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Cli10a -.0114(4) .67452(13) .5560(3) .034(2) Uani ? 2 1.00000
?
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Cl1' -.0466(4) .78975(15) .6973(4) .048(3) Uani 2 2 1.00000
2

-.0071(4) .79042(11) .7861(3) .069(2) Uani ? ? 1.00000



Cl2 -.0810(5) .83047(14) .6452(4) .051(3) Uani ? ? 1.00000
C13' .0069(5) .84198(15) .5884(3) .056(3) Uani ? ? 1.00000 ?
Cl4' -.0396(8) .8830(2) .5326(6) .111(5) Uani ? ? 1.00000 2
C15 .1442(6) .8475(2) .6515(4) .083(4) Uani ? ? 1.00000 <2

Cl1" .0472(5) .61657(15) .7672(3) .050(3) Uani ? ? 1.00000 =2

Cl2" -.0753(5) .59431(18) .7104(4) .062(3) Uani ? ? 1.00000
?

C13" -.1642(6) .5924(2) .7724(5) .099(5) Uani ? ? 1.00000 2
Cl4" -.0554(6) .5508(2) .6824(5) .096(5) Uani ? ? 1.00000 ?

C21 .6046(4) .75398(14) .7434(3) .041(2) Uani ? ? 1.00000 ?
@1 .6784(3) .75876(10) .8241(2) .0563(18) Uani ? 2 1.00000
C22 .5687(4) .70892(13) .7047(3) .040(2) Uani ? ? 1.00000 ?
C221 .5612(5) .67955(15) .7848(4) .059(3) Uani ? ? 1.00000 2
C222 .6749(5) .69444(17) .6642(4) .066(3) Uani ? ? 1.00000 ?
C23 .4472(4) .70686(15) .6211(3) .045(3) Uani ? ? 1.00000 ?
@3 .3885(3) .67421(10) .6032(3) .069(2) Uani ? ? 1.00000 ?
C24 .3986(4) .74539(13) .5550(3) .041(2) Uani ? ? 1.00000 2
C24a .4681(4) .78576(13) .5989(3) .035(2) Uani ? ? 1.00000 2
C241 .2558(4) .75062(15) .5406(4) .056(3) Uani ? ? 1.00000 2
C242 .4191(5) .73649(15) .4586(3) .061(3) Uani ? ? 1.00000 ?
C25 .4740(4) .88171(13) .4716(3) .037(2) Uani ? ? 1.00000 ?
C26 .5466(4) .91799(14) .4771(3) .037(2) Uani ? ? 1.00000 ?
@6 .5225(3) .94422(10) .4014(2) .0507(17) Uani ? ? 1.00000
C27 .6461(4) .92780(14) .5613(3) .039(2) Uani ? ? 1.00000 ?
C28 .6645(4) .89990(13) .6406(3) .032(2) Uani ? ? 1.00000 ?
@8 .7588(2) .90709(8) .72299(19) .0375(15) Uani ? ? 1.00000
C28a .5908(4) .86371(12) .6371(3) .030(2) Uani ? ? 1.00000 2
29 .6029(4) .83479(12) .7212(3) .034(2) Uani ? ? 1.00000 ?

C29a .5577(4) .79045(13) .6833(3) .035(2) Uani 2 ? 1.00000 2



@10

2
23
4
25
C21' b

@b
22 b

C23' b

Q@4 b
@5 b

c1t
c22t
c23"
c24"

H121A
H121B
H121C
H122A
H122B
H122C
H141A
H141B
H141C
H142A
H142B
H142C
H15

H16

H18

H19

H12" A
H12' B
H13’

H14" A
H14' B
H14' C
HL5" A

.4236(3) .81929(9) .5
.4991(4) .85602(13)
.7118(14) .9716(5) .
.803(2) .9756(7) .65
.6871(12) 1.0056(4)

. 7460(13) .9987(6)

.688(2) 1.0308(10)

.8860(9) 1.0056(3)

. 7483(15) . 9575(5)

.831(2) .9657(8) .63

.7628(9) .9790(4) .4

.6964(16) 1.0175(5)

.687(4) 1.0338(11)

. 7681(9) 1.0492(3)
.5264(4) .85044(14)
.5715(4) . 89076( 14)
.6942(5) . 88428(14)
.4704(5) .90695(18) .

. 48011 .53959 59248

. 50357 .55733 .69465

. 46310 .58778 .60762

. 32390 .48572 .62628

. 21204 .50229 .65793

. 34904 .50549 .72684

.09602 .63157 .36821

. 17623 .59453 34817

. 23752 . 62748 .42737

-.06297 .57507 .3956

-.01203 .53806 .4668

. 02190 .54025 37269

-.13037 .70176 . 43309
-.24642 .76876 .43182
07161 .74566 .82681
.19776 .65104 75589

-.08078 .85290 .6897

-.16862 .82842 .6029
.00875 .81894 54352

00914 .89161 .49260

-.04318 .90594 .5736

-.12734 .87951 .4886

.19940 .85506 .61518

377(2) .0416(15) Uani ? 2 1.00000
.5510(3) .033(2) Uani ? ? 1.00000
5804(12) .038(7) Uani ? ? .50000
49(19) .045(9) Uani ? ? .50000 2
.5063(9) .042(6) Uani ? ? .50000

.4203(9) .061(8) Uani ? ? .50000 2

.3445(17) .093(15) Uani ? ? .50000

.4710(9) .070(7) Uani ? ? .50000 2

.5634(10) .040(8) Uani ? ? .50000
8(2) .051(10) Uani ? ? .50000 ?
732(11) .061(7) Uani 2 ? .50000 2
.4575(14) .064(10) Uani ? ? .50000

.356(3) .15(2) Uani ? ? .50000 ?

