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1. Identification of Slip Planes

This has been thoroughly discussed in the main manuscript. It is necessary to mention that the
prediction of (0 1 1) as primary slip plane using “Dreiding with current charge” for RIV is consistent
with the visualization method (Table S1).

Table S1. Slip plane identification by different methods.

Primary Slip Planes Identification by

ccpC COMPASS Dreiding Qeq ~ reding Current

Compound Code Visualization o o Chargleg e
(h k1) kcal/mol (hkl) kcal/mol (h k1) kcal/mol
RIV-MAL Co 1854618 001) 001) 8.4 001) -338 (001  -178
RIV 1854617 011) 001) -39.9 001)  -441  (011)  -269
- - - 011) 442 011)  -558  (001)  -30.1
MAL 1209218 absent 001) -28.4 001 -33.8 unstable surfaces?

2 The calculations could not succeed and get terminated due to unstable surfaces.

2. Heckel Analysis

A linear portion of Heckel plot was used for calculating the “mean yield pressure” of the three
solids and the fitted lines to the linear regions are shown in following curves.
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Figure S1. Heckel plot fitted for estimating Py value of for MAL.
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Figure S2. Heckel plot fitted for estimating Py value of RIV.
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Figure S3. Heckel plot fitted for estimating Py value of RIV-MAL Co.



