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Table S1  Average values of the descriptors selected for groups I and II

Group o 2C, >C, N oy rorsion N, N, N, N
I 27.39 5.28 -2.50 60.31 9.69 5.15 1.03 3.42 0.95

II 29.91 5.50 -2.70 62.42 10.83 5.81 1.27 3.62 1.15
DELTA® 2.53 0.23 -0.2 2.12 1.13 0.66 0.24 0.20 0.20
& [%]° 9.2 4.3 7.9 3.5 11.7 12.9 23.0 5.7 213

*D  E =IY(IDI-HA(I)  where Y(I) and Y(II) are descriptors of groups I and II, respectively

b o =1 QY (O EFY) /YD),
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Figure S1 Relative distribution of the hydrogen bond number in group I (ADca:> 0) and group II (ADP.a: < O) against topological graph sets
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Figure S2 Distribution of the

15 Stable _ —UnSt,
* -0 -D,)>0
Stable _ - UnSt
10 -(Dg -Dg)<0
. H
3
5 [ |
0 ° 3 3 °
3 ° °
04 ' i ! i
. N .
3 ; N s
5 N
10 4
15
-20
T T T T T T T T 1
-1 1 2 3 4 5 6 8 9 10
N

Supporting information

T

cal cal

. . (Dsc.ame ~ Dunsn) <0

cal cal

® ©ooo

Stable UnSt,
80 -(D, " -Dg)>0 90
Stable UnSt
70| ° -0 -Dg) <0 80
60 < 704
50 2 60
-
(7 =4
40 | = 50
. -
. . —
30| o & O 3, 40
3 . 5 . -]
20 N ., 30
° 3 g A . 2
10 . : i : '%r—ﬁ 20
3
0 L R A | ° ~ 10
e v :
-104 . . J 04
-20 T T T T T T T T 1 -10
-1 12 3 4 6 7 8 9 10 -1
N

(c)

AD.,,;  transition enthalpy and difference in melting points as a function the number of hydrogen bond acceptors ( Va )
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Figure S3 Distribution of the ADca | transition enthalpy and difference in melting points as a function the number of hydrogen bond donors ( V)
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Figure S4 Distribution of the ADca | transition enthalpy and difference in melting points as a function the number of conformers for a molecule ( N cons )
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Figure S5 Distribution of the ADca | transition enthalpy and difference in melting points as a function the number of rotatable bonds in a molecule ( 7V o: )
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Figure S6 Distribution of the ADca | transition enthalpy and difference in melting points as a function the number of torsion angles in a molecule (

torsion )
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Figure S7 Distribution of the ADcas, transition enthalpy and difference in melting points as a function the number of hydrogen bonds per molecule ( 2V .z

)
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Figure S8 Distribution of the A, transition enthalpy and difference in melting points as a function of van der Waals volume of a molecule (¥ *")
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Figure S9 Distribution of the A7 s parameter as a function of conformation numbers ( ?Veonr ) for different numbers of hydrogen bonds per molecule: (a)
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Figure S10Distribution of the ADcas parameter as a function of the number of rotatable bonds ( Ve ) for different numbers of hydrogen bonds per
molecule: (a) HBO, (b) HB1 and (c) HB2
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Figure S11Distribution of the ATy parameter as a function of the number of rotatable bonds in a molecule (Vo ) for different numbers of hydrogen
bonds per molecule: (a) HBO, (b) HB1 and (c) HB2
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Figure S$13Distribution of the AT, parameter as a function of the number of torsion angles in a molecule (meion ) for different numbers of hydrogen

bonds per molecule: (a) HBO, (b) HB1 and (c) HB2
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Figure S14Distribution of the ADcw parameter as a function of the number of hydrogen bond acceptors ( /V« ) for different numbers of hydrogen bonds
per molecule: (a) HBO, (b) HB1 and (c) HB2
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Figure S15 Distribution of the ATy, parameter as a function of the number of hydrogen bond acceptors ( “Va ) for different numbers of hydrogen bonds
per molecule: (a) HBO, (b) HB1 and (c) HB2



