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ERELLIR T SeRTAYAL ARBIEI AR RERTT;
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X} Gromacs B FEIAIFEFHHTEIME T(—RIELIRR) |

HEHETES FMD BIFK;
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2021.12-2022.01 BETFCHENESF 3D HanEimiEniing WEASRA/PTA
ETCHEEED T 3D WSIETREIE, LSCESRITAmERX;
2022.09-2022.10 BZ)LFEP ifti2FF& (Auto_FEP) REREAITA
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1. RERNA python BIFES/Linux IMERS/R 155 RSNBRANFILE. HESITEE. EMEFSIMELIE;
2. BERApythonkE BiERMtensorflow/pytorchi#{THEESFIEEYI)IS;
3. RGN RSIINE/ EIEIE/ZAYNRitiRE: Schrodinger / Autodock / Vina / rDock / ACNN / DOCK6 / Smina /
Glide / LeDock / FRED / Modeller RIHERZFRIHA BRGRIERNERF I T HRENRE;
4. EEHYIEGRMNERER. FERERAIR. oFERFERAMIL. SARFIRE. EiEE. IERUHHETES,
5. RGERSFLERAIREEE: VMD/PyMol/ChemDraw/ADTools/Avogadro/Chimera;
6. FEEHESFERFLIENRY: Rdkit/openbabel/openeye/oddt/BioPython £;
7
8

. RSEREXIIRSIFEMY: Origin/Matplotlib/Pandas/Numpy/R i5S£E%;
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15. R{FRY: iIBSKiREEND. AIRKRQLE, FEOUHME. TRESINEEED:



R1SRR

DL-DockVS (#—) : Exploration on learning molecular docking with deep learning models

—Journal of Quantitative Biology(2023/09)
KinomePro-DL (—f{E) : The Development and Application of KinomePro-DL: A Deep Learning Based Online Small

Molecule Kinome Selectivity Profiling Prediction Platform (KinomePro-DLFGESR)

—JCIM(2024/09)
g H (85 : —HIFRNEHREEE. RR. REREHENER — 2023/12

Cross Docking(&Fl)) : Z1EFREEIHAE % —HIats FHTIEERGEY,

—Preparing for submition

FdER: ESENFEREFURES (TR . REASELE (FR) | EESFREFAIRES (L)
Efth
BT

BESE, IFEDR, MHRTE: BAESE, Ikt METH; BFEIERE, ERTYH.
fAtkLi#, EpETRSE, AR, G

BEBAISZIFSYRANBARGES, HENRAEIEED.
SFAIDD, CADD,
HMBEY: TE R BB/ BT, §F

[=k2

. Efth, K. climbing;


https://journal.hep.com.cn/qb/EN/10.15302/J-QB-022-0321
https://pubs.acs.org/doi/10.1021/acs.jcim.4c00595
https://pubs.acs.org/doi/10.1021/acs.jcim.4c00595
https://github.com/Timeless1/KinomePro-DL
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