Table VIB
Bond Angles (in deg) in five member rings
in CogHgsNO

With Estimated Standard Deviations

c)-c(-c3)
c(2)-c(3) -c @)
C(3)-C(8) —N(4)
C(8)—N{4) ~C(5)
N (4) —C (5) — C (6)
c(5) ~C (6) - C (7)
c{B)—-C{7) —-C(8)
cig)-c{7)-c{1)
clg) -c(m—-c)
cn-cl-ci
C{7n-ci8) -c3)
C{7) -C(8) —N(4)
co)—cle) —C(7
€ (9) — € (6) — C (5)
0-C(1)-C(7)

0-c (1) —-c(21)

c (2 -c (1) -c(21)
c{1)-c(2—-c{11)
c{3)-Cc{2)~C{11)
C (3) - ¢ (8) — € (31)
N (4) — C (8) — C (31)

C{(1)~0-H(0)

C(2) —C(3) —H (3)
C(8)-C(3)—~H(3)
C(8) — N (4) —H (4)
C(5) —N{4) —H (4)
N (4) — C (5) — H (51)
N (4) — C(5) — H (52)
C (6) — C (5} — H (51)
C(6) — C(5) —H (52)
H (51) — C (5) — H (52)
C (5) — C (6) —~ H (6)
C(7) —C (6) —H (6)
C(9) ~C(8) —H (6)
C(1)—-C(7)~-H(7)
C(6)—-C(7) -H(7)
C{8 ~C(7)~H(7)

H (91) — C () — H (92)
H (81) — C(9) — H (93}
H (92) — C (9) — H (93)

1115 (6)
115.2 (8)
107.9 (5)
105.4 (5)
105.2 {6)
102.2 (6)
104.4 (5)
114.9 (5)
106.2 (5)
103.6 (5)
103.4 {5)
106.3 (5)
111.4 (6)
112.2 (6)
108.8 (5)
111.6 (5)
112.2 (5)
122.6 (6)
125.7 (6)
113.0 (6)
109.0 (5)

114
123
120
100
112
106
110
111
110
114
112
109
110
116
112
101

97

82
107

Table VII
Dihedral Angles for Various Planes in

=
8
>

Plane B Angle (deg)

89.9
5.7
26.8
79.1
34.2
82.5
11.2
73.1
45.3
73.4
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*Plane 1. Plane Through C;{~Cy¢
Plane 2. Plane Through C,;—C26
Plane 3. Plane Through C3;—C3¢
Plane 4. Plane Through C1:Cy, C3, Cy,
Cg
Plane 5. Plane Through Ny, Cg, C¢, Cq,
Cg
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Table VA Table VB

Bond Distances (in A°) in Phenyl Rings in CogHosNO Bond Distances (in A®) in five member
With Estimated Standard Deviations rings in CZ6H25’NO
With Estimated Standard Deviations
n=1 n=2 n=3
C@)~-C© 1.521 (10)
Cnl)—Cm2) 1.410 (11) 1.400 (12) 1.334 (11) C@2)-C(3) 1.321 (10)
C ®@2) —~ C(n3) 1.376 (10) 1.412 (34) 1.408 (14) C(3)-C(8) 1.488 (9)
C 13) - C (nd) 1.377 (14) 1.349 (16) 1.276 (16) C(8) —~N@4) 1.502 (8)
C (n4) — C (5) 1.380 (33) 1411 (18) 1.390 (14) N@4)—C(5) 1.463 (11)
C (n5) — C (u6) 1.390 (A0) 1.356 (11) 1.364 (13) C(5) —C(6) 1.527 (11)
C (n6) — C (nl) 1.387(11) 1.384 (10) 1.412(13) C@)-C(7 1.526 (9)
C (n2) — H (n2) 1.06 1.28 1.14 C(H-C(8) 1.566 (11)
C (n3) — H (n3) 1.22 1.02 1.07 C(~-CQ) 1.577 (9)
C (n4) — H (n4) 1.16 - 1.05 0.89 c-—o 1.415(8)
C (n5) — H (n5) 0.97 1.04 1.20 c()-c@n 1.554 (9)
C (n6) — H (n6) 1.15 1.04 1.09 C@-c(1y 1.496 (8)
C8-C@3Y 1.532 (10)
C®)—-C) 1.503 (10)
CO-H@©® " 0.96
C@E~H@G) 0.92
N4y — H (4) 1.07

