BASIS FUNCTIONS

Irreducible representations and their basis functions which transform like components of polar vectors
(z,y,2), axial vectors (S, Sy,S.) and second-rank tensors (z2,y?, 22, yz,2z,2y). An orthogonal coordi-
nate system is used for all crystal classes. For hexagonal crystal classes, the z axis is chosen to be in the
direction of the hexagonal a axis.

Class Irreducible Representations and Basis Functions

1 Fl(ﬂc' Y; 23 Say Sy Say @% y% 2% vz az wy)

1 (SSSxQ;zyzmzxy)F(xy,)

2 Ti(y; Sy; 225y xz), Ta(x; 2z; Sg; Su; yz; xy)

m Di(x; 25 Sy; o% y2; 22; z;), Ta(y; Su; S5 yz; wy)

2/m  T{(Sy: 2% v 2% w2), T3 (Sas S5 yzs ay), Ty (y), Ty (23 2)

222 Ty(22; y?; 22), Talz; S.; ay), Ts(x; Se; yz), Ta(y; Sy; x2)

mm2 T1(z; 2% y% 22), Ta(Ss; zy), Ts(y; Sa; yz), Ta(z; Sy, 22)

Amm2  Ti(z; 2% y% 2%), Ta(Sss ay), Ts(a; Sy w2), Ta(y; Sus y2)

mmm  T7 (2% y% 2%), T3 (Sz; 2y), T3 (Ses y2), T1(Sy; 22), T3 (2), T3 (2), T (y)

4 Ti(z; Su; 2% +y?; 22), Ta(2? — 92 y), T3l4(y, x5 Sy, Sz; Yz, x2)

i L1z @® + 9% 2%), Ta(z; 2® — y%; ay), Talala,y; Sy, Ses y2,22)

4/m F+(Sz; m2—|—y2; 22), T3 (22 — y% xy), T3TS(S,, Se; vz, 22), T (2), 3T (y,2)

422 Iy(2? 22), Ta(a?® —y?), T3(z; S.), Ta(zy), Ts(w,y; Sw,Sy, Yz, —12)

4mm T1(z; :r2 +y 2?), Tao(z? — y?), Ts(xy), Ta(S.), Ts(z,y; Sy, —Su; v2,y2)

42m Iy(2? 2?), Ta(z? — y?), T3(2; zy), Ta(S.), Ts(z,y; Suy—Sy; yz,x2)

4m?2 Iy (2? z2), To(z; 22 —y?), T'5(S.), Ta(zy), Ts(z,y; Sy, Sz; w2, —yz)

mmm THG 4% 21, THE — g, TS, T o TE (5o Syt -0}, T (2, T (o)
3 Ti(z; Su; a2 +y% 22), Dal's(y, z; Sy, Sa; 22 — y2, 22y; yz,22)

3 UF (S 2% +y% 22), T3T5(Sy, Sa; a® — o2, 20y; yz,22), Ty (2), T35 (y, o)

312 Iy (2? +y 22), Ta(z; S,), Ta(y, —; Sy,—Sx; 2% — % —2zy; 12, y2)

321 Iy(2? 2?), Ta(z; S.), Ts(m,y; SuySy; 2 — y2, —2:1cy, Yz, —xz)

3ml INC +y 2?), T2(S.), Ts(y, —x; Suy Sy; 22 — y?, —22y; yz, —x2)

31m Ti(z; 22 + 32 22), T2(S.), Ts(z,y; Sy, —Se; 22 — y?, —22y; x2,Y2)

3lm Ty (2 +y?% 22), T3(S.), T§(Sy, —Su; 27 —y?, —2zy; w2,y2), T (2), T (y, —x)

3m1l LT (22 + 9?5 22), T3 (S.), T4 (Se, Sy; 2% — 92, —2zy; yz, —x2), T3 (2), I (y, —2)

6 Ti(z; S 2 +y% 2°%), Tals(2? — v, 2zy), Tule(y, a5 Sy, Sus yz, 22)

6 1(Sz; 22 + 9% 22), Ta(z), Dsls(y, 5 2® — y?, 2zy), T4l6(Sy, Su; yz, x2)

6/m LT (S 22 + 9?5 22), TiTd (2% — 92, 2zy), TITE(Sy, Sas yz,x2), T7 (2), I T (y, )
622 i(2? +y?%; 22), Ta(z; S.), Ts(a? — y2, —2zy), Te(y, —x; Sy, —Su; x2,y2)

6mm T1(z; 2%+ 92 22), Ta(S,), Ts(a? — y2, —2zy), Te(y, —x; Si, Sy; yz, —x2)

6m2 (2% +y? 22), Ta(S.), Ts(2), Ts(y, —z; 22 — y?, —2xy), Te(Sy, —Su; 2,y2)

62m Iy (2?4 y% 2%), Ts(2), T4(S.), Ds(a,y; o® —y?, —2ay), Te(Sy, —Sz; 22,y2)

6/mmm DT (2% +y?%; 22), T5(S.), T3 (2% — 92, —2zy), TE(S,, —Ss; x2,92), T3 (2), T5 (y, —x)
23 (22 +y? + 22), Dala(2? + y? — 222, V322 — V3y?), Tu(=,y,2; Si, Sy, S5 vz, 22, 1Y)
m3 T (2?2 + 9% + 22), TIT] (22 + y? — 222,322 — V3y?), T (S., Sy, S.; vz, 2z, wy), Ty (2,9, 2)
432 Ty (2 452 + 22), Ty(2? 4+ 9% — 222,322 — V3y?), Tu(z,y, 2; S, Sy, S2), Ts(zy,yz, xz)
43m Ty(2? +y? + 22), Ts(a? + 9% — 222,V322 — V/3y?), Tu(z,vy, z; yz,x2,2y), T's(S,, Sy, S)
ma3m I (2?2 + 9% + 2%), T (22 + 92 — 222,322 — V3y?), TF(S:, Sy, S2), TH (vy,yz, x2), Ty (z,9, 2)




