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TABLE S-I. The chemical structure of the studied HEPT derivatives (Fig. 1 in the native
paper) and the observed (Agys) anti-HIV-1 activity values

No. Rl R2 R3 X Y AObS
1 CH,OCH,CH,OH CHg 2CH; O S 415
2 CH,OCH,CH,OH CHy 2NO, O S 38
3 CH,OCH,CH,OH CHs 20CH; O S 472
4 CH,OCH,CH,OH CHs 3CH, O S 559
5 CH,OCH,CH,OH CHa 3CH,CH; O S 557
62 CH,OCH,CH,OH CHa 3C(CH); O S 492
72 CH,OCH,CH,OH CHa 3CF, O S 435
8 CH,OCH,CH,OH CHy 3F O S 548
o CH,OCH,CH,OH CHs 3¢l O S 489
10 CH,OCH,CH,OH CHs 3Br O S 524
1 CH,OCH,CH,OH CHs 3 O S 500
122 CH,OCH,CH,0H CHs, 3NO, O S 447
13 CH,OCH,CH,OH CHa 30H O S 409
14 CH,OCH,CH,OH CHy 30CH;, O S 466
15 CH,OCH,CH,OH CHs 35(CHy), O S 659
16 CH,OCH,CH,OH CHs 35Cl, O S 589
17 CH,OCH,CH,OH CHa 35CHg), S S 666
18 CH,OCH,CH,OH CHs 3COOCH; O S 510
108 CH,OCH,CH,OH CHa 3COCH;, O S 514
20 CH,OCH,CH,OH CHy 3CN O S 500
21 CH,OCH,CH,OH CH,CH=CH, H O S 560
22 CH,OCH,CH,OH CH,CHs H S S 6%
23 CH,OCH,CH,OH CH,CH,CHs H S S 500

* Corresponding author. E-mail: lumi_crisan@acad-icht.tm.edu.ro
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TABLE S-. Continued

No. Rl R2 R3 X Y AObS
248 CH,OCH,CH,OH CH(CHa), H S s 723
25 CH,OCH,CH,OH CH,CH; 35(CHs), S S 811
2% CH,OCH,CH,OH CH(CHy), 35(CH), S S 830
27 CH,OCH,CH,OH CH,CHs 35Cl, S S 737
28 CH,OCH,CH,OH CH,CH, H 0O S 6®
29 CH,OCH,CH,OH CH,CH,CHs H O S 547
30 CH,OCH,CH,OH CH(CH,), H O S 720
31 CH,OCH,CH,OH CH,CH; 35(CHy), O S 789
2 CH,OCH,CH,OH CH(CHy), 35(CHy), O S 857
33 CH,OCH,CH,OH CH,CHs 35Cl, O S 785
34 CH,OCH,CH,OH CHs 4CH;, O S 1366
35 CH,OCH,CH,OH CHa H O S 515
36 CH,OCH,CH,OH CH, H S S 60l
37 CH,OCH,CH,OH | H O S 54
38 CH,OCH,CH,OH CH=CH, H O S 569
39 CH,OCH,CH,OH CH=CHCqHs H O S 52
40 CH,OCH,CH,OH CH,CeHs H O S 437
412 CH,OCH,CH,OH CH=C(CgHy), H O s 607
422 CH,OCH,CH,OCHs CHsq H O S 506
43 CH,OCH,CH,OCOOCH; CH, H O S 517
44 CH,OCH,CH,0COC4Hs CHy H O s 512
45 CH,OCH,CHs CHs H O S 648
463 CH,OCH,CH,Cl CHs H O S 58
47 CH,OCH,CH,N5 CHs H O s b5
48 CH,OCH,CH,F CHa H O S 59
49 CH,OCH,CH,CHs CHs H O S 548
50 CH,OCH,CgHs CHs H O S 706
51 CH,OCH,CH CH,CH H o s 17
52 CH,OCH,CHs CH,CH, H s s 758
53 CH,OCH,CHs CH,CH; 35(CHsg, O S 824
54 CH,OCH,CHs CH,CH; 35(CHi), S S 830
55 CH,OCH,CeHs CH,CHs H O s 823
56 CH,OCH,CgHs CH,CH; 35(CHs), O S 855
57 CH,OCH,CqHe CH,CH H S s 809
58 CH,OCH,CeHs CH,CH, 35(CHs), S S 814
508 CH,OCH,CHs CH(CH,), H O s 79
60 CH,OCH,CeHs CH(CH2), H O s 85l
61 CH,OCH,CH, CH(CH2), H S s 789
622 CH,OCH,CeHs CH(CH2), H S S 814
63 CH,OCHs CHs H O S 568
64 CH,OCH,CH,CH,CHs CHs H O S 533
65 CH,CH CHs H O S 566
66 CH,CH,CH,CHs CHa H 0O S 5%
67 CH,OCH,CHs CH,CHs 35Cl, S S 789
68 CH,OCH(CHs), CH,CHs H S S 666
692 CHzo-C' CGH 11 CH 2CH3 H S S 5.79
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TABLE S-. Continued