.5292(8) .057(6) Uani ? ? .50000 2

.7853(3) .041(2) Uani ? ? 1.00000

.8424(3) .040(2) Uani ? ? 1.00000

.9211(3) .051(3) Uani ? ? 1.00000
8840(4) .068(3) Uani ? ? 1.00000

.09200 Uiso ? ? 1.00000 ? ?
.09200 Uiso ? ? 1.00000 ? 2
.09200 Uiso ? ? 1.00000 ? 2
.10100 Uiso ? ? 1.00000 ? ?
.10100 Uso ? ? 1.00000 ? ?
.10100 Uso ? ? 1.00000 ? ?
.11000 Uso ? ? 1.00000 ? ?
.11000 Uso ? ? 1.00000 ? ?
.11000 Uso ? ? 1.00000 ? ?
5 .10100 Uiso ? ? 1.00000 ? ?
5 .10100 Uiso ? ? 1.00000 ? ?
.10100 Uso ? ? 1.00000 ? ?
.05000 Uiso ? ? 1.00000 ? 2
.08000 Uiso ? ? 1.00000 ? 2
.09200 Uiso ? ? 1.00000 ? ?
.05300 Uiso ? ? 1.00000 ? ?

3 .06900 Uiso ? ? 1.00000 ? ?
9 .06900 Uiso ? ? 1.00000 ? ?
.08000 Uiso ? ? 1.00000 ? 2
.16900 Uiso ? ? 1.00000 ? ?

1 .16900 Uiso ? ? 1.00000 ? 2
9 .16900 Uiso ? ? 1.00000 ? ?
13800 Uiso ? ? 1.00000 ? ?

?

?

?

?

?



H15' B .17541
H15' C . 14811
H11"A .03041
H11"B . 10270
H12" -.11197
H13"A -.24312
H13"B -.17863
H13"C -.12444
H14"A -.13055
H14"B -.02004
H14"C . 00549
H221A . 54098
H221B . 50006
H221C . 64223
H222A . 65808
H222B . 75489
H222C . 67975
H241A . 22055
H241B . 24030
H241C . 20870
H242A . 39076
H242B . 37662
H242C . 50850
H25 . 40574

H26 .45147

H28 .81528

H29 .69231

H22'aA .71778
H22'aB .59615
H23 a . 72359
H24’ aA . 73808
H24’aB . 71100
H24 aC . 60759
H25" aA .90023
H25" aB . 93140
H25 aC .91267
H22' bA .73114
H22' bB .85176
H23'b .61618
H24' bA . 62856
H24’ bB .62770
H24' bC . 75365
H25' bA . 71985
H25 bB . 84563
H25 bC . 77649
H221"A .52185
H221"B .43961
H22" .58821

H23"A . 72411
H23"B . 75921
H23"C .68544
H24" A . 49663
H24"B . 45239
H24"C . 39205
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_atomsite_ani so_| abel

. 82334 .68821 .13800 Ui so
. 87142 .69520 .13800 Ui so
. 63640 .81206 .07200 U so
.59487 .80593 .07200 U so
.61136 .65128 .09300 Ui so
. 58069 .74081 .16500 Uiso
. 62120 .79431 .16500 Uiso
. 57660 .82980 .16500 Uiso
. 53702 .64629 .16900 Uiso
.53351 .74095 .16900 Uiso
.54903 .64887 .16900 Ui so
.65032 .76198 .09800 Ui so
.68806 .81341 .09800 Ui so
.67753 .83496 .09800 Ui so
. 66568 .63839 .10800 Ui so
. 69398 .71213 .10800 Ui so
. 71237 .61311 .10800 Ui so
. 77446 .49925 09000 Ui so
. 75619 .60054 .09000 U so
. 72589 .51326 .09000 Ui so
. 75981 .41510 .10400 U so
. 71138 .42943 .10400 U so
. 73267 .46683 .10400 Ui so
. 87406 .41309 .05100 Uiso ?
. 93797 .34418 .07800 Uiso ?
.93353 .71851 .05900 Uiso ?
. 83510 .76162 .05100 Uiso ?
1.03179 .53789 .05200 U so
1.00815 .47838 .05200 U so
. 97155 .39077 .08400 U so
1.02107 .29226 .10600 Ui so
1.05583 .35796 .10600 U so
1.02280 .30916 .10600 U so
1.02916 .51323 .10000 U so
1.00871 .42709 .10000 U so
. 97979 .50805 .10900 Uiso
. 96067 .41805 .07600 Uiso
. 98372 .48040 .07600 Uiso
1.01091 .46674 .07500 Uiso
1.06529 .35781 .13800 U so
1.02087 .31175 .13800 U so
1.04559 .35215 .13800 U so
1.07418 .52291 .08600 U so
1.05310 .52270 .08600 U so
1.03715 .59264 .08600 U so
. 82776 .82884 .06100 Uiso
. 85466 .74399 .06100 Uiso
.91131 .79910 .05700 Uso ?
.90972 .95362 .08200 Ui so
. 87405 .89373 .08200 Ui so
. 86301 .96407 .08200 U so
. 93287 .92004 .11100 Ui so
. 88646 .92617 .11100 Ui so
. 91318 .83488 .11100 Ui so
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_atomsite aniso_U 11
_atomsite_aniso_U 22
_atomsite_aniso_U 33
_atomsite aniso_U 12
_atomsite _aniso_U 13
_atomsite_aniso_U 23

