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Section S1. Ortep diagram with 50% of probability ellipsoid and crystallographic data and refinement
parameters for TMANO-2,4-DCB molecular complex in P212121 space group.

%

Emp. Formula (CH,0,Cly CHoNO),

FW (g/mol) 532.23
Temp. (K) 100
A (A) 1.54184
orthorhombic

Crystal system

Space Group P212121
Unit cell
a(d) 12.1285(1)
b (A) 7.92362(7)
¢ (A) 25.8171(2)
Volume (A%) 2481.07(3)
7 4
p calcd (mg/m?3) 1.425
Abs.Coeff (mm-!) 4.667
F(000) 1104
6 range (°) 4.0 to 74.1
Reflections collected /  47327/4994
Unique [R(int)] [0.036]
Flack x 0.488(16)
Completeness (%) 99.92
Data / restraints 4994/0/317
/ parameters
Gof on F? 1.06
R1 [[>26(D)] 0.0295

wWR2[1>26(1)] 0.0803




Section S2. Heating and cooling X-ray powder diffraction patterns for the TMANO-2,4-DCB molecular
complex and cell parameters changes.
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Calculated 293 K
Experimental 303 K
Experimental after 1* cycle 303 K

Section S3. Simulated powder diffraction patterns for the TMANO-2,4-DCB molecular complex
measured to 100, 150, 200, 250 and 298K.
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Section S4. Hot Stage microscopy for the TMANO-2,4-DCB molecular complex.




Section S5. TG, DSC analysis and hot stage microscopy for the TMANO-2,4-DCB molecular complex.
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Section S6. FT-IR vs T spectrum for the TMANO-2,4-DCB molecular complex and FT-IR for the 2,4-
dichlorobenzoic acid.
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Section S7. PASCal output obtained for cell parameters data, showing the principal components of the
expansivity tensor and the expansivity indicatrix representation.
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20 | EE c Axes g(MK') oa (MK') a b c
g 8 X4 36.3519 1.7228 0.0000 0.0000 1.0000
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