No. Rl R2 R3 X Y AObS
70 CH,OCH-¢c-CgH1; CH,CH,4 H S S 645
71 CH,0OCH,CgH4(4-CH5) CH,CH,4 H s s 711
722 CH,0OCH,CgH,(4-Cl) CH,CH,4 H S S 792
73 CH,OCH,CH,CgHs CH,CH,4 H S S 704
742 CH,OCH,CH4 CH,CH,4 35Cl, O S 813
75 CH,OCH(CHa), CH,CH;3 H O S 647
76 CH,0-c-CgHy; CH,CH,4 H O S 540
77 CHzoCHz-C-CGH 11 CH2CH3 H O S 6.35
78 CH,OCH,CH,CgHs CH,CH,4 H O s 702
792 CH,OCH,CH4 c-C3Hs H s s 702
80 CH,OCH,CH4 c-C3Hs H O S 700
81 CH,0CH,CH,0-n-C5H1; CHs H O S 446
822 CH,OCH,CH,OH CH, 2-Cl O S 389
83 CH,OCH,CH,OH CH,4 3CH,OH O S 353
84 CH,OCH,CH,OH CH,4 4-F O S 360
85 CH,0OCH,CH,0OH CH, 4-Cl O S 360
86 CH,0OCH,CH,OH CH, 4-NO, O s 372
87 CH,0OCH,CH,OH CHs 4-CN O S 360
88 CH,OCH,CH,OH CH, 4-OH O S 356
892 CH,OCH,CH,OH CH, 40CH; O S 360
90 CH,0OCH,CH,OH CH,4 4COCH; O S 396
91 CH,0OCH,CH,0OH CH, 4COOH O S 345
92 CH,0OCH,CH,OH CH, 3CONH, O S 351
93 CH,0OCH,CH,OH COOCH;, H O S 518
94 CH,0CH,CH,0H CONHCgH5 H O S 474
952 CH,OCH,CH,OH SCeHs H O S 468
96? CH,0OCH,CH,0OH CCH H O S 474
97 CH,0OCH,CH,OH CCCgHs H O S 547
98 CH,0OCH,CH,OH CH, 3-NH, O S 360
992 CH,0OCH,CH,OH COCH(CHa), H O S 49
1002 CH,0OCH,CH,OH COCgHs H O S 489
101 CH,OCH,CH,OH CCCHjs H O S 47
102 CH,OCH,CH,OH F H O S 400
1032 CH,0OCH,CH,OH Cl H O S 452
1042 CH,0OCH,CH,OH Br H O S 470
105? CH,OCH,CH,0CH,CgH5 CH, H O S 470
106? H CHs H O S 360
107 CH, CH, H O S 38
108 CH,OCH,CH,OH CH,CH,4 H O CH, 645
1092 CH,0OCH,CH,OH CH,CH,4 CH,4 O CH, 788
110 CH,OCH,CH4 CH,CH,4 H O CH, 738
1112 CH,OCH,CH4 CH,CH, CH, O CH, 879
1122 CH,0CH,CH,0OH CH(CHy), H O CH, 720
113 CH,OCH,CH,OH CH(CHy), CH, O CH, 856
114 CH,OCH,CHj3 CH(CHy), H O CH, 737
115 CH,OCH,CHj CH(CH3), CH3 O CH, 922
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TABLE S-. Continued

No. Rl R2 R3 X Y AObS
116 CH,CH,CH,CH3 CH,CH, H O CH, 667
117 CH,CH,CH,CH3 CH(CHy), H O CH, 737
118 CH,CH,0CH3 CH,CH; H O CH, 6.60
119 CH,CH,OCH4 CH(CHs), H O CH, 728
120 CH,OCH,OCH34 CH; H O CH, 463
121 CH,SCH4 CH,CH4 H O CH, 868
1222 CH,SCH,CH4 CH,CH, H O CH, 739
123 CH,SCH4 CH,CH, CHs; O CH, 730
124 CH,SCH,CH3 CH,CH; CHs3 O CH, 839
125 CH,SCH, CH(CHs), H O CH, 7.69
126 CH,SCH,CH4 CH(CHs), H O CH, 822
127 CH,OCH,CH,OH CH; H (@] 0] 5.05
qumpounds used as the test set