C11 .039(3) .033(3) .033(3) -.002(2) -.000(2) .002(2)
Ol1 .062(2) .052(2) .036(2) .0165(17) -.0131(16) -.0063(16)
Cl2 .032(2) .030(2) .039(3) .001(2) -.002(2) .002(2)
C121 .043(3) .076(4) .047(3) -.009(3) .006(2) .002(3)
C122 .075(4) .041(3) .069(4) -.005(3) .024(3) .004(3)
C13 .046(3) .038(3) .044(3) .003(2) .003(2) -.011(2)
OL3 .073(2) .069(2) .053(2) .035(2) -.0086(18) -.022(2)
Cl4 .041(3) .032(2) .030(2) .007(2) -.003(2) .001(2)
Clda .031(2) .028(2) .039(3) -.003(2) -.001(2) .001(2)
Cl41 .087(4) .067(4) .060(3) .025(3) .034(3) .008(3)
Cl42 .050(3) .060(3) .065(4) .007(3) -.007(3) -.027(3)
C15 .035(2) .033(2) .029(2) -.001(2) -.002(2) .002(2)
C16 .034(2) .032(3) .045(3) .000(2) .005(2) -.000(2)
OL6 .049(2) .0374(18) .047(2) .0118(15) -.0047(15) -.0032(15)
Cl7 .040(2) .031(3) .041(3) -.001(2) .003(2) -.005(2)
C18 .045(3) .038(3) .037(3) .001(2) .000(2) -.005(2)
Cl8a .032(2) .035(3) .032(3) -.001(2) .003(2) -.003(2)
Ol8 .078(2) .048(2) .0319(19) .0105(17) -.0017(17) -.0093(15)
C19 .044(3) .033(2) .029(2) .001(2) -.002(2) -.004(2)
Cl9a .034(2) .027(2) .033(3) -.002(2) .001(2) .002(2)
OL10 .0361(16) .0323(17) .0351(17) .0069(14) -.0036(13)
. 0024( 14)
Cl10a .030(2) .031(2) .037(3) -.003(2) .004(2) -.004(2)
OL1' .096(3) .053(2) .049(2) .012(2) .006(2) -.0143(19)
C11' .048(3) .045(3) .046(3) .004(2) .007(2) -.010(3)
Cl2 .054(3) .040(3) .057(3) .004(2) .014(3) -.017(2)
C13 .069(4) .042(3) .052(3) -.012(3) .013(3) -.005(3)
Cl4  .133(7) .079(5) .126(6) .011(4) .045(5) .039(5)
C15 .074(4) .097(5) .074(4) -.027(4) .020(3) -.026(4)
C11" .063(3) .049(3) .038(3) .008(3) .018(3) .007(2)
Cl12" .071(4) .064(4) .055(3) -.008(3) .024(3) .010(3)
C13" .088(5) .101(5) .117(6) .011(4) .045(4) .018(4)
Cl4" .094(5) .083(5) .117(6) -.020(4) .043(4) -.021(4)
C21 .036(2) .040(3) .042(3) -.006(2) .003(2) .007(2)
@1 .061(2) .044(2) .045(2) -.0083(17) -.0106(17) .0072(16)
C22 .043(3) .034(3) .039(3) -.003(2) .008(2) .000(2)
C221 .076(4) .043(3) .052(3) -.013(3) .009(3) .007(3)
C222 .053(3) .063(4) .080(4) -.005(3) .019(3) -.014(3)
C23 .045(3) .036(3) .053(3) -.012(2) .013(2) -.001(2)
@3 .072(2) .040(2) .076(3) -.023(2) -.006(2) .0033(18)
C24 .046(3) .034(3) .038(3) -.014(2) .007(2) -.005(2)
C24a .036(2) .034(3) .032(3) -.004(2) .007(2) .004(2)
C241 .042(3) .049(3) .069(3) -.014(2) .006(2) .003(3)
C242 .087(4) .046(3) .048(3) -.018(3) .018(3) -.012(3)
C25 .033(2) .040(3) .032(3) -.010(2) .003(2) -.007(2)
C26 .038(2) .043(3) .028(2) -.009(2) .007(2) .003(2)
@6 .050(2) .059(2) .0316(17) -.0254(16) -.0038(14) .0088(16)
C27 .035(2) .046(3) .032(3) -.018(2) .006(2) -.000(2)
28 .031(2) .035(2) .028(2) -.005(2) .006(2) -.003(2)
@8 .0340(16) .0403(17) .0316(16) -.0107(14) .0010(13)

. 0033(14)



