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Figure 1S. Hydrogen bonding diagram in the crystal of compound 3, part 1.

Figure 2S. Hydrogen bonding diagram in the crystal of compound 3, part 2.



Figure 3S. A schematic diagram illustrating the distances to the center of the neighboring

molecules in the molecular cluster used for the lattice energy calculation of compound 3.

Table 1S. Pair interaction energy and distance in the molecular cluster of compound 3.

No | Symmetry R A | EML, B3LYP- g'C‘ENC(()T') PWPB95, | R2SCAN-3c,
operation ’ kJ/mol D4, kJ/mol K3/mol " | kJ/mol kJ/mol
1(xy,z2 13.4 -21.27 -26.35 -20.63 -22.53 -28.40
2| xy,z2 8.9 -38.22 -41.07 -31.02 -33.25 -37.88
3|1Xxy,1z2 6.8 -5.86 -11.99 -8.78 -10.52 -12.34
4| -x,y-1/2, -z 8.6 -23.54 -18.05 -10.04 -12.41 -17.73
5| -x,y-1/2, -z 13.4 0.00 -0.50 -0.53 -0.53 -0.47
6| -x,y-1/2, -z 7.1 -3.89 -7.40 -5.90 -7.00 -8.20
7| -x,y-1/2,1-z 17.6 0.00 0.24 0.66 0.61 0.42
8| -x,y-1/2,1-z 21.8 0.00 -0.36 0.11 0.10 0.06
9|x1,y2z1 15.8 0.00 -0.40 -0.31 -0.37 -0.40
10 | -, y+1/2, -z 8.6 -23.54 -18.13 -10.04 -12.41 -17.73
11 | -x,y+1/2, -z 13.9 0.00 -0.68 -0.74 -0.78 -0.71
12 | -x, y+1/2, -z 7.8 -0.96 -2.52 -1.80 -2.12 -2.10
13| x-1,y,2 9.7 -8.42 -9.39 -5.52 -6.82 -9.00
14 | x-1,y,z 17.3 0.00 0.09 0.16 0.11 0.12
15 | -x, y+1/2, 1-z 18.0 0.00 -0.54 -0.53 -0.55 -0.60
16 | -x, y+1/2,1-z 22.0 0.00 -0.34 0.14 0.16 0.11
17 | -x, y-1/2, -z 9.1 -2.92 -6.69 -4.66 -5.69 -7.29
18 | -x, y+1/2, -z 9.8 -0.17 -1.76 -0.78 -1.21 -1.38
19 | 1-x,y-1/2, -z 5.2 -52.70 -56.93 -52.85 -57.24 -57.74
20 | 1-x,y-1/2, -z 12.5 -12.16 -18.29 -15.82 -18.54 -20.78




21 | 1-x,y-1/2, -z 9.8 0.00 -0.13 0.26 0.05 0.12
22 | X, y-1,2 8.4 -0.01 -2.85 -2.06 -2.29 -1.13
23 | X, y-1,2 154 0.00 -0.42 -0.40 -0.33 -0.14
24 | 1-x,y-1/2,1-z 15.5 0.00 -0.75 -0.62 -0.61 -0.66
25 | X, y,z-1 13.3 -13.57 -17.52 -13.09 -13.79 -18.41
26 | 1-x,y+1/2, -z 5.2 -54.78 -56.93 -52.84 -57.24 -57.75
27 | 1-x,y+1/2, -z 13.1 -1.47 -6.96 -6.28 -7.05 -7.41
28 | 1-x,y+1/2, -z 10.4 0.00 -1.40 -1.09 -1.31 -1.27
29 | 1-x,y+1/2,1-z 15.9 0.00 -0.27 -0.14 -0.13 -0.18
30 | 1-x,y-1/2, -z 10.2 0.00 -1.07 -0.49 -0.58 -0.58
31| x,y+l,z 8.4 -0.01 -2.78 -1.92 -2.29 -1.13
32 | X, y+l,z 16.2 0.00 -0.21 -0.14 -0.09 -0.05
33| x+l,y,z 9.7 -8.42 -9.39 -5.52 -6.82 -9.00
34 | x+l,y,z 15.8 0.00 -0.40 -0.35 -0.39 -0.50
35 | x+l,y,z 8.9 0.00 -2.43 -1.81 -2.27 -2.13
36 | x+1,y,z 8.5 -4.43 -3.13 -1.98 -2.26 -3.44

XEim, kJ/mol -276.34 -327.69 -257.35 -288.38 -325.73
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Figure 4S. A schematic diagram illustrating the distances to the center of the neighboring

molecules in the molecular cluster used for the lattice energy calculation of compound 3.

