HoS III Structure:

A2B tP48 77 8d 4d-001

This structure originally had the label A2B_tP48_77_8d_4d. Calls to that address will be redirected here.
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Prototype

AFLOW prototype label
ICSD

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

H»S
A2B_tP48.77_8d-4d-001
27034

tP48

7

P4y

https://aflow.org/p/GRWY

https://aflow.org/p/A2B_tP48_77_8d_4d-001
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aflow --proto=A2B_tP48_77_8d_4d-001
--params=a, ¢/a, L1, Y1, 21, T2, Y2, 22, L3, Y3, 23, Td, Yd, 24, L5, Y5, 25, L6, Y6, 265 L7, Y7, 27,
T8, Y8, 28,L9,Y9,29,T10, Y105 210, L11, Y11, 211, L12, Y12, 212

e This is one candidate for the HoS III structure, which is stable at pressures under 4 GPa and temperatures less than =
100K (Shimizu, 1995). The data presented here is for DoS, taken at 102K and ambient pressure.
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Simple Tetragonal primitive vectors

a; = ax
as = ay
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + Yy as + 21 ag ar1X+ay+cz1 (4d) HI
B, = —x1a; — Yy as + 21 a3 —ar1X—ay y+cn 2 (4d) HI
B; = —yra; +xyas + (zl + %) as —ay1i+ax1y+c(z1 +%) Z (4d) HI
B, = yia; —zraz+ (214 3) ag apnX—ar1y+c(z+3) 2 (4d) HI
By = Toai + Yo as + 20 a3 aro X+ ayey + cz0Z (4d) HII
Bg = —Zoa] — Yo ag + 29 a3 —azeX —ays§ + 2z (4d) HII
B, = —yoay +z2a2+ (22 + 1) a3 —aya X+ avay+c(z2+3) 2 (4d) HII
Bs = Yoa; —z2az + (22 + 3) ag ayaX —azy§ +c(z2+ 1) 2 (4d) HII
By = r3a; + yszas + 23 as arsX +aysy +cz3Z (4d) H III
By = —x3a; — ysas + 23 as —ar3X —aysy +cz3Z (4d) H III
Bi1 = —ysa; +xr3as + (Zg + %) as —aysX+axrsy +c (23 + %) Z (4d) H III
B, = ysa; — r3as + (23 + %) as aysX —arsy +c (z3 + %) Z (4d) H III
Bz = Tgai + ygas + 24 a3 axsX+aysy +cz4z (4d) HIV
By = —x4a] —Ygag + 24 a3 —axsX—aysy +cza z (4d) HIV
Bis = —yiaitwxsas+ (2 +3) ag —aysX+avay+c(za+3) 2 (4d) HIV
Bis = ysar —zgaz + (24 + 3) ag ays X —azg §+c(za+ 3) 2 (4d) HIV
By, = Tsaj + ysas + 25 as arsX+aysy + cz52 (4d) HV
Bis = —Z5a; — Y5 as + 25 as —axsX —aysy +cz5 2 (4d) HV
Big = —ysa1 +x5a + (25 + 3) a3 —ays X+ ars§ + ¢ (25 + 3) 2 (4d) HV
Bao = ysay —w5ax + (25 + 1) as aysX —axs§ +c (25 + 3) 2 (4d) HV
B>y = Tgai + Ygas + 26 a3 arg X+ aysy + cz6 2 (4d) H VI
By, = —Tga; — Ygas + 2 as —argX —aygy + cz6 Z (4d) H VI
Bos = —ygaj + Tgas + (26 + %) as —aysX +azrgy +c (ze, + %) Z (4d) H VI
By = ysar — zga + (26 + 3) as ayeX —aze§ + ¢ (26 + 3) 2 (4d) H VI
Bos = T7ay + yras + z7as ar7X+ay;: ¥ +cz7 (4d) H VII
Bog = —xz7a; —yras + zras —ax7X —ay; ¥+ czr (4d) H VII
Bor = —yra; +xyas + (27 + %) as —ayr;X+axry +c (27 + %) Z (4d) H VII
Bos = Yyra; — r7ag + (Z7-|— %) as ay7)2—ax7§f+c(27+ %) Z (4d) H VII



Boy = Tgay + ysas + zg as = argX + aysy + czg Z (4d) H VIII
B3y = —Tga; — ysas + zgas = —axgX —aysy + cz Z (4d) H VIII
B3: = —ysa; +rgas + (Zg + %) as = —aysX +axgy +c¢ (zg + %) Z (4d) H VIII
B3z = Ysa; — Tgas + (28 + %) as = aysX —argy +c (zg + %) Z (4d) H VIII
B3 = Tgaj + yYgas + 29 as = argX+aygy + cz9z (4d) S1I
Bss = —ZTga; — Yoap + 29 as = —argX —aygy +czg 2 (4d) ST
Bss = —ygai + Tgas + (2:9—|— %) as = —aygfi—i—am‘gff—i—c(zg + %) 2 (4d) SI
Bsg = Yoar — zga + (29 + 3) ag = ayoX —azg§ + ¢ (20 + 3) 2 (4d) S1I
Bsr = Ti0a1 + Y10 a2 + 210 a3 = ar1oX + ayi0 ¥ + czi02 (4d) S1II
Bss = —Z10@1 — Y10 A2 + 210 A3 = —ax10X — ayi0 ¥ + cz10 2 (4d) S1I
Bsg = —yioar+zpar+ (210+3) a3 = —ayioX+azipy+c(z0+3) 2 (4d) SII
Bso = Y101 — Tipa2 + (210 + %) as = ayioX —arpy +c (Zm + %) Z (4d) S1II
Bu = Tirar + Y az + 211a3 = arpn X +ayny +cz1z (4d) S III
By = —Ti1a; — Y1z + 21183 = —ar11 X —ayny +cznz (4d) S I
By = -—ynait+aznas+ (zun+3) a3 = —ayn X +ar §+c(z1+3) 2 (4d) S I
By = Y11a; — T11a + (211 + %) as = ay1 X —arp1 y+c (211 + %) Z (4d) S III
By = Ti2a1 +Yi2@2 + 21243 = arizX +ay12y + cz122 (4d) SV
By = —r12a1 — Y1282 + 212 a3 = —ar12X —ay12§ +cz122 (4d) SV
Byr = —ypait+zizac+ (z12+3) a3 = —ay12 X +ar12§ +c (2124 3) 2 (4d) SIV
By = Y1221 — T2a2 + (212 + %) ag = ayi2X —azr2y +c¢ (212 + %) Z (4d) SIV
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