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Atom

T1
Sil
Si2

01
02
03
04
05
06
ow

Un

0.0072(5)

0.0082(5)

0.0072(5)

0.0329(12)
0.0066(14)
0.0113(14)
0.0107(14)
0.0150(15)
0.0094(13)
0.0086(20)
0.0217(20)

Uxn

0.0077(4)
0.0084(5)
0.0097(5)
0.0140(9)
0.0108(14)
0.0137(15)
0.0095(14)
0.0117(14)
0.0108(14)
0.0159(21)
0.0625(31)

Uss

0.0069(5)

0.0081(5)

0.0076(5)

0.0216(10)
0.0177(15)
0.0122(14)
0.0134(14)
0.0146(15)
0.0110(14)
0.0149(21)
0.0389(25)

Uzs

~0.0001(4)
~0.0004(4)
0.0004(4)
0.0019(7)

~0.0014(11)
0.0009(11)
0.0022(11)
~0.0013(11)
~0.0003(10)
~0.0019(17)
0.0257(22)

Anisotropic displacement parameters for penkvilksite—1M

Uis

0.0029(4)
0.0035(4)
0.0028(4)

~0.0020(9)

0.0023(11)
0.0066(12)
0.0025(11)
0.0095(12)
0.0024(11)
0.0010(16)

~0.0017(18)

U1z

0.0009(4)
0.0004(4)
~0.0004(4)
-0.0009(8)
0.0004(11)
~0.0004(11)
0.0005(11)
0.0000(12)
0.0009(11)
0.0016(16)
~0.0168(20)
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OBSERVED AND CALCULATED STRUCTURE FACTORS FOR
H K L FO FC H K L FO FC H
1 0 0 81 77 1 4 0 29 28 4
2 0 0 65 -65 2 6 0 31 31 5
3 0 0O 20 21 3 6 0 54 55 7
4 0 0 30 28 4 46 0 51 51 8
5 0 0 32 32 6 6 0 19 19 1
6 0 0 89 87 8 6 0 15 14 2
7 0 0 19 19 9 4 0 32 34 5
8 0 o© 10 -8 10 4 0 34 33 0
9 0 O 22 21 1 5 70 .38 -36 . 1
10 0 0 31 31 2 5 0 45 46 ° 2
1 1 0 35 -33 3 5 0 7 8 3
2 1 0 19 -18 4 5 0 64 -65 G
4 1 0 45 -43 5 5 0 15 -15 5
5 1 0 9 9 6 5 0 15 15 1
6 1 0 38 38 8 5 0 20 19 3
7 1 0 27 -28 9 5 0 19 19 5
8 1 0 27 =27 10 5 0 26 -25 1
10 1 0 12 -13 0 6 0 61 40 2
11 1 o 8 9 l 6 0 41 38 -11
0 2 0 40 37 2 6 0 26 24 -10
1 2 0 17 16 3 6 0 46 -46 -8
2 2 0 13 14 5 6 0 43 45 =7
3 2 0 7 10 6 6 0 28 28 -6
¢ 2 0 G6 46 7 6 0 14 13 -5
5 2 0 18 -19 8 6 0 26 26 -4
6 2 0 10 -9 9 6 0 13 -13 -2
8 2 0 17 17 2 7 0 11 -11 -1
9 2 0 346 34 3 7 0 12 -10 0
10 2 0 30 29 4 7 0 10 -13 1
1 3 0 46 -45 5 7 0 11 11 2
2 3 0 7 -3 6 7 0 26 27 3
3 3 0 8 7 8 7 0 9 -8 G
5 3 0 17 16 0 8 0 30 -28 5
6 3 0 15 146 1 8 0 13 12 8
9 3 0 10 10 2 8 0 55 54 9
0 4 O 88 84 3 8 0 16 18 11
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OBSERVED AND CALCULATED STRUCTURE FACTORS FOR PENKVILKSITE - 1M

