Supplementary Material

Table S1. QSAR equations, whose correlations factors are reported in Table 4, obtained for cases V2/(i) and V6/(ii) for longest SMILES
molecular chain (LoSMoC) and respectively for the cases V5/(i) and V2/(ii) for branching SMILES (BraS) selected compounds’ sets form
Table 3 with respective molecules of Table 1.

No. A®) LoSMoC BraS
‘ Case V2/(i) Case V6/(i) Case V5/(i) Case V2/(ii)

L, A(ogP) 4.2691210.55125l0gP 4.2335510.8149410gP 4.84491+0.58027IogP 4.52274+0.71566l0gP

L A® 22.67275-0.66377y, 4.55124+0.03175y, 10.93556-0.39938; 15.11277-0.66651

L A 7.08567-1.69991 7.03106-1.30862n 7.4902-1.06418n 4.78306+0.32872

L A®m 3.92170+0.094567 4.29847+0.10588 3.61236+0.42869x 7.84605-0.73058 x

L AW 4.58879+0.001330 4.55497+0.003280 4.34061+0.01424c 8.60928-0.067 74w
21.14033+0.24164logP- 12.55396+0.3988410gP-

0 Adogh.p 061500 11.76769+1.40005l0gP-03509% | 10.2305+0.55523l0gP-0.36445, 7530
6.39574+0.5655590gP- 2.04347+1.2200910gP+1.255651, 7.30168+0.58186l0gP-1.06862y  2.23842+1.41616l0gP+2.42
1738931

11, A(logP, ) 946n
2.60849+0.64372l0gP+0.13 8.72544+1.2314logP-

L Adogh.m o 5.01171+1.3439210gP-0.155257 3.2110+0.6039710gP+0.48713x 5 044"
3.00965+0.6404210gP+0.00 8.23622+0.9670710gP-

L AdogP.o) Yoo 4.86736+1.4490710gP-0.006430 3.9169+0.5971310gP+0.01870 5202

14.08942-

L AGw 24.68432-0.77517+0.7752n  14.20663-0.24218y-2.40449n 11.55233-0.30411-0.87949 068514,+0.56351n
25.83622-0.74594-

n AGm e 9.80107-0.28572y+0.2382 7 0.75932-0.42984+0.48708x 15.77572-0.611455-0.46412x
24.97069-0.71282y- 14.47986-0.51569 -

I, AR o) 0.0033 10 11.942-0 374683+0.009750 11.10894-0.516743+0.03159 s
31.84472-11.649250-

Iy A .10667% 15.22197-4.987541-0.35134x 17.06452-3.17739-1.41281x 27.95051-4.7689-3.55261x
23.05772-7.58872n-

L Ame SO 13.60228-4.458661-0.010580 12.99415-2.221359-0.057650 16.80535-2.1844y-0.135060
6.32772+1.84317n- 3.0013+0.934437-0.028790) 3.51483+3.046857-0.175220 7.52033+2.468167-0.21510

My A o) 0.074050
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Table S1. Cont.

S2

No. A(x) LoSMoC BraS
’ Case V2/(i) Case V6/(ii) Case V5/(i) Case V2/(ii)

22.82486+0.19436logP- 11.3077+1.440711ogP- 10.85633+0.563371ogP-0.26567y- 4.31675+1.09484logP-

ML, A(logP, 1, n) 0.70371y+0.533631 0.34311%+0.16674n 0.90714y 0.36691y+2.07817n
23.96141+0.161221ogP- 11.60567+1.43274logP-0.33994y- 8.89935+0.57922logP- 9.91647+1.13856logP-

M, AdogP,y, n) 0.69332y5-0.063087 0.015n 0.39662+0.53862x 0.09695-1.47594x
23.32971+0.159831ogP- 11.65709+1.4123310gP-0.34478y- 10.39432+0.578031logP- 5.73251+1.14593logP+0.21

III;  A(logP, %, ®) 0.66921%-0.0024® 0.000220 0.4935¢+0.03513w 387x-0.10884w

1,  A(logP,n, m)

Iml; A(logP,n, ®)
Iy A(logP, &, »)
1, Ay n, n)

IIIS A(X» n, (0)

o, AQ 7o)

L, A, 7, ®)

\4 A(logP, y, n, 7, ©)

35.60159-0.197511ogP-
13.04848n-1.26382n
24.37105-0.112091ogP-
8.014791-0.03124w»
5.99221+0.104871ogP+1.76
3557-0.0703 1w
30.62119-0.31409y-
7.289231-0.73325n
23.33922-0.06411y-
6.951151-0.026960

25.07721-0.71689y-
0.010617-0.00290w

22.92367-
7.52746n+0.015957-
0.02951m
31.05835-0.11186logP-
0.18488%-8.86159n-
0.699781-0.00725w

11.28348+1.2559910gP-2.88492n-
0.402647
10.06553+1.3258910gP-2.57483n-
0.013610
3.56242+1.3936logP+0.77764n-
0.032750
15.52764-0.21645y-3.2238 -
0.089367
14.26666-0.23567y-2.496221-
0.00040

35.70574-1.34506y-
2.78601n+0.12215m

10.71363-3.312251+0.33826 =-
0.01862m

125.59791+1.3945910gP-4.02309y-
10.400291-12.222287n+0.450650

14.38421+0.5334510gP-2.627961-
1.04287
11.75451+0.5413310gP-2.001737-
0.04650
3.13909+0.575310gP+2.927167-
0.163490
20.47952+0.297615-4.989131-
2.50334x
14.60619+1.40346y-7.35393n-
0.270920

164.29004+11.57445y+62.83296m-
4.28182w

10.29369-1.59027n+0.8937-
0.09276w

165.13829+0.57858logP+11.5865y
+0.069333+62.86877-4.27789

13.96946+1.0749l0gP-
1.270189-2.22594x
6.75247+1.05103l0gP+0.38
6813-0.080670
8.60002+1.13343logP-
0.970027-0.03662¢
24.49257-0.24611-
3.19096y-2.51196x
17.3936+0.25108y-
3.102984-0.17982c

17.00378-0.70238y-
0.903557+0.03221w

21.36918-3.23757n-
1.387717-0.08466

4.22748+1.11128logP+0.86
326y-1.70754n+1.20751 -
0.27528w