C(5)-HGL 1.08
C(5) —H (52) 0.92
C@)—H(@®G) 1.10
C(DH-H() 1.02
C@-H@ 1.02
C9)-H(@92) 1.00
Table VIA CO)-H(@93) o083
Bond Angles (in deg) in Phenyl Rings in CogHgsNO
With Estimated Standard Deviations

n=1 n=2 n=3

C (n1) —C (n2) — C (n3) 120.8 (7) 118.2 (8) 123.0 (9)
€ (n2) — C {(n3} ~C (n4) 119.8 (8) 121.9 (10) 1193 (11
C (n3) — C {nd) — C (n5) 120.7 (8) 119.1 (10) 122.1 (11)
€ (nd} - C {n5} - C (nG} 119.7 (8) 119.9(9) 118.4 (10)
C {n5) — C (n6} ~ C (n1) 120.7 (7) 121.6 (7) 121.4 (9)
C {n6) — C (n1) — C (n2) 118.3 (6) 119.3 (7) 115.9 (8)
C(n1) —C (n2) — H (n2) 119 116 120

C (n3) — C (n2) — H (n2) 121 126 114

C {n2) — C (n3) — H(n3) 113 122 101

C (nd) — C {n3) ~ H (n3) 127 115 132

C (n3) ~ C (n4) — H (n4) 126 135 114

C (nB) — C (n4) — H (n4) 113 106 123

C {n4) — C (n5) ~ H (n5) 106 107 110

€ (n6} — C (n5) — H (n5) - 130 132 118

C (n5) — C (n6) — H (n6) 120 123 117

C {n1) ~ C (n6) — H (n6) 118 118 121
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Table Il

‘inal Thermal Parameters Axwotpv For mezmmZO The Form of
o nrw thermal parameter is ®

exp{—2 T ?:rwm M+=wwﬁ r*m+:ww_Mn M+m=—wr_wm*v*

+2u; ghla®*c*+2uy gKlb*c*)]

Table IV

Final llydrogen Atom Parameters Ax~c+wv For

and B is the isotropic thermal parameter.

Omazmmzo

ATOM

N@#
cQ@)
c@
C@®
C(5)
)
C@
C@®)
9
c@u
c(12)
c@3)
C(14)
€ (@5)
€ (16)
c(2D
C(22)
C(23)
C(24)
C(25)
C (26)
C(31)
€ (32)
C(33)
C(34)
C(35)
€ (36)

U1l
52 (2)
46 (3)
45 (3)
40 (3)
40 (3)
45 (4)
40 (3)
42 (3)
39 (3)
45 (4)
42 (3)
60 (4)
69 (4)
49 (4)
37 (4)
38 (3)
50 (4)
72 (6)
97 (7)
69 (6)
52 (4)
54 (4)
54 (4)

142 (8)

213 (10)

228 (10)

177 (11)

133 (8)

U22
49 (3)
49 (3)
35 (3)
46 (4)
39 (3)
64 (4)
51 (4)
34 (3)
38 (3)
94 (6)
50 (4)
65 (5)
94 (6)
99 (7)
90 (6)
61 (5)
55 (4)
53 (4)
74 (6)

134 (10)

143 (9)
73 (5)
47 (5)
65 (6)
70 (5)
69 (8)
65 (6)
59 (5)

