附件3.小分子赛道初赛作品提交模板

小分子赛道初赛作品提交模板


参赛分子提交格式（建议转Excel）：

	hit_id
	SMILES
	Rank

	TITAN212160196
	CCc1cc2cc(C)ccc2nc1SCC(=O)Nc1cccc(c1)C(C)=O
	1

	TITAN212160198
	CCc1cc2cc(C)ccc2nc1SCC(=O)c1ccc(NC(C)=O)cc1
	2

	TITAN212160206
	CCc1cc2cc(OC)ccc2nc1SCC(=O)NCc1ccccc1
	3

	TITAN212160207
	CCc1cc2cc(OC)ccc2nc1SCC(=O)Nc1ccccc1C
	4

	TITAN212160210
	CCc1cc2cc(OC)ccc2nc1SCC(=O)Nc1cccc(OC)c1
	5

	TITAN212160216
	CCc1cc2cc(OC)ccc2nc1SCC(=O)Nc1ccc2OCOc2c1
	6

	TITAN212160217
	CCc1cc2cc(OC)ccc2nc1SCC(=O)NCc1ccc2OCOc2c1
	7

	TITAN212160218
	CCc1cc2cc(OC)ccc2nc1SCC(=O)Nc1ccc(cc1)C(C)=O
	8

	TITAN212160220
	CCc1cc2cc(OC)ccc2nc1SCC(=O)Nc1ccc(cc1OC)[N+]([O-])=O
	9

	TITAN212160222
	CCc1cc2cc(OC)ccc2nc1SCC(=O)Nc1ccccc1F
	10