C28a .028(2) .030(2) .031(2) ~-.003(2) .0072(19) ~-.002(2
C29 .035(2) .031(2) .030(2) ~-.007(2) .002(2) -.001(2)
C29a .034(2) .032(2) .034(3) -.009(2) .005(2) -.001(2)
210 .0414(17) .0375(18) .0364(17) ~-.0137(15) -.0017(14)
. 0007(15)
C210a .030(2) .032(2) .036(3) ~-.006(2) .008(2) ~-.004(2
C21'a .043(8) .039(8) .038(8) -.004(6) .023(6) -.022(6)
21'a .051(11) .048(9) .031(8) ~-.030(7) .008(6) -.009(6)
C22'a .050(7) .026(7) .033(7) -.012(5) ~-.0112(6) .006(6)
C23'a .052(8) .080(11) .044(9) -.020(7) .005(7) .040(9)
C4"a .052(11) .15(2) .068(14) -.0112(12) -.001(10) .087(14)
C25'a .041(6) .064(7) .109(9) ~-.011(5) .030(6) ~-.012(7)
C1'b .051(9) .049(10) .020(7) ~-.021(7) .011(6) ~-.002(6)
@1'b .043(9) .068(12) .034(10) -.016(7) .000(6) .001(7)
C22'b .026(6) .079(9) .073(9) -.019(6) .011(6) -.000(8)
C23'b .068(10) .057(11) .049(12) -.017(8) ~-.011(9) .005(9)
C4'b .18(3) .08(2) .14(3) -.063(19) -.03(2) .010(17)
C25'b .040(6) .047(6) .081(7) ~-.005(5) .012(5) ~-.015(6)
C21" .050(3) .041(3) .030(2) ~-.009(2) .010(2) ~-.000(2)
C22" .044(3) .044(3) .035(3) -.002(2) .014(2) .002(2)
C23" .059(3) .044(3) .044(3) -.001(2) .009(3) -.001(2)
c24"  .073(4) .082(4) .059(3) .004(3) .034(3) -.004(3)
# 5. Ml ecul ar Geonetry
o
| oop_
_geom bond_atom site_|l abel _1
_geom bond_atom site_| abel _2
_geom bond_site_symetry_1
_geom bond_site_symetry_2
_geom bond_di st ance
_geom bond_publ _fl ag #<< enter YES for value to be
publ i shed
ci1 Qa1 1.232(5) 2
ci1 c2 . 1.509(6) 7
Cll1 Cl9a 1.436(6) ?
Cl2 cC121 1.541(7) ?
Cl2 cC122 1.540(6) ?
Clz2 cC13 . 1.531(6) 7
Cl21 H121A . .945 7
Cl21 H121B .952 2
Cl21 H121C . 965 ?
Cl22 H122A .952 2
Cl22 H122B .949 2
Cl22 H122C . .977 2
C13 Q13 1.196(6) 7
Cil3 cC14 . 1.526(6) 7
Cl4 Clda 1.488(6) ?
Cl4 cC141 1.542(8) ?
Cl4 cC142 1.543(6) ?
Clda Cl9a 1.342(6) ?
Clda OQL10 1.374(5) ?
Cl41 H141A . 962 ?
Cl41 H141B . 962 ?
Cl41 H141C . 958 ?



Cl42
Cl42
Cl42
C15
C15
C15
Cl6
Cl6
O16
C17
C17
C18
C18
Cl8a
Cl8a
Q18
C19
C19
C19
o110
oLy
c1ir
c12’
c12’
c12
C13
C13
C13
c14
c14
c14
C15’
C15’
C15’
c11
c11
c11
c12
c12
c12
Cc13"
Cc13"
Cc13"
Cc14"
Cc14"
Cc14"
c21
c21
c21
c22
c22
c22
C221
C221
Cc221
C222
C222

H142A
H142B
H142C
Cle .
Cl10a
H15
alL6
C17
H16
C18
Cc11’
Cl8a
a8
C19

Cl10a

H18
Cl9a
c11"
H19
Cl10a
c1Lr
Cc12’
C13

HI2' A

H12' B
a4
C15
H13’

H14" A

H14' B
H14' C
HL5" A
H15' B
H15' C
c12"

HL1"A

H11"B
c13"
C14"
H12"
H13" A
H13" B
H13"C
H14" A
H14" B
H14"C
1
c22
C29a
c221
Cc222
23 .
H221A
H221B
H221C
H222A
H222B

1.37
1

"985

945 ?
959 ?
959 ?
6(6) 2
384(5)
?

1.349(5) 2

1.41

5(6) 2

.994 ?
1.403(6) 2
1. 496(7)

1. 402( 6)

1.35

6(5) 2

1. 497(5)

1

. 378(6)

1.047 ?

1.5
1.5
. 970

1

1
1
1

05( 6)
57(7)

2

. 380(5)

. 240( 6)

478(7)

. 511( 8)

. 961 ?
. 980 ?

1
1
.9

528( 8)
529( 7)
84 ?

.953 ?

. 948
. 994
. 958
. 934

N N N )

. 980 ?

. 527(7)

. 966 ?
. 975 ?

S

9

. 930
. 989
. 960
. 943
. 989

1.22
1.53
1.4
1.5
1.5
1.51

. 942
. 972
. 975
. 947

. 540(11)

463(9)
93 ?
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955 -
2(5) 2
1(6) 2
41(6)
17(7)
45( 8)
8(5) ?
979

N N ) ) N

?
?

?

?
?

?

?
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?

