SUPPLEMETARY DATA: Kovačević et al, Electrostatic and Topological Molecular Features as Predictors of Antifungal Potential of Oxazolo Derivatives as Promising Compounds in Treatment of Infections Caused by Candida albicans.


Table S1. The list of calculated topological and electrostatic descriptors of the studied compounds.
	Comp.
	ELECTROSTATIC DESCRIPTORS

	
	PPSA1
	PPSA2
	PPSA3
	PNSA1
	PNSA2
	PNSA3
	DPSA1
	DPSA2
	DPSA3
	FPSA1
	FPSA2

	1
	66.496
	81.996
	6.937
	120.689
	-148.176
	-12.448
	-54.193
	230.171
	19.385
	0.355
	0.438

	2
	177.396
	223.285
	7.488
	166.886
	-205.586
	-11.561
	10.510
	428.871
	19.049
	0.663
	0.835

	3
	96.707
	155.515
	14.690
	121.785
	-195.901
	-14.353
	-25.078
	351.416
	29.043
	0.481
	0.773

	4
	109.238
	159.399
	9.474
	138.509
	-214.631
	-12.787
	-29.271
	374.030
	22.261
	0.492
	0.718

	5
	126.636
	155.912
	7.611
	146.717
	-178.165
	-13.550
	-20.081
	334.076
	21.161
	0.529
	0.652

	6
	147.889
	289.827
	15.989
	[bookmark: _GoBack]139.465
	-269.452
	-16.547
	8.424
	559.279
	32.537
	0.565
	1.107

	7
	109.493
	156.840
	9.380
	155.836
	-239.007
	-14.838
	-46.344
	395.847
	24.218
	0.457
	0.654

	8
	67.005
	78.904
	6.737
	155.343
	-185.356
	-16.527
	-88.338
	264.261
	23.264
	0.301
	0.355

	9
	73.213
	119.804
	8.665
	159.692
	-242.329
	-20.264
	-86.480
	362.133
	28.929
	0.314
	0.514

	10
	156.593
	255.799
	15.463
	130.486
	-210.419
	-13.421
	26.107
	466.218
	28.884
	0.664
	1.085

	11
	101.462
	163.797
	15.194
	121.439
	-197.448
	-14.503
	-19.976
	361.245
	29.697
	0.493
	0.796

	12
	172.238
	219.080
	10.028
	100.596
	-123.102
	-10.299
	71.641
	342.182
	20.327
	0.777
	0.988

	13
	179.253
	229.001
	9.254
	119.344
	-146.591
	-10.431
	59.909
	375.592
	19.685
	0.750
	0.959

	14
	186.946
	261.290
	12.545
	100.892
	-137.344
	-10.228
	86.055
	398.635
	22.773
	0.790
	1.104

	15
	124.122
	156.191
	8.985
	110.296
	-136.949
	-11.513
	13.826
	293.140
	20.498
	0.594
	0.748

	16
	200.506
	402.198
	17.630
	112.092
	-218.219
	-13.429
	88.414
	620.417
	31.059
	0.767
	1.539

	17
	162.109
	239.723
	11.023
	128.463
	-198.819
	-11.719
	33.646
	438.542
	22.741
	0.677
	1.001

	18
	238.356
	331.818
	12.258
	105.087
	-148.379
	-9.927
	133.268
	480.197
	22.185
	0.894
	1.244

	19
	136.338
	199.105
	11.881
	91.815
	-131.047
	-11.180
	44.523
	330.152
	23.061
	0.673
	0.983

	20
	143.354
	210.044
	11.067
	110.563
	-158.421
	-11.315
	32.790
	368.465
	22.382
	0.652
	0.956

	21
	151.047
	236.956
	14.262
	92.111
	-145.067
	-11.162
	58.936
	382.023
	25.425
	0.694
	1.089

	22
	176.810
	277.039
	12.715
	92.111
	-145.008
	-11.161
	84.699
	422.047
	23.876
	0.753
	1.180

	23
	113.678
	205.658
	17.990
	102.958
	-200.124
	-15.128
	10.721
	405.782
	33.118
	0.570
	1.031

