GdSI Structure:
ABC_hP12_174_aj_dk_ej-001

This structure previously used the label(s) ABC_hP12_174_cj_fk_aj. Calls to these addresses will be redirected here.
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Prototype GdIS
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Pearson symbol
Space group number

Space group symbol

AFLOW prototype command

hP12
174
P6

—Tparams=a, c/a, L4,Y4,25,Y5, L6, Y6

aflow --proto=ABC_hP12_174_aj_dk_ej-001

Other compounds with this structure

ThSI, DySI

e This is a major revision of the previously published version of this page in (Hicks, 2019), however the structure from that
page is nearly identical to the structure found here. We have changed our reference from the original (Dagron, 1969) to

the more accessible (Beck, 1986).

e This is a high-pressure phase of GdSI. At ambient pressure it is in the |SmSI structure.

e The ICSD entry for this structure is incomplete, leaving out the (1a), (1d), and (1e) sites, apparently because of a

misreading of Table 4 in (Beck, 1968).

Hexagonal primitive vectors

al’,
a %afc — @ay
as %af{ + ?ay
ag CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) GdI
B, = %al—l—%ag—}-%ag = %ai—i— %ay—i—%ci (1d) I1
B; = %al—&—%ag = %ai—%ay (1e) SI
B, = T4ay + ygas = %a (x4 +ys) X — 73a (x4 —ys) ¥ (3j) Gd II
Bs = —yga; + (x4 —y4) ag = 50 (x4 — 2ys) X+ 73ax4§f (3j) Gd II
Bg = — (x4 —y4) a1 — x4 29 = —%a (2x4 —ys) X — 73ay4 vy (3j) Gd II
B, Tsay + ys as = %CL(SL’5+]/5) X — @a(ws —ys) ¥y (3j) S1I
Bg = —ys a1 + (v5 — ys5) az = La(xs —2y5) X+ Lazs (3) S
By = — (x5 —y5) a1 — z5ay = —%a(2x5 —ys) X — 73ay5y (3j) S1I
Bio = zear +ysaz + 5 as = la(zetuye) x— La(re—ye) §+ Lz (3k) 111
Bi: —ysar + (x6 — ys) a2 + %ag = %a (x6 —2ys) X+ ?axﬁ v+ %ci (3k) 111
By = —(xg —ys) a1 — xgas + %a3 = —%a (226 — yg) X — @ay(;y + %ci (3k) 111
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