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...coordination no. 1 48
cm nb aw
111 0 1. 00000
212 0 1.00000
313 0 1. 00000
41 4 0 1. 00000
5185 0 1. 00000
616 0 1. 00000
781 0 1. 00000
8 N1 0 1.00000
9 NS5 o 1. 00000
10ONT 0 1. 00000
1 NS 0 1.00000
12 N 11 0 1. 00000
13 N 15 0 1. 00000
14 C 2 0 1. 00000
15C 3 0 1. 00000
16 C 4 0 1. 00000
17C6 0 1. 00000
i8C 8 0 1. 00000
18 C 10 0 1. 00000
20 C 12 0 1. 00000
21 C 13 0 1. 00000
22 C 14 0 1. 00000
23 C 16 0 1. 00000
24 C 17 0 1. 00000
25 C 18 0 1. 00000
26 C 19 0 1. 00000
27 C 20 0 1. 00000
28 C 21 0 1. 00000
28 H 3 0 1. 00000
30 H 13 0 1. 00000
31 H16A 0 1.00000
32 H16B 0 1. 00000
33 H16C 0 1.00000
34 H17TA 0 1. 00000
35 H 178 0 1. 00000
36 H17C 0 1.00000
37 H 18A 0 1. 00000
38 H 18B 0 1. 00000
39 H 18C 0O 1. 00000
40 H 1SA 0 1. 00000
41 H 188 O 1. 00000
42 H 18C 0 1.00000
43 H 20A 0 1. 00000
44 H 20B O 1. 00000
45 H 20C O 1. 00000
46 H 21A 0 1. 00000
4T H21B O 1. 00000
48 H21C 0O 1. 00000
3

crycar ¥fjckk

# a, b, c,alph, beta, gamm

9. 805 39. 408

...matrix no. 1

9.9049997 0. 0000000

0. 0002605 39.4080008

0.0000000 0. 0000000
...matrix no. 2

0. 1009591 0. 0000000
-0. 0000007 0. 0253756

atoms
x y
0. 34339 0. 02575
0. 11944 0.07720
-0.11019 0. 12886
0.51659 0. 12628
0. 30685 0. 18214
0. 10038 0. 23685
0. 08487 0. 12415
0. 10554 0.17178
0.27544 0.21488
0. 33612 0. 15670
0. 34960 0. 098592
0.32291 0. 03705
0. 12920 0.07618
-0. 00452 0. 19482
0.02719 0.22771
0. 16805 0.23738
0.23708 0. 18353
0.28012 0. 12524
0.26371 0.06738
0.22762 0.01147
0.08170 0.01874
0. 03038 0. 05201
-0. 14789 0. 18058
0.20714 0.27377
0. 48892 0. 16551
0. 48976 0. 08946
0.28741 ~0.02284
—-0. 12083 0. 06204
-0.058712 0, 24527
0.00825 -0.00063
-0. 22452 0. 19894
~0. 18742 0. 16412
-0. 14023 0. 16788
0. 11927 0. 28805
0.28448 0.28110
0. 24261 0.27806
0. 55031 0. 143886
0. 50084 0. 17835
0. 53486 0. 17835
0. 55636 0.11166
0. 55582 0. 07552
0.50501 0.07707
0.21150 ~0.04022
0.33210 -~0.02962
0.36731 -0.02459
-0. 18596 0. 04150
-0. 13162 0.07804
~0. 16302 0. 073556
7. 536 90. 00
-2. 7360075 0
0.0001882 0
7.0217915 0
0.0383382 0
~0.0000010 0
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22313
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71133
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*ikkkx cartesian system
111 2. 49384
212 0.52214
313 -1.50763
414 4, 34521
5165 2. 42886
61686 0. 56621
781 -1. 00652
8 N1 ~0., 83347
9 NG5 D. 79639
I0ONT 1. 30596
ft NS 1. 35297

12 N 11 0. 99750

13 N 15 -0.75168
14 C 2 -1, 85089
15¢C 3 -1.50786
16 C 4 -0. 19097

17C 6 0.41274
18 C 8 0. 73887
18 C 10 0. 48984

20 C 12 0. 06525

21 C 13 ~1.26714

22 C 14 -1, 69952

23 C 18 -3. 24315

24 C 17 0.21209

25 C 18 2.71895

26 C 19 2. 80364

27 C 20 0. 56466

28 C 21 ~3.07821

29 H 3 -2.26812

30 H 13 -1. 87778

31 H 18A -3.94383

32 H 168 ~3. 32845

33 H 16C ~3. 49149

34 H 17A -0. 59433

35 H 178 0. 64675

36 H 17C 0.86126

37 H 18A 3. 28241

38 H 188 3.12419

39 H 18C 2. 83508

40 H 19A 3. 33127

41 H 198 3. 03658

42 H 19C 3. 16714

43 H 20A -0. 17721

44 H 208 1. 26634

45 H 20C 0. 89260

46 H 21A -3. 70712

47 H 21B -3.45193

48 H 21C -3. 14201
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#intramolecular geometries dmax= 4,00
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C 13 ~-C 20
C 13 -~C 21
C 14 --C 20
C 18 --C 19

