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Table S1 Hydrogen bond parameters of the slats and salt hydrates in this study. 

Name Interaction H···A /Å D···A /Å D–H···A /º Symmetry code
N1–H1···O6 1.91 2.7647(2) 174 1-x,2-y,1-z
N2–H2···O1 2.19 2.6908(2) 117 Intramolecular
N2–H2···O7 2.08 2.8244(2) 145 1-x,1-y,1-z
N3–H3···O5 1.91 2.7578(2) 169 1-x,2-y,1-z

N4–H4A···O9 1.90 2.7601(2) 175 x,1+y,z
N5–H5···O3 2.22 2.7110(2) 117 Intramolecular
N5–H5···O8 2.09 2.8384(2) 146 1+x,y,z

ABZ–BSA
(2:2)

N6–H6A···O10 1.91 2.7532(2) 166 1-x,2-y,1-z
N1–H1A···O6 1.84 2.687(4) 169 -x,1-y,1-z
N2–H2A···O1 2.23 2.723(4) 117 Intramolecular
N2–H2A···O5 2.08 2.808(4) 143 1-x,-y,1-z
N3–H3A···O3 1.94 2.798(4) 173 -x,1-y,1-z
O6–H6A···O4 1.86 2.686(6) 162 1-x,1-y,1-z
O6–H6B···O3 2.18 2.834(4) 134 ----a

C18–H18···O5 2.52 2.894(5) 104 Intramolecular

ABZ–BSAH
(1:1:1)

C18–H18···O1 2.59 3.439(5) 152 1-x,-y,1-z
N1–H1A···O4 1.93 2.763(5) 163 1/2-x,1/2+y,3/2-z
N2–H2A···O1 2.25 2.746(6) 116 Intramolecular
N2–H2A···O5 2.06 2.820(5) 146 -x,-y,1-z
N3–H3A···O3 1.86 2.703(5) 164 1/2-x,1/2+y,3/2-z

C10–H10B···O3 2.49 3.309(9) 142 x,1+y,z
C12–H12A···S1 2.69 3.137(12) 109 Intramolecular

ABZ–PTSA
(1:1)

C18–H18···O5 2.50 2.878(7) 104 Intramolecular
N1–H1A···O6 1.79 2.665(4) 174 ----a

N2–H2A···O1 2.15 2.717(3) 115 Intramolecular
N2–H2A···O5 1.94 2.790(4) 142 -x,1-y,1-z
N3–H3A···O4 2.06 2.865(4) 175 1-x,-y,1-z
O6–H6A···O3 1.95 2.678(4) 141 ----a

O6–H6B···O4 2.01 2.747(3) 145 1-x,-y,1-z

ABZ–PTSAH
(1:1:1)

C18–H18···O5 2.55 2.915(4) 103 Intramolecular
N1–H1A···O5 1.67 2.703(4) 177 1-x,1-y,1-z
N2–H2A···O3 2.27 2.703(4) 119 Intramolecular
N2–H2A···O9 2.07 2.820(4) 148 3/2-x,1/2+y,1/2-z

ABZ–2,6-DHBA 
(2:2)
   

N3–H3A···O6 1.78 2.640(4) 170 1-x,1-y,1-z
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N4–H4A···O1 2.31 2.744(5) 111 Intramolecular
N4–H4A···O3 2.01 2.839(4) 158 3/2-x,-1/2+y,1/2-z
N5–H5A···O11 1.84 2.694(4) 177 1-x,-y,-z
N6–H6A···O12 1.72 2.6784) 168 1-x,-y,-z
O7–H7A···O5 1.76 2.583(4) 150 Intramolecular
O7–H7A···O1 2.60 3.071(4) 113 3/2-x,1/2+y,1/2-z
O8–H8A···O6 1.75 2.534(4) 150 Intramolecular
O9–H9A···O11 1.75 2.544(4) 146 Intramolecular

O10–H10A···O12 1.64 2.543(4) 162 Intramolecular
N1–H1A···O4 1.90 2.671(4) 171 -1+x,y,z
N2–H2A···O1 2.22 2.710(4) 124 Intramolecular
N2–H2A···O5 2.18 2.786(4) 139 1/2+x,1/2-y,1/2+z
N3–H3A···O3 1.77 2.689(4) 174 -1+x,y,z
O6–H6A···O7 1.79 2.603(4) 175 -1+x,y,z
O7–H7A···O4 2.04 2.827(4) 147 ----a

O7–H7A···O6 2.56 3.251(4) 135 ----a

O7–H7B···O1 2.09 2.859(4) 154 1/2+x,1/2-y,-1/2+z

ABZ–OAH
(1:1:1)

C3–H4···O3 2.37 3.312(4) 169 1/2+x,1/2-y,1/2+z
N1–H1A···O5 1.67 2.703(4) 177 1-x,1-y,1-z
N2–H2A···O3 2.27 2.703(4) 119 Intramolecular
N2–H2A···O9 2.07 2.820(4) 148 3/2-x,1/2+y,1/2-z
N3–H3A···O6 1.78 2.640(4) 170 1-x,1-y,1-z
N4–H4A···O1 2.31 2.744(5) 111 Intramolecular
N4–H4A···O3 2.01 2.839(4) 158 3/2-x,-1/2+y,1/2-z
N5–H5A···O11 1.84 2.694(4) 177 1-x,-y,-z
N6–H6A···O12 1.72 2.6784) 168 1-x,-y,-z
O7–H7A···O5 1.76 2.583(4) 150 Intramolecular
O7–H7A···O1 2.60 3.071(4) 113 3/2-x,1/2+y,1/2-z
O8–H8A···O6 1.75 2.534(4) 150 Intramolecular
O9–H9A···O11 1.75 2.544(4) 146 Intramolecular

ABZ–2,6-DHBA 
(2:2)
   

O10–H10A···O12 1.64 2.543(4) 162 Intramolecular
a Symmetrically Independent molecules. 
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Fig. S1 FT-IR spectra comparison of the binary adducts (a), ABZ–BSAH, (b) ABZ–PTSA, (c) ABZ–

PTSAH, (d) ABZ–OAH, (e) ABZ–2,6-DHBA, (f) ABZ–2,4,6-THBA, (g) ABZ–MLE, (h) ABZ–LTA along 

with its starting materials ABZ and coformers in this study.
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Fig. S2 (a), (b), (c), (d) and (e) PXRD overlay pattern of the grinded materials with single X-ray diffraction 

patterns of the ABZ–BSAH, ABZ–PTSA, ABZ–PTSAH, ABZ–OAH, and ABZ–2,6-DHBA. Good 

matching of the both indicates the material purity. Red color is the single crystal X-Ray pattern and black 

one is grinded materials. (f), (g) and (h) PXRD comparison of the ground material diffraction patterns of 

the ABZ–2,4,6-THBA, ABZ–MLE and ABZ–LTA along with their starting materials, unique new 

diffracted 2 theta values allow us to confirm new solid phase.
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Fig. S3 (a) DSC endotherm of ABZ. DSC endotherm of grinded materials (b) ABZ–BSAH, (c) ABZ–

PTSA, (d) ABZ–PTSAH, (e) ABZ–OAH, (f) ABZ–2,6DHBA, (g) ABZ–MLE, ABZ–LTA, ABZ–2,4,6-

THBA.