PAGE 2
) H K L FO FC H K L FO EFC H K L FO FC H K L FO FC H K L FO FC
9 5 1 13 -14 -6 8 1 10 -8 311 1 11 -12 3 1 2 67 48 9 3 2 12 -11
- L =10 6 1 7 7 -5 8 1 8 -9 -1 12 1 9 -9 5 1 2 49 -49 5 3 2 13 -13
-9 6 1 18 -18 -3 8 1 23 23 112 1 20 23 6 1 2 14 -15 9 3 2 14 14
- -8 6 1 27 =27 -2 8 1 21 21 -12 0 2 21 21 7 1 2 17 -16 =11 4 2 15 15
= =7 6 1 21 22 -1 8 1 13 -11 -11 0 2 11 -11 9 1 2 21 20 -9 4 2 9 10
@ 55 -6 6 1 23 23 0 8 1 46 -45 -9 0 2 63 61 -12 2 2 21 20 -8 ¢ 2 20 19
& -5 6 1 7 -7 1 8 1 36 =35 -8 0 2 62 61 -8 2 2 9 -8 -7 4 2 18 20
-4 6 1 15 15 2 8 1 7 8 -6 0 2 72 69 -7 2 2 9 9 -6 4§ 2 65 65
-3 6 1 12 -11 3 8 1 30 29 -5 0 2 19 18 -6 2 2 57 55 -5 4 2 66 67
-2 6 1 39 -39 9 8 1 12 14 -4 0 2 31 -28 -5 2 2 30 31 -4 G 2 20 20
-1 6 1 25 26 5 8 1 11 -10 =3 0 2 117 115 -4 2 2 25 25 -3 4 2 11 12
0 6 1 16 16 6 8 1 18 -19 -2 0 2 161 158 -3 2 2 36 -34 -2 4 2 43 G2
1 6 1 31 -31 7 8 1 14 -14 -1 0 2 25 -22 -2 2 2 21 -20 -1 4 2 9 9
2 6 1 18 18 8 8 1 7 -6 0 0 2 9 9 -1 2 2 8 -7 0 6 2 G2 G2
3 6 1 29 30 -8 9 1 13 -15 1 0 2 32 -31 0 2 2 51 50 1 6 2 50 51
g G 6 1 14 -14 -7 9 1 23 -24 2 0 2 27 26 1 2 2 23 29 2 4 2 38 39
w__ 6 6 1 33 33 -6 9 1 29 -24 3 0 2 109 112 2 2 2 12 12 3 6 2 16 16
-~ 7 6 1 8 8 -3 9 1 36 -37 4 0 2 118 120 3 2 2 25 24 G 4§ 2 31 31
. 8 6 1 8 -7 -2 9 1 25 =25 5 0 2 10 -10 G 2 2 52 63 6 4 2 17 16
- -9 7 1 22 -23 -1 9 1 3¢ =35 6 0 2 34 -34 6 2 2 31 31 7 6 2 29 31
W@ -8 7 1 17 17 0 9 1 45 -42 7 0 2 18 18 7 2 2 37 36 8 6 2 22 23
. -6 7 1 24 -24 1 9 1 11 -11 8 0 2 20 19 8 2 2 8 9 -11 5 2 20 -18
-5 7 1 19 -20 2 9 1 25 26 9 0 2 10 -8 10 2 2 12 11 -10 5 2 12 13
-4 7 1 7 -6 3 9 1 21 -20 10 0 2 30 28 -12 3 2 13 -14 -8 5 2 16 -16
=3 7 1 31 -31 4 9 1 31 -33 -11 1 2 8 8 -8 3 2 26 -22 -7 5 2 33 34
.( -2 7 1 9 9 5 9 1 23 =22 -10 1 2 33 33 -7 3 2 11 11 -6 5 2 60 61
-1 7 1 11 14 6 9 1 23 -24 -8 1 2 35 -34 -6 3 2 10 9 -5 5 2 47 -49
0 7 1 25 -26 7 9 1 18 -19 -7 1 2 9 -8 -5 3 2 17 -17 -6 5 2 50 -49
1 7 1 28 -26 -6 10 1 11 10 -6 1 2 20 21 -4 3 2 7 8 -2 5 2 21 -21
Av 2 7 1 12 12 -4 10 1 8 -9 -5 1 2 6 7 -3 3 2 7 -5 -1 5 2 346 34
3 7 1 36 -36 110 1 10 10 -4 1 2 20 -20 -2 3 2 10 -13 0 5 2 54 51
4 7 1 25 -25 -6 11 1 10 -11 -2 1 2 19 -20 -1 3 2 G4 39 1 5 2 G2 -462
5 7 1 16 16 -3 11 1 32 -32 -1 1 2 53 -49 0 3 2 15 16 2 5 2 37 -37
A. 7 7 1 31 -31 -1 11 1 11 12 0 1 2 23 22 1 3 2 6 -8 3 5 2 23 22
9 7 1 20 -20 011 1 16 -16 1 1 2 35 -35 2 3 2 52 G4 6 5 2 9 -9
-8 8 1 12 12 111 1 18 -18 2 1 2 98 -48 3 3 2 53 62 5 5 2 19 -21
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OBSERVED AND CALCULATED STRUCTURE ﬂbOﬁoWM FOR PENKVILKSITE - 1M PAGE 3
