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Chemical structures, molecular weights, §2-S60, S61-S84
LogBB values, and PubChem CID of all the
molecules in the dataset.
Linear diagrams showing correlation be-
tween the experimental and calculated LogBB
values of Subset 1-8 molecules in the 3-fold
external cross-validation.
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Table S1. Chemical structures, molecular weights, experimental LogBB values, and PubChem CID of all

the molecules in the dataset.

Structure Molecular weight LogBB PubChem CID
F /.' ' i
/ \
f F
(|) 200.053 0.3 5206
l
f
202.255 0.23 31423
-
l
T "\ 203.2864 -1.39 12032949
»
4 204.234 -1.17 12889418
x 204.2892 -1.3 1497794

) y 206.2187 -0.05 94957
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Figure S1. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 1 molecules in the training (black) and the test set (red).
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Compounds in the training set: 444, 1207, 2022, 2083, 2119, 2164, 2284, 2554, 2578,
2803, 3241, 3394, 3672, 3676, 4058, 4064, 4421, 4737, 4763, 4828, 4914, 5064,
5155, 5193, 5838, 5842, 6009, 6468, 6473, 8942, 18047, 24066, 25255, 31423,
33039, 56051, 65860, 66994, 72138, 90274, 94957, 156391, 451819, 1497794,
3034183, 3763607, 6604200, 10060538, 10377120, 10444765, 11777724,
12889418, 13071367, 14022509, 21675832, 23274095, 118753220.

Compounds in the test set: 1486, 2473, 3608, 4158, 4909, 5206, 6623, 50599, 77870,
3000715, 9837317, 12032949, 14840722, 44214615.

Figure S2. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 1 molecules in the training (black) and the test set (red).
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Compounds in the training set: 1207, 1486, 2022, 2083, 2164, 2284, 2473, 2554, 2578,
2803, 3394, 3608, 3672, 3676, 4064, 4158, 4421, 4737, 4828, 4909, 4914, 5064,
5193, 5206, 5838, 5842, 6468, 6473, 6623, 8942, 18047, 25255, 31423, 33039,
50599, 56051, 66994, 72138, 77870, 90274, 94957, 156391, 1497794, 3000715,
3034183, 3763607, 9837317, 10060538, 10377120, 10444765, 11777724,
12032949, 13071367, 14022509, 14840722, 23274095.

Compounds in the test set: 444, 2119, 3241, 4058, 4763, 5155, 6009, 24066, 65860,
451819, 6604200, 12889418, 21675832, 118753220.
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Figure S3. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 1 molecules in the training (black) and the test set (red).
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Compounds in the training set: 444, 1486, 2022, 2083, 2119, 2164, 2473, 2554, 2578,
2803, 3241, 3608, 3672, 3676, 4058, 4064, 4158, 4737, 4763, 4828, 4909, 4914,
5155, 5193, 5206, 5838, 5842, 6009, 6473, 6623, 8942, 24066, 25255, 31423,
50599, 56051, 65860, 66994, 77870, 90274, 156391, 451819, 1497794, 3000715,
3763607, 6604200, 9837317, 10060538, 10444765, 11777724, 12032949,
12889418, 14022509, 14840722, 21675832, 44214615, 118753220.

Compounds in the test set: 1207, 2284, 3394, 4421, 5064, 6468, 18047, 33039, 72138,
94957, 3034183, 10377120, 13071367, 23274095.



Int. ]. Mol. Sci. 2021, 22, 10955 63 of 83

Figure S4. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 2 molecules in the training (black) and the test set (red).
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Compounds in the training set: 1775, 2249, 2756, 2995, 2997, 3100, 3162, 3878, 3918,
4171, 4184, 4205, 4463, 4946, 5092, 5095, 5253, 5505, 6086, 9034, 33741, 37614,
43473, 77991, 159642, 3034012, 5281708, 5359272, 6916184, 9796408, 10470115,
13755681, 14022511, 14577084, 14590445, 15524033, 19427054, 44383796,
70517986.

Compounds in the test set: 2555, 4631, 5726, 5983, 28315, 443371, 9861160, 44568616,
135458393.
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Figure SS. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 2 molecules in the training (black) and the test set (red).
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Compounds in the training set: 2249, 2555, 2756, 2995, 3100, 3162, 3878, 3918, 4171,
4184, 4463, 4631, 5095, 5253, 5505, 5726, 5983, 6086, 28315, 33741, 37614,
43473, 77991, 443371, 3034012, 5281708, 5359272, 6916184, 9796408, 9861160,
10470115, 14022511, 14577084, 14590445, 15524033, 19427054, 44383796,
44568616, 135458393.