?
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C222
c23
c23
c24
Cc24
c24
C24a
C24a
C241
C241
C241
C242
C242
C242
Cc25
Cc25
Cc25
C26
C26
26
c27
c27
c27
Cc28
Cc28
8
C28a
C28a
C29
C29
C29
Q10
(o
1l
c22’
c22’
c22’
c23
c23
23
24’
24’
24’
c25’
c25’
c25’
1l

COTT 2922 92999992999 D

s

C22' b
C23' b
C23' b
C23' b
C24' b
C24' b
C24' b

H222C
@3
24
C24a
C241
C242
C29a
Q10
H241A
H241B
H241C
H242A
H242B
H242C
c26 .
C210a
H25
26
c27
H26
c28 .
C21' a
C1'b
@8 .
C28a
H28 .
C29
C210a
C29a
c21"
H29 .
C210a

21" a

C22" a
C23" a

H22' aA

H22' aB
C24’ a
C25’ a
H23' a

H24' aA

H24' aB
H24' aC
H25" aA
H25" aB
H25" aC
21’ b
C22' b
C23' b

H22' bA

H22’ bB
C24' b
C25' b
H23' b

H24" bA

H24’ bB
H24’ bC

. .954 ?
1.200(6) 2
1.541(6) 2
1.519(6) ?
1.543(7) ?
1.529(7) ?
1.335(5) 2
1.373(5) ?
. 967 ?
. 965
. 953
. 958
. 950
. .970 *
1.384(6) 2
1.373(6) ?

ASEENEEN RN IR

983 ?

1.342(5) 2
1.414(5) 2
977 ?
1.421(6) 2
1. 541( 15)
1. 462(17)

'1.350(4) 2

1.393(6) ?
1.055 ?
1.505(6) ?
1.377(5)
1.526(5) ?
1.531(7) ?
. 986 ?
1. 404(5)
1. 25(3)
1.49(2)
1.61(2)
.955 2
.968 2
1.49(3)
1. 516( 16)
.955 ?
1.12 2
.83 ?
.92 ?
.947 2
.939 2
.970 2
1.22(3)
1.54(2)
1.40(2)
.968 2
971 2
1. 55(5)
1. 487(19)
.96 ?
1.19 ?
.86 ?
.85 ?

N )
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NN N )

?

?
?
?

?

?

?



C25'b H25 bA . . .938 ?

C5b H25bB . . .903 ?
C5 b H25bC . . .984 ?
1" 2" . . 1.516(6) ?
1" H21"A . . .969 ?
1" H21"B . . .976 ?
2" 3" . . 1.502(6) ?
2" 4" . . 1.523(8) ?
2" H2" . . .964 7

c23" H23"A . . .938 7
c23" H3"B . . .983 7
c23" H3"C . . .945 7
4" H4'A . . .966 7
4" H4'B . . L9577
4" H4'C . . 1962 7

| oop_

_geom angl e_atomsite_| abel _1
_geom angl e_atom site_| abel _2
_geom angl e_atomsite_| abel _3
_geomangle_site_symetry_1
_geomangl e_site_symetry_2
_geom angl e_site_symetry_3

_geom angl e

_geom angl e_publ _fl ag #<< enter YES for value to be

publ i shed
o1 c1 cz2 . . . 118.4(4) 2
o1 c1 Ccl%9a . . . 119.1(4) 2
Cl2 C11 Cl%9a . . . 122.5(4) 2
cl1 Cc2 c121 . . . 109.8(3) 2
ci1 c2 c122 . . . 108.1(4) 2
cl1 c2 c13 . . . 114.9(3) 2
ci21 cCc12 cCc122 . . . 109.0(4) 2
ci21 cCc12 cC13 . . . 107.4(4) 2
Cil22 cC12 C13 . . . 107.5(3) 2
Cl2 C121 H122A . . . 111.3 7
Cl2 Ci21 H122B . . . 110.4 7
Cl2 C121 H122Cc . . . 109.8 ?
H121A Cl21 H121B . . . 109.1 7
H121A Cl121 H121C . . . 108.5 7
H121B C121 H121C . . . 107.6 ?
Cl2 Cl22 H122A . . . 112.4 7
Cl2 C122 H122B . . . 111.9 7
Cl2 C122 H122Cc . . . 110.0 7
H122A Cl22 H122B . . . 108.8 ?
H122A Cl22 H122C . . . 106.6 ?
H122B Cl122 H122C . . . 106.8 ?
Cl2 Cc3 o3 . . . 119.5(4) =2
ci2 c3 c14 . . . 121.9(4) =2
o3 a3 c14 . . . 118.6(4) 2
Cl3 Ci4 Clda . . . 112.8(3) 2
C13 Cc14 ci141 . . . 107.4(4) 2
C13 Cc14 cr42 . . . 107.9(4) 2
Clda C14 C141 . . . 109.1(4) 2
Clda C14 cC142 . . . 110.0(4) 2
Ci41 Ci14 cC142 . . . 109.6(4) 2
Cl4 Cl4a Cl9a . . . 128.3(4) 2



Cl4 Cl4a Q110

Cl9a Cl4a Q110
Cl4 Cl41 H141A
Cl4 Cl41 H141B
Cl4 Cl41 Hi41C

H141A Cl141 H141 B.

H141A Cl141 H141C
H141B C141 H141C
Cl4 Cl42 H142A
Cl4 Cl42 H142B
Cl4 Cl42 Hi42C

H142A Cl142 H142 B.

