Electronic Supplementary Material (ESI) for CrystEngComm.
This journal is © The Royal Society of Chemistry 2023

Polymorphism in parabanic acid-urea cocrystals governed by
Supramolecular Synthons: A comparative analysis

Ruchi Gaur?*

Solid State and Structural Chemistry Unit, Indian Institute of Science, Bangalore-560012,

India
Contents List
IR spectra of PA-UA Form I and PA-UA FormIl ... SI1
TGA of PA-UA Form I and PA-UA FormI1I ... S12
DSC of PA-UA Form I and PA-UA Form 1 ... SI13



100 <
80 -
F f
60 -
3 ‘
' AN 2663 cm-1
/ 765 cm-1
40 4 445 cm-1 / 3222 cm-1
| 1328 cm-1
\ 3381 cm-1 \
1744 cm-1
20 ElEEH 1384 cm-1 \ o 3479 cm-1
1624 cm-1
v I l I by I ¥ I . ) v J L L] . J
0 500 1000 1500 2000 2500 3000 3500 4000
cm-1
IR spectrum of PA-UA Form I
100 <
80 -
- 60 o 445 cm-1
F 101/5 1
e 2727 em-1 / /
615 cm-1 3033 cm-1
40 4 /
b 8231 om-1 f 3458 c>3471 cm-1
1384 cm-1
/ 3379 cm-1
20 - 1634 cm-1
T~ 1718.em1
L || . || v || " | - I L I v I L |}
0 500 1000 1500 2000 2500 3000 3500 4000
cm-1

IR spectra of PA-UA Form Il
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TGA of (a) PA-UA Form I (b) PA-UA Form 11
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DSC containing endothermic peak observed (a) PA-UA Form I (b) PA-UA Form Il



Si 4

The interaction energies of the molecular pairs (kJ/mol) in PA-UA Form | and Form Il.

N [ Symmetry Operations R(A) | Electron Density | Ege | Epo | Edis | Evep [ Etot
PA-UA Form |

1|-x,-y, -z 6.26 | B3LYP/6-31G(d,p) | -5.4| -0.8| -5.7| 3.2 -94
2[-x, y+1/2, -z+1/2 4.74|B3LYP/6-31G(d,p) |-24.7| -3.9|-143(19.6|-294
1|-x,-y, -z 5.77|B3LYP/6-31G(d,p) | -72.0| -15.7| -12.4| 75.1| -52.1
1|- 7.71 | B3LYP/6-31G(d,p) 85 -1.3] -59( 09| 35
2|x,y,2 5.58 | B3LYP/6-31G(d,p) 85 -1.3] -59( 09| 35
2(x, -y+1/2, z+1/2 7.30 | B3LYP/6-31G(d,p) 44| -0.6( -2.3] 04 24
1|- 4.79|B3LYP/6-31G(d,p) | -5.4| -0.8| -5.7( 3.2| -94
1|- 3.97|B3LYP/6-31G(d,p) | -0.2[ -0.0( -0.2| 0.0 -0.4
1|- 3.76 | B3LYP/6-31G(d,p) | -72.0(-15.7|-12.4]| 75.1| -52.1
1|- 6.64 | B3LYP/6-31G(d,p) 0.3] -0.01 -0.1| 0.0] 0.2
1|- 5.70| B3LYP/6-31G(d,p) | -24.7| -3.9|-14.3]19.6(-294
1|- 5.95|B3LYP/6-31G(d,p) | -24.7| -3.9(-143]|19.6(-29.4
PA-UA Form Il

1|- 4.30(B3LYP/6-31G(d,p) | -1.8] -1.9]-10.3| 4.6| -9.5
1|-x,-y, -z 7.22|B3LYP/6-31G(d,p) | -0.1| -0.6] -1.9] 0.5| -1.9
2|-x, y+1/2, -z+1/2 5.89|B3LYP/6-31G(d,p) |-16.8 -49( -9.9|12.2]-22.5
1|- 6.23 | B3LYP/6-31G(d,p) | -3.9| -2.3| -59| 88| -54
1|- 5.52|B3LYP/6-31G(d,p) | 4.7 -0.8( -3.4| 03| -8.4
1|-x,-y, -z 4.77|B3LYP/6-31G(d,p) | -2.3| -1.7|-149( 8.2|-11.5
2|x,-y+1/2, z+1/2 549 |B3LYP/6-31G(d,p) | -2.9| -1.5( -6.8| 2.5| -8.6
1|- 5.59|B3LYP/6-31G(d,p) | -13.9| -53| -8.5|14.3(-17.1
e 3.55|B3LYP/6-31G(d,p) |-18.6 -6.7(-18.0] 19.1]-28.5
1|- 4.86 | B3LYP/6-31G(d,p) 29| -1.3| -8.0| 3.7 -2.6
1|- 4.80 | B3LYP/6-31G(d,p) | -90.4] -23.0]-12.3| 89.3 | -68.1
1|- 6.30| B3LYP/6-31G(d,p) | -14.2| -3.3| -4.4]|18.1|-10.1




-X, _Y7 -Z

6.13

B3LYP/6-31G(d,p)

1.4

-8.9




