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aflow --proto=A_mP32_14_8e-002
—Tparams=a, b/a7 C/a7 57 T1,Y1,21,T2,Y2,22,X3,Y3, 23, Ld,Y4,24,T5,Y5,25, L6, Y6, 265 LT,
Y7, 27,T8,Y8, 28

e There is no consistency in the naming convention of selenium structures, and we have generally tried to avoid the
Greek-letter-monoclinic form in favor of something less confusing. This structure, however, has no other name that we
are aware of, so we follow (Cherin, 1972) and call it a-monoclinic selenium, a designation followed by (Donohue, 1974).

e Although this structure has the same AFLOW prototype label, A-mP32_14_e, as 3-Se (A4;), the two structures are
distinct. They are generated by the same symmetry operations with different sets of parameters (--params) specified in

their corresponding CIF files.


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/VEFR
https://aflow.org/prototype-encyclopedia/A_mP32_14_8e-002
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=2718&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1592529&DatabaseToSearch=Published
http://aflow.org/prototype-encyclopedia/A_mP32_14_8e-001

Simple Monoclinic primitive vectors
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Cartesian
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B24 = Teal — (yﬁ — %) as + (26 + %) as (azﬁ +c (26 + %) COSﬂ) X — (46) Se VI
b(y — %) S’Jrc(zﬁJr%)sinﬁﬁ
By = T7a; + yras + z7as (a7 + czrcos B) X+ byr § + czrsin Sz (4e) Se VII
Bos = —x7a; + (y7 + %) as — — (ax7 +ec (27 — %) cos 6) X+ (4e) Se VII
(- 1) b+ 5) 5 (27— 1) sin g2
Byr = —r7a; —yras — zrag —(ax7 + czrcosB) X —byr § — cz7sin Bz (4e) Se VII
Bogs = z7a;— (y7 - %) as+ (27 + %) as (ax7 +c (27 + %) cos ﬂ) X — (4e) Se VII
b(yr—3) 9y +c(2r+3)sinBz
By = Tgaj + ysas + 2gas (axg + czgcos B) X+ bys § + czssin Sz (4e) Se VIII
B3y = —rga; + (yg + %) as — — (axg +c (28 — %) cos 6) X+ (4e) Se VIII
(28—%) as b(yg—l—%)}?—c(zg—%)sinﬁi
B3 = —rga; — ysas — zgas — (axg + czgcos ) X —bysy — czgsin B Z (4e) Se VIII
Bsx = aga;— (yg - %) ar+ (zs + %) as (axg +c (28 + %) COSB) X — (4e) Se VIII
b(ys— %) §+c(zs+3)sinBz
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