras of compound AK-8

Figure 9. Spectras of compound AK-9

Figure 10. Spectras of compound AK-10

Figure 11. Spectras of compound AK-11

Figure 12. Spectras of compound AK-12

Figure 13. Spectras of compound AK-13

Figure 14: Docking pose of AK-3 (A) and AK-10 (B) with BAX- PDB-ID:  4S0O
Figure 15: Docking pose of AK-3 (A) and AK-10 (B) with BCL-XL- PDB-ID: 6VWC
Table 1: R SQUARED VALUES
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Figure 1. Spectras of compound AK-1
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Figure 2. Spectras of compound AK-2
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Figure 3. Spectras of compound AK-3
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Figure 4. Spectras of compound AK-4
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Figure 5. Spectras of compound AK-5
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Figure 6. Spectras of compound AK-6
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Figure 7. Spectras of compound AK-7
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Figure 8. Spectras of compound AK-8
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Figure 9. Spectras of compound AK-9
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Figure 10. Spectras of compound AK-10
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Figure 11. Spectras of compound AK-11
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Figure 12. Spectras of compound AK-12
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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: - 4S0O

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

A. B.

Figure 14: Docking pose of AK-3 (A) and AK-10 (B) with BAX- PDB-ID:  4S0O

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



A. B.

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

Table 1: R SQUARED VALUES

R2

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




