HooS3 Structure:
A2B3 . mP30.11_6e_9e-001
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Prototype Ho,S5
AFLOW prototype label A2B3_.mP30_11_6e_9e-001
ICSD 22252
CCDC 1599026
Pearson symbol mP30
Space group number 11
Space group symbol P2 /m

AFLOW prototype command aflow --proto=A2B3_mP30_11_6e_9e-001
—~params=a, b/a7 c/a, 67 T1,21,%2,22,T3,23,T4,24,T5,25,L6,26,L7,27,L8, 28, L9, 29, T10,
2105 T115 2115 125 212, L13, 213, L14, 214, L15, 215
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Other compounds with this structure

Dy2Ss3, EraS3, Tm2S3, Y253, 6-YboS3

Simple Monoclinic primitive vectors

a; = aX
az = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; + %ag—l—zl as = (ax1 4 cz1cosfB) X + iby—i—czl sin 8 Z (2e) Hol
B, = —z1a; + %ag — 21 a3 = — (ax1 +cz1cos B) X + %by—czl sin B2 (2e) Ho I
B; = Toa; + iag + 29 as = (axs + czocos B) X + iby—kczg sin 3 Z (2e) Ho II
B, = —z9a; + %ag — 29 a3 = — (axg 4 czo cos B) X + %byf czo8in Bz (2e) Ho II
Bs = r3a; + i ar + z3 a3 = (axs + czgcos B) X + iby + cz3sin 87 (2e) Ho III
Bg = —x3a; + % as — z3 a3 = — (ax3 4+ czzcos B) X + %bff —cz38in B2 (2e) Ho IIT
B, = Tia; + 1 as + z4a3 = (aws + czgcos B) X+ 1b¥ + czysin 2 (2e) Ho IV
Bsg = —z4a; + %ag — z4a3 — (azy 4+ cz4cos B) X + %byf cz48in B 7z (2e) Ho IV
By = Tsa; + iag + z5 as = (axs + cz5cos B) X + iby+cz5 sin 8 Z (2e) Ho V
Bio = —x5a; + %ag — 25 as = — (ax5 + cz5 cos B) X + %be— czssin Bz (2e) Ho V
B = Tgal + 1 as + 2 a3 = (amg + czg cos B) X + 1b§ + czgsin B2 (2e) Ho VI
B = —zgag + % ar — zg a3 — (azg + czg cos B) X + %by —czgsin Bz (2e) Ho VI
Bz = T7a; + ia2+z7a3 = (ax7 4 cz7cos B) X + iby—i—cmsinﬁi (2e) S1I
By = —x7a; + %ag — 27 as = — (ax7 4+ cz7cos B) X + %b&—cwsinﬁi (2e) SI
Bis = rga + iaz + zg ag = (axs + czgcos B) X + ib)‘w—czg sin 32 (2e) S1I
B = —zgay + %32 — 2gas — (axs + czgcos B) X + %byfczg sin 8 Z (2e) S1I
By = Toay + iag + zg ag = (azg + czgcos B) X + iby—i—ca) sin B (2e) S III
Bis = —xg9ag + % as — 29 a3 — (axg + czg cos B) X + %by —cz9sin B2 (2e) S II1
By = Tipal + % as + z1p0 a3 = (axi0+czipcosfB) X+ %by + cz108in B Z (2e) SIV
By = —zpa; + 2ay — zjpa3 = —(azi0 +czr9cosB) X+ 3by —cziosin B2 (2e) STV
By = Ti1a; + iag—i—zu as = (ax11 +czipcosf) X+ iby—i—czu sin B2 (2e) SV
Boy = —z11a; + Say — 21 a3 = —(awy +czicosfB) X+ 3by —cziisinfz (2e) SV
Bos = Tioaj + % ar + z12 a3 = (ax12 +cziacosfB) X+ %b)‘r + cz198in B Z (2e) S VI
Byy = —zpa; + 2ay — zp a3 = —(az12 +cz2c08B) X+ 3by —cziosin B2 (2e) S VI
Bos = Ti3a; + iag + z13 a3 = (ax13+czizcosf) X+ %by + cz138in Az (2e) S VII
B = —x13a1 + %ag — 213 a3 = —(ax13 + cz13cos f) fc—|—%b§f—czl3 sin B2 (2e) S VII



B27 = Tr14 Q1 + % as + 214 a3 = (0,9314 + cz14 COS ﬂ) X + %by + cz14 sinﬂ Z (26) S VIII

Bys = —zisa; + 2ay — zi4 a3 = —(az14+cz1acosB) X+ 3by —czi4sinf2 (2e) S VIII

By = Ti5a; + i ar + 215 ag = (ax15+czi5co8f) X+ %by +czi58in Az (2e) S IX

B3y = —x15a; + %aQ — 215 as = —(ij15 + cz15 COSB) 5(—|—%by—czl5 sin 8 Z (26) S IX
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