H K L FO FC H K L FO FC* H K L FO FC H K L FO FC H K L FO FC
6 5 2 22 22 -5 8 2 22 22 -1 12 2 8 11 -8 3 3 8 -6 -7 5 3 28 -27
8 5 2 3¢ =35 -6 8 2 43 G2 =12 1 3 8 =7 -7 3 3 16 -15 -6 5 3 45 -44
=10 6 2 20 21 -3 8 2 7 -7. -11 1 3 13 -14 -6 3 3 35 36 -5 5 3 35 =35
-8 6 2 35 35 -2 8 2 8 7 -9 1 3 17 16 -5 3 3 15 -13 -3 5 3 29 -28
-7 6 2 26 27 -1 8 2 27 27 -8 1 3 20 -20 -4 3 3 93 -93 -2 5 3 20 -21
-6 6 2 16 -16 0 8 2 25 23 =7 1 3 75 =77 -3 3 3 85 -84 -1 5 3 49 -466
-5 6 2 25 =24 1 8 2 30 28 -6 1 3 16 -16 -2 3 3 8 -8 0 5 3 61 -461
-4 6 2 33 31 2 8 2 33 33 -G 1 3 50 -50 -1 3 3 34 32 1 5 3 13 -13
-3 6 2 34 36 3 8 2 15 -15 -3 1 3 70 -67 0 3 3 58 58 2 5 3 12 10
-2 6 2 61 43 G 8 2 8 -4 -2 1 3 6 G 1 3 3 45 -46 3 5 3 15 -15
-1 6 2 32 30 5 8 2 28 29 -1 1 3 44 -47 2 3 3 71 -74 9 5 3 23 -21
- 0 6 2 13 -11 6 8 2 28 29 0 1 3 21 =23 3 3 3 51 -51 5 5 3 33 -32
T 1 6 2 63 =43 -8 9 2 7 -5 1 1 3 5 -4 6 3 3 18 -17 6 5 3 13 -12
@ 2 6 2 G4 43 -2 9 2 11 -9 2 1 3 25 =26 7 3 3 21 -21 7 5 3 13 -12
HRES 3 6 2 45 46 -1 9 2 12 -13 3 1 3 20 =21 8 3 3 18 -17 -11 6 3 14 -13
G 6 2 22 21 1 9 2 13 11 4 1 3 18 19 9 3 3 29 -29 -10 6 3 8 9
5 6 2 25 25 2 9 2 17 16 5 1 3 57 -56 -11 4 3 20 -19 -9 6 3 17 16
6 6 2 12 11 5 9 2 16 -15 6 1 3 55 -55 -10 6 3 24 24 -8 6 3 17 -17
; 7 6 2 20 =20 6 9 2 9 -9 8 1 3 8 6 -9 4 3 22 22 -6 6 3 15 15
i 8 6 2 15 15 -7 10 2 23 25 9 1 3 13 -14 -8 6 3 16 -17 -5 6 3 29 -28
X -10 7 2 24 25 -6 10 2 10 9 -12 2 3 16 16 -7 6 3 15 -13 -3 6 3 45 G6
i‘/g -8 7 2 18 -20 -5 10 2 8 8 -8 2 3 G0 -39 -5 4 3 27 -26 -2 6 3 26 26
-6 7 2 9 9 -4 10 2 28 29 -6 2 3 G2 (4 -4 4 3 6 -5 -1 6 3 8 9
-5 7 2 8 7 -2 10 2 7 G -4 2 3 5 -3 =3 4 3 35 34 0 6 3 146 146
-3 7 2 18 -20 -1 10 2 27 28 -3 2 3 25 24 -1 ¢ 3 26 =24 1 6 3 11 -10
& -1 7 2 18 16 0 10 2 23 20 -2 2 3 15 -17 0 4 3 30 29 2 6 3 13 -13
0 7 2 11 10 1 10 2 8 10 0 2 3 249 26 1 6 3 20 -18 3 6 3 21 20
1 7 2 12 -12 2 10 2 36 36 1 2 3 146 14 2 6 3 50 -51 G 6 3 13 13
2 7 2 9 8 4 10 2 20 -18 2 2 3 9 10 4 4 3 8 -9 5 6 3 10 -11
™ 3 7 2 33 34 510 2 15 14 3 2 3 8 8 5 ¢ 3 7 -8 6 6 3 11 11
5 7 2 15 -15 -4 11 2 26 =23 G 2 3 15 -16 6 6 3 26 28 7 6 3 15 146
6 7 2 12 -11 -3 11 2 26 =26 5 2 3 29 -30 7 4 3 7 -8 -10 7 3 8 12
7 7 2 10 -11 -2 11 2 17 16 6 2 3 9 11 8 6 3 32 -33 -9 7 3 16 -17
5 8 7 2 7 8 -1 11 2 21 22 7 2 3 31 31 -11 5 3 18 -17 -8 7 3 17 -18
-8 8 2 12 146 2 11 2 15 -14 -10 3 3 26 =22 -9 5 3 18 -17 -6 7 3 17 -17
-7 8 2 17 17 311 2 22 =23 -9 3 3 17 -16 -8 5 3 15 -15 -5 7 3 28 -28
3
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OBSERVED AND CALCULATED STRUCTURE FACTORS' FOR PENKVILKSITE - M