Table 2S. Pair interaction energy and distance in the molecular cluster of compound 3.

No Symmetry R A EML, B3LYP-D4, E:)I(EPDNC((DT) PWPB95, | R2SCAN-3c,
~ | operation ’ kJ/mol kJ/mol K3/mol " | kd/mol kJ/mol
0|xy,z 134 -21.27 -26.34 -20.63 -22.53 -28.41
2| xy,2 6.9 -36.33 -20.46 -13.61 -15.67 -19.32
3|XYy,12 19.1 0.00 -0.46 -0.12 -0.11 -0.14
4| -x,y-1/12, -z 13.9 0.00 -0.79 -0.74 -0.81 -0.79
5| -x,y-1/2, -z 25.6 0.00 0.18 0.09 0.21 0.26
6| -x,y-1/2, -z 19.5 0.00 -0.31 0.00 0.04 0.00
7| -x,y-1/2,1-z 8.5 -28.18 -18.69 -11.12 -13.56 -18.75
8| -x,y-1/2,1-z 95 -0.89 -2.09 -0.74 -1.23 -1.78
9|x1,y2z1 275 0.00 -0.03 -0.06 0.01 0.01

10 | -x, y+1/2, -z 13.4 0.00 -0.57 -0.54 -0.53 -0.47
11 | -x, y+1/2, -z 25.6 0.00 0.18 0.09 0.20 0.26
12 | -x,y+1/2, -z 19.4 0.00 -0.20 0.10 0.16 0.12
13 | x-1,y,2 15.8 0.00 -0.41 -0.35 -0.40 -0.51
14 | x-1,y,z 9.7 -5.21 -10.57 -6.82 -8.18 -10.59
15 | -x, y+1/2,1-z 8.5 -28.17 -18.70 -11.12 -13.56 -18.75
16 | -x, y+1/2, 1-z 9.3 -0.13 -6.35 -5.04 -5.99 -6.23
17 | X, y-1/2, -z 7.4 -1.08 -10.53 -8.63 -9.98 -10.94
18 | -x, y+1/2, -z 75 -1.64 -4.13 -3.06 -3.62 -4.11
19 | 1-x,y-1/2, -z 13.1 -1.47 -6.96 -6.28 -7.05 -7.41




20 | 1-x,y-1/2, -z 25.6 0.00 -0.08 -0.14 -0.10 -0.09
21 | 1-x,y-1/2, -z 21.2 0.00 -0.34 -0.08 0.00 -0.05
22 | X, y-1,2 16.2 0.00 -0.21 -0.14 -0.09 -0.05
23 | X, y-1,2 8.4 -0.01 -2.77 -1.85 -2.07 -0.99
24 | 1-x,y-1/2,1-z 5.2 -62.25 -53.73 -49.70 -52.24 -54.63
25| X Yy,2z-1 26.6 0.00 -0.09 -0.12 -0.07 -0.09
26 | 1-x,y+1/2, -z 12.5 -12.14 -18.29 -15.82 -18.56 -20.79
27 | 1-x,y+1/2, -z 25.6 0.00 -0.08 -0.15 -0.10 -0.09
28 | 1-x,y+1/2, -z 21.2 0.00 -0.32 -0.02 0.02 -0.01
29 | 1-x,y+1/2,1-z 5.2 -62.25 -53.73 -49.70 -52.24 -54.63
30 | 1-x,y-1/2, -z 10.1 -0.07 -0.93 -0.59 -0.75 -0.74
31| x,y+l,z 154 0.00 -0.42 -0.40 -0.33 -0.14
32 | x,y+l,z 8.4 -0.01 -2.77 -1.85 -2.07 -0.99
33 | x+l,y,z 17.3 0.00 0.09 0.16 0.11 0.12
34 | x+l,y,z 9.7 -5.28 -10.57 -6.82 -8.18 -10.59
35 | x+l,y,z 8.5 -4.05 -3.02 -2.00 -2.32 -3.44
36 | x+l,y,z 20.5 0.00 -0.34 0.00 0.03 -0.01

XEim, kJ/mol -270.43 -274.85 -217.81 -241.55 -274.72




Figure 5S. A schematic diagram illustrating the distances to the center of the neighboring

molecules in the molecular cluster used for the lattice energy calculation of compound 3.

