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Table S1. Structure parameters of LigV3(P,07)3(PO4), determined from Rietveld
refinement of high power X-ray diffraction at 300 K and first-principles density

functional calculations (enclosed in parentheses).

Atoms ngtlgs)ﬁ” X y z Occupancy
P(1) 4d (0.%/6367) (0.:%/3333) (8:2332) 100
PQ)  12g (82% %ig) (8282?3) (822323) 100

Voo 036 0 oy 10
L) 2b © 0 © 100
Li(2) 4d (0.%/6367) (0. é/3334) (82?23) 100
Li@3)  12g (82%%% (82(1)85) (8282?2) 100
o1 4 (0.2/6367) (0.:?3333) (822%83&) 1.00
0w o oy @) o1 00
00 12 @603 (13 ©eey 00
0@  12g (82352) (82%823) (822322) 100
0® 122 ey 02323 osare 100
0© 12 0.2229 0.9937 0.9356 1.00

(0.2222)  (0.9918)  (0.9364)

Space group: P3cl (trigonal), unit cell parameters: a=b=9.737 (9.6761) A, c=13.615
(13.4806) A, a=f=90°, y=120°. Cell volume: 1117.89 (1093.31) A’. Reliability
factors—R,: 7.5%, R.: 11.8%.
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