AgoPbOy Structure:
A2B2C mC20_15_ac_f e-001

This structure previously used the label(s) A2B2C_.mC20_15_ad_f_e. Calls to these addresses will be redirected here.
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Prototype Ag>,05Pb
AFLOW prototype label A2B2C_mC20_15_ac_f_e-001
ICSD 24037
CCDC 1600093
Pearson symbol mC20
Space group number 15
Space group symbol C2/c

AFLOW prototype command aflow --proto=A2B2C_mC20_15_ac_f_e-001
—~params=a, b/a7 c/a, 67 Y3,T4,Y4q, 24

e (Bystrom, 1950) gives the structure in the 12/c setting of space group #15. We have used FINDSYM to change this to
the standard C2/c setting. This conversion involved a rotation of the axis, and placed the origin on what had been an Ag
(4d) site, transforming it to Ag (4a).


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/8GWY
https://aflow.org/prototype-encyclopedia/A2B2C_mC20_15_ac_f_e-001
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=24037&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1600093&DatabaseToSearch=Published

Base-centered Monoclinic primitive vectors

g
a; = jaX — by
a; = lax+iby
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Agl
B, = 1a; = lccosBR+ esinfz (4a) Agl
By = 1ay = i1ax+ by (4c) AgII
B, = la + lag _ (%Jr“;sﬁ) %—1by+ Lesin Bz (4c) Ag I
By = —yza; +yszaz + § ag = fccos BR+bys ¥ + fesin B2 (4e) Pb1
Bg = ysai —ysas + 5 ag = 3ccosBx —bys ¥ + 3esin Bz (4e) Pb 1
By = (x4 —ya) a1 + (v4 +ya) ag + = (axg + czgco8B) X+ bys § + cz4sin Sz (8f) Ol
24 a3
Bg = —(vatwy)ar—(va—wy)az— = —(azs+c(za— 5)cosfB) R+bys § — (8f) Ol
(z4—%) as c(z4—%) sin 0 Z
By = —(zg—w)ar—(xa+tys) aa— = —(awg+czgcosf)X—bys§y — czqasin[fZ (8f) Ol
24 a3
Bio = (zatuys)ar+ (za—ys) az+ = (azy+c (244 3) cos B) X —bys§ + (8f) Ol
(44 3) a3 c(za+3)sinBz
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