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Table S1 Summary of screening study

Samples ApKa Cocrystal or salt formation
Predicted Experimental
outcome outcome
BREX: succinic acid 2.82 Salt-cocrystal hybrid Yes
BREX: oxalic acid 7.2 Salt No
BREX: malic acid 5.0 Salt No
BREX: sebacic acid 3.7 Salt No
BREX: tartaric acid 5.53 Salt No
BREX: benzoic acid 4.22 Salt No
BREX: caffeic acid 3.8 Salt Eutectic
BREX: p-coumaric acid 4.42 Salt No
BREX: cinnamic acid 3.98 Salt No
BREX: ferulic acid 3.8 Salt No
BREX: gallic acid 3.92 Salt No
BREX: ascorbic acid 4.25 Salt No
BREX: vanillic acid 3.91 Salt No
BREX: catechol -1.06 Cocrystal Yes
BREX: resorcinol -0.73 Cocrystal No
BREX: pholoroglucinol -0.03 Cocrystal No

Note: Yes- single melting in DSC with unique peaks in PXRD analysis of samples indicate cocrystal formation;
No- multiple melting peaks without unique peaks in PXRD

Table S2 Summary of thermal analysis by DSC

Samples Onset (°C) Peak (°C) Enthalpy (J/g)
BREX 182.75 184.75 -74.94

CAT 103.73 106.06 -173.29

SuU 187.11 190.12 -203.21
BREX: CAT 159.01 161.34 -58.9

BREX: SU 154.23 156.08 -97.82

Table S3 Dissolution parameters for plain BREX, physical mixture (PM) and cocrystals

Dissolution BREX BREX:SU BREX: CAT PM1 PM2
parameter

£ - 30.76 2431 48.32 63.28
DE;5s 36.04 57.11 65.27 46.51 37.29
DE 53.96 79.37 86.79 65.07 58.68

#with reference to plain BREX
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Figure S1 UV spectra of individual components and overlay. BREX- brexpiprazole; CAT-
catechol and SU- succinic acid
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Figure S2 Pawley profile fitting for PXRD pattern of BREX: CAT cocrystal (A) and BREX:
SU cocrystal (B)
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Figure S3 Dissolution profile comparison of plain un-milled drug (BREX) and its physical
mixtures with coformers (PM1 and PM2) and the ball milled drug (BREX BM) and its
physical mixtures (PM1_BM and PM2_ BM)