Compounds in the test set: 1775, 2997, 4205, 4946, 5092, 9034, 159642, 13755681,
70517986.
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Figure S6. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 2 molecules in the training (black) and the test set (red).
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Compounds in the training set: 1775, 2249, 2555, 2756, 2995, 2997, 3100, 3162, 3878,
3918, 4171, 4184, 4205, 4463, 4631, 4946, 5092, 5095, 5726, 5983, 9034, 28315,
33741, 37614, 43473, 159642, 443371, 3034012, 5281708, 9861160, 10470115,
13755681, 14022511, 14577084, 14590445, 44383796, 44568616, 70517986,
135458393.

Compounds in the test set: 5253, 5505, 6086, 77991, 5359272, 6916184, 9796408,
15524033, 19427054.
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Figure S7. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 3 molecules in the training (black) and the test set (red).
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Compounds in the training set: 2160, 2583, 2789, 3158, 3308, 4011, 4168, 4616, 4736,
4911, 4926, 4992, 5358, 5402, 6013, 9651, 67101, 68778, 74981, 121249, 166560,
174174, 197322, 441300, 547559, 3035905, 5284371, 5284543, 5284604, 5288826,
9817839, 9839073, 9860946, 9903970, 10265481, 14022481, 18435769, 22154175,
29939457, 44568615.

Compounds in the test set: 3016, 3696, 4595, 5538, 5584, 89657, 133741, 163091, 346516,
9971484.

Figure S8. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 3 molecules in the training (black) and the test set (red).
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Compounds in the training set: 2583, 2789, 3016, 3158, 3308, 3696, 4168, 4595, 4616,
4736, 4911, 4992, 5358, 5402, 5538, 5584, 6013, 67101, 68778, 74981, 89657,
133741, 163091, 166560, 174174, 197322, 346516, 547559, 3035905, 5284371,
5284604, 5288826, 9839073, 9860946, 9971484, 10265481, 14022481, 22154175,
29939457, 44568615.

Compounds in the test set: 2160, 4011, 4926, 9651, 121249, 441300, 5284543, 9817839,
9903970, 18435769.

Figure S9. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 3 molecules in the training (black) and the test set (red).
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Compounds in the training set: 2160, 2789, 3016, 3158, 3308, 3696, 4011, 4595, 4616,
4736, 4911, 4926, 5358, 5402, 5538, 5584, 9651, 67101, 68778, 74981, 89657,
121249, 133741, 163091, 166560, 197322, 346516, 441300, 547559, 5284371,
5284543, 5284604, 9817839, 9839073, 9860946, 9903970, 9971484, 14022481,
18435769, 29939457.

Compounds in the test set: 2583, 4168, 4992, 6013, 174174, 3035905, 5288826, 10265481,
22154175, 44568615.

Figure S10. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 4 molecules in the training (black) and the test set (red).
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Compounds in the training set: 1223, 2170, 2369, 2381, 2708, 3365, 3373, 3380, 3386,
3510, 4095, 4539, 4781, 5090, 5184, 5732, 16078, 33014, 39147, 47811, 50287,
60652, 60949, 68617, 127382, 216236, 444008, 446220, 3000237, 5280343,
5284603, 5324346, 10063598, 11652375, 14022519, 25144104, 46888857,
54678486, 57395287, 135398745.

Compounds in the test set: 2118, 2726, 3958, 5994, 62875, 460612, 10358392, 15186924,
54429646, 57402315.

Figure S11. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 4 molecules in the training (black) and the test set (red).
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Compounds in the training set: 2170, 2369, 2708, 3365, 3380, 3386, 4095, 4539, 4781,
5184, 5732, 33014, 39147, 50287, 60652, 68617, 127382, 216236, 444008,
3000237, 5280343, 5284603, 5324346, 10063598, 14022519, 25144104, 46888857,
54678486, 57395287, 135398745, 2118, 2726, 3958, 5994, 62875, 460612,
10358392, 15186924, 54429646, 57402315.

Compounds in the test set: 1223, 2381, 3373, 3510, 5090, 16078, 47811, 60949, 446220,
11652375.