U33 U12 U13 U23
54(3) - 12(2) 1(2) 122
44 (4) 7(2) 5(2) 2(2)
38(4) — 2(2 - 3@ 2(2)
304) - 403) 5 — 13)
36(4) — 3(2 02 — 83)
53(5) — 4@ 8(3) 6 (4)
57 (4) 03 - 20 - 13
38(4) — 12 — 4Q) 2(3)
42 (4) 0(3) 2(3) 0(3)
95(6) — 12(4) — 23(4) - 11(5)
41(4) - 12(3) 23) 6(3)
444 - 74 -10) 3(4)
49(G) -12(4) —-196) - 6@)
61(5) — 7(3) —14@B) 170)
65 (5) 3(4) — 2) 22(5)
45 (4) 0(3) 0(3) 33)
44 (4) 5(3) — 83) - 4@)

80 (6) 12(4) —16(4) — 26(4)
114 (7) 29(5) — 20(6) — 46(6)

90 (7) 206) — 5(5) — 46(6)
52 (5) 18 (5) 6(4) — 15(5)
48(¢) - 1(4) 43 — 94)
4265) — 43 — 10 3(3)

66 (6) 6 (5) 31(5) 10(9)
62 (6) 29 (6) 36 (6) 1(5)
56(5) — 7(7) 5() 29(5)
75 (6) 13 (6) 6(6) 13(5)
60 (6) 15 (5) 17(5) 7(4)

ATOM
H (0)

H@3)

H4)

H (6)

H(7)

H(12)
H(13)
H (14)
H(15)
H (16)
H (22)
H (23)
H (24)
H (25)
H (26)
H (32)
H (33)
H (34)
H (35)
H (36)
H (51)
H (52)
H (92)
H (93)
H (91)

X

590 (0)
649 (0)
278 (0)
286 (0)
448 (0)
761 (0)
956 (0)
1128 (0)
1085 (0)
850 (0)
555 (0)
711 (0)
903 (0)
939 (0)
781 (0)
614 (0)
648 (0)
518 (0)
354 (0)
386 (0)
350 (0)
181 (0)
175 (0)
131 (0)
62 (0)

Y
410 (0)
824 (0)
844 (0)
496 (0)
623 (0)
771 (0)
744 (0)
529 (0)
425 (0)
433 (0)
300 (0)
214 (0)
347 (0)
525 (0)
641 (0)
736 (0)
873 (0)
1071 (0)
1130 (0)
1003 (0)
652 (0)
695 (0)
707 (0)
584 (0)
614 (0)

VA
988 (0)
968 (0)
918 (0)
934 (0)
845 (0)
1056 (0)
1132 (0)
1114 (0)
1033 (0)
957 (0)
893 (0)
794 (0)
738 (0)
761 (0)
846 (0)
792 (0)
725 (0)
728 (0)
810 (0)
906 (0)
1012 (0)
984 (0)
863 (0)
840 (0)
887 (0)

4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
4.0 (0.0)
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Figure 2, An. ORTEP View of 6‘26}-/25N0
showing the atomic numbering and the thermal
ellipsoids (50% probabilitylevel).

Table [
Crystal Data for 6‘26H25N0
Formula Czaf'I25No
Molecular Weight 367.50
Space Group Pn2;a
a, A® 8.874 (2)
b, A° 10.793 (4)
¢, A° 21.560 (6)
o, deg 90*%
B, deg 90%
v, deg 90%
Volume, A%3 2065 (1)
VA 4
Dm, g Cm™3 L175
De, g Cm—3 1.182
Crystal Size, mm 0.32x0.20x0.25
u, Cm~1 0.662
Radiation Used MoK, — graphite
monochromator
2 0 Range 0 —45°

No of Measured Reflections = 1444
Neo of Reliable Reflections 1212

Kl[in Ia\( Ko (1)} 2.0
Goodness of Fit - 0.336
R ‘ 5.5

,._‘ Reéquired by symmetry of space group.

