a-Pu Structure:
A mP16_11 8e-001

This structure previously used the label(s) AmP16_11_8e. Calls to these addresses will be redirected here.
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Prototype Pu
AFLOW prototype label A _mP16_.11_8e-001
ICSD 43335
CCDC 1612844
Pearson symbol mP16
Space group number 11
Space group symbol P2y/m

AFLOW prototype command aflow --proto=A_mP16_11_8e-001
—--params=a, b/a,c/a, 8,1, 21, Ta, 22, T3, 23, Td, 24, L5, 25, L6y 26, L7, 27, L8, 28
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e Plutonium has been found in a variety of structures (Donohue, 1982):

— |o-Pu (this structure)

— |p-Pu

— v-Pu

— 0-Pu is in the face-centered cubic Al structure

— ¢’-Pu is in the body-centered tetragonal A6 (In) structure

— ¢-Pu is in the body-centered cubic A2 structure

Simple Monoclinic primitive vectors

a3

af?
a; = aXx
az = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = ria; + iag + 21 as = (azq + cz1cosB) X + iby—l—czl sin 3 Z (2e) Pul
B, = —zia; + %ag — 21 a3 = —(ax1 4+ cz1co8B) X+ %byfczl sin B2 (2e) Pul
B; = Toa; + iag + 29 a3 = (axg + czocos B) X + iby—i—czQ sin 8 Z (2e) Pu Il
By, = —xoag + %ag — 29 a3 = — (axe + czacos B) X + %by— czosin Bz (2e) Pu II
B = r3ag + i as + z3 a3 = (axs + czzcos B) X + iby + cz3sin Bz (2e) Pu III
Bsg = —x3a; + % ar — z3 a3 = —(awsz+czzcosfB) X+ %by —cz38in B2 (2e) Pu II1
B, = T4a; + iag + z4 a3 = (axy + czq4cosB) X + iby—i—czz; sin Bz (2e) PulVv
Bg = —x4a1 + %ag — 2433 = — (axg + cz4cos B) X + %bff— czysin Bz (2e) PulV
By = T5a; + +as + 25 a3 = (aws + cz5 cos B) X+ 1b¥ + czssin 2 (2e) PuV
B = —x5a; + %ag — 25 as = —(axs+cz5co8f) X+ %byfczg sin 8 Z (2e) PuV
Bi1 = Teag + iag + zg as = (axg + czgcos B) X + iby—i—cz(; sin Bz (2e) Pu VI
B = —xgag + % as — 2z a3 = — (axe + czg cos 5) X + %be —cz68in B2 (2e) Pu VI
Bis = T7a; + ;as + zrag = (am7 + czrcos B) X+ 1by + cz7sin B2 (2e) Pu VII
B = —z7a; + % ar — zyas = —(ax7+czrcosfB) X+ %by —czrsinfBz (2e) Pu VII
B = rgay + i as + zg as = (axg + czgcos B) X + iby + czgsin 87 (2e) Pu VIII
Big = —xga) + % as — zg a3 = — (axg + czgcos B) X + %bff —c2gsin B2 (2e) Pu VIII
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