PAGE 4

H K L FO FC H K L FO FC H K L FO FC H K L FO FC H K L FO FC

_ -4 7 3 22 23 -7 10 3 8 -7 -9 1 4 11 -11 -7 3 4 20 21 -2 5 4 13 11

» -2 7 3 36 -34 -6 10 3 12 -13 -8 1 4 10 8 -6 3 4 47 46 -1 5 4 69  -67
-1 7 3 17 -18 -510 3 7 5 -6 1 4 10 9 -5 3 4 16 -15 0 5 4 39 -40

6 7 3 15 -15 -4 10 3 7 7 -5 1 4 7 -6 -3 3 4 43 40 3 5 4 20 20

1 7 3 42 -41 -2 10 3 17 17 -4 1 4 52 -52 -1 3 4 11 -11 4 5 4§ 18 18

» i 4 7 3 27 -27 -1 10 3 8 8 -3 1 4 8 -7 0 3 4 19 19 5 5 4 24  -26
g 5 7 3 19 -20 310 3 8 -7 -2 1 4 13 13 1l 3 4 6 7 6 5 4 14 -12

: 6 7 3 9 -9 % 10 3 9 10 -1 1 4 53 -53 2 3 4 8 -8 7 5 4 12 12

7 7 3 33 -34 -5 11 3 23 -24 0 1 4 11 -11 3 3 4 20 20 -11 6 4 15 146

e -9 8 3 10 -10 -4 11 3 14 14 1 1 4 16 17 5 3 4 10 -8 -10 6 4 26 25
-8 8 3 21 -22 =211 3 17 -17 2 1 4 18 -19 6 3 4 21 20 -8 6 4 16 -12

-7 8 3 11 -12 -1 11 3 17 -21 3 1 4 20 -19 7 3 4 17 17 -6 6 4 31 31

-6 8 3 8 8 011 3 17 -16 4 1 4 19 -19 8 3 4 20 -19° -5 6 4 22 23

» -5 8 3 13 12 111 3 17 -17 5 1 4 13 -12 -10 46 4 15 16 -4 6 4 46 43
-4 8 3 8 8 =12 0 4 30 29 6 1 4 17 14 -9 6 4 22 23 -3 6 4 22 24