TABLE S11. The predicted (ApegMLR) anti-HIV-1 activity values and the selected molecular
descriptorsincluded in the final MLR model, and predicted activity value obtained by the PLS
method (ApregPLS)

No. AyredMLR? DELS X0A GGI3 GATSlv Rdu ApredPLS?
1 5.23 28.795 0.732 1.688 1.688 1.688 4.59
2 3.71 45114 0737 2.063 2.063 2.063 3.72
3 5.3 32565 0.731 1.688 1.688 1.688 4.65
4 5.6 28.608 0.732 1.813 1.813 1.813 5.16
5 5.88 20301 0.731 1.813 1.813 1.813 5.23
6P 5.09 30.645 0.745 2.188 2.188 2.188 5.89
7b 2.05 57.318 0.745 2.188 2.188 2.188 3.25
8 4.25 38722 0732 1.813 1.813 1.813 4.30
gb 498 32197 0732 1813 1.813 1.813 472
10 497 20913 0732 1.813 1.813 1.813 4.94
11 475 28.856 0.732 1.813 1.813 1.813 5.08
12° 3.36 43993 0737 1.938 1.938 1.938 3.48
13 4.48 35366 0.732 1.813 1.813 1.813 427
14 5.69 32199 0.731 1.813 1.813 1.813 4.45
15 6.84 20.204 0.738 2.25 2.25 2.25 6.36
16 5.42 36.155 0.738 2.25 2.25 2.25 5.24
17° 7.37 23.668 0.738 2.25 2.25 2.25 6.82
18 4.4 40,726 0.736 1.938 1.938 1.938 4.29
19° 4.62 3793 0.737 1.938 1.938 1.938 437
20 461 34556 0.731 1.813 1.813 1.813 451
21 5.47 30928 0.724 1.625 1.625 1.625 5.49
22 6.31 23231 0725 1.625 1.625 1.625 6.14
23 6.42 23897 0.724 1.625 1.625 1.625 6.27
24b 7 23.945 0.731 2 2 2 6.97
25 8.14 24613 0.737 2375 2.375 2.375 7.46
26 8.75 25361 0742 275 2.75 2.75 8.28
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TABLE S-I. Continued

No. AyeMLRE  DELS X0A GGI3 GATSlv  R4u APl S
27 6.85 31142 0737 2375 2375 2375 6.65
28 5.71 20198 0725 1625 1625 1625 5.73
29 5.63 20835 0724 1625 1625 1625 5.84
30 6.51 20986 0731 2 2 2 6.67
31 7.46 30179 0737 2375 2375 2375 7.22
32 8.25 31002 0742 275 2.75 2.75 7.97
33P 6.23 37.167 0737 2375 2375 2375 6.32
34 453 28629 0732 1563 1563  1.563 4.69
35 4.98 28322 0726 15 15 15 4.74
36 5.54 22389 0726 15 15 15 5.21
37b 414 28291 0726 15 15 15 5.40
38 5.63 30149 0725 1625 1625 1625 5.32
39 5.81 31438 0706 1563 1563  1.563 5.72
40 5.41 31526 0706 1563 1563  1.563 5.83
410 7.07 3387 0699 2 2 2 7.54
420 5.46 26413 0725 15 15 15 5.28
43 4,62 35504 0729 1625 1625  1.625 4.68
a4 5.9 37708 0712 1938 1938  1.938 5.23
45 5.9 22957 0727 15 15 15 5.80
46 5.34 26066 0726 15 15 15 5.61
47 5.16 28585 0724 15 15 15 5.04
48 4.86 3071 0726 15 15 15 4.89
49 5.82 23545 0726 15 15 15 5.56
50 6.13 24845 0706 1563 1563  1.563 6.13
51 6.87 2374 0726 1625 1625 1625 6.62
52 75 17916 0726 1625 1625 1625 6.96
53 8.46 24877 0738 2375 2375 2375 8.08
54 9.18 19.399 0738 2375 2375 2375 8.35
55 6.57 25628 0706 1.688  1.688  1.688 6.98
56 7.84 25912 0718 2313 2313 2313 7.37
57 7.2 19529 0706 1688  1.688  1.688 7.47
58 9.09 21051 0718 2438 2438 2438 8.46
59P 757 24445 0732 2 2 2 7.63
60 7.27 26.333 0712 2063 2063 2063 7.73
61 8.16 18594 0732 2 2 2 7.95
62p 8.09 20232 0712 2063 2063  2.063 8.26
63 5.67 22002 0728 15 15 15 5.38
64 5.54 24118 0725 15 15 15 5.55
65 6 1873 0729 15 15 15 6.18
66 6.16 1975 0727 15 15 15 6.23
67 8.14 25745 0738 2375 2375 2375 7.38
68 6.71 18578 0732 1625 1625 1625 7.70
69P 6.61 2026 0706 1563 1563  1.563 7.83
70 7.35 20081 0706 1.688 1688  1.688 7.73
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TABLE S-I. Continued