Table 3S. Pair interaction energy and distance in the molecular cluster of compound 3.

Symmetry EML, B3LYP-D4, DLPNO- PWPB95, | R2SCAN-3c,

Ne ) R, A CCDC(T),

operation kJ/mol kJ/mol K3/mol kJ/mol kJ/mol

0|xy,z 8.9 -38.22 -41.14 -31.02 -33.25 -37.88
1|xy,12 6.9 -36.35 -20.46 -13.60 -15.67 -19.32
3|1xy,z2 13.2 0.00 0.00 -0.06 -0.07 -0.07
4| -x,y-1/12, -z 7.8 -0.96 -2.52 -1.77 -2.09 -2.10
5| -x,y-1/2, -z 19.4 0.00 -0.20 0.12 0.16 0.12
6| -x,y-1/2, -z 13.9 0.00 0.15 0.10 0.11 0.10
7| -X,y-1/2,1-z 9.3 0.00 -6.35 -5.04 -5.99 -6.23
8| -x y-1/2, 1z 14.1 0.00 0.12 0.05 0.06 0.06
9|x-1,y,z1 21.0 0.00 -0.38 0.00 0.00 -0.04
10 | -x, y+1/2, -z 7.1 -3.89 -7.40 -5.90 -6.99 -8.20
11 | -x, y+1/2, -z 19.5 0.00 -0.31 -0.01 0.03 0.00
12 | -x,y+1/2, -z 13.9 0.00 0.15 0.10 0.11 0.10
13| x-1,y,2 8.9 0.00 -2.43 -1.81 -2.27 -2.13
14 | x-1,y,z 8.5 -4.04 -3.03 -2.00 -2.32 -3.44
15 | -x, y+1/2,1-z 9.5 -0.89 -2.08 -0.73 -1.22 -1.78
16 | -x, y+1/2, 1-z 14.1 0.00 0.12 0.05 0.06 0.06
17 | -x, y-1/2, -z 4.1 -35.26 -25.95 -18.29 -20.04 -23.01
18 | -x, y+1/2, -z 4.5 -2.38 -1.01 -0.25 -0.53 -0.82
19 | 1-x,y-1/2, -z 10.4 0.00 -1.40 -1.10 -1.33 -1.27
20 | 1-x,y-1/2, -z 21.2 0.00 -0.33 -0.01 0.01 -0.03




21 | 1-x,y-1/2, -z 18.3 0.00 0.09 0.04 0.05 0.03
22 | X, y-1,2 12.7 0.00 -0.52 0.04 0.05 0.03
23 | X, y-1,2 10.7 0.00 -0.11 0.19 0.25 0.22
24 | 1-x,y-1/2,1-z 10.6 0.00 -0.70 -0.25 -0.25 -0.34
25 | X, y,z-1 21.5 0.00 -0.42 -0.02 -0.03 -0.06
26 | 1-x,y+1/2, -z 9.9 -0.01 -0.64 -0.29 -0.42 -0.37
27 | 1-x,y+1/2, -z 21.2 0.00 -0.33 -0.08 0.00 -0.05
28 | 1-x,y+1/2, -z 18.3 0.00 0.09 0.04 0.05 0.03
29 | 1-x,y+1/2,1-z 10.7 0.00 -0.87 -0.36 -0.37 -0.37
30 | 1-x,y-1/2, -z 11.5 0.00 -0.08 -0.15 -0.16 -0.14
31| x,y+l,z 11.8 0.00 -0.42 0.12 0.06 0.05
32 | X, y+l,z 11.0 0.00 -0.55 -0.12 -0.14 -0.16
33| x+l,y,z 16.3 0.00 -0.41 0.06 0.05 0.03
34 | x+l,y,z 14.5 0.00 -0.33 0.09 0.06 0.10
35 | x+l,y,z 9.7 0.00 0.25 0.22 0.23 0.18
36 | x+1,y,z 17.2 0.00 0.05 -0.02 -0.02 -0.02

XEgim, kJ/mol -122.02 -119.71 -81.69 -91.80 -106.72




Figure 6S. A schematic diagram illustrating the distances to the center of the neighboring

molecules in the molecular cluster used for the lattice energy calculation of compound 3.