H142A Cl42 H142C
H142B Cl142 H142C
Cl6 C15 Cl10a
Cl6 C15 Hi15
Cl10a C15 H15
Cl5 Cl6 016
Cl5 cCl6 C17
a6 Cie C17
Cl6 Q016 H16
Cle C17 C18
Cle C17 C1v
ci8 cCci7 cC1rv
Cl7 C18 Cl8a
Cl7 Ci8 Q018 .
Cl8a C18 Q18
Cl8 Cl8a C19 .
Cl8 Cl8a Cll10a
Cl9 Cl8a Cll10a
Cil8 Q18 Hi8 .
Cl8a C19 Cl9a
Cl8a C19 C11"
Cl8a C19 H19
Cl9a C19 C11"
Cl9a C19 H19
ci1* C19 H19 .
Cll1 Cl9a Cl4a
Cl1 Cl9a C19 .
Cl4a Cl9a C19 .
Cl4a O110 Cl10a
Cl5 Cl10a Cl8a
Cl5 Cli10a Q110
Cl8a Cll10a 0110
cl7 car oar
cl7 car cz
ar car  caz
cl1r cCc28 Az

Ci1r C127 H12’ A

Cl1’ C122 Hi2'B
C13" Cl12° H12’A
C13" C12° H12’B

H12'A Cl12° H12'B .

cz2’ Cc3 cCc&
cz2’ C13 C1%
cl2’ C13 HI3
ci4 C13 C1%

110. 2(3)
121.5(4)
112.0
111.5
111.1
107.
107.

. 107.
111.0
110. 9
110.0
108.
108.

. 107.
119.0( 4
120.8 ?
120.2 ?

-~

-~

-~

N0 ODNVVOTWN DY
-~

1120.3(4) 2

120.2(4) 2
119.5(4) ?
123.9 ?
118.1(4) 2
123.5(4) 2
118.3(4) 2
122.3(4) 2
121.6(4) 2
116.1(4) 2
122.5(4) 2
116. 1(4)
. 121.4(4)
116.4 ?
109. 3(3)
111.3(4)
110.2 ?
113.3(4)
107.1 ?
105.4 ?
119. 5( 4)
118.3(3) 2
122.2(4)
119.0(3)
124.0(4)
115. 3(3)
. 120.7(3)
119. 4( 4)
121.5(4)
118.7(4)
112.7(4)
109. 6 ?
108.5 ?
109. 6 ?
110.6 ?
105.7 ?
109. 3(5)
112. 8(4)
110.2 ?
109. 6(5)

?

?

?

?

?
?

?

?
?

?
?

?
?

?
?

?

?

?



4 a3 H13y . . . 109.5 7

2 22 H22B . . . 111.8
2 @22 H22C . . . 111.5
H222A C222 H222B . . . 107.

Cl15 Cl13 HI3 . . . 105.4 ?
Cl3 Cl4 H4A . . . 114.1?
Cl3 Cl4 H4B . . . 111.9?
Cl3 Cl4 H4C . . . 110.8 ?
Hl4' A Cl4 HI4B . . . 108.7 ?
Hl4'A Cl4 HI4C . . . 105.2 2
Hl4'B Cl4 HI4C . . . 105.6 ?
Cl3 C15 HI5A . . . 112.4 7
Cl3 C15 HI5B . . . 112.2?
C13 Cl5 HI5C . . . 108.5?
HI5 A C15 HI®B . . . 109.6 ?
HI5 A C15 HI®C . . . 105.7 ?
HI5SB C15 HI®C . . . 108.1 ?
cl19 cCl1" cl2" . . . 117.0(4) 2
Cl9 Cl1" HI1"A . . . 108.2 ?
Ccl9 Cl1" HI1"B . . . 108.3 ?
Cl2" C11" HI1"A . . . 109.9 ?
Ccl2" C11" HI1"B . . . 107.0 ?
HI1"A C11" HI1"B . . . 105.9 ?
c11" c12" Cc13" . . . 108.7(5) 2
c11" Cl2" Ccl4" . . . 113.3(5) 2
Ccl1" Cl2" H12" . . . 106.6 ?
Cc13" Cl2" Ccl4" . . . 108.1(5) 2
Cc13" C12" H2" . . . 111.9 ?
Ccl4" Cl2" H12" . . . 108.4 ?
Cl2" C13" HI3"A . . . 113.57?
Cl2" C13" HI3"B . . . 110.8 ?
Cl2" C13" HI3"C . . . 109.6 ?
HI3"A C13" HI3"B . . . 107.6 ?
HI3"A C13" HI3"C . . . 109.8 ?
HI3"B C13" HI3"C . . . 105.3 ?
Cl2" Cl4" HI4"A . . . 113.7 ?
Cl2" Cl4" HI4"B . . . 108.8 ?
Cl2" Cl4" H4"C . . . 113.1?
H14"A Cl4" H14"B . . . 106.3 ?
H14"A Cl4" H14"C . . . 109.1 ?
H14"B Cl4" H14"C . . . 105.2 ?
@1 1 €22 . . . 119.5(4) ?
@1 1 C29a . . . 120.1(4) 2
@2 1 C29a . . . 120.3(3) ?
1 2 C221 . . . 110.2(4) ?
1 2 C222 . . . 105.9(4) ?
1 2 €23 . . . 113.8(3) ?
21 2 22 . . . 110.6(4) 2
21 2 €3 . . . 110.6(4) ?
22 @2 €3 . . . 105.6(4) ?
2 21 H21A . . . 111.5 72
2 21 H21B . . . 113.2 2
2 21 H21C . . . 111.57?
H221A C221 H221B . . . 107.3 2
H221A C221 H221C . . . 105.0 ?
H221B C221 H221C . . . 107.8 2
2 22 H22A . . . 110.2 ?

?

