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Sl 1. Solvate s creening

Table S1. Solva tes obtained in solid form screening, their lattice parameters and grouping according to

identified isomorphism/isostructurality.

type solvent space A A b A A A v a stochio- desolvation
group metry product
isobutanol 26.53 | 12.16| 6.69 2160 11 Vo
1. chloroform Po12101 26.08 | 12.15| 6.69 90 2119 1:1 Vb
trifluoroethanol 26.23 | 12.14| 6.70 2136 1:1 Vb
2-methoxyethano 7.04 13.08| 22.81 2100 1:1 Vb
ethyl acetate 6.98 12.87| 22.66 2040 1:1 IVp
dichloromethane 7.01 | 12.72| 22.73 2028 11 IVp
nitromethane 6.96 | 12.91| 22.38 2006 1:1 IVp
n propanol 7.00 | 13.09| 22.83 2087 11 IVp
n- butanol 7.07 12.82| 23.05 2087 11 IVp
isopropanol 7.03 | 12.99| 23.03 2095 1:1 IVp
n pentanol Pa12121 7.02 | 12.93| 22.95 90 2084 11 IVp
> cyclohexanol 7.04 | 12.73| 2283 2088 1:1 IVp
tetrahydrofuran 7.02 | 12.98| 23.14 2109 1:1 IVp
1,3dioxolane 7.03 13.01| 22.82 2084 11 IVp
ethanol 6.96 12.98| 22.63 2047 11 IVp
methanol 6.98 | 13.10| 22.58 2068 11 IVp
acetone 6.98 13.00| 22.70 2063 1:1 IVp
pyridine 7.00 | 12.81| 22.98 2064 11 IVp
benzene 7.09 13.07| 23.88 2214 1:1 IVp
dimethylacetamid 13.67 | 7.39 11.34 | 90.2 | 1110 1:1 IVp
N-methyt2 IVp
5 oyrrolidone B 1392 | 7.35 11.39 | 903 1167 11
acetic acid 1396 | 7.05 | 11.39 | 91.0 | 1119 1:2 VIl p/ IX b
propionic acid 1449 | 7.02 | 11.64 | 90.7 | 1185 12 amorphous
acetonitrile Pa1 13.33 | 7.55 10.45 | 112.3| 972 1:1 IVp VI b
acetonitrile (5 °C)  Paoia1 9.33 | 34.97| 6.81 90 2224 1:2 Saeni
acetonitrile Po12121 9.47 29.42| 6.99 90 1945 11 IVp /XII p
formic acid Po1 1421 | 7.05 12.38 | 1145 | 1132 1:2 S
Other formic acid® Pr12121 28.50 | 19.06| 6.98 90 3797 11 VIl p/XI b
p-xylene Po1 17.09 | 7.28 17.54 | 902 2206 1:.0.5 IVp
cyclohexanol P21 13.92 | 12.07| 6.84 90.8 | 1153 1:1 IVp
benzyl alcohol Po12121 18.87 | 17.76| 7.@ 90 2352 11 IVp

a obtained in solid state transition from higher solvate



S| 2. Thermal Characterization and VT -PXRD .

Table S 2. Thermal data (DSC, TGA) for the Enc -HCI solvates

guest loss weight stoichiometry thermal
(T peak ), °C loss, % desolvation
product

Siga 138 16.5 11 Vb
DSacn 79 18.5 2:1 IVp
Shacn-1 84 9.8 11 Vb
Sacn-I 72 10.6 1:1 Vo
Sra 120 115 11 Vil o
DSka 60; 120 24.0 2:1 Sea/ VIl b
DSaa 115 21.6 2:1 IXD
SenoH 123 249 11 IVp
SetoH 99 11.2 1:1 Vo
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Figure S1 . VT-PXRD patterns of Enc -HCI acetonitrile disolvate - DSacn.
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Figure S 2. VT-PXRD patterns of Enc -HCI acetonitrile monosolvate - Sacn-1.
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Figure S 3. VT-PXRD patterns of Enc -HCI isobutanol monosolvate - Siga.
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Figure S 4. VT-PXRD patterns of Enc -HCI formic acid disolvate - DSga.
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Figure S 5. VT-PXRD patterns of Enc
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3. Monohydrate MH -V and MH -VI characterization

DVS Isotherm Plot
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Figure S6. DVS isotherms of Enc -HCI monohydrate MH -V at 25 °C .
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Figure S7. DVS isotherms of Enc -HCI monohydrate MH -VI at 25 °C .



Figure S8. PXRD patterns of Enc -HCI nonsolvated (red) crystalline forms and their respective hydrated

phases (black) .

Figure S9. (a-b) DSC/TG traces of Enc -HCI monohydrates . d 1 desol Vvatmoomphiamti on,
recrystallizati on, mdedoenposition (0e°C/mimn heaingwate} h in open crucibles . ( c) Overlay

of DSC curves of Enc  -HCI monohydrates at 10 °C/min heating rate in sealed crucibles