No. AyeMLRE  DELS X0A GGI3 GATSlv  R4u APl S
71 6.8 2026 0712 175 175 175 7.45
72 6.54 23036 0712 175 175 175 7.15
73 7.2 2004 0706 1.688 1688  1.688 7.44
74P 7.28 31681 0738 2375 2375 2375 7.09
75 5.9 24499 0732 1625 1625 1625 7.38
76 6.02 26237 0706 1563 1563  1.563 7.38
77 6.55 26066 0706 1.688  1.688  1.688 7.22
78 6.48 25919 0706 1688 1688  1.683 6.97
79 7.78 18887 0706 1556 1556  1.556 7.30
80 7.38 24606 0706 1556 1556  1.556 7.02
81 5.16 28833 0722 15 15 15 5.76
g2p 4.44 32593 0732 1688 1688  1.688 4.26
83 4.65 35144 0731 1813 1813  1.813 4.33
84 3.45 38107 0732 1563 1563  1.563 413
85 41 31953 0732 1563 1563  1.563 4.45
86 2.81 43235 0737 1813 1813 1813 3.39
87 3.64 34215 0731 1563 1563  1.563 4.28
83 3.54 34942 0732 1563 1563  1.563 3.87
8op 458 31967 0731 1563 1563  1.563 4.09
9 4,05 37465 0737 1813 1813 1813 4.24
91 2.97 42161 0737 1813 1813 1813 354
92 4,04 39868 0737 1938 1938  1.938 3.94
93 5.49 41535 073 2 2 2 4.88
% 5.95 43411 0712 2188 2188  2.188 5.33
95P 5.64 31439 0706 1563 1563  1.563 5.98
96P 5.09 31372 0725 1625 1625 1625 5.05
97 5.73 32936 0706 1563 1563  1.563 5.61
98 4.89 32011 0732 1813 1813  1.813 447
9oP 4,62 41287 0736 2 2 2 5.01
100P 5.63 43404 0712 2188 2188  2.188 5.81
101 6.03 30251 0724 1625 1625 1625 5.31
102 3.62 38773 0726 15 15 15 4.02
103° 4.39 31557 0726 15 15 15 443
104b 443 20031 0726 15 15 15 4.89
105P 5.87 28993 0706 1563 1563  1.563 5.69
106P 5.32 17216 0721 1188 1188  1.188 4.69
107 5.43 18036 073 1375 1375 1375 5.06
108 5.66 20288 0725 1625 1625 1625 5.97
109P 757 30498 0737 2375 2375 2375 7.33
110 6.89 2382 0726 1625 1625 1625 6.80
111° 8.37 25185 0738 2375 2375 2375 8.21
112b 6.47 30077 0731 2 2 2 6.86
113 8.18 31321 0742 275 2.75 2.75 8.19
114 7.48 24525 0732 2 2 2 7.75
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TABLE S-I. Continued

No. AyeMLRE  DELS X0A GGI3 GATSlv  R4u APl S
115 9.12 25924 0744 275 2.75 2.75 9.03
116 6.93 20619 0726 1625 1625 1625 7.16
117 7.38 21277 0732 2 2 2 7.81
118 6.41 23286 0726 1625 1625 1625 6.55
119 7.19 23974 0732 2 2 2 7.28
120 5.47 25661 0726 15 15 15 557
121 6.3 19.966 0727 1625 1625  1.625 6.95
1226 6.85 20477 0726 1625 1625 1625 7.19
123 8.08 214 074 2375 2375 2375 8.38
124 8.51 21955 0738 2375 2375 2375 8.61
125 7.11 20619 0734 2 2 2 7.84
126 7.61 21135 0732 2 2 2 8.14
127 5.14 32136 0726 15 15 15 455

3Predicted activity values obtained by the MLR (ApregMLR) and PLS (ApredPLS) approaches; DELSrepresents
the molecular electrotopological variation; XO0A represents the average connectivity index of order 0; GGI3
represents the topological charge index of order 3; GATSLv represents the Geary autocorrelation of lag 1
weighted by the van der Waals volume; R4u represents the R autocorrelation of lag 4 / unweighted; beom-
pounds used as the test set
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