3.54 (2)

-—C 2
-C 4

N7
N7

3.54 (2)

3.62 (2)

--C 10

N7

3.78 1)

--N 15

NT

2.25 (1)

—N 15
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N8 --81 --C 6 84.2 (3) C 16
Ng --8 1 --C 14 78.2 (3) C6
N8 --81 --C2 132.6 (3) C6
N8 --8 1 --C 18 160.6 (3) c6
N8 -8 1 --C 21 105.3 (3) cC&6
Ng -8 1 —-13 106.9 (2) c6
atom x y z b(equiv.)

Positional parameters and equivalent

isotropic thermal parameters with e.s. d.

parentheses
atom X y z
11 0.3434 (1) 0. 02575 (3) 0. 3316
I 2 0. 11944 (9) 0.07720 (2) 0. 2416
13 -0.1102 (1) 0. 12886 (3) 0. 1521
14 0.5166 (1) 0. 12628 (3) 0. 2820
15 0.30684 (8) 0.18214 (3) 0. 2231
16 0. 1004 (1) 0. 23685 (3) 0. 1565
S 1 0.0849 (3) 0. 12415 (8) 0.7113
N1 0. 106 (1) 0.1718 (2) 0. 687
N5 0.275 (1) 0.2149 (2) 0. 7086
N7 0.3361 (9) 0. 1567 (2) 0. 740
N8 0.350 (1) 0.0958 (2) 0.771
N 11 0.323 (1) 0.0370 (2) 0. 804
N 15 0.128 (1) 0.0762 (2) 0. 742
c2 ~-0.004 (1) 0. 1848 (4) 0. 660
c3 0.027 (1) 0.2277 (38) ~ 0.650
C 4 0. 168 (1) 0.2374 (3) 0.678
C6 0.237 (1) 0. 1835 (3) 0. 707
C8 0.280 (1) 0. 1252 (3) 0. 744
c 10 0.264 (1) 0.0874 (3) 0.776
Cc 12 0.228 (2} 0.0115 (3; 0. 800
C 13 0.082 (2) 0.0187 (3 0. 759
C 14 0.030 (1) 0. 0520 (3) 0. 731
C 16 -0. 148 (1) 0. 1806 (4) 0. 650
c 17 0.207 (1) 0.2738 (3) 0.672
C 18 0. 488 (1) 0. 1655 (3) 0.776
C 19 0.500 (1) 0. 0895 (3) 0. 784
C 20 0.287 (2) -0. 0228 (3) 0. 834
G 21 -0.121 (1) 0. 0620 (3) 0. 688
H3 -0.0571200 0. 2452700 ( 0. 6222
H 13 0. 0082500 -0. 0005300 ( 0. 7527
H 16A  -0.2245200 ( 0. 18838400 ( 0. 6286
H 16B  -0. 1874200 ( 0. 1641200 ( 0. 5380
H 16C  -0.1402300 ( 0. 1678800 ( 0. 7684
H 17A 0. 1182700 ( 0.2830500 ( 0. 6480
H 178 0. 2844600 ( 0.2811000 ( 0. 7934
H 17C 0.2426100 ( 0.2780600 ¢( 0. 5635
H 18A 0. 5503100 0. 1438600 ( 0. 7888
H 18B 0. 5008400 ( 0. 1793500 ( 0.6712
H 18C 0. 5348600 0. 1783500 ( 0. 8001
H 19A 0. 5563600 ( 0. 1116600 ( 0. 7965
H 188 0. 5558200 ( 0.0755200 { 0. 8023
H 19C 0.5050100 0.0770700 ( 0.6706
H 20A 0.2115000 ( -0.0402200 ¢ 0. 8304
H 208 0.3321000 ( -0.0296200 ( 0. 7394
H 20C 0.3673100 { -0.0245900 ( 0. 9669
H 21A  -0.1858600 ( 0. 0415000 ( 0.6817
H21B -0.1316200 ( 0.0780400 0. 7851
H 21C  -0. 1630200 ( 0. 0735500 0. 5582
atom ull, 22, 33, 12, 13, 23
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sk bestpl selekior

best plane no. 1

{ Plane number # 1

best plane consists of following atoms,

NT (1)

13 (1)

$1 (1

equation of best plane ( Ix + my
orthogonal -0. 13277 0.09958
original -0. 13277 0.09958

normal vector
reciprocal

real

distance from this plane

-1.31510  3.92406
0.02538  0.00253
s 1 0.004 N

N15 (1) Cc8
other atoms only to calculate the distance,

2 (19 11 (1 1s

(n

(1 1

nz +

. 988613

. 86705

. 28770
. 14044

5 (1 14 (1)

p =0)
-5. 54220
-5. 54220
.002 C 8 { 1) 0.001
.476 1 6 1) -3.604
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