2

3



H222A (C222 H222C
H222B (C222 H222C
22 (C23 Q23

2 (C23 C24

@3 (C23 Cz24 .
23 (C24 C24a

23 C24 Cz41

23 (C24 (242
C24a C24 (C241
C24a C24 (C242
C241 (C24 (242
C24 (C24a C(C29a
24 (C24a @10 .
C29a (C24a @10
C24 (C241 H241A
C24 (C241 H241B
C24 (C241 H241C

HR41A C241 H241B

H241A C241 H241C
H241B C241 H241C
C4 (C242 H242A
Q4 Q242 H242B
Q4 (C242 H242C

HRA2A 242 H242B

H242A C242 H242C
H242B C242 H242C
6 G5 C(C210a
26 C5 H25
C210a C25 H25
25 &6 O26
25 &6 C27
@6 C6 C27
6 @6 H26
6 Q7 C28 .
6 Q7 (C21'a
C26 C27 C21'b
@28 Q&7 C21'a
c28 Q27 C21'b
27 &8 28 .
Q27 @28 C(C28a
@8 @28 C(C28a
28 @28 H28 .
28 @28a C29 .
28 @28a C(C210a
C29 (@&8a C(C210a
C28a (C29 (C29a
CG8a (C29 C(C21"
C28a (C29 H29
C9a (29 cC21"
C29a (C29 H29
a1t 29 H29
21 Q9a C4a
21 Q9a C29
C4a (C29%9a C29 .
C4a @10 C210a
25 (Q10a C28a
G5 (Q10a Q210

106.9 ?
. 108.9 ?
120.0(4) ?
121.7(4) 2
118.2(4) 2
110.9(3) 2
108.3(4) 2
108.5(4) 2
109. 6( 4)
110. 1( 4)
109. 6( 4)
128.3(4)
109. 3(3)
122.4(4) ?
111.5 ?
111.2 ?
112.2 ?
106. 3
107. 7

. 107.6
111.4 ?
111.9 ?
?

6

8

4

)

NN N ) )

~

110. 4
108.
106.

. 107.

118.3(3

=N )

?

121.9 2

119.8 ?
119. 7(3)
120.9(4)
119. 4( 4)
119.2 ?
117.2(4) 2
123. 4(6)
123.2(6)
117.5(7)
117. 6(6)
120.4(4) 2
122.7(3) 2
116.9(3) 2
112.7 ?
124.1(3) 2
115.8(4) ?
120.1(4) 2
108.4(3) ?
112.7(3) ?
107.7 ?
109.6(4) ?
112.6 ?
105.9 ?
120.3(4) ?
119.1(3) 2
120.4(3) ?
117.5(3) 2
125.1(4) 2
114.2(3) ?

N N )

N N ) )



C28a (C210a 0210
Q7 QR1l'a 1 a
Q7 QR1l'a (C2'a

@l
Qv
aQr
Qv
23
23
H22’
22
22
22
4
4
25
23
23
23
H24’
H24’
H24’
23
23
C23 a

DO D

A

DL

DO Y
w > >

JSUR Y

C21' a
C22" a
C22" a
C22" a
C22" a
C22" a
G2’ a
C23" a
C23" a
C23" a
C23" a
C23" a
C23" a
C24" a
C24" a
C24" a
C24’ a
C24’ a
C24’ a
C25" a
C25" a
C25" a

C22’ a
C23’ a
H22" aA
H22" aB
H22" aA
H22" aB

H22"aB .

24’ a
C25' a
H23' a
C25' a
H23' a
H23 a .
H24' aA .
H24' aB
H24' aC
H24' aB
H24' aC
H24' aC
H25' aA
H25' aB
H25’ aC

H25'aA (C25'a H25’ aB
H25’aA C25 a H25’aC
H25’aB C25'a H25’aC
C7 CQ1'b @1'b
7 CQ1I'b C2'b

21’ b
C21'b
C21' b
C21'b
C23' b
C23' b
H22’ bA
C22' b
C22' b
C22' b
C24' b
C24' b
C25' b
C23' b
C23' b
C23' b
H24’ bA
H24’ bA
H24’ bB
C23' b
C23' b
C23' b
H25’ bA
H25’ bA
H25’ bB

c9 1t
c9 1t

C21' b
C22' b
C22' b
C22' b
C22' b
C22' b
C22' b
C23' b
C23' b
C23' b
C23' b
C23' b
C23' b
C24' b
C24' b
C24' b

C22' b
C23' b
H22’ bA
H22' bB
H22’ bA
H22' bB .
H22' bB

C24' b
C25' b
H23' b
C25' b
H23' b
H23' b
H24’ bA
H24’ bB
H24’ bC

120.7(4) 2
117.4(15) ?
122.5(11) ?
119. 0( 16)
116. 8(12)
107.8 2
107.5 2
109. 0( 13)
107. 7( 10)
107. 6( 12)
108. 1( 16)
101. 6( 10)
111. 4( 15)
114. 2( 16)
105. 9( 14)
115. 7(15)
98(2) 2
116(2) 2
111(3) 2

104(3) 2

98(2) 2

124(3) 2

111.7 2
111.4 2
104.1 ?

110.7
109.0
109. 7
120. 8(18)
123. 5(10)
115. 7(18)
109. 4( 14)
110.5 2
110.4 ?
110.0 2
110.7 ?
. 105.9 2
109(2) 2
108. 8(12)
104.7 2
108. 8(17)
115 ?
111.1 2
97 ?
112 ?
114 ?

NN N N N

?
?

=N )

-~

C24'b H24’ bB
C24'b H24' bC
C24'b H24' bC
C25'b H25 bA
C25'b H25' bB
C25'b H25' bC .
C25'b H25 bB
C25'b H25 bC
C25'b H25 bC
c2" .
H221" A

97 ?

