Ammonia (NHs, D0;) Structure:
A3B cP16.198 b_a-001

This structure previously used the label(s) A3B_cP16_198_b_a. Calls to these addresses will be redirected here.
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Prototype HsN

AFLOW prototype label A3B_cP16.198_b_a-001
Strukturbericht designation D0,

Mineral name ammonia

ICSD 84461

CCDC 1644462

Pearson symbol cP16

Space group number 198

Space group symbol P23

AFLOW prototype command aflow --proto=A3B_cP16_198_b_a-001
—Tparams=a, T1, T2, Y2, 22

Other compounds with this structure
ASHB7 PH3
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e In the original Strukturbericht (Ewald, 1931) gave this structure the symbol D1. Following the revision of the type-D
numbering beginning in volume II (Herman, 1937) this should be renamed D0;. We previously used the D1 designation,
but now list this as D0, for consistency with other D-type structures.

Simple Cubic primitive vectors

al
&3
a; = ax
az = ay
az = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Tia; +x1as + 1 as = ar1 X+ ar1y + axi z (4a) NI
B, = —(xl—%)al—x1a2+ = —a(xl—%)fc—axly—ka(xl—ké)i (4a) NI
(w1+3) as
B = fxlalJr(ler%) as — = faxlicha(ler%)yfa(xlf%)Z (4a) NI
(w1 - 3) a3
B, = (ml—l—%) al—(xl—%) as—rias = a(ml—&—%)i—a(gﬁl—%)y—agﬁli (4a) NI
By = Toay + Yo as + 29 a3 = aro X+ aysy +azo Z (12b) HI
Bg = —(xg—%) a; —ygag + = —a(:cQ—%)f(—aygy—Fa(zQ—F%)i (12b) HI
(22 +3) as
B, = —$2a1+(y2+%) ag — = —amgi—i—a(yg—l—%)y—a(@—%)i (12Db) HI
(22— 3) as
Bsg = (aﬁg—i—%) al—(y —%) ag—zpaz3 = a(xg—&—%))?:—a(y —%)y—azgi (12b) HI
By = zaay + Toas + yo ag = azo X+ axay + ays Z (12b) HI
B = (22+%) alf(ng%) as—1ysa3 = CL(ZQ#*%))A(*CL(IQ*%)y*asz (12b) HI
Bi: = —(22—%) a; — Tpag + = —a(zz—%)i—amgy—i—a(yg—l—%)i (12Db) HI
(y2+3) as
B, = —2231—1—(362—1—%) a; — = —azQi—l—a(mg—l—%)y—a(yg—%) Z (12b) HI
(v2—3) as
Bz = Yo ay + z2as + To as = ays X+ azy + arsZ (12b) HI
By = _y231+(22+%) as — = —aygfc—«—a(zQ—l—%)y—a(x —%)2 (12b) HI
(w2 = 3) a3
Bis = (yz—i—%) al_(ZQ—%) ag—mroay = a(yg—i—%)fc—a(zQ—%)y—a:cgi (12b) HI
B = —(yg—%)al—zgag—&— = —a(yg—%)i—az'gy—ka(xg—ké)i (12b) HI
(w2 +3) a3
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