Table 4S. Pair interaction energy and distance in the molecular cluster of compound 3.

No | Symmetry R A | EML, B3LYP-D4, gléghcl%_) PWPB95, | R2SCAN-3c,
operation ’ kJ/mol kJ/mol K3/mol " | kd/mol kJ/mol
0|xy,z 6.8 -5.86 -11.99 -8.78 -10.52 -12.34
1|XxYy,2 19.1 0.00 -0.46 -0.10 -0.09 -0.11
2| xY,2 13.2 0.00 0.00 -0.06 -0.07 -0.07
4| -x,y-1/2, -z 9.8 0.00 -1.76 -0.77 -1.21 -1.38
5| -x,y-1/2, -z 75 -1.63 -4.13 -3.05 -3.62 -4.12
6| -x,y-1/2, -z 4.5 -2.38 -1.01 -0.25 -0.53 -0.82
7| -x,y-1/2,1-z 21.8 0.00 -0.36 0.00 0.07 -0.03
8| -x,y-1/2,1-z 27.0 0.00 0.06 0.01 0.02 0.01
9| x1,y,z1 9.1 0.00 -1.69 -1.25 -1.57 -1.62
10 | -x, y+1/2, -z 9.1 -2.92 -6.68 -4.65 -5.69 -7.29
11 | -x, y+1/2, -z 7.4 -0.50 -10.64 -8.65 -9.99 -10.93
12 | -x,y+1/2, -z 4.1 -35.26 -25.95 -18.29 -20.04 -23.00
13 | x-1,y,2 8.5 -4.43 -3.13 -1.98 -2.26 -3.44
14| x-1,y,z 20.5 0.00 -0.34 0.00 0.03 -0.01
15 | -x, y+1/2,1-z 21.8 0.00 -0.40 -0.01 0.01 -0.04
16 | -x, y+1/2,1-z 27.0 0.00 0.06 0.01 0.01 0.00
17 | -x, y-1/2, -z 13.9 0.00 0.01 0.02 0.02 0.02
18 | -x, y+1/2, -z 13.9 0.00 0.04 0.05 0.03 0.04
19 | 1-x,y-1/2, -z 10.8 0.00 -0.86 -0.33 -0.37 -0.36
20 | 1-x,y-1/2, -z 10.1 0.00 0.06 0.38 0.48 0.45




21 | 1-x,y-1/2, -z 11.6 0.00 0.18 0.09 0.09 0.09
22 | X, y-1,2 114 0.00 -0.33 0.05 0.07 0.05
23 | X, y-1,2 20.9 0.00 -0.42 -0.05 -0.03 -0.06
24 | 1-x,y-1/2,1-z 21.7 0.00 -0.39 -0.01 0.00 -0.02
25 | XY, 21 8.9 -62.38 -40.76 -29.89 -32.23 -36.91
26 | 1-x,y+1/2, -z 10.2 0.00 -1.08 -0.50 -0.58 -0.59
27 | 1-x,y+1/2, -z 10.1 -0.07 -0.93 -0.59 -0.75 -0.74
28 | 1-x,y+1/2, -z 11.5 0.00 -0.08 -0.15 -0.16 -0.14
29 | 1-x,y+1/2,1-7 21.7 0.00 -0.39 -0.02 0.01 -0.05
30 | 1-x,y-1/2, -z 16.8 0.00 0.05 0.06 0.05 0.04
31| X, y+l,z 10.1 0.00 -0.10 0.43 0.46 0.43
32 | X, y+l,z 20.9 0.00 -0.38 -0.03 0.00 -0.02
33 | x+1,y,z 14.4 0.00 -0.54 -0.11 -0.10 -0.12
34 | x+l,y,z 224 0.00 -0.46 -0.11 -0.10 -0.11
35 | x+l,y,z 15.6 0.00 0.02 -0.03 -0.04 -0.04
36 | x+1,y,z 9.7 0.00 0.03 0.02 0.02 0.01

XEgim, kJ/mol -115.43 -114.75 -78.54 -88.58 -103.23
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Figure 7S. A schematic diagram illustrating the distances to the center of the neighboring

molecules in the molecular cluster used for the lattice energy calculation of compound 5.

