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1. List of atomic co-ordinates for 2-phenylisatogen (la). fr\ ‘*1 GATT“‘S
2. List of atomic co-ordinates for 2-(2-pyridyl)isatogen. x(ﬁ_v }1’ OATVL'*

2 Equations of least-square mean planes for 2-phenylisatogen (la).
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Equations of least-square mean planes for 2~(2-pyridyl)isatogen (lb).

5. Anisotropic thermal parameters for 2-phenylisatogen (la) .

6. Anisotropic thermal parameters for 2-(2-pyridyl)isatogen (1b).




1. ATOMIC COORDINATES FOR 2-PHENYI, ISATOGEN
(esd in parentheses)
ATOM x/a y/b z/c
N1 0.18180 (18) 0.05864 (26) 0.06569 (9)
01 0.26879 (15) -0.03808 (25) 0.07170 (8)
03 -0.05301 {15) 0.31493 (24) 0.09801 (7)
c2 0.11020 (19) 0.12620 (30) 0.10585 (10)
C3 0.02593 (19) 0.22884 (30) 0.07743 (10)
c4 0.04894 (21) 0.21797 (30) 0.01685 (10)
o) 0.14435 (21) 0.11478 (31) 0.01041 (10)
C6 0.18988 (25) 0.07427 (36) -0.04029 (12)
7 0.13452 (28) 0.14781 (46) =~0.08648 (12)
of:} 0.03753 (28) 0.25097 (42) -0.08040 (12)
c9 -0.00675 (24) 0.28842 (35) -0.02811 (12)
C10 0.12040 (21) 0.09632 (29) 0.16559 (10)
P11 0.21581 {24) 0.01176 (38) 0.18862 (12)
12 0.22244 (29) -0.01368 (46) 0:24573 (14)
0.13502 (30) 0.04399 (42) 0.28054 (12)
0.04188 (26) 0.12692 (52) 0.25806 (12)
0.03244 (24) 0.15427 (40) 0.20150 (12)
0.2662 0.0441 -0.0445
0.1656 0.1073 -0.1256
0.0039 0.2810 ~-0.1207
~0. 0791 0.3804 ~0.0244
0.2764 ~0.0379 0.1630
0.2764 -0.0788 0.2619
0.1394 0.0196 0.3232
=0.0324 0.1530 0.2825
0.0440 0. 0.1828




NDs

ATOMIC COORDINATES FOR 2(2'}~P’RIDYL £§ATOGEN
(esq in parentheses) .

ATOM

X/a

N1

He
H7?
Hsg

0.19200

0.2848¢
=0.0522g
0.11893
0.02802
0.0516>
0.15207
0.19877
0.1395¢
0.03885
~0.00553
0.13437
0.23764
24694
15467
05575
.0428>

0.2837
0.1823
0.0265
=0.0760
0.3085
0.3260
O.1611
~0.019¢

(24)
(19)
(20)
(28)
(27)
(29)
(28)
(30)
(35)
(38)

(29)

(29)
(33)
(37)
(39)
(36)
(26)

Y/b

0.082¢47
0.00004
0.30319
0.1392¢
-2279¢
-2143¢
-12284
-08304
-13742
- 23120
-27C10
-11903
-14127
-1110¢
05176
-02758
-05510

OOOOOOOOOOO

O o

o

-0087
-1927
-2823
-3380
-1733

0.1395

0.0094
~0.0324

O o

O o

(43)
(38)
(39)
(53)
(50)
(50)
A1)
(59)
(63)
(58)
(60)
(52)
(60)
(63)
(59)
(63)
(48)

OOOOOOO

O

© o o

C o o

O o

OOOOO

z/c

-5389
.6232
- 6206
-5228
- 3249
-218¢
-1607
- 2197

(13)
(133
(10)
(15)
(15)
(14)
(14)
(16)
(17)
(16)

e IO Y
\Loy

(15)
(16)
(16)
(17)
(18)
(13




(a)

(b)

(c)

. DISPLACEMENTS IN A

Equations of least-square mean planes for (1a) referred to

orthogonal axes with displacements (A) of relevant atoms from planes.

