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BT x y s BIL . B2 B33 B2 BI3 B2
Cl - 9606 —195 2597 64 134 86 36 —19  —67
c2 8392 2 2597 67 77 82 23 10 16
c3 7925 1016 1781 77 75 77 0 9 —76
ci 8630 1805 912 91 123 . 103 —21 46 —44
cs 9771 1615 . 917 87 118 156 —30 65 33
Cc6 10266 643 1727 34 196 184 11 1 —212
7 6618 1163 1679 73 68 107 39 —13 —11
C8 6449 1576 - 4183 80 150 69 63 —36  —72
Cc9 5967 2868 4610 79 111 152 —2 17 —100
Cl0 4635 2852 4608 74 243 136 91 20 -84
Cll 4241 2578 3147 62 136 205 83 —65 —142
cl2 4691 1228 2737 36 150 222 2 -4 -2
o 6165 1166 558 103 194 95 96  —45  —71
N 5978 1258 2828 62 133 80 4 18 —64
cl 11769 349 1686 61 250 264  —8 31 —154
#3 ZRERTELHR
ET x/a /b . zfc BT ~ x/a y/b z/c
H1 0.970 —0.105 0.322 HS 0.587 0.387 0.432
H2 0.794 —0.033 0.323 H9 0.413 0.378 0.467
H3 0.853 . 0.250 0.040 H10 0.409 0.210 0.544
H4 1.055 0.193  0.039 Hil 0.426 0.29 0.252
H5 0.675 ° - 0.091 0.514 .  HI12 . 0.339 0.239 - 0.335
H6 - _ 0.718  0.184 0.413 HIi3 0.444 0.105 0.144
H7 0.635 0.306 ©0.559 H14 . 0.3% . 0.053 0.303 "
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cl—C2 1.412(23)  C1—C6 1.450(25) C2—C3 1.424(22)
c3—c4 1.443(24)  C4—C5 1.326(27)  C5-C6 1.420(24)
c6—ct 1.755(23)  C©3—C7 1.513(24)  C7—N 1.361(23)
C7—0 1.228(23) N—C8 1.488(24)  ©8—Q9 1.522(26)

C9—C10  1.530(30) CI0—Cll  1.546(32) Cl1—CI2  1.559(29)
Ci12—N 1.482(25)
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cl—c6—el 121.1(14) o5—C6—Cl  -115.2(13)
C1—C6—C5 124.1(15) C2—Cl—C6 ! 120:0(14)
Cc1—C2—C3 119.3(14) Cc2—C3—C4 123.2(14)
c2—c3—ce7 " 119.1(14) c4—C3—7 117.3(14)
C3—C4—C5 \ 117.8(16) c3—Q7—0 " 118.8(15)
C3—C7—N 119.2(15) C4—C5—C6 119.1(14)
0—C/—N 122.0€16) N—C8—C9 108.5(14)

Cc8—C9—Cl10 110.7(16) C9—C10—Cl1 107.2¢17)
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Ccl10—Cl1—C12 108.4(17) Cl11—Cl2—N 107.2(15)
C7—N—C8 125.3(15) C7—N—CI12 119.1(14)
C8—N—CI12 115.0(11)
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ABSTRACT

The p-chloro benzoyl piperidine C;.His ONCL crystal belongs to the orthorhombie
system. The space group is P2,2,2, with a=11.490(6)A, b=10.462(5)A, ¢=9.928(5)A,
z =4 and calculated density D.= 1.2410 gem™®, The intensity data were collected on a
Philips PW-1100 diffractometer. With the chlorineatom position found from Patter-
son method, the structure was determined by Fourier synthesis and refined by full-
matrix least square method to a final B value of 0.093 for 697 reflexions. The hydro-
gen atom ecoordinate parameters were obtainéd from difference Fourier synthesis.
The absolute configuration of molecule was determined by anomalous scattering meth-

od.



