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Table 1| Structural parameters.

Na, [Ligz3Tig 74102 a=b (A < Ay VA%

Exp. phasel  Exp, phase2  Cal. Exp. phasel  Exp. phase2  Cal. Exp. phasel  Exp. phase2  Cal,
=066 29643 (1) 299 11351 (4) AT 84,74 86.52
x=1 29932 (D) 3.0066 (1) 303 109538 (3 109087(5) 1093 84.99 854 86.70
Change 097% 1.43% 133%  163% 203% 206% 0.30% 0.77% 0.21%

Cal, caleulation; DFT, density Renchional theory: Exp, experiment,
Soruetural paeametens for P2ty Mg oo Ui 23 Thy 2 00 andl Ml Ly 30 Flo )0 obtained Som experiments and DFT calculations.
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