Table 5S. Pair interaction energy and distance in the molecular cluster of compound 5.

DLPNO-

. Symmetry EML, B3LYP-D4, PWPB95, | R2SCAN-3c,
Ne operation R, A kJ/mol kJ/mol EJC/:r?;(T)’ kJ/mol kJ/mol
1| 1-x,y-1/2, 3/2-z 9.6 -56.06 -36.16 -26.18 -30.45 -37.38
2 | x-1/2,1/2-y, 1-z 125 -2.22 -8.13 -6.60 -7.41 -8.14
3|x1,y,z2 11.7 -7.69 -4.72 -3.06 -3.62 -4.67
4 | 1/2-x, 2-y, z-1/2 16.4 0.00 -0.51 -0.28 -0.33 -0.34
5| 1-x, y+1/2, 3/2-z 9.6 -56.06 -36.15 -26.17 -30.45 -37.38
6 | x-1/2, 3/2-y, 1-z 7.3 -39.37 -31.83 -27.63 -30.26 -32.93
7| 1/2-x,2-y,z+1/2 | 16.4 0.00 -0.51 -0.28 -0.32 -0.34
8 | x-1/2, 3/2-y, 2-z 11.3 0.00 -1.68 -1.56 -1.76 -1.22
9|xvy-1z 12.2 -39.25 -45.57 -35.59 -38.68 -41.75
10 | 3/2-x, 1-y, z-1/2 8.0 -20.60 -20.60 -15.25 -18.81 -20.74
11| 2-x,y-1/2, 3/2-z 8.3 -34.01 -42.17 -35.84 -38.22 -41.63
12 | x+1/2,1/2-y,1-z | 12.5 -2.22 -8.11 -6.59 -7.40 -8.12
13 | 3/2-x, 1-y, z+1/2 8.0 -20.60 -20.58 -15.25 -18.80 -20.75
14 | 3/2-x, 2-y, z-1/2 10.5 -8.86 -15.81 -12.60 -14.16 -16.27
15 | 2-x, y+1/2, 3/2-z 8.3 -34.00 -42.18 -35.80 -38.27 -41.62
16 | x+1/2, 3/2-y, 1-z 7.3 -37.29 -31.96 -27.86 -30.26 -32.92
17 | 3/2-x, 2-y, z+1/2 | 10.5 -8.86 -15.81 -12.60 -14.16 -16.27
18 | x+1/2,3/2-y,2-z | 11.3 0.00 -1.71 -1.57 -1.81 -1.22
19 | x,y+1, 2 12.2 -39.25 -45.57 -35.60 -38.68 -41.75
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20 | x+1,y,z 11.7 -7.69 -4.71 -3.08 -3.64 -4.66
XEgim, kJ/mol -414.01 -414.48 -329.38 -367.47 -410.11
®
®
®
®

Figure 8S. A schematic diagram illustrating the distances to the center of the neighboring

molecules in the molecular cluster used for the lattice energy calculation of polymorph 1.

Table 6S. Pair interaction energy and distance in the molecular cluster of polymorph I.