Figure S12. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 4 molecules in the training (black) and the test set (red).
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Compounds in the training set: 1223, 2118, 2170, 2381, 2708, 2726, 3365, 3373, 3386,
3510, 3958, 4095, 4539, 5090, 5184, 5732, 5994, 16078, 39147, 47811, 50287,
60652, 60949, 62875, 127382, 216236, 446220, 460612, 3000237, 5280343,
5324346, 10063598, 10358392, 11652375, 15186924, 25144104, 54429646,
54678486, 57402315, 135398745.

Compounds in the test set: 2369, 3380, 4781, 33014, 68617, 444008, 5284603, 14022519,
46888857, 57395287.

Figure S13. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 5 molecules in the training (black) and the test set (red).
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Compounds in the training set: 1345, 1978, 2771, 3715, 3964, 4192, 4594, 5009, 5568,
5755, 5953, 24360, 51081, 107917, 114376, 124449, 126761, 129710, 182017,
192706, 256277, 969488, 6426759, 9902443, 10019237, 10088796, 10245719,
10404144, 10937291, 11110698, 11530404, 13646638, 14022486, 14022491,
15186911, 22620080, 44213642, 46842852, 53394319, 135398737.

Compounds in the test set: 3345, 5556, 83909, 162244, 5284627, 10498206, 11559235,
14022497, 44433393, 57397056.

Figure S14. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 5 molecules in the training (black) and the test set (red).
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Compounds in the training set: 1978, 2771, 3345, 3964, 4192, 5009, 5556, 5568, 5755,
24360, 51081, 83909, 114376, 124449, 129710, 162244, 182017, 256277, 969488,
5284627, 9902443, 10019237, 10088796, 10404144, 10498206, 10937291,
11110698, 11530404, 11559235, 13646638, 14022491, 14022497, 15186911,
22620080, 44213642, 44433393, 46842852, 53394319, 57397056, 135398737.

Compounds in the test set: 1345, 3715, 4594, 5953, 107917, 126761, 192706, 6426759,
10245719, 14022486.

Figure S15. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 5 molecules in the training (black) and the test set (red).
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Compounds in the training set: 1345, 2771, 3345, 3715, 3964, 4192, 4594, 5009, 5556,
5755, 5953, 24360, 83909, 107917, 114376, 124449, 126761, 129710, 162244,
192706, 256277, 969488, 5284627, 6426759, 10019237, 10088796, 10245719,
10498206, 10937291, 11110698, 11559235, 13646638, 14022486, 14022491,
14022497, 22620080, 44213642, 44433393, 53394319, 57397056.

Compounds in the test set: 1978, 5568, 51081, 182017, 9902443, 10404144, 11530404,
15186911, 46842852, 135398737.

Figure S16. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 6 molecules in the training (black) and the test set (red).
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Compounds in the training set: 2477, 2678, 3152, 3559, 3658, 4046, 4078, 4893, 5265,
5339, 5452, 5533, 5754, 60464, 72108, 149096, 198752, 204104, 2733526,
3025986, 3052762, 5362391, 6604009, 9821217, 9821511, 9864647, 9907401,
9907628, 9907851, 10091748, 11003252, 11502034, 11531010, 11545677,
14022483, 14022499, 22620050, 22620062, 22620085, 45272895.

Compounds in the test set: 3357, 5002, 5743, 91769, 3946663, 9864646, 10384745,
11653882, 19696721, 22620075.

Figure S17. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 6 molecules in the training (black) and the test set (red).
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Compounds in the training set: 2477, 3152, 3357, 3559, 3658, 4078, 4893, 5002, 5265,
5452, 5533, 5743, 60464, 72108, 91769, 149096, 198752, 2733526, 3025986,
3052762, 3946663, 5362391, 6604009, 9821511, 9864646, 9864647, 9907401,
9907851, 10091748, 10384745, 11003252, 11531010, 11545677, 11653882,
14022499, 19696721, 22620050, 22620062, 22620075, 45272895.

Compounds in the test set: 2678, 4046, 5339, 5754, 204104, 9821217, 9907628, 11502034,
14022483, 22620085.

Figure S18. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 6 molecules in the training (black) and the test set (red).

Fold #3



Int. ]. Mol. Sci. 2021, 22, 10955 77 of 83

2 -
R2¢rain = 0.997
m 1] R2test=0.855
D | r2pred=0.757
O 0 -
©
9
©-17
=
O
w2
o
-3 -

experimental logBB

Compounds in the training set: 2678, 3152, 3357, 3559, 4046, 4078, 4893, 5002, 5265,
5339, 5452, 5743, 5754, 60464, 72108, 91769, 198752, 204104, 3025986, 3052762,
3946663, 5362391, 9821217, 9821511, 9864646, 9864647, 9907628, 9907851,
10091748, 10384745, 11502034, 11531010, 11545677, 11653882, 14022483,
19696721, 22620050, 22620075, 22620085, 45272895.