Table II
Final Positional Parameters (x 10+4') For

ATOM X Y Z

0 5165(5) 4554 9646(2)
N(4) 3483(6) 7978(7) 9506(2)
c1) 579207 5436(7)  9234(3)
G2  6693(7) 6415(7)  9579(2)
C(3) 6154(7) 7538(7) 9479(3)
C(5) 2811(8) 6825(8) 9732(3)
C(6) 2907(7) 5926(8) 9187(3)
C(7)  4471(6) 6197(7)  8927(3)
C(8) 4763(7) 7588(7) 9094(3)
C9)  1702(8) 6164(10)  8711(4)
C(11)  7960(7) 6098(8)  10009(3)
C(12)  8272(8) 6901(9)  10509(3)
C(13)  9418(9) 6644(10) 10919(3)
C(14) 10248(9) 5574(10) 10851(4)
C(15)  9953(8) 4761(10) 10372(3)
c(16)  8815(7) 5029(8) 9950(3)
@y 6727(7) 4803(7)  8714(3)
C(22) 6511(10) 3542(8) 8591(4)
C(23)  7362(13) 2996(10)  8110(5)
C(24)  8322(11) 3663(13)  7758(5)
C(25) 8515(9) 4935(11)  7886(4)
C(26)  T740(8) 5470(9) 8357(3)
C(31)  4884(7) 8495(8) 8550(3)
C(32) 5424(13) 8221(10)  7990(4)
C(33)  5564(15) 9104(10)  7512(4)
C(34) 5127(14) 10213(11)  7608(4)
C(35) 4553(15)  10592(9) 8177(4)
C(36)  4435(12)  9737(9)  80L4)4)
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Crystal and Molecular Structure of 6-
Hydroxy-4-Methyl-1,6,7-Triphenylazabicyclo
[3,3,0] Oct-7-Ene.

Hossein Aghabozorg and Gus J. Palenik

Chem. Dept. Univ. of Teacher Education—{RAN

Chem. Dept. Univ. of Florida—Gainesville, Florida,

U.S A

Crystal and Molecular Structure of 8-Hydroxy-4-
Methyl=l1,8,7-Triphenylazabicyclo {3,3,0) Oct-7-Ene,
026H25NO, was determined by X-ray diffrection.

This compound crystallizes in the orthorhombic
space group Pn21a with four molecules per unit cell,

ABSTRACT

=}
all with dimensions of a=8.875(2) AP, b=10.793(4)
A® and c=21.660(6} AC. A total of 1444 reflections
were measured and 1212 were used in the analysis.
The final R value was 0.055.

We recently considered products which formed by
rearrangements of N-Viny! pyridinium pseudobases .
Crystal and Molecular structure of 6-Hydroxy-4-
Methyl-1,6,7-Triphenylazabicyclo {3,3,0] Oct-7-Ene.
has been determined by X-ray diffraction. All
intensity measurements were carried out using aP1
diffractometer and Zr-filtered Mok, radiation to a
limit of 45°. Only reflections with D 26 (I} were
considered reliable and were used in the analysis. This
structure was solved using MULTAN-782 and refined
by least square methods. A total of 1444 reflections
were measured and 1212 were used in the analysis.
The final R value was 0.065 and the R value is
defined as R =2 [F o ~F . I/ ZIF o lThg
scattering factors were taken from the usual sources.

The crystal data is given in Table I. The final :«§

positional parameters and thermal parameters for
non-hydrogen atoms are given in Tables I and Il
respectively. The hydrogen atom parameters, bond
distances, and bond angles are given in Tables I¥, ¥,
and Y1 respectively.

The distances and angles are not unusual, There is
a C — C double bond between C(2) — C{3) [1.321
{(10) A°]. The dihedral angles for various planes is
given in Table VIl. The least-squares planes data show

the deviations of atoms from planarity are from-0.009
to 0.006 A® in plane 1, from-0.010 to 0.014 A% in
plane 2 from -0.007 to 0.009 A° in plane 3,from -
0.015 to 0.023 AY in plane 4 and from —0.220 to
0.248 AC in plane 5. The dihedral angle bet h
gle between the
two five-membered rings is 73.4°. Stereoscopic view
of C26H25NO is given in Figure 1. Figure 2 shows an
ORTEP view ot C26H25NO with the atomic
numbering and the thermal ellipsoids {(50% probabi-
lity level).

Figure 1. Stereoscopic view of 626H 25NO
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