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Other compounds with this st
TisPDs3

ructure

e The D-I (16k) site has a sma
e The D-II (16k) site is 44.7%

11 number of vacancies (0.4%).

occupied.
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e Removing all of the deuterium atoms makes this isostructural with |-V3S.

Simple Tetragonal primitive vectors

a; = ax
az = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1a; + §a = ar1 X+ jay (8h) PI
B, = —(z1—3) ar+ta = —a(zy—3) X+ 3ay (8h) PI
By = %a1+x1a2+%a3 = %aicha:cler%cZ (8h) PI
B, = ja1— (1 —3) ax + 4 ag = jax—a(z1— %) 9+ 3c2 (8h) P 1
B; = —z1a; + 2 ay = —az1 X+ 2ay (8h) PI
Bs = (z1+3) ar+ 2 ay = a(z1+3) %+ 2ay (8h) PI
B, = %alfmla2+%a3 = %aifaxler%cZ (8h) PI
Bg = 3a;+ (z1+ 1) ax+as = Sak4a(ri+3)y+icz (8h) PI
By = T2a1 + §as + 5 ag = ara X+ 109 + sci (81) Zr 1
B = —(z2—3)ar+1ar+31a; = —a(ze—3) %+ 1ay + Licz (81) Zr 1
By = %al + x5 ag = iafc—{—axgy (8i) Zr 1
B, = %al — (xg — %) ay = iaf( —a (acg — %) N (8i) 7r 1
Bis = —zya;+3ay + ;ag = —aza X+ 3a§ + 32 (8) Zr 1
By = (z2+3) a1+ 2a+ 3 as = a(re+3) X+ 209+ ez (81) Zr1
By = %al — Zoas = %afc— axrsy (8i) Zr 1
Bis %al + (ch—i— %) as = %af(—l—a(l'g—i-%) v (81) 7r 1
By = r3a; + r3as + iag, = arzX + axrsy + ici (8j) Zr 11
Bigs = — (1’3 - %) allf (1’3 — %) a+ = —a (9:3 — %) X—a (xg — %) v+ %cﬁ (8j) Zr 11
133
Big = — (23— 3) a1 + w322 + 3 a3 = —a(z3— %) X+azsy + 3c2 (8j) Zr 11
By = .13331—(3?3—%) ag—&-%az; = arsX —a(z —%) y—l-%ci (8j) Zr 11
By, = —r3a; — T3as + % as = —ax3X —ar3y + %cﬁ (8j) Zr 11
By = ((Eg-’-%) a1+($3+%) az—&—%ag = a(:r3+§))‘<+a(x3+%)“+% (8j) Zr 11
Bos = (ch—i—%) al—xgag—&—%ag = a(atg—i—%) fc—axgy—i—ici (8j) 7Zr 11
B2y = —zzar+ (z3+3) a2+ a3 = —avsX+a (s +3) ¥+ je2 (83) Zr 1l
Bos = Taa; + Ty4a9 + %ag = axs X +axsy + %CZ (8j) Zr 111
B = — (m4 — %) all— (m4 — %) a+ = —a (:r4 — %) X—a (x4 — %) v+ ici (8j) Zr 111
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Be1 = (z6 + 3) a1 — ys az + 26 a3 = a(ze+3) X —ayey + cz 2 (16k) DIl
Be2 = —zgar + (Y6 + 3) a2 + 26 a3 = —areX+a(ys+3) 9 +czi (16k) DIl
Bgs = —yoar —zgaz + (26 + 1) as = —ays X —axey +c (2 + 3) 2 (16k) DII
Bes = (vs+3i)ar+(we+i)ax+ = a(ye+3)%+a(zs+3)y+c(sws+i)z  (16k) D II
26 + %) as
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