Compounds in the test set: 2477, 3658, 5533, 149096, 2733526, 6604009, 9907401,
11003252, 14022499, 22620062.

Figure S19. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 7 molecules in the training (black) and the test set (red).
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Compounds in the training set: 3151, 3372, 4497, 4748, 5073, 5566, 6167, 31765, 39186,
51263, 51671, 53232, 57347, 59823, 60700, 65998, 71301, 104972, 115237,
123631, 441667, 444031, 456389, 4375468, 5316673, 6603915, 9846311, 9866153,
9931510, 10201984, 10388384, 10884606, 13497176, 14022484, 14022522,
21440942, 22620066, 22620091, 44416780, 70691333.

Compounds in the test set: 12598, 54385, 64761, 119146, 475100, 9909299, 11531660,
19696654, 44592215.

Figure S20. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 7 molecules in the training (black) and the test set (red).

Fold #2



Int. ]. Mol. Sci. 2021, 22, 10955 79 of 83

N

R2¢rain = 0.999
R2¢est = 0.844
rzpred = 0.802

=9
1

calculated logBB
o

'2 T T T T
-2 -1 0 1 2
experimental logBB

Compounds in the training set: 3372, 4497, 5073, 5566, 6167, 12598, 39186, 51263,
51671, 53232, 54385, 59823, 60700, 64761, 65998, 71301, 104972, 119146,
123631, 441667, 444031, 475100, 4375468, 5316673, 6603915, 9846311, 9909299,
9931510, 10201984, 10388384, 10884606, 11531660, 14022484, 14022522,
19696654, 21440942, 22620066, 44416780, 44592215, 70691333.

Compounds in the test set: 3151, 4748, 31765, 57347, 115237, 456389, 9866153,
13497176, 22620091.

Figure S21. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 7 molecules in the training (black) and the test set (red).
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Compounds in the training set: 3151, 3372, 4748, 5073, 5566, 6167, 12598, 31765, 51263,
51671, 54385, 57347, 59823, 60700, 64761, 65998, 104972, 115237, 119146,
123631, 441667, 456389, 475100, 4375468, 6603915, 9846311, 9866153, 9909299,
9931510, 10388384, 10884606, 11531660, 13497176, 14022522, 19696654,
21440942, 22620091, 44416780, 44592215, 70691333.

Compounds in the test set: 4497, 39186, 53232, 71301, 444031, 5316673, 10201984,
14022484, 22620066.

Figure S22. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 8 molecules in the training (black) and the test set (red).
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Compounds in the training set: 2247, 2520, 3108, 3230, 3310, 3348, 3488, 3823, 3955,
4112, 5405, 5625, 8223, 31703, 42890, 64143, 65016, 208908, 446156, 5484731,
6426129, 6426143, 6917994, 9806182, 9826520, 9847115, 9916104, 10028436,
11775399, 17905241, 54675783, 57390958.

Compounds in the test set: 47499, 53025, 343473, 19696689, 24894028, 73226213.

Figure S23. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 8 molecules in the training (black) and the test set (red).
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Compounds in the training set: 2520, 3108, 3230, 3310, 3488, 3823, 3955, 4112, 5625,
8223, 31703, 42890, 47499, 53025, 65016, 208908, 343473, 446156, 5484731,
6426143, 6917994, 9806182, 9826520, 9847115, 9916104, 10028436, 11775399,
17905241, 19696689, 24894028, 57390958, 73226213.

Compounds in the test set: 2247, 3348, 5405, 64143, 6426129, 54675783.
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Figure S24. Linear diagram showing correlation between the experimental and calculated LogBB values of

the Subset 8 molecules in the training (black) and the test set (red).
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Compounds in the training set: 2247, 3108, 3230, 3310, 3348, 3488, 3823, 4112, 5405,
5625, 8223, 31703, 42890, 47499, 53025, 64143, 208908, 343473, 446156,
5484731, 6426129, 6426143, 6917994, 9806182, 9847115, 9916104, 10028436,
17905241, 19696689, 24894028, 54675783, 73226213.

Compounds in the test set: 2520, 3955, 65016, 9826520, 11775399, 57390958.