DLPNO-

| symmetry EML, B3LYP-D4, PWPBY5, | R2SCAN-
Ne-| oneration RA | K3mol KJ/mol Eﬁggm' kimol | 3c, ki/mol
1| -3/2x, -y, 2-1/2 109 6.82 1145 8.97 9.94 12.16
2 [ x-1y-1/2, 122 | 93 0.07 2.00 162 2.05 128
3 | -3/2x, -y, 2+1/2 109 6.80 11.45 8.99 9.98 12.16
4 | x-1/2, 1/2-y, -z-1 9.9 -10.61 -12.39 -10.34 -11.07 -12.47
5 | x-1/2, 1/2-y, -2 75 21.64 38.14 3418 |  -35.70 39.41
6 | -x-1,y+1/2, 122 | 93 20.06 2.00 162 2.05 128
7 | 112, 1/2-y, 12 112 0.00 1.00 0.83 1.05 0.78
8 | -1/2x, -y, 2-1/2 6.1 119.49 24.39 2154 |  -22.00 24.98
9 | -1/2-x, -y, 2+1/2 6.1 119.49 24,40 2158 | 2210 24.98
10 | x+1/2, 12y, 21| 9.9 110.62 12.39 1032 |  -11.05 12,47
11 | x+1/2, 1/2-y, 2 75 19.24 38.16 3426 | -35.70 139.41
12 | x1y,2 122 137.33 35.64 2707 -29.75 32,92
13 | x+1/2, 12y, 12| 11.2 0.00 105 20.90 110 0.82
14 | x-1,y, 2+1 14.3 0.00 157 108 138 177
15 | x.y. z-1 75 .66 116.10 1312 |  -1351 15,57
16 | x, y, z+1 75 .66 16.12 1312 | 1352 15.57
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17 | x+1,y,z-1 14.3 0.00 -1.57 -1.07 -1.38 -1.76
18 | x+1,y,z 12.2 -37.33 -35.62 -27.07 -29.74 -32.92
XE4im, kJ/mol -208.82 -285.42 -237.69 -253.16 -282.70
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Figure 9S. A schematic diagram illustrating the distances to the center of the neighboring

molecules in the molecular cluster used for the lattice energy calculation of polymorph I1.

Table 7S. Pair interaction energy and distance in the molecular cluster of polymorph I1.

No | Symmetry R A | EML, B3LYP-D4, EEENC?T') PWPB95, | R2SCAN-

operation ’ kJ/mol kJ/mol K3/mol " | kd/mol 3¢, kJ/mol
1| x-1/2,-1/2-y, 1-z 7.5 -19.42 -21.66 -18.34 -19.54 -17.09
2| x1y,z 1.7 -8.80 -14.47 -11.42 -11.87 -11.30
3| x-1/2,1/2-y, 1-z 5.8 -24.63 -28.27 -26.21 -27.11 -24.09
4 | 3/2-x, -y, z-1/2 9.8 -9.06 -16.47 -13.97 -15.16 -14.50
51| 2-x,y-1/2, 1/2-z 8.7 -16.13 -16.75 -14.30 -14.97 -11.61
6 | 3/12-, -y, z+1/2 9.8 -9.06 -16.47 -13.99 -15.16 -14.51
7| x+1/2,-1/2-y, 1-z 7.5 -19.42 -21.66 -18.35 -19.54 -17.09
8 | 2-x, y-1/2, 3/2-z 12.3 0.00 -1.36 -1.12 -1.33 -1.05
9 | 2-x, y+1/2, 1/2-z 8.7 -16.13 -16.75 -14.32 -14.98 -11.62
10 | x+1/2, 1/2-y, 1-z 5.8 -24.63 -28.27 -26.21 -27.09 -24.08
11 | 2-x, y+1/2, 3/2-z 12.3 0.00 -1.36 -1.11 -1.33 -1.05
12 | 5/2-X, -y, z-1/2 10.3 -46.21 -44.46 -33.70 -36.49 -37.34
13 | 3-x,y-1/2, 1/2-z 12.1 -2.08 -6.45 -4.77 -5.27 -4.78
14 | 5/2-x, -y, z+1/2 10.3 -46.22 -44.46 -33.70 -36.49 -37.33
15 | 3-x, y+1/2, 1/2-z 12.1 -2.08 -6.45 -4.76 -5.27 -4.78
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16 | x+1,y,z 7.7 -8.81 -14.47 -11.42 -11.85 -11.28
XEgim, kJ/mol -252.68 -299.79 -247.70 -263.44 -243.50
° »
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Figure 10S. A schematic diagram illustrating the distances to the center of the neighboring

molecules in the molecular cluster used for the lattice energy calculation of polymorph I1.

Table 8S. Pair interaction energy and distance in the molecular cluster of polymorph 11(r.t.).

