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(a) 1 (b) 2

(c) 4 (d) 5

Figure S1: Morphology of 1, 2, 4 and 5

Table S2: Summary of slice energies, attachment energies [kJ mol−1] and morphological
importance (M.I. [%]) for surfaces of 2

Facets {100} {011} {11-1} {110}
d 11.4 13.7 17.8 14.6
Esl -122.7 -81.8 -100.3 -100.1
Eatt -58.2 -99.1 -80.6 -80.8
M.I 14 6 6 5

Table S3: Summary of slice energies, attachment energies [kJ mol−1] and morphological
importance (M.I. [%]) for surfaces of 3

Facets {10-1} {011} {11-1} {002}
d 12.4 13.3 16.0 17.6
Esl -140.3 -123.5 -121.4 -130.3
Eatt -69.1 -85.9 -89.5 -79.0
M.I 14 8 4 10
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Figure S2: Energy frameworks generated for the 1 crystal. Line thickness indicates the
interaction energy value (the thicker the line the greater the energy). In rows dispersion
energy (green), electrostatic energy (red) and total energy (blue). Views are presented along
the X axis (1st column), Y axis (2nd column) and Z axis (3rd column).

Table S4: Summary of slice energies, attachment energies [kJ mol−1] and morphological
importance (M.I. [%]) for surfaces of 4

Facets {001} {10-1} {010} {100} {111} {011} {110}
d 7.0 15.0 12.2 13.2 16.6 13.9 15.2
Esl -136.3 -198.3 -162.8 -187.0 -194.0 -189.0 184.2
Eatt -252.8 -190.8 -226.3 -202.0 -195.1 -200.1 204.9
M.I 9 8 7 7 7 7 5
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Figure S3: Energy frameworks generated for the 2 crystal. Line thickness indicates the
interaction energy value (the thicker the line the greater the energy). In rows dispersion
energy (green), electrostatic energy (red) and total energy (blue). Views are presented along
the X axis (1st column), Y axis (2nd column) and Z axis (3rd column).

Table S5: Summary of slice energies, attachment energies [kJ mol−1] and morphological
importance (M.I. [%]) for surfaces of 5

Facets {10-1} {002} {011}
d 8.5 5.4 7.8
Esl -313.7 -301.3 -268.1
Eatt -105.6 -117.9 -151.1
M.I 20 15 8
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Figure S4: Energy frameworks generated for the 3 crystal. Line thickness indicates the
interaction energy value (the thicker the line the greater the energy). In rows dispersion
energy (green), electrostatic energy (red) and total energy (blue). Views are presented along
the X axis (1st column), Y axis (2nd column) and Z axis (3rd column).
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Figure S5: Energy frameworks generated for the 4 crystal. Line thickness indicates the
interaction energy value (the thicker the line the greater the energy). In rows dispersion
energy (green), electrostatic energy (red) and total energy (blue). Views are presented along
the X axis (1st column), Y axis (2nd column) and Z axis (3rd column).
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Figure S6: Energy frameworks generated for the 5 crystal. Line thickness indicates the
interaction energy value (the thicker the line the greater the energy). In rows dispersion
energy (green), electrostatic energy (red) and total energy (blue). Views are presented along
the X axis (1st column), Y axis (2nd column) and Z axis (3rd column).

(a) 1: (100)
(b) 1: (11-1)

(c) 1: (010)

Figure S7: The most morphologically important facets of the 1 crystal visualised with the
aid of Jmol.
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(a) 2: (100) (b) 2: (011)

(c) 2: (11-1) (d) 2: (110)

Figure S8: The most morphologically important facets of 2 crystals visualised with the aid
of Jmol.

(a) 3: (10-1) (b) 3: (011)

(c) 3: (11-1) (d) 3: (002)

Figure S9: The most morphologically important facets of 3 crystals visualised with the aid
of Jmol.

(a) 4: (001)

(b) 4: (10-1)

(c) 4: (010)
(d) 4: (100)

(e) 4: (111) (f) 4: (011)

(g) 4: (110)

Figure S10: The most morphologically important facets of 4 crystals visualised with the aid
of Jmol.
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(a) 5: (10-1) (b) 5: (002)

(c) 5: (011)

Figure S11: The most morphologically important facets of 5 crystals visualised with the aid
of Jmol.
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