T-50 B (A4,) Structure:
A tP50.134_a2m2n-001

This structure originally had the label A_tP50_.134_b2m2n. Calls to that address will be redirected here.
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aflow --proto=A_tP50_134_a2m2n-001

https://aflow.org/p/R7N6

https://aflow.org/p/A_tP50-134_a2m2n-001

—~params=a, C/a7 T2,22,X3,23,L4,Y4,24,T5,Y5, 25

e This is apparently the most common form of boron. At least it is listed first in (Donohue, 1982).

e The basic building block is a slightly distorted icosahedron. This icosahedron also appears in |a-B (hR12) and 5-B

(hR105).
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Simple Tetragonal primitive vectors

a; = ax
az = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B; = ta;+2ay+tag = tax+3ay+ Lz (2a) B 1
B, = %a1+%ag+%ag = %a}“(Jr%aer%cZ (2a) B1
B; = Toa] — Tpag + 29 a3 = axoX —aroy + c292 (8m) B II
By = —(z2—3)a+(za+3)a+ = —a(za—3) X+a(we+3)y+cznz (8m) BII
zgag
Bs = (z2+3) aitasart(n2+3)ag = a(va+3) X+avey+e(eti)z (8m) B 1II
Bs = —zoa; — (22— 1) as + = —azoXk—a(vo— 1) y+c(za+3)2 (8m) B II
(22 +3) as
B, = —(ch—%) a; — Toag — = —a(xg—%)fc—axgy—c(zg—%)i (8m) B1II
(52 - 1) g
Bsg = m2a1—|—(x2—|—%) a2—(z2—%) az = ax2x+a(x2—|— ) c(zg—%) Z (8m) BII
By = —Zoaj + Toag — 2o a3 = —ars X+ axsy — czo Z (8m) B II
Bio = (1‘2-’-%) al—(mg—%) as— 2z a3 a(xg—l—%)i—a(mg—%)y—c,@i (8m) BI1I
By = T3a; — T3as + 2343 = arz3X —axrsy + cz3Z (8m) B III
Bz = (ngf) a1+(a:3+%) as+ = (:vgff)era(:z:ng )erCZgZ (8m) B III
23 a3
Biz = (I3+%) a1—|—x3a2—|—(23+l) a3 = a(xg—i— %) i—l—axgy—l—c(zg—&—l) Z (8m) B III
By = —x3a; — (xg,— 3) a+ = —azsXk—a(vs— 1) y+c(z+3)2 (8m) B III
(23 + 3) as
Bis = 7(9337%) a; —rzag — = —a(xg—%)f(fa:rgy—c(zgf%) Z (8m) B III
(20 - 3) g
Bie = wzsai+(z3+3)a—(—3)as = arsk+a(zs+3)y—c(a—3) 2 (8m) B III
By = —T3a; +r3ay — z3a3 = —ar3X +ax3y —cz3Z (8m) B III
Bis = (z3+3)ai—(v3—3)as—23a a(zs+i)x—a(zs— 1)y —cz2 (8m) B III
By = Tg4ay + ygas + 24 a3 = axsX+aysy +cz4z (16n) BIV
Bo = —(mu—3)ari—(yu—3)a+ = —a(zg—3)%k—a(ys—3) §+cuz (16n) B1V
24 a3
By, = —(y4—%) a; +x4a9 + = (y4—7) x+ax4y+c(24—|— ) (16n) BIV
(z1+3) as
Baz = waar—(za—3) ax+(za+3) a3 = apX—a(zs—3) 9+c(zat+i)z (16n) B IV



Bos 7(1747%) a; +ysas — = —a(a:4f%) )A(+ay4§ffc(24—%) Z (16n) BIV
4 — %) as
Bay x4a1—(y4—%) a2—(24—%) a3 = aufc—a(y;;—%) y—c(24—%) Z (16n) BIV
Bos Ysay + 489 — 2483 = aysX +axyy — cz4 2 (16n) BIV
Bas —(y4—%) al—(x4—%) as — = —a(y4—%)§<—a(x4—%)y—cz412 (16n) BIV
24 a3
Bar —x4a] —Ygag — 24 a3 = —axsX —aysy —cz4 Z (16n) BIV
Bos (m—i—%) a1+(y4+%) as—z4a3 = a(m—&—%) 5(—|—a(y4+%) Y —cz42 (16n) BIV
Bao (ya+3) ai—zsar—(za—3) a3 = alys+3) X —azsy—c(za—13) 2 (16n) B1V
Bso —ysar + (24 + 3) ag — = —ayak+a(za+3)g—c(za—1) 2 (16n) B IV
(24— 3) as
Bs: (za+3) ar—ysas+(za+3) a3 = a(zs+3) k—apuy+c(ati)z (16n) B IV
Bs, —zsa; + (y4+%) ap + = —ax4§<—|—a(y4+%) y+c(24—|— %) Z (16n) BIV
(24 + 3) a3
Bss —Yysa1 —xga3 + 243 = —aysX —axs §+ cz4 2 (16n) B 1V
Bs4 (ya+3) ar+(za+3) astzaas = alys+ i) x+a(za+i)y+cuz (16n) B IV
Bss Tsay + ysas + 25 as = ars X+ aysy + cz5 2 (16n) BV
Bsg —(m5—%) al—(y5—%) a+ = —a(%—%)k—a(%—%)y—&—c%i (16n) BV
25 a3
Bsr —(ys—3) a1+ 2522 + = —a(ys —3) X+axsy +c(z+3) 2 (16n) BV
(z5+3) a3
Bss y5al—($5—%) a2+(z5+%) ag = aysi—a(x5—%)y+c(z5+%)i (16n) BV
Bsg —(m5—%) a; + ysag — = —a(%—%)k—l—a%y—c(z;,—i)i (16n) BV
(25— 3) as
Bao x5a17(y5—%) a27(2'5f%) ag = ax5xfa(y f%)yfc(zsf%)i (16n) BV
B4 ysay + Trsas — 25 as = ays X +arsy —cz52 (16n) BV
Byo —(ys—%) al—(x;)—%) a — = —a(y5—%)§<—a(x5—%)y—cz5i (16n) BV
Z5as
Bus —X5a; — Y5 as — 25 ag = —arsX —aysy — cz5 % (16n) BV
Baa (z5+3) a1+ (ys +3) as—z5a3 = a(zs+3) %k+a(ys+3)y—cas2 (16n) BV
Bys (yg,—i—%) al—x5a2—(25—%) a3 = a(ys—i—%)fc—axg)y—c(zs—%) Z (16n) BV
Bus —ysa + (m5+%) as — = —ay5§c+a(a:5+%) 9—0(25— %) Z (16n) BV
(25— 3) as
Bar (z5+3) ai—ysas+(z5+3) a3 = alzs+3) k—aysy+c(s+1)2 (16n) BV
Bus —r5a; + (y5+%) as + = —ax5>‘<+a(y5+%) Sf—l—c(zs—k%) Z (16n) BV
(2 +3) as
Byo —ysa; — Tsas + 25 ag = —ays X —axsy + cz5Z (16n) BV
Bso (y5+%) al+(a:5+%) aytzsag = a(y5—|—%) )“(—l—a(x5+%) ¥ +czsiz (16n) BV
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