98 ?

129 ?
109.0 ?
109.5 ?
106.5 ?
114.3 7
107.3 ?
109.8 ?

117.2(4) 2

108.8 ?



9 1" W21 . . . 106.9 ?

2" 1" H21*A . . . 108.9 ?
2" 1" H21*B . . . 108.8 ?
H221"A C21" H21"B . . . 105.4 7
1" 2 3 . .. 112.2(4) ?
1t 2" 4" . . . 110.1(4) ?
1t 2" W2t . . . 107.0 7
3" 2" 4" . . . 110.0(4) 2
3" 2" W2t . . . 106.4 7
4" 2" W2t . . . 111.0 7
2" 3" H3"A . . . 111.7 ?
2" 3" H3'B . . . 109.7 *?
2" 3" HW3'c . . . 110.7 ?
H23"A C23" H3"B . . . 107.3 ?
H23"A C23" H3"C . . . 110.8 ?
H23"B C23" H23"C . . . 106.5 ?
2" 4" H4'A . . . 111.5 7
2" 4" HW4'B . . . 111.3 ?
2" 4" HW4'Cc . . . 112.0 ?
H24"A C24" H24"B . . . 107.5 ?
H24"A C24" H4"C . . . 106.8 ?
H24"B C24" H24"C . . . 107.5 ?
| oop_

_geomtorsion_atomsite_|label _1

_geomtorsion_atomsite_|l abel 2

_geomtorsion_atomsite_|l abel _3

_geomtorsion_atomsite_| abel 4

_geomtorsion_site_symetry_1

_geomtorsion_site_symetry_ 2

_geomtorsion_site_symetry_ 3

_geomtorsion_site_symetry 4

_geomtorsion

_geomtorsion_publ _flag #<< enter YES for value to be

publ i shed
? 0?2 2?2 2?2 2?2 7?2 2?2 2?2 7?2 7

| oop_

_geom hbond_atom site_| abel _D

_geom hbond_atom site_| abel _H

_geom hbond_atom si te_| abel _A

_geom hbond_site_symetry_D

_geom hbond_site_symetry_H

_geom hbond_site_symetry_A

_geom hbond_di st ance_DH

_geom hbond_di st ance_HA

_geom hbond_di st ance_DA

_geom hbond_angl e_DHA

_geom hbond_publ _fl ag #<< enter YES for value to be

publ i shed
? 0?2 2?2 2?2 2 2 2 2 2 2 72

# Special itens requested by author for inclusion in paper



| oop_
_publ _manuscript_incl_extra_item
_publ _manuscri pt _i ncl _extra_defn

? 2

Fh o o o o e o e e e o o e o o e e e e e e e e mmemmeea oo
# Itens which are non-nmandatory for Acta C subm ssions
g
_atomsites_solution_primary ?
_atom sites_sol uti on_secondary ?
_atom sites_sol ution_hydrogens ?
_geom speci al _details ?
_cell _special _details
; ?
_exptl _special _details
; ?
_diffrn_special _details
; ?
_chem cal _conmpound_sour ce ?
_chem cal _name_systematic ?
_chem cal _nane_comon ?
_chem cal _forml a_anal yti cal ?
_chem cal _formul a_structural ?
_exptl _crystal _F_000 1904
| oop_
_diffrn_standard_refln_index_h
_diffrn_standard_refln_index_k
_diffrn_standard_refln_index_|

? 0?2
| oop_
_diffrn_attenuat or _code
_diffrn_attenuat or_scal e

? 7
_reflns_limt_h_mn 0
_reflns_limt_h_nmax 13
_reflns_limt_k mn 0
_reflns_limt_k_ nmax 37

_reflns_limt_|_mn -17



_reflns_limt_I_max 16

_refl ns_nunber_observed ?

_reflns_d_resol ution_high . 845

_reflns_d_resolution_| ow 15. 656
_diffrn_reflns_av_sigmal/netl . 157

_diffrn_reflns_theta_mn 1.3

_diffrn_reflns_reducti on_process ?

_di ffrn_anbi ent _tenperature 150

_diffrn_radiation_source " seal ed tube
_diffrn_radiation_nmonochr omat or graphite
_diffrn_radiation_detector " CCD area detector’

_refine_|l s_extinction_expression ?

_refine_|ls_matrix_type full

_refine_|l s_nunber_restraints 0

_refine_l s_nunber_constraints 0

_refine_|ls_R factor_all . 123

_refine_Is wWR factor_all . 112

_refine_|l s_goodness_of fit_all 1.071
_refine_ls_shift/su_nean . 002
#::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::
# Structure Factor lists should be submtted as separate files
#::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::::

#data_ # but for xtal use the refln data is needed i n same bl ock

| oop_

_refln_index_h

_refln_index_k

_refln_index_|

_refl n_F_meas

_refln_F_calc

_refln_F_sigm

_refl n_F_squared_neas

_refln_F_squared_cal c

_refln_F_squared_si gna

_refln_observed_stat us

_refln_F_neas_friedel

_refln_F_sigma_friedel

_refln_F_squared_neas_fri edel

_refln_F_squared_si gna_friedel
? 0?2 2?2 2?2 2?2 2?2 2?2 2 7?2 2?2 2. 7?2 2?2 72

#- end- end- end- end- end- end- end- end- end- end- end- end- end- end- end- end- end-
end



