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1 List of Co-Crystal Formers Tested in the Screening Experiments

Co-Crystal Former Functional Group Solvents Tested Hit*
4-acetaminobenzoic carboxylic acid, amide acetone, 2-propanol, none
acid acetonitrile, methanol
2-amino-5- carboxylic acid, amine dichloromethane, DMSO, none
methylbenzoic acid acetonitrile, methanol
L-arginine carboxylic acid, amine mixtures of water with 2- none
propanol, acetonitrile,
methanol
(+)-camphoric acid carboxylic acid acetone, 2-propanol, none
acetonitrile, methanol
citric acid carboxylic acid, hydroxyl | water, 1-propanol, ev & sd
group acetonitrile, methanol
fumaric acid carboxylic acid acetone, 1- and 2- none
propanol, methanol
gentisic acid carboxylic acid, hydroxyl | DMSO, methanol, water ev & sd
groups
D-glucuronic acid carboxylic acid, hydroxyl | methanol, mixtures of none
groups water with acetonitrile,
methanol, 2-propanol
glutaric acid carboxylic acid water, 2-propanol, none
CH2CI2, methanol
glycine carboxylic acid, amine mixtures of water with 2- none
propanol, DMSO,
methanol
hippuric acid carboxylic acid, amide 2-propanol, acetonitrile, none
methanol, water/2-
propanol mixture
imidazole secondary amine, 2-propanol, acetonitrile, none
secondary imine methanol, water/2-
propanol mixture
D,L-mandelic acid carboxylic acid, hydroxyl | acetone, 2-propanol, sd
groups acetonitrile, water
maleic acid carboxylic acid acetone, 2-propanol, none
acetonitrile, water
mannitol hydroxyl groups DMSO, water, none
water/acetonitrile and
water/2-propanol
methyl-4- hydroxyl group, ester DMSO, CH2Cl2, none
hydroxybenzoate acetonitrile, methanol
piperazine secondary amine DMSO, water, acetonitrile, | none
2-propanol
L-proline carboxylic acid, water, ethanol, methanol, none

secondary amine

water/2-propanol
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saccharin amide acetonitrile, 2-propanol, none
methanol, CH2CI2
succinic acid carboxylic acid DMSO, acetonitrile, none
methanol
L-tartaric acid carboxylic acid, hydroxyl | acetone, water, ev & sd
group acetonitrile, methanol
urea di-amide DMSO, 2-propanol, water, | none

methanol

* ev: evaporation screening experiment in microtiter plate, sd: solvent drop grinding

experiment

2 FT-Raman Spectra
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3 Dynamic Vapor Sorption
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PMA
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PCI-1
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TG-FTIR performed on a slightly dried sample, first step is attributed to rest solvent.
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Comparison of measured Powder X-ray Diffraction Data with
Data calculated from Single Crystal Structures
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X-Ray Diffractogram of: PIRRMA-P5
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PCI-2

X-Ray Diffractogram of: PIRCIT-P8
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PCI-1

X-Ray Diffractogram of: PIRCIT-P7
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