a-Carnegieite (NaAlSiOy, S65) Structure:
ABC4D P28 198 a_a_ab_a-001

This structure previously used the label(s) ABC4D_cP28.198_a_a_ab_a. Calls to these addresses will be redirected here.
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Prototype AINaQ,4Si

AFLOW prototype label ABC4D_cP28_.198_a_a_ab_a-001
Strukturbericht designation S65

Mineral name a-carnegieite

ICSD 34884

CCDC 1607157

Pearson symbol cP28

Space group number 198

Space group symbol P23

AFLOW prototype command aflow --proto=ABC4D_cP28_198_a_a_ab_a-001
—Tparams=a,T1,X2,T3,T4,T5, Y5, 25
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e This high-temperature form of carnegieite is stable above 970K.

e To our knowledge, the atomic positions of the low temperature S-carnegieite structure have not been determined.

Simple Cubic primitive vectors

al
e
a; = ax
as = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Tia; +x1ay +xas = ar1 X+ ax1y + axi z (4a) All
B, = —(ml—%)al—xlag—l— = —a(xl—%)fc—axly—i—a(xl—i—%)i (4a) All
(.231 + %) as
B; = —z1a;+ (21 + 1) as — = —aziXta(zi+3)y—a(z—3) 2 (4a) All
(r1-3) as
B, = (:nlJr%) alf(mlf%) ar—riaz = a(x1+%) i(fa(:clf%) Y —axrz (4a) All
Bs = Toay + Lo as + To as = axoX + arey + axs Z (4a) Nal
B = — (22— 3) a1 —xpay + = —a(wy— %)X —arsy+a(za+3) 2 (4a) Na I
(332 + %) as
B, = fz2a1+(x2+%) ar — = faxg)“cha(ngr%)yfa(x ,%)2 (4a) Nal
(2 —3) a3
Bgs = (acg—l—%) al—(xg—%) ar—r9az = (L(l’g—‘r%) )‘(—a(xg—%) V—axrsz (4a) Nal
By = T3a; + r3as + r3as = arsX +arsy + arsz (4a) (01
B10 = —(l‘3—%) a; —rzaz + = —a(xg—%)fc—axgy—ka(xg—ké)i (43) Ol
(z3+ 3) ag
B = fx3a1+(x3+%) ar — = faacgicha(:cng%)yfa(x ,%)2 (4a) Ol
(23— 3) a3
B = (I3+%) al—(xg—%) as—r3ag = a(xg—&—%) X—a(xg—%) Y —arsz (4a) Ol
Bz = rq4a1 + T4a9 + x4as3 = axsX+arsy +axyz (43) Sil
B = —(u—%) a; —T4as + = —a(m—%)&—au&—ka(u—k%)i (4a) Sil
(24 +3) a3
Bis = —x4a1—|—(;v4+%) ar — = —ami—i—a(u—l—%) y—a(ac4— %) Z (4a) Sil
(01— 1)
Big = (m—i—%) al—(x4— %) ar—xT4a3 = a(m—&—%) &—a(m— %) V—arsz (4a) Sil
B17 = Tsa + Ys az + 25 as = als b'e + ays y + azs Z (12b) O1Il
BlS = 7(1757%) a; —Ysag + = 7&(1’57%)5&70@/55’%’&(254’%) Z (12b) oIl
(2’5 + %) as



~

By = —r5a; + (y5+ %) as — = fa:c5)“c+a(y5 + %) yfa(z — %) Z (12b) OlIl

(25— 3) as

By = (3:54-%) al—(y5—%) as—zsa3 = a(:rg,—&—%) )‘(—a(yg,—%) y—azz (12Db) O1II

By = zsay + Ty as + ys as = azsX +axsy + ays z (12b) O1II

Bas = (25—1—%) al—(xg,—%) as—ysaz = a(25—|—%) fc—a(a:g)—%) ¥ —aysz (12b) oIl

Bos = 7(257%) a; — Tsas + = fa(25f%)§<fax5y+a(y5+%) A (12b) O1I1
Ys + %) as

By, = —zsa; + (x5 + 3) as — = —azX+a(zs+3)y—alys—1) 2 (12b) Ol
(95 —3) s

Bas = Ysai + 25 ag + x5 ag = ays X+ azs ¥ +axrsz (12b) O1II

Bag = —ysar + (25 + 1) ap — = —aysk+a(zm+3)y—a(vs—1) 2 (12b) oIl
(w5 — 3) a3

By = (y5+%) a1—(25—%) ar—r5a3 = a(yg,—i—%) )“(—a(z5—%) V—arsz (12Db) O1II

Bos = —(y5—%) a; — z5ag + = —a(yg)—%)fc—az;)y—i—a(xg)—i—% Z (12b) O1II
(:cs + %) as
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