	24
	83.230
	141.817
	11.322
	130.237
	-235.599
	-19.149
	-47.007
	377.416
	30.470
	0.390
	0.664




Table S1. (Continued)

	Comp.
	ELECTROSTATIC DESCRIPTORS

	
	FPSA3
	FNSA1
	FNSA2
	FNSA3
	WPSA1
	WPSA2
	WPSA3
	WNSA1
	WNSA2
	WNSA3
	RPCS
	RNCS

	1
	0.037
	0.645
	-0.792
	-0.067
	12.447
	15.348
	1.298
	22.591
	-27.736
	-2.330
	109.346
	25.918

	2
	0.028
	0.624
	-0.769
	-0.043
	47.454
	59.730
	2.003
	44.643
	-54.995
	-3.093
	111.614
	26.006

	3
	0.073
	0.605
	-0.973
	-0.071
	19.463
	31.298
	2.956
	24.510
	-39.426
	-2.889
	116.877
	37.223

	4
	0.043
	0.624
	-0.966
	-0.058
	24.268
	35.411
	2.105
	30.771
	-47.681
	-2.841
	44.047
	0.762

	5
	0.032
	0.613
	-0.745
	-0.057
	30.295
	37.299
	1.821
	35.099
	-42.622
	-3.242
	109.224
	25.637

	6
	0.061
	0.533
	-1.029
	-0.063
	38.712
	75.866
	4.185
	36.507
	-70.532
	-4.332
	54.944
	0.448

	7
	0.039
	0.650
	-0.997
	-0.062
	26.249
	37.600
	2.249
	37.360
	-57.299
	-3.557
	43.239
	0.755

	8
	0.030
	0.699
	-0.834
	-0.074
	14.898
	17.544
	1.498
	34.540
	-41.214
	-3.675
	104.470
	25.191

	9
	0.037
	0.686
	-1.041
	-0.087
	17.052
	27.903
	2.018
	37.193
	-56.439
	-4.720
	13.481
	32.037

	10
	0.066
	0.554
	-0.893
	-0.057
	36.912
	60.296
	3.645
	30.758
	-49.599
	-3.164
	118.724
	37.332

	11
	0.074
	0.591
	-0.960
	-0.071
	20.867
	33.687
	3.125
	24.975
	-40.608
	-2.983
	117.331
	37.641

	12
	0.045
	0.454
	-0.555
	-0.047
	38.176
	48.559
	2.223
	22.297
	-27.285
	-2.283
	112.793
	25.834

	13
	0.039
	0.500
	-0.614
	-0.044
	42.820
	54.704
	2.211
	28.509
	-35.018
	-2.492
	113.286
	25.930

	14
	0.053
	0.426
	-0.580
	-0.043
	44.241
	61.835
	2.969
	23.876
	-32.503
	-2.420
	123.940
	11.816

	15
	0.043
	0.528
	-0.656
	-0.055
	25.920
	32.617
	1.876
	23.033
	-28.599
	-2.404
	111.587
	26.212

	16
	0.067
	0.429
	-0.835
	-0.051
	52.415
	105.140
	4.609
	29.302
	-57.045
	-3.510
	56.244
	0.451

	17
	0.046
	0.537
	-0.831
	-0.049
	38.807
	57.387
	2.639
	30.752
	-47.595
	-2.805
	44.639
	0.761

	18
	0.046
	0.394
	-0.556
	-0.037
	63.561
	88.485
	3.269
	28.023
	-39.568
	-2.647
	123.447
	0.000

	19
	0.059
	0.453
	-0.647
	-0.055
	27.617
	40.331
	2.407
	18.598
	-26.545
	-2.265
	58.147
	18.451

	20
	0.050
	0.503
	-0.721
	-0.051
	31.508
	46.166
	2.433
	24.301
	-34.820
	-2.487
	58.339
	18.523

	21
	0.066
	0.423
	-0.667
	-0.051
	32.863
	51.554
	3.103
	20.040
	-31.561
	-2.429
	62.462
	20.359

	22
	0.054
	0.392
	-0.618
	-0.048
	41.514
	65.048
	2.986
	21.627
	-34.047
	-2.620
	62.387
	20.351