A11 non-H ztoms

0.5765 X 4+ 0.8135.Y +0.0768 7 _ 1.7132 = O
DISPLACEMENTS IK A

Nl -0.0172

C2  0.0139
C3  0.0584
C4&  0.0297
C5 -0.0089
C6 -0.0593
C7 -0.0411
C8 -0.0144

C9 0.0277

PHENYL RING

0.4782 X + 0.8725 Y + 0.1004 - 1.7173 = O

(o]

C10 -0.0004
Cl1 0.0003
C12 0.0004

HETEROCYCLIC RING

0.6003 X + 0.7974 Y + 0.0619 Z - 1.7155 = 0

K1 -0.0007

. €2 -0.0120
C3  0.0068
C4  0.0074

C5 0.0100

C10

c11

01
03
Cl2
C13
Cl4
Ci5

Cl13

-Cl4

Ci5

C6
C7
C8
C9

Dihedral angle between (b) & (c) 7.0(2.0)0

0.0009
0.1352
~0.0473
0.1230
0.1221
-0.0243
-0.1530
-0.1452

-0.0010
0.0009
-0.0002

-0.0048

0.0055
-0.0095
-0.0027



4 Equations of least squares mean planes for (1b) referred to
orthogonal axes with displacements (A) of relevant atoms from

the planes.

(2) A1l non-H atons

0.32691X + 0.9268Y - 0.0700Z - 0.8083 = 0

Atomic Displacements

N1 -0.0843 C9 0.1793
C2 0.0306 ’ Cl10 0.0225
C3 0.2137 i ’ Cl1 0.7298
C4 0.1232 " C12 0.6561
Cs -=0.0771 Cl3 -0.1103
C6 -0.2302 . Cl4  -0.7602
C7 -0.1944 ; N1S -0.7191
C8 0.0179 4 03 0.4159
01 -0.2336

(b)  PYRIDYL RING

-0.2578X + 0.9493Y - 0.1800Z + 0;9779 =0

Atomic Displacements

C10 -0.0053 C13  -0.0060
C11 0.0030 Cl4  0.0041
C12 0.0025 . N15  0.0017

(c)  HETEROCYCLIC RING

0.4955X + 0.8683Y - 0.02242 --1.4299 = O

Atomic Displacements

N1  0.0180 ) C7 -0.0204
C2 -0.0268 C8 -0.0060
C3 -0.0059 C9 0.0126
C4& 0.0135 01 0.0361
C5 0.0117 03 0.0180
C6 0.0033 : '

Dihedral angle between pleanes (b) & (c) 45.59(2.0)°
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6. Anisotropic thermal parameters for 2~ (2-pyridyl)isatogen (x10°) of the form;
m%h;mﬁuﬁiwmm*mﬁmmwmw*mlmwwwmo*w + 20) jhka*b* + 20, chla*c* + Mcwwﬁw*m*m_ e.s.d.'s in parentheses.

BTeM GHH Gmw wa Gmw GHw GHN

N(1) 492 (19) 473 (21) 538 (21) =14 (17) -12 (16) =12 (19)
Cc(2) 420 (21) 419 (24) 416 (21) 81 (20) -82 (18) =3 (21)
ci(3) 352 (19) 444 (25) 435 (21) 59 (20) -27 (18) =59 (20)
c(4) 415 (20) 432 (25) 423 (22) 66 (20) 04 (20) =27 (20)
€(5) 442 (21) 431 (24) 374 (22) 21 (20) 24 (20) -85 (21)
c(6) 542 (23) 576 (29) 442 (25) 42 (21) =90 (20) ~53 (23)
c(7) 668 (28) 666 (33) 462 (25) 53 (24) =129 (24) -118 (28)
c(8) 749 (29) 620 (30) 402 (23) =38 (23) =32 (24) =152 (28)
c(9) 453 (22) 582 (29) 629 (29) -38 (25) =75 (21) 11 (21)
0(1) 522 (18) 712 (20) 636 (18) -75 (16) -104 (15) 238 (15)
0(3) 520 (15) 855 (22) 604 (17) 92 (16) =35 (15) 182 (18)
€ (10) 459 (22) 420 (24) 425 (21) -19 (20) -48 (20) 19 (21)
c(11) 536 (24) 597 (30) 477 (24) -1 (24) -10 (21) -45 (23)
C(12) 649 (25) 670 (32) 541 (27) =25 (26) 110 (25) =72 (25)
c(1l3) 768 (30) 625 (33) 448 (23) -40 (22) 24 (25) 121 (27)
Cc(14) 637 (28) 851 (36) 500 (28) =123 (24) ~130 (25) 64 (28)
N(15) 509 (19) 733 (26) 470 (19) -63 (18) =113 (17) -47 (19)




9.. Structure of crystal cell 2-phenylisatogen (1a)






{O. Structure of crystal cell of 2-(2-pyridyl)isatogen (1b)