No Symm_etry R A EML, B3LYP-D4, gég’é%.) PWPB95, | R2SCAN-

operation ’ kJ/mol kJ/mol K3/mol " | kd/mol 3c, kdJ/mol
1| x-1/2,1/2-y,1-z 7.6 -16.22 -21.04 -18.10 -19.09 -21.51
2 | x-1/2,1/2-y, 2-z 7.8 -9.27 -14.53 -11.67 -12.26 -14.41
3| 1/2-x, 1-y, z-1/2 5.8 -21.55 -28.29 -26.10 -27.54 -29.43
4| x-1/2, 3/2-y, 1-z 9.8 -7.81 -15.94 -13.71 -14.79 -17.09
5| 1/2-x, 1-y, z+1/2 8.7 -14.33 -16.44 -14.26 -14.91 -16.17
6 | 1-x, y-1/2, 1/2-z 9.8 -7.81 -15.94 -13.70 -14.79 -17.09
7 | x+1/2, 1/2-y, 1-z 7.6 -16.23 -21.03 -18.05 -19.07 -21.52
8 | 1-x,y-1/2, 3/2-z 12.4 -0.04 -1.29 -1.10 -1.29 -1.19
9 | x+1/2, 1/2-y, 2-z 8.7 -13.89 -16.44 -14.25 -14.90 -16.17
10 | x,y,z-1 5.8 -21.56 -28.30 -26.12 -27.56 -29.42
11 | 1-x, y+1/2, 1/2-z 12.4 0.00 -1.29 -1.10 -1.29 -1.19
12 | 3/2-x, 1-y, z-1/2 10.3 -43.08 -43.87 -33.48 -36.18 -41.34
13 | x+1/2, 3/2-y, 1-z 12.1 -1.50 -5.87 -4.37 -4.93 -5.89
14 | 1-x, y+1/2, 3/2-z 10.3 -43.08 -43.87 -33.48 -36.19 -41.35
15 | 3/2-x, 1-y, z+1/2 12.1 -1.50 -5.87 -4.37 -4.93 -5.89
16 | x,y, z+1 7.8 -9.27 -14.53 -11.67 -12.26 -14.41
YEgim, kJ/mol -227.14 -294.51 -245.52 -261.95 -294.07
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Figure 11S. A schematic diagram illustrating the distances to the center of the neighboring

molecules in the molecular cluster used for the lattice energy calculation of polymorph I11.

Table 9S. Pair interaction energy and distance in the molecular cluster of polymorph I11.

No Symmetry R A EML, B3LYP-D4, gég’é%.) PWPB95, | R2SCAN-3c,
~ | operation ’ kJ/mol kJ/mol K3/mol " | kd/mol kJ/mol
1|xYy,12 111 0.00 -1.10 -0.91 -1.15 -0.90
2| -x,y-1/2, -z 16.4 0.00 -0.39 -0.26 -0.38 -0.41
3| -x,y-1/2,1-z 12.0 -40.57 -35.42 -26.79 -29.54 -33.25
4| -x,y-1/2, -z 14.1 0.00 -5.73 -4.84 -5.54 -5.97
5| -x,y-1/2, 2-z 11.6 -7.34 -10.85 -8.31 -9.66 -12.43
6| -x,y-1/2,1-z 15.0 0.00 -1.45 -1.08 -1.34 -1.39
7| -x,y+1/2, -z 16.4 0.00 -0.45 -0.33 -0.42 -0.47
8| -x,y+1/2,1-z 12.0 -40.58 -35.46 -26.80 -29.54 -33.26
9| -x,y+1/2, -z 9.9 -8.98 -14.34 -11.93 -13.21 -15.38
10 | x-1,y,z 8.1 -6.29 -16.11 -13.97 -15.38 -16.77
11 | -x, y+1/2, 2-z 11.6 -7.34 -10.85 -8.31 -9.66 -12.42
12 | -x,y+1/2,1-z 11.2 0.00 -3.41 -2.96 -3.51 -3.17
13 | x-1,y, z+1 4.9 -33.61 -44.09 -41.82 -42.97 -45.71
14 | 1-x,y-1/2, -z 21.1 0.00 0.01 0.08 0.02 0.02
15| 1-x,y-1/2, -z-1 19.3 0.00 0.06 0.18 0.06 0.03
16 | 1-x,y-1/2,1-z 16.3 0.00 -0.05 0.00 -0.03 0.00
17 | 1-x,y-1/2, -z 15.2 0.00 -0.29 -0.33 -0.39 -0.33
18 | 1-x, y+1/2, -z-1 16.5 0.00 -0.30 -0.32 -0.33 -0.36
19| x,y,2z-1 7.6 -12.11 -15.36 -11.58 -12.20 -14.43
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20 | x,y, z-1 18.2 0.00 -0.06 0.00 -0.02 -0.05
21 | 1-x,y+1/2, -z 11.4 0.00 -4.13 -3.84 -4.45 -4.45
22 | 1-x,y+1/2,1-z 10.3 -6.89 -14.44 -12.13 -13.12 -15.36
23 | X, y, z+1 7.6 -12.14 -15.24 -11.60 -12.20 -14.41
24 | x,y, z+1 55 -19.68 -38.93 -37.95 -38.93 -41.93
25 | x+1,y, z-1 14.0 0.00 -0.10 -0.01 -0.07 -0.02
26 | x+1,y,z 9.3 0.00 -0.58 -0.60 -0.63 0.16
XEgim, kJ/mol -195.52 -269.04 -226.40 -244.60 -272.67
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Figure 12S. A schematic diagram illustrating the distances to the center of the neighboring

