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Table S1. Neutron normalized C−H∙∙∙N interaction geometrical parameters

H···A/Å D···A/Å ∠D−H···A/o Symmetry Operation
Ia
C10−H10∙∙∙N1 2.67 3.57(1) 139 1-x, 1-y, 2-z Py∙∙∙Py
C6−H6∙∙∙N1 2.53 3.53(1) 153 1.5-x, -0.5+y, z Py∙∙∙Ph
Ib
C9−H9∙∙∙N1 2.676 3.70(1) 157 1-x, -y, 2-z Py∙∙∙Py
IIa
C11−H11∙∙∙N1 2.65 3.46(1) 130 -1+x, y, z Pz∙∙∙Pz
C9−H9∙∙∙N2 2.68 3.46(1) 128 1+x, y, z Pz∙∙∙Pz
IIb
C11−H11∙∙∙N2 2.57 3.36(1) 128 -x, 1-y, 1-z Pz∙∙∙Pz
C6−H6∙∙∙N1 2.75 3.78(1) 157 x, -0.5-y, 0.5+z Pz∙∙∙Ph
C10−H10∙∙∙N1 2.47 3.36(1) 138 -x, 0.5+y, 0.5-z Pz∙∙∙Pz

Table S2. Neutron normalized C−H∙∙∙O interaction geometrical parameters

Interaction H···A/Å D···A/Å ∠D−H···A/o Symmetry Operation
Ia
C3−H3∙∙∙O1 2.42 3.48(1) 164 2-x, 0.5+y, 1.5-z
C4−H4∙∙∙O1 2.40 3.47(1) 166 0.5+x, y, 1.5-z
Ib
C11−H11∙∙∙O1 2.60 3.34(1) 125 1+x, y, z
C2−H2∙∙∙O1 2.44 3.31(1) 136 X, 1+y, z
IIa
C2−H2∙∙∙O1 2.30 3.35(1) 162 1+x, y, z
C10−H10∙∙∙O1 2.46 3.35(1) 162 0.5-x, -y, -0.5+z
IIb

Electronic Supplementary Material (ESI) for CrystEngComm.
This journal is © The Royal Society of Chemistry 2019



S2

C2−H2∙∙∙O1 2.47 3.52(1) 160 X, 1+y, z
Figure S1. FT-IR transmittance plots for I, II
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Figure S2. mass spectroscopy analysis for I, II
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Figure S3. CHN elemental analysis for I, II 
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Figure S4. 1H-NMR spectrums for I, II
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Figure S5. 13C-NMR spectrums for I, II
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Figure S6. CSD-search for distances and angles of similar C−H∙∙∙N

(a) (b)

Figure S7. Rietveld refinement for PXRD profiles of (a) Ia and (b) IIa; experimental (up), calculated (down) and 
difference (middle).
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Figure S8. PXRD after slurry experiment
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