PG No. 4 Cs m (b-axis setting) [ monoclinic | (polar, internal axial quadrupole)

* Harmonics for rank 0
* Harmonics for rank 1
=(2,1
OV lg)(ar,1)
** symmetry

x
** expression

3V10G,yz  V30G,yz  V30G.,xz  V30G..xy  V30G,. (y—2)(y+2)
T 1w 1w 1w T 1 10

AV [g)(A,2)

** symmetry

z

** expression

V30G, xy B \/%Gzy (z—y)(z+y) n V30G,.yz B \/%Gyzmz
5 10 10 10

Q> [g)(4”)

** gymmetry

Y
** expression

3V10G, 2z V30G,z2 \/%Gmyyz V30G,, (z — 2) (x+2)  V30G,.xy
10 10 10 + 10 10

* Harmonics for rank 2

3 Vgl(A 1)
** gymmetry

22 42

Yy 2
B 2+z

** expression

\/§G<czy _ \/iGsz
2 2

Q& Vg, 2)

** symmetry

V3(z—y)(z+y)
2

** expression

V6Goyz  V6G,.y  V6Gy.x
3 6 6

Q& Vg, 3)

** symmetry

\/g{L’Z

** expression

_V2Guy N V6G,y  V6G,,a N V6G,.2
2 6 6 6

Q5 [gl(A, 1)

** gymmetry

** expression

5v42G, xyz B 5VA42Gyz (x — y) (x +y) 3 VA2G,.y (.772 +? - 422) . V42G,x (12 +y? - 422)
14 28 28 28

QP [g(4',2)

** gymmetry

V3(z—y)(x+y)
2




** expression

5\/éﬁGuxyz \/ﬂGmyz (3.”52 +3y2 — 222) \/ﬂG“y (9.r2 —y? - 622) \/ﬂGyzx (.”52 —9y% + 622)
- 14 + 28 B 28 + 28

g4, 3)
** gymmetry

\/3{12' z

** expression

VA2G .y (12 + 4% — 4z2) n V14Gy (9:132 —y? - 622) V14Gyx (2302 — 3y? — 322) V14Gy, 2 (3%2 + 3y — 222)
28 28 14 14

Q% Vgl(A”, 1)

** symmetry

V3yz

** expression

V2G,x N V6G,z N V6G.yy  V6G,.z
2 6 6 6

@ Vgl(A”.2)
** gymmetry

V3zy
** expression

V6G,z N V6G,.x  V6G,.y
3 6 6

Q& Vgl 1)

** symmetry

V3yz

** expression

VA2G & (x2 +y? - 4z2) V14G (ch — 9% + 622) \/ﬂGmyy (31’2 — 2% + 3z2) N V14G,. 2z (3.752 +3y? — 222)

28 28 14 14

35" [g)(4”,2)
** gymmetry

V3zy

** expression

5VA2G 2 (x —y) (z+y)  VI4Gyz (322 + 3y* — 222) N VI4G, .z (22° — 3y? — 322) N VI4G .y (322 — 2y + 32%)
28 - 28 14 14

* Harmonics for rank 3

= (2,—1
G5l 1)
** symmetry
T (2.’1)2 — 3y - 3z2)
2
** expression

3\/EGUZ/Z \/?EGU:UZ \/%GLLITZ \/%GuTZ/ mGyZ (y — Z) (y + Z)
20 20 5 5 " 20

@ Vo)A 2)
** gymmetry

2 (327 +3y% - 22%)
2

** expression

B V330G, zy n \/%Gzy (z—y)(z+y) n V30G,..yz B \/%G’yzzz
10 20 5 5

Q& Vigl(a,3)



** symmetry

Vibz (y — 2) (y + 2)
2

** expression

VG 3Gz VEG,. (2"~ - )
4 4 4

@ Vg4 4)
** gymmetry

V152 (2 —y) (x + y)
2

** expression

_ V6G, 2y B V2G4, (:1:2 +y? — 222)
2 4

Q5 [g)(A, 1)

** gymmetry

T (21‘2 —3y% — 322)
2

** expression

B V5G yz (6:1:2 —y? - 22) B V15G,yz (6372 —y? - 22) N V15G x2 (4:r2 —3y% — 37;2)
4 12 12
- V15G,.xy (4;52 — 3% - 322) B \/ﬁGyZ (y—2)(y+2) (69;2 —y? - z2)
12 12

Q¢ g4, 2)

** gymmetry

z (3x2 + 3y2 — 222)
2

** expression

VI5G,zy (22 + 2 — 627) N V15Gay (x —y) (x+y) (22 +y* — 62%)  V15Ga.yz (322 + 3y* — 42%) N VI15Gy 2 (32 + 3y? — 422)

6 12 12 12

2(2,1
@A, 3)
** gymmetry

V152 (y — 2) (y + 2)
2

** expression

V3G yz (12x2 —9y? + 522) B Gyyz (36;v2 + 9% — 1322) n TGryz2 (2$2 —3y% - zz)
12 12 12
n TGy (2$2 —y? - 3z2) Gy, (4x4 — 1222y — 122222 + 5y* — 18222 + 5z4)

