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Figure S1. Average RMSDs (in A) for relevant interatomic distances of (b-P35); trimer relative to
the experimental X-ray structure.

Intermolecular

Table S1. Bonding analysis of trimers (in kcal mol™") computed at BLYP-D3(BJ)/6-311++G(d,p)

Trimer AEpond AEjirain AEint AEcoop
(a-P35)3 -39.9 2.8 -42.8 04
(b-P35)3 43.9 3.5 474 0.3
(c-P35)3 -51.2 4.2 -55.5 0.2
(@P35y);  -63.1 2.1 -65.3 12,6
(b-P35gm)s  -76.0 2.9 -78.9 13,7
(c-P354u)s  -86.5 5.2 91.7 17.4

Table S2. Local molecular orbital energy decomposition analysis (LMOEDA) of trimers (in kcal
mol™") computed at BLYP-D3(BJ)/6-311++G(d,p).

Trimer AEin AEcie AEex AErep AEex+rep AEpo! AEdisp

(a-P35)3 -47.1 -54.1 -17.7 112.7 95.0 -67.7 -20.2
(b-P35)3 -52.4 -48.0 -18.6 119.2 100.6 -83.7 -21.4
(c-P35); -60.7 -53.6 21.2 133.1 111.9 -96.3 -22.7
(a-P35¢yn)3  -69.8 -67.4 -19.4 121.7 102.3 -83.2 -21.5
(b-P354n);  -84.1 -69.1 -22.1 137.0 114.9 -106.5 -23.4
(c-P35¢n)3  -97.3 -79.1 -26.7 160.5 133.8 -126.6 -25.5

Table S3. Average distances (in A) between heavy atoms of N-H---N and N-H:--O hydrogen bonds
within the trimers. Computed at BLYP-D3(BJ)/6-311++G(d,p).

Trimer d(N---N) d(N---0)
(a-P35)3 2.905 2.908
(b-P35); 2.965 2.797
(c-P35)3 2.900 2.697
(a-P354m)3 2.885 2.874
(b-P354n)s 2.918 2.755
(c-P354n)3 2.899 2.697
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(1-P35%),

Table S4. Cartesian coordinates (in A) and total electronic energy (in Hartrees) of all monomers and

[-45,2]
Figure S2. Molecular structures of (1-P35*)3 and (1-P35%y,)3 trimers with R3 = OH optimized at
BLYP-D3(BJ)/6-311++G(d,p). Interaction energies (between brackets) are in kcal mol! and
hydrogen bond distances (N/O---N) are in A.

trimers optimized at BLYP-D3(BJ)/6-311++G(d,p).
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