B-BoHg Structure:
AB3.mP16_14_e_3e-003

This structure previously used the label(s) AB3 mP16_14_e_3e.beta. Calls to these addresses will be redirected here.
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Prototype BoHg
AFLOW prototype label AB3.mP16_14_e_3e-003
ICSD 15598
Pearson symbol mP16
Space group number 14
Space group symbol P2 /c

AFLOW prototype command aflow --proto=AB3_mP16_14_e_3e-003
——params=a, b/aa C/a7 67 T1,Y1,%71,T2,Y2,22,T3,Y3,23,T4,Y4, 24

e (Mark, 1925) studied a variety of BoHg structures, including the one given Strukturbericht designation D4, by
(Ewald,1931). (Smith, 1965) refined this structure, including the hydrogen positions.

e (Smith, 1965) presented the crystallographic information for this structure in the P2;/n, unique axis-c, setting of space
group #14. We used FINDSYM to put the information into the standard P2;/c, unique axis b, setting. This involved
modifications of the primitive vectors beyond a simple rotation.

e This structure shares the same AFLOW designation, AB3_.mP16_14_e_3e, as the BsHg structure defined by (Yao,
2011),which is probably what was called D4;. The structures differ in the orientation and placement of the molecules.
They are generated by the same symmetry operations with different sets of parameters (--params) specified in their
corresponding CIF files.
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Simple Monoclinic primitive vectors

31:233
a; = aX
az = by %J —% E
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = 1 ag +y1 as + 21 a3 = (azl + cz1 COSB) )2+by1$’+021 Sinﬂi (46) B1
B, = —ziar+ (y1+3) a2 — = —(az1 4+ ¢ (21 — 3) cos B) X+ (4e) BI
(zl—%) as b(yl—i—%)y—c(zl—%)sinﬁi
By = —ri1a; — Y as — z1 as = —(ar1+czrcosf) X—by1§ —czisinfBz (4e) B1
By = ma—(y—3)at+(n+i)as = (az1 + ¢ (21 + 3) cos B) % — (4e) BI
b(y1—3) §+c(z1+3)sinB2
By = Toaj + Yz as + 22 a3 = (axe + czacos B) X+ bya § + czos8in S 2 (4e) HI
Bg = —zoa; + (yg + %) ag — = - (a:rg +c (z — %) cos ﬁ) X+ (4e) HI
(22— %) a3 b(y2+3) ¥ —c(22—3)sinB2
B, = —Tpa; — Yz as — 22 a3 = —(axg+czocosf) X —bys§ — czosin Bz (4e) HI
Bs = ma—(p2—1)ax+(x2+i)as = (aza +c (22 + 3) cos B) X — (4e) HI
b(y2—3) §+c(22+3)sinpz
By = r3a + yzas + 23 as = (axs + czzcos B) X+ bys§ + cz3sin Sz (4e) HII
Bio = —xsa; + (y3 + %) as — = — (axg +c (23 — %) cos 6) X+ (4e) HII
(23— 3) a3 b(ys+3) ¥ —c(zs—3)sinB2
Bi1 = —r3a; —yzas — 23 as = —(axz+czzcosf) X —bysy — cz3sin Bz (4e) HII
B12 = T3 al—(yg — %) a2+(23+ %) as = (a:z:3+c(23+ %) COSﬂ) X — (46) HII
b(y — %) y+c(23+%)sinﬂ2
Bz = Tgay + ygas + 24a3 = (axg + czgcosB) X+ bys § + cz4sin Sz (4e) H III
By = —z4a; + (y4 + %) as — = — (ax4 +c (24 — %) cos B) X+ (4e) H III
(Z4_%) as b(y4+%)$’—6(24—%)sinﬁi
Bis = —rga; —ygas — 2483 = —(axg+czqgcosf) X —bys§ — czqsin Bz (4e) HIIT
Big = z4a;— (y4 - %) as+ (24 + %) a3 = (ax4 +c (z4 + %) cosﬁ) X — (4e) H III

b(ya—3) y+c(za+3)sinBz
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