12 12

2 (2,1
T gl 4)
** symmetry

V152 (z — y) (z +y)
2

** expression

3 6 12
TG e2yz (3:(:2 +9% - 222) 7Gy.xz (x2 + 3% — 2z2)
12 12

V3Gyay (22 + y? — 622) N TGy (x—y) (T +y)  Gay (52t — 1822y — 122222 4 5yt — 12y%2% 4 42%)

QP Vigla”,1)

** symmetry
V1bzyz
** expression

V6G, (z—y)(z+y) T V26, (-732 +y2 - 222)
4 4




@ lglar2)
** gymmetry

Y (33:2 — 2% + 3z2)
2
** expression

3V10G, 2z V30G,xz  V30G.,yz  V30G.. (x —2) (x+2)  V30G,.xy
T2 T2 T 5 20 t—%

QP Vigla”,3)

** symmetry

Viby (x — 2) (x + 2)
2

** expression

\/6Gul‘2 SﬂleZ \/§Gzz (12 - 2y2 + 22)
A R 4

@ lglar,n)
** gymmetry

V1bxyz

** expression

V3G, (z —y) (z+y) (,rz +y? - 622) G, (r4 —122%y% 4 62222 + y* + 6222 — 224)
6 6
TGy (r —y) (v +y) N T1Geezz(x —2) (T +2) TGuyz(y—=2)(y+2)
6 6 6

(2,
Q5 lg)(A",2)
** symmetry
y (322 — 2y% + 32%)
2

** expression

VBEGLzz (1’2 —6y% + 22) V15G,xz (.752 —6y% + z2) V156G, yz (3.752 —4y? + 322)
- + +
4 12 12
V15G,. (x — 2) (v + 2) (2% — 6y% + 2%)  V15G.ay (322 — 4y* + 32%)
12 12

QP [g)(A”,3)

** symmetry

VBy—2) (@ +2)
2

** expression

3Gz (9;v2 — 1292 — 5z2) N Gyxz (x2 + 36y2 — 1322) TGoyyz (3302 — 2% + z2)
12 12 12
Gy (51‘4 — 1222y — 182222 + 4y* — 12y222 + 524) 7Gy.xy ($2 -2y + 3z2)
12 12

* Harmonics for rank 4
=(2,—1
G VlglA,1)
** symmetry
V21 (:1:4 — 322y — 32222 + y* — 3222 + z4)
6

** expression

VoGnz(@ —y) (r+y)  Vo5Guy(—2)(w+2)  V5Gya(y—2) [y +2)
2 2 2

CFVgl(A,2)
** gymmetry

V15 (:L'4 —1222y2 + 62222 + y* + 69222 — 224)
- 12

** expression
_6\ﬁGv5L‘yz B VTGoyz (x —y) (2 + ) N V7Gy.y (422 — 3y + 522) N VTGy.x (322 — 4y* — 522)
7 14 14 14
4




QP VlglA'.3)
** gymmetry

Vb (z —y) (x+y) (2% + y* — 622)
4

** expression

6vVT7Guzyz  V21Guyz (31‘2 +3y? — 222) V21G,.y (2:[2 —y? 4 22) V21Gy.x (:132 — 2% — 22)
7 + 14 - 14 + 14

QP lglA’4)
** gymmetry

7\/%12(‘1:72)@«%2)
2

** expression

\/3Gyzz (33;2 - z2)

+ V3G, .xyz — 4

3Cuy(r—2)(x+2) V3Guw(r—z)(z+z) V3Gay (22 - 32%)
4 4 4

QP Vgl 5)

** gymmetry

\/5:1:2 (:1:2 — 6y2 + z2)
2

** expression
3VTGuy (522 — 2% + 2%)  V21G,y (32% + 292 — 922)  V21G,yw (22 4+ 2y° — 52%)  V21Gy.2 (5z? — 2y° — 22)
+ + +
28 28 28 28
~ (2,1
Qo)A 1)

** gymmetry

V21 (:1:4 —32%y% — 32222 +y* — 3y + 24)
6

** expression

3V2310Guwyz (v —y) ( +y)  3VTT0Gayz (2% +y? — 227) n VTT0G 1y 2 (x — y) (x4 y) (2% + y* — 22%)
44 44 22
Y 710G,y (x — 2) (x + 2) (:n2 — 2% + zz) Y 710Gz (y — 2) (y + 2) (212 —y? - zz)
22 22

2(2,1
@l 2)
** gymmetry

V15 (2 — 120292 + 62222 + y* + 69222 — 22*)
12

** expression

21V66Guryz (v —y) (v +y)  21V22G,ayz (2% +y% — 227) n TV22G, 2 (z — y) (x +y) (22 + ¢y — 227)
44 44 44
V22G .y (172% — 2222y — 362222 + 3y* — 8y222 +102%) V22G,.@ (3a* — 222%y? — 82222 + 17y* — 36y222 + 1024
+ Y

