
Supplementary table1 the scoring results for the training set
	No.
	Total score
	G-score
	D-score
	Chem-score
	PMF-score
	C-score

	1
	5.47
	-101.456
	-95.938
	-23.003
	-1.387
	4

	3
	3.48
	-161.915
	-93.189
	-21.738
	-6.095
	3

	4
	4.05
	-157.393
	-87.435
	-17.723
	-12.913
	4

	5
	3.63
	-159.222
	-85.850
	-15.756
	-13.648
	3

	7
	3.16
	-153.439
	-86.966
	-18.571
	-15.253
	3

	8
	5.36
	-195.054
	-101.516
	-21.470
	-39.820
	2

	9
	3.75
	-169.170
	-96.161
	-18.462
	-64.614
	5

	10
	3.23
	-162.258
	-89.634
	-20.426
	-45.900
	5

	12
	2.94
	-167.421
	-91.960
	-19.858
	-37.527
	5

	13
	3.45
	-191.718
	-103.103
	-20.617
	-18.505
	4

	15
	4.94
	-202.923
	-105.676
	-20.599
	-17.002
	1

	16
	3.59
	-166.440
	-85.946
	-18.763
	-23.284
	2

	17
	5.31
	-221.844
	-113.905
	-21.526
	-19.206
	5

	19
	5.02
	-203.960
	-111.188
	-16.077
	-21.599
	1

	20
	4.64
	-204.160
	-108.418
	-22.825
	-40.337
	4

	22
	4.03
	-207.218
	-125.941
	-24.973
	-49.091
	5

	23
	6.77
	-218.818
	-111.735
	-26.865
	-56.292
	5

	24
	4.01
	-211.673
	-113.113
	-19.929
	-16.611
	2

	26
	5.48
	-260.371
	-132.141
	-27.546
	-25.924
	4

	27
	6.38
	-217.393
	-114.760
	-23.896
	-50.246
	5

	28
	4.33
	-238.848
	-125.491
	-23.319
	-39.206
	5

	29
	5.32
	-187.408
	-107.681
	-19.456
	-18.261
	1

	30
	4.22
	-181.073
	-106.959
	-17.898
	-21.081
	3

	32
	4.54
	-200.558
	-105.386
	-21.740
	-14.207
	4

	34
	4.62
	-226.158
	-106.107
	-21.311
	-53.784
	5

	35
	4.15
	-245.735
	-131.125
	-23.310
	-17.583
	4

	36
	4.98
	-248.052
	-123.758
	-23.849
	-42.263
	5

	37
	4.98
	-248.052
	-123.758
	-23.849
	-42.263
	5

	39
	4.95
	-226.730
	-118.015
	-23.598
	-18.923
	4

	41
	3.80
	-197.774
	-111.520
	-23.331
	-20.774
	2

	42
	4.78
	-259.177
	-130.246
	-27.643
	-21.105
	5

	43
	4.06
	-243.866
	-142.114
	-25.497
	-52.047
	5

	45
	4.61
	-280.661
	-143.283
	-26.257
	2.070
	4

	46
	4.09
	-264.700
	-135.681
	-27.786
	-18.041
	4

	47
	3.02
	-240.753
	-115.075
	-21.199
	5.678
	4

	49
	5.86
	-107.014
	-124.916
	-20.548
	-33.633
	3

	50
	3.23
	-125.328
	-94.036
	-20.587
	-25.462
	5

	52
	4.68
	-131.876
	-99.944
	-22.288
	-46.240
	5

	54
	3.19
	-164.010
	-90.257
	-22.017
	-31.578
	5

	55
	4.08
	-158.606
	-90.888
	-20.416
	-22.793
	2

	56
	4.39
	-219.688
	-109.920
	-19.986
	-17.841
	4

	58
	6.14
	-270.318
	-132.877
	-25.328
	-1.589
	4

	59
	4.95
	-216.172
	-115.476
	-21.344
	-18.503
	3

	60
	4.36
	-69.004
	-86.438
	-17.886
	-18.500
	3

	62
	4.28
	-163.864
	-98.433
	-19.519
	-24.972
	5


Supplementary table1 the scoring results for the new designed molecules

	No.
	Total score
	G-score
	D-score
	Chem-score
	PMF-score
	C-score

	1
	6.13
	-176.581
	-124.906
	-18.205
	-20.091
	3

	2
	5.61
	-240.131
	-145.104
	-21.712
	-49.046
	5

	3
	5.15
	-146.344
	-112.529
	-19.496
	-25.951
	3

	4
	4.98
	-178.384
	-112.688
	-20.144
	-4.202
	3

	5
	5.33
	-179.923
	-117.063
	-23.810
	-24.856
	5

	6
	4.64
	-203.664
	-122.746
	-22.908
	-11.071
	4

	7
	5.79
	-127.113
	-97.639
	-23.787
	-38.686
	3

	8
	5.77
	-232.971
	-139.776
	-23.653
	-75.560
	5

	9
	6.13
	-204.253
	-123.209
	-18.695
	-7.812
	3

	10
	4.86
	-205.259
	-127.183
	-17.083
	8.684
	4

	11
	6.27
	-218.910
	-122.641
	-19.043
	-28.095
	5

	12
	5.98
	-174.508
	-117.725
	-20.345
	-60.449
	2

	13
	6.40
	-187.701
	-105.385
	-19.747
	-27.469
	5

	14
	4.67
	-128.479
	-98.145
	-18.636
	-14.079
	2

	15
	5.40
	-202.067
	-109.123
	-25.071
	-52.848
	5

	16
	5.32
	-218.559
	-125.266
	-16.970
	-24.890
	5

	17
	6.15
	-157.066
	-104.559
	-13.412
	17.761
	2

	18
	4.80
	-139.698
	-108.963
	-21.616
	-59.686
	5

	19
	6.48
	-200.886
	-124.342
	-22.757
	-42.975
	5

	20
	5.19
	-187.578
	-121.898
	-28.011
	-3.622
	4

	21
	6.21
	-190.140
	-118.600
	-28.026
	-41.105
	4



