HoS III Structure:
A2B tP48_77_-8d_4d-001

This structure previously used the label(s) A2B_tP48_77_8d_-4d. Calls to these addresses will be redirected here.
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Prototype

AFLOW prototype label

ICSD
CCDC

Pearson symbol
Space group number
Space group symbol

AFLOW prototype command

nI

https://aflow.org/prototype-encyclopedia/ GRWY

https://aflow.org/prototype-encyclopedia/A2B_tP48_77_8d-4d-001
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—~params=a, C/a, T1,Y1,21,T2,Y2,22,L3,Y3, 23, L4, Y4, 24,T5,Y5, 25, L6, Y6, 265 L7, Y7, 27,
T8, Y8, 28, L9,Y9, 29,10, Y10, 2105 L11, Y11, 211, L12, Y12, 212
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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 DyS, taken at 102K and ambient pressure.

Simple Tetragonal primitive vectors

a; = ax
az = ay
ag = CZ
N
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + Yy as + 21 az = ar1X+ayy +cz1 (4d) HI
B, = —x1a; — Yy as + 21 a3 = —ar1X—ay y+cn 2 (4d) HI
B; = —yra; +xyas + (zl + %) as = —ayl}‘(—i—axly—i—c(zl +%) Z (4d) HI
B, = yrar —z1az+ (21 + 3) a3 = apnX—ar1y+c(z+3) 2 (4d) HI
B = Toay + Yo as + 29 ag = ars X+ ays ¥ + cz02 (4d) HII
Bg = —Toay — Yo ag + 22 a3 = —axeX —ays§ + 2 (4d) HII
B, = —yoay +z2a2+ (22 + 1) a3 = —aya X+ avay+c(z2+3) 2 (4d) HII
Bs = y2a1 —xgas+ (22 + 3) a3 = ayaX —azy§+c(z2+ 1) 2 (4d) HII
By = r3a; + yzas + 23 ag = arzX + aysy + cz3Z (4d) H III
B = —x3a; — ysas + 23 as = —ar3X —aysy +cz3Z (4d) H III
By1 = —ysai +x3as + (23 + %) as = —aysX +ar3y +c (23 + %) 2 (4d) H III
B2 = ysa; —zzas + (23 + 3) ag = aysX —axzy +c (23 + 1) 2 (4d) H III
Bz = T4a1 +ysas + 24 ag = ary X+ aysy + cz4 2 (4d) HIV
By = —xga; —ysas + 2483 = —ars X —ays ¥ +cza z (4d) HIV
Bis = —ysa; +z4as + (Z4+ %) as = —ay4>2+aa?4§f+c(z4+ %) 2 (4d) HIV
Big = Yga; — Tqa9 + (24 + %) as = ays X —aryy +c (24 + %) Z (4d) HIV
By, = Tsai + ysas + 25 as = arsX+aysy + cz52 (4d) HV
Big = —rsa; —ysas + 25 a3 = —arsX—ays ¥ +cz5Z (4d) HV
Big = —ysa; +asas + (25 + 3) ag = —aysX+axvsy+c(z5+3) 2 (4d) HV
Bao = ysay —wsas + (25 + 1) as = aysX —axsy +c (25 + 3) 2 (4d) HV
By, = Tgai + Ygas + 26 as = arg X+ aysy + cz6 2 (4d) H VI
Bax = —Teal — YsA2 + 26 A3 = —argX —aysy +cz 2 (4d) H VI
By = —yeai + Tgas + (26 + %) as = —ays X +argy +c (ze + %) Z (4d) H VI
By = ysar — zgaz + (26 + 1) as = ayeX —aze§ + ¢ (26 + 3) 2 (4d) H VI
Bos = T7a; + yras + 27 as = ax7X+ay;: ¥ +cz7 2 (4d) H VII



H VII
H VII
H VII
H VIII
H VIII
H VIII
H VIII
S1
S1
S1
S1

B2 = —Trai —Yyraz +z7as = —ax7X —ayry + czr 2
By =  —yraitaras+(zm+i)ay = —ayrX +arry +c (2 +3) 2
Bys = yra; —araz + (27 + 3) ag = ayrX—azry+c(zr+ 1) 2
Bao = rgaj + ysaz + zg a3 = arsX +aysy + czgz
B30 = —rga; —ysgaz + 2383 = —axsX —aysy + czs 2
Bs: = —ysaitasar+(zs+i)a; = —aysX +arsy +c(m+3) 2
Bs, = ysa; —xsas + (25 + 3) ag = aysX —azs§y +c (28 + 1) 2
B3z = Tgay + Yo az + zg as = argX + ayoy + czg Z
B3y = —ZTgay — Ygaz + 29 ag = —azgX —ayy ¥ + cz9 2
Bss = —yai+wgas+ (z9+1i)a; = —ayoX +argy +c(20+3) 2

Bas = yoar —zoaz + (20 +3) a3 = ayoX —argy +c (20 +3) 2

S1II
S 1II
S1II
S III
S III
S III
S III
S IV
SIV
S IV
S IV

Bss = —Z10a1 — Y10 a2 + 210 a3 = —axr10X — ayoy + cz10 2
Bao — — 1 _ e % 5 1) 5
39 = Yyioar +xioaz + (210 +3) a3 = ayioX +arioy +clzi0+ 3) 2
1 N N 1\ &
By = Yioar — Tioag + (210 + 5) as = ayioX —aripy +c¢ (Zlo + 5) z
B = T11a1 +yi1az + 211 a3 = arnnX+ayny +czi 2
By = —Trij1a; — Y11 a2 + 21183 = —arnn X —ayn y +cz1 2
Bu« — — 1 _ e 5 1y 5
43 = ynar +ziiaz+ (211 +3)a3 = aynX+arny +clzn+3) 2
1 N N 1\ &
By = Yyiniar —ripag + (2’11 +§) as = Gyllx—(wny-l-C(le +§) z
By = T12a1 + Y12 a2 + 212 a3 = ari2X +ayi2y +cz122
By = —Ti2a; — Y122 + 21283 = —ar12X —ay12y +cz122

Byr = —yicai+xipas+ (212 + %) ag = —ay12X +axri2y +c¢ (212 + %) z

(4d)
(4d)
(4d)
(4d)
(4d)
(4d)
(4d)
(4d)
(4d)
(4d)
(4d)
Bsr = Ti0a1 + Y10 a2 + 210 a3 = ax1oX + ayi0 ¥ + cz102 (4d) S1II
(4d)
(4d)
(4d)
(4d)
(4d)
(4d)
(4d)
(4d)
(4d)
(4d)
(4d)

Bss = yi2a1 — 122+ (212 + 3) as ay1a X —ax19y + ¢ (212 + 3) 2
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