44 44

2(2,1
@l 3)
** gymmetry

VB (z —y) (z +y) (2% +y* — 62%)
4

** expression

21V22G myz (22 + y? — 222)  21V66G ayz (z — y) (z + y) n V66G 2 (92 — 242%y? — 102222 + 9y* — 10222 + 2z4)
44 44 44
V066G, y (o + 227y — 122222 + y* — 129222 + 824) V66G,.x (1‘4 + 222y — 122222 + y* — 12222 + 8z4)
a 44 a 44

@l 4)
** gymmetry

7\/ﬁwz(x—z)(x+z)
2

ot



** expression

3V 154Gy (x4 + a2y? — 92222 — 222 224) V462G, y (5134 — 22y — 27222% + 2% + 424)
- 88 - 88
. V462G, (3:4 —22%y% — 82222 + 6y%2% + 324) N V462G, zyz (ac2 — 2% 4 22) n V462G, ;2 (3.7:4 + 622y? — 82222 — 2y%2% + 24)
44 44 44

QY [gl(A, 5)

** gymmetry

_ NGEZ (1’2 — 6y> + 22)
2

** expression

3V22GLy (51’4 + 3x2y? — 392222 — 29t + 17y%2% — 224) V66G,y (9I4 — 3122y? 4+ 392222 + 2y* + 11222 — 1224)
88 88
N V066G @ (2* — 1220%y? + 22222 + 8y* — 12y%22 + 24) N 21V66G.2yz (x — 2) (z +2) V66G,. 2 (z* — 1222y + 22222 + 8y* — 12y%2% + 24)
44 44 44

QP Vgl(A”, 1)

** symmetry

V35yz (y — 2) (y + 2)
2

** expression

3Gz (y —2) (y + 2) N V3G,x (y —2) (y + 2) N V3Gayy (y* — 32%) 3 V3Gy.z (3y° — 22)

) 1 4 1 + \/gGyzq:yz

QP g4, 2)
** gymmetry

V3bay (z —y) (z +y)
2

** expression

_VBGu2(z—y) (z+y)
2

Q% Vlgl(A”, 3)

** symmetry

Vhyz (6332 —y% - 22)
2

\/gGa:zx (IQ - 3y2) _ \/gGyzy (3332 - y2)
4 4

+ \/ngyxyz +

** expression

3V7G (2x2 — 5y% — 2:2) V21G,x (2x2 +3y? — 922) V21G.yy (2:132 +9? - 522) V21G,.2 (2:1:2 — 5y? + 22)
28 * 28 a 28 * 28

QP Vgl(A”,4)

** symmetry

B Voaxy (;v2 +y? - 6z2)
2

** expression

3VTGuz (x —y) (z +v) . V21G,z (32% + 3y? — 222) B V21G,. 1 (2% — By? + 222) 3 V21G,.y (5a? — y? — 222)
7 14 28 28

Q" [g)(A”, 1)

** symmetry

V35yz (y — 2) (y + 2)
2

** expression

3V 154Gy x (z2y2 — 2222 4yt —0y222 + 224) V462G, x (wa2 — 2222 — Byt + 27222 — 4z4)
88 88
V462G .y (2$2y2 — 62222 — y* + 8y22% — 3z4) n V462G ;.2 (691U2y2 — 22222 + 3y* — 8y?22 + z4) V462G, Tyz (2x2 —y?—2?)
a 44 44 a 44

3 (2,1
T lgl(a”,2)
** symmetry

V35zy (x —y) (v +y)
2




** expression

IV1B4G, 2 (22 — 2ay — y?) (2% + 2zy — y?) a VA62G, 2 (z — y) (x + y) (2% + y? — 227) N VAB2G ywyz (2% + y? — 22%)

88

88 44

N V462G, (;I:4 — 822y? — 220222 + 3yt + 63/222) . V462G, y (3.764 — 8x2y? + 62222 + yt — 2y222)

44

QY [g)(A”,3)

** symmetry

V5yz (6x2 —y? - zz)
2

** expression

3V22G,x (2.7)4 — 3a22y? — 17222

44

2 5yt + 399222 + 2z4) V66G,x (2;174 — 3122y 4+ 112222 + 9y* + 399222 — 12z4)

88

V66G,y (8x4 —1222y? — 12222

88

24yt 4 2y%2% + 24 N V66G,.2 (8zt — 122%y% — 122222 + y* + 29222 + 21)  21V66G.2yz (y — 2) (y + 2)

44

Q% [g)(A”,4)

** symmetry

B VBzy (x2 +y? - 622)
2

** expression

44 44

B 21v22G 2 (z — ) (x + y) (2% +y? — 227) B V66G, 2 (3z* — 7822y + 202222 + 3y* + 20y222 — 42%) _ 21V66Gyzyz (z — y) (z+y)

88

88 44

V666G, (x4 +222y% — 122222 + y* — 12222 + 8z4) N V666G, y (x4 +222y% — 122222 + y* — 12922 + 824)

44

44



