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Table S1. Information about small molecules in the Src active validation set
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Table S2. Information about small molecules in the Bcl-2 active validation set

No. Active
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Table S3. The hydrogen bonding analysis of the last 10ns of MD simulation(T=300K)

Complex Donor Acceptor Distance/A Angle/° Occupancy/%

Compound1- Compound1l GLU339(0) 2.883 14.29 90.54%
Src (N41-H42)

Compound1l MET341(0) 3.152 14.95 0.03%
(N41-H42)

QTZ101-Src QTZ101 GLU339(0) 3.023 13.45 0.01%
(N41-H42)

QTZ101 MET341(0) 2.879 14.17 59.20%

(N41-H42)
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Figure S1. Root mean square deviation of protein backbone atoms (T = 310K).



