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Table S3: Calculated elastic, compliance and dielectric constants in MXO4 compounds (M = Al,
Ga, B; X = P, As). Experimental values (between brackets) for AlPO4, GaPO4 and GaAsO4 are
from Bailey et al.,1 Wallnöfer et al.2 and Bhalerao et al.,3 respectively.

AlPO4 AlAsO4 GaPO4 GaAsO4 BPO4 BAsO4
Elastic Constants under zero electric field (GPa)
C(E )

11 66.07 (69.3) 55.53 61.91 (66.58) 48.94 164.40 128.13
C(E )

12 2.91 (10.5) 14.99 17.28 (21.81) 18.76 27.76 37.84
C(E )

13 8.93 (13.5) 17.73 20.75 (24.87) 21.24 41.38 44.99
C(E )

14 13.69 (13.0) 4.89 5.29 (3.91) 0.10 (1.7) 13.76 -2.07
C(E )

33 73.64 (88.6) 79.57 93.44 (102.13) 87.73 (103.5) 211.62 191.83
C(E )

44 40.55 (43.0) 34.41 37.29 (37.66) 27.11 (30.7) 109.44 72.61
Compliance Constants under zero electric field (TPa−1)
S(E )

11 16.76 (16.4) 20.76 18.74 (17.93) 25.28 6.60 8.99
S(E )

12 -1.80 (-3.2) -4.78 -4.45 (-4.82) -7.86 -0.91 -2.09
S(E )

13 -1.82 (-2.0) -3.56 -3.17 (-3.19) -4.22 -1.11 -1.62
S(E )

14 -6.27 (-5.9) -3.63 -3.29 (-2.36) 0.12 -0.94 0.31
S(E )

33 14.02 (11.9) 14.16 12.11 (11.35) 13.44 5.16 5.98
S(E )

44 28.90 (26.8) 30.09 27.75 (27.04) 36.89 9.37 13.79
Free-stress Dielectric Constants
ε
(σ)
11 4.66 (4.73) 5.37 6.08 (5.2) 6.93 5.86 7.27

ε
(σ)
33 4.64 5.31 5.77 6.38 6.15 7.48

Fixed-strain Dielectric Constants
ε
(η)
11 4.56 5.19 5.82 6.45 5.84 7.19

ε
(η)
33 4.64 5.31 5.77 6.38 6.15 7.48
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