molecules in the molecular cluster used for the lattice energy calculation of polymorph I11.

Table 10S. Pair interaction energy and distance in the molecular cluster of polymorph I11.

Symmetry EML, B3LYP-D4, DLPNO- PWPB95, | R2SCAN-3c,
Neo ) R, A CCDC(T),
operation kJ/mol kJ/mol kJ/mol kJ/mol
kJ/mol

0|xy,z 11.1 0.00 -1.07 -1.06 -1.19 -0.90
2| -X,y-1/2, -z 9.9 -9.00 -14.35 -11.92 -13.22 -15.38
3| -x,y-1/2,1-z 11.2 -0.60 -3.40 -2.97 -3.52 -3.18
4| -x,y-1/2, -z 16.0 0.00 0.06 -0.07 -0.05 -0.01
5| -x,y-1/2, 2-z 16.3 0.00 -0.06 -0.17 -0.06 -0.11
6| -x,y-1/2,1-z 20.8 0.00 0.08 0.03 0.04 0.01
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7| -X, y+1/2, -z 141 0.00 -5.77 -4.96 -5.52 -5.96
8 |-x,y+1/2,1-z 15.0 0.00 -1.40 -1.04 -1.27 -1.39
9| -x,y+1/2, -z 16.0 0.00 0.03 -0.04 -0.05 0.01
10 | x-1,y,z 9.3 0.00 -0.44 -0.58 -0.60 0.19
11 | -x, y+1/2, 2-z 19.2 0.00 0.04 0.09 -0.01 0.01
12 | -x,y+1/2,1-7 20.8 0.00 0.09 0.06 0.04 0.04
13 | x-1,y, z+1 14.0 0.00 0.06 -0.01 0.05 0.03
14 | 1-x,y-1/2, -z 114 -0.19 -4.13 -3.83 -4.44 -4.46
15 | 1-x,y-1/2, -z-1 11.6 -6.56 -12.02 -10.18 -11.61 -13.98
16 | 1-x,y-1/2,1-z 10.3 -6.89 -14.44 -12.13 -13.12 -15.36
17 | 1-x,y-1/2, -z 12.0 -37.00 -41.12 -31.40 -34.34 -38.60
18 | 1-x, y+1/2, -z-1 11.6 -6.57 -11.98 -10.17 -11.62 -13.98
19 | x,y,2z-1 5.5 -19.68 -38.92 -37.95 -38.94 -41.92
20 | x,y,2z-1 7.6 -8.91 -15.06 -11.82 -12.04 -14.43
21 | 1-x,y+1/2, -z 12.0 -36.99 -41.16 -31.39 -34.35 -38.59
22 | 1-x,y+1/2,1-7 16.4 0.00 -0.23 -0.29 -0.29 -0.35
23 | X, Y, z+1 18.2 0.00 -0.04 0.05 -0.04 -0.06
24 | X, y,z+1 7.6 -8.91 -15.08 -11.79 -12.07 -14.42
25 | x+1,y,z-1 4.9 -33.61 -44.09 -41.85 -42.98 -45.72
26 | x+1,y,2 8.1 -5.61 -16.11 -13.97 -15.38 -16.77
XEgim, kJ/mol -180.53 -280.53 -239.35 -256.58 -285.28
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