-3 8 3 11 -11 -11 0 4 43 46 7 1 4 17 18 -8 4 4 39 37 -2 6 4 22 -26

-2 8 3 32 -31 -10 0 4 18 19 -9 2 4 26 26G -7 4 4 14 14 -1 6 4 12 -14

» -1 8 3 13 -12 -9 0 4 20 18 -8 2 4 20 23 -6 4 4 8 7 0 6 4 53 53
0 8 3 17 15 -8 0 4 15 15 -7 2 4 13 -15 -5 4 4 146 13 1 6 4 33 346

1 8 3 13 11 -7 0 4 50 -52 -6 2 4 16 16 -4 4 4 35 37 2 6 4 31 31

3 8 3 22 -22 -6 0 4 31 30 -5 2 4 20 20 -3 4 4 19 19 3 6 4 16 15

» ¢ 8 3 32 -33 -5 0 4 117 117 -3 2 4 21 23 -2 4 4 G7 49 G 6 9 9 -9
5 8 3 13 -13 -4 0 4 72 72 -2 2 4 99 96 -1 6 4 G2 41 6 6 4 31 31

6 8 3 12 11 -3 0 4 7 -5 -1 2 4 22 23 0 46 4 13 14 7 6 4 22 22

-7 9 3 13 13 -2 0 4 11 11 0 2 4 11 12 2 6 4 11 13 -10 7 4 12 -12

» -6 9 3 17 -18 0 0 ¢ 35 35 1 2 4 17 17 4 4 4 26 23 -9 7 4 11 -10
-5 9 3 34 -34 1 0 4 64 66 2 2 4 8 ) 5 6 4 26 29 =7 7 4 22 22

-4 9 3 12 -13 2 0 4 49 50 3 2 4 11 10 6 G 4 17 16 -6 7 4 21 20

-3 9 3 30 -30 3 0 4 46 -47 4 2 4 61 62 =11 5 4 9 -8 -5 7 4 12 -12

» -2 9 3 26 -23 4 0 4 13 -14 5 2 4 18 18 -9 5 4 18 20 -4 7 4 12 -9
0 9 3 7 -4 5 0 4 17 17 6 2 4 10 11 -8 5 4 15 -14 -3 7 4 25 23

1 9 3 29 -29 7 0 4 30 30 7 2 4 23 24 -7 5 4 25 -27 -1 7 4 22 -23

2 9 3 11 -11 8 0 4 37 37 8 2 4 18 18 -6 5 4 12 13 0 7 4 7 G

R 3 9 3 28 -28 -12 1 4 12 13 =11 3 4 15 -14 -5 5 4 11 -12 1 7 4 7 8
4 9 3 26 -27 -11 1 4 9 -10 -9 3 4 7 5 & 5 4 13 -12 3 7 4 9 9

5 9 3 8 10 -10 1 4 29 -27 -8 3 4 21 -20 -3 5 4 52 51 4 7 4 13 -11
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PENKVILKSITE -1

K L FO FC H K L FO FC H K L
5 8 15 -16 -3 1 9 15 -15 -1 64 9
5 8 9 -8 -2 1 9 30 -29 0 4 9
5 8 19 18 -1 1 9 15 -15 -7 5 9
5 8 18 -17 1 1 9 13 -13 -6 5 9
6 8 16 146 -9 2 9 17 -15 -4 5 9
6 8 11 -11 -7 2 9 13 12 -3 5 9
6 8 20 20 -3 2 9 23 -22 -2 5 9
6 8 32 30 -1 2 9 17 16 -1 5 9
6 8 31 30 -9 3 9 11 -13 -4 6 9
6 8 16 15 -7 3 9 8 9 -7 010
6 8 8 -8 -6 3 9 19 -18 -6 0 10
6 8 8 5 -5 3 9 48 -53 -2 110
6 8 15 16 -4 3 9 27 =27 -7 210
7 8 11 11 0 3 9 17 -16 -6 210
7 8 11 -12 -8 4 9 10 10 -4 2 10
7 8 7 -7 -7 4 9 11 -10 -3 210
1 9 28 -28 -6 4 9 28 -27 -6 310
1 9 21 -21 -5 4 9 10 8 -4 3 10
1 9 31 -29 -4 4 9 15 15
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