	23
	0.090
	0.516
	-1.004
	-0.076
	22.667
	41.008
	3.587
	20.530
	-39.904
	-3.016
	72.032
	25.127

	24
	0.053
	0.610
	-1.104
	-0.090
	17.767
	30.273
	2.417
	27.801
	-50.293
	-4.088
	18.612
	23.385



Table S1. (Continued)

	Comp.
	ELECTROSTATIC DESCRIPTORS
	TOPOLOGICAL DESCRIPTORS

	
	TPC
	TNC
	WI
	2D-hyper WI
	2D Harary index
	1st Zagreb index
	2nd Zagreb index
	Quadratic index
	Rouvray Index
	Gutman 2D MTI
	Balaban Index JX
	Balaban index JY

	1
	1.233
	-1.228
	361
	986
	44.09
	80
	94
	13
	722
	3532
	2.14790
	2.22430

	2
	1.259
	-1.232
	735
	2499
	61.77
	104
	122
	17
	1470
	6652
	1.97930
	2.03223

	3
	1.608
	-1.609
	441
	1290
	48.30
	86
	101
	14
	882
	4198
	2.09190
	2.16830

	4
	1.459
	-1.550
	537
	1690
	52.29
	90
	106
	14
	1074
	5008
	2.01180
	2.08730

	5
	1.231
	-1.214
	632
	2074
	56.86
	96
	113
	15
	1264
	5758
	2.01220
	2.08340

	6
	1.960
	-1.932
	884
	3259
	65.32
	106
	123
	16
	1768
	7866
	1.89020
	1.97290

	7
	1.432
	-1.534
	632
	2074
	56.86
	96
	113
	15
	1264
	5758
	2.00250
	2.08620

	8
	1.178
	-1.193
	525
	1608
	52.78
	92
	108
	15
	1050
	4868
	2.06810
	2.15750

	9
	1.636
	-1.517
	741
	2543
	61.44
	102
	120
	16
	1482
	6656
	1.97200
	2.07865

	10
	1.634
	-1.613
	632
	2074
	56.86
	96
	113
	15
	1264
	5758
	2.01870
	2.08550

	11
	1.614
	-1.626
	525
	1608
	52.78
	92
	108
	15
	1050
	4868
	2.07370
	2.16512

	12
	1.272
	-1.224
	525
	1608
	52.78
	92
	108
	15
	1050
	4686
	2.09250
	2.15870

	13
	1.278
	-1.228
	632
	2074
	56.86
	96
	113
	15
	1264
	5758
	2.02390
	2.08400

	14
	1.398
	-1.361
	632
	2074
	56.86
	96
	113
	15
	1264
	5758
	2.00630
	2.08977

	15
	1.258
	-1.242
	525
	1608
	52.78
	92
	108
	15
	1050
	4868
	2.07940
	2.16349

	16
	2.006
	-1.947
	884
	3259
	65.32
	106
	123
	16
	1768
	7866
	1.90000
	1.97340

	17
	1.479
	-1.548
	632
	2074
	56.86
	96
	113
	15
	1264
	5758
	2.01420
	2.08680

	18
	1.392
	-1.412
	741
	2543
	61.44
	102
	120
	16
	1482
	6656
	1.97640
	2.05041

	19
	1.460
	-1.427
	441
	1290
	48.30
	86
	101
	14
	882
	4198
	2.08279
	2.17094

	20
	1.465
	-1.433
	537
	1690
	52.29
	90
	106
	14
	1074
	5008
	2.00887
	2.08813

	21
	1.569
	-1.575
	537
	1690
	52.29
	90
	106
	14
	1074
	5008
	1.99006
	2.09426

	22
	1.567
	-1.574
	650
	2203
	56.19
	94
	110
	14
	1300
	5970
	1.90464
	2.00109

	23
	1.809
	-1.944
	441
	1290
	48.30
	86
	101
	14
	882
	4198
	2.07720
	2.17255

	24
	1.704
	-1.809
	653
	2093
	56.78
	96
	113
	15
	1270
	5826
	1.96700
	2.08322
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