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datacompound_(l)

chemicalformula sum 'C19 H21 Cd N7 Ni'
_chemicaljormulajmoiety 'C12 H12 Cd N6 Ni, (C7 H9 N)'
_chemicaljormula_structural 'Cd (C',N4 Ni) (C8 H12 N2) (07 H9 N)'
_chemicaljormula weight 518.53
symmetry cellsetting triclinic
symmetry-space group.name_H-M 'P -1'

loop-
symmetryequivpos as_xyz

+x,+y,+z
-x,-y,-z

celllength a 6.960(2)
_celLlengthb 7.718(2)
celljength c 9.693(2)

_cell angle--alpha 90.61(2)
_cell angle..beta 91.72(2)
_cellangle-gamma 90.17(2)
_cell volume 520.4(2)
_cell_formula_units7 1
.exptLcrystaLdensitydiffrn 1.62
exptl-crystal-density-meas 1.64(1)

.. exptl crystaLdensity_.method
'flotation in mesitylene-bromoform'

_diffrnradiationtype 'Mo K~a'
_diffrnradiationwavelength 0.70926
_cellmeasurementrefinsused 25

cell measurement theta min 17.20
_cellmeasurementthetamax 17.50
exptl absorpt-coefficientmu 1.946

_cellmeasurementtemperature 293
exptLcrystal-description block-like

_pexptl crystalcolour yellow
exptLcrystal-size max 0.42
exptl crystal sizemid 0.24
exptl crystal size_min 0.18

_diffrnmeasurementdevice
diffrnmeasurementmethod
exptl absorpt correction-type

_diffrn-reflnsnumber
_reflns_numbertotal
_refins-numberobserved
_refinsobservedcriterion
diffrn_refnsavJequivalents

_diffrn_reflnstheta max
_diffrnref1nsjimit hn.in
_diffrnref1nsJimith_max
diffrnrefus_1imit_k_min
diffrnreflnsjimitk max

_diffrnref1nsjimit _1min
diffrn_reflns_limit_1_max
diffrn-standards number

_diffrnstandardsjnterval-count
_diffrnstandardsdecay_%

_refine_is_structurefactorcoef
_refineis_R_factor_obs
refine__ factorobs
refine_1s goodness of_fitobs
refineIs numberreflns
refine-is number-parameters
refine1s-.hydrogen treatment

'RIGAKU AFC5R diffractometer'
'2Yq-Vw scans'

none
3356
2971
2751

>4sigma(F)
0.006
30.00
0
9
-10
10

-13
13

3
200

0.0

F
0.0298
0.0480

0.884
2751

148
noref
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.refinejs.weighting.scheme 'calc w=1/(Ysa^2^(Fo)+0.002Fo^2^)'
_refineIs_shift/esdjmax 0.165
_refinediff density-max 0.58
refine_diff_density_.min -0.54

_refine_is_extinction_method none

loop-
_atom-sitejabel
_atomsite_fract_x
atomsitefracty

_atom_site fract_z
_atomsite_.Uisoor._equiv
_atomsite thermal-displacetype
_atom.site.occupancy
_atom_sitecaIc_flag
_atomsitecalc-attachetatom
Cd .0 .0 1.0 .02523(9) Uani 1.0 d
Ni .5 .5 1.0 .0268(1) Uani 1.0 d
N(1) .1983(4) .2366(3) 1.0630(3) .0406(8) Uani 1.0 d
N(2) .7631(4) .2020(4) .9487(4) .0465(9) Uani 1.0 d
N(3) .1184(4) .0042(4) .7747(3) .0457(9) Uani 1.0 d
C(1) .3104(4) .3397(4) 1.0418(3) .0320(7) Uani 1.0 d
C(2) .6644(4) .3173(4) .9674(3) .0347(8) Uani 1.0 d
C(3) .3229(6) .0523(7) .7667(4) .060(1) Uani 1.0 d
C(4) .4112(5) .0235(5) .6266(3) .043(1) Uani 1.0 d
C(5) .3245(6) .0857(6) .5065(4) .051(1) Uam 1.0 d
C(6) .4142(6) .0624(6) .3804(4) .049(1) Uani 1.0 d
C(11) -.078(4) .478(2) .427(4) .16(2) Uani 0.5 d
C(12) -.087(3) .445(1) .573(2) .145(7) Uam 1.0 d
C(13) .012(5) .453(4) .697(2) .15(1) Uani 0.5 d
C(14) .207(3) .554(2) .663(2) .193(9) Uani 1.0 d
C(15) .237(4) .601(2) .504(6) .25(2) Uani 0.5 d
C(16) -.145(10) .378(5) .645(4) .34(3) Uani 0.5 d
H(1) .04100 .08945 .71974 .076 Uiso 1.0 caic N(3)
H(2) .10102 -.11419 .73319 .076 Uiso 1.0 caic N(3)
H(3) .33699 .19076 .79338 .076 Uiso 1.0 cab 0(3)
H(4) .40481 -.02472 .84287 .076 Uiso 1.0 caic 0(3)
H(5) .18828 .15192 .51020 .076 Uiso 1.0 caic C(5)
H1(6) .34669 .11192 .28713 .076 Uiso 1.0 ca c 0(6)

loop-
.atom0site2aniso label

atom. UsitenanisoU_ 1
.atom0site0aniso4U622

_atom_ite aniso1U033
_atomsite_0(aniso__12

atom0 UsitenanisoU_13
_atom_0site_aniso_U_23
Cd .0209(2) .0210(2) .0344(2) .00045(9) .0104(1) .00043(9)
Ni .0202(2) .0191(2) .0414(3) .0003(2) .0046(2) -.0000(2)
N(1) .040(1) .032(1) .050(2) -.008(1) .008(1) -.003(1)
N(2) .035(1) .036(1) .068(2) .011(1) .004(1) -.001(1)
N(3) .039(1) .062(2) .037(1) -.004(1) .017(1) -.003(1)
C(1) .030(1) .025(1) .041(1) .000(1) .004(1) -.004(1)
0(2) .028(1) .029(1) .048(2) -.001(1) .005(1) .001(1)
0(3) .046(2) .094(3) .042(2) -.022(2) .024(2) -.017(2)
0(4) .037(2) .056(2) .036(2) -.009(1) .015(1) -.001(1)
C(5) .042(2) .067(2) .043(2) .007(2) .013(1) .002(2)
0(6) .045(2) .067(2) .037(2) .003(2) .009(1) .002(2)
0( 1) .14(2) .042(7) .30(5) .03(1) -.11(3) -.03(l)
0(12) .20(1) .094(7) .14(1) .013(9) -.00(1) -.000(7)
0(13) .20(3) .19(2) .065(8) .13(2) .01(1) -.02(l)
0(14) .29(2) .113(9) .18(1) .05(1) -.04(2) .006(8)
C(15) .14(2) .041(7) .56(4) -.02(1) -.14(3) -.02(2)

C)
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C(16) .62(9) .25(4) .17(3)

loop-
geom bonctatom site label1
geombondatom-sitelabel2

.geombond distance
geom bondsite.symmetry_1

.geom bondsite..symmetry_2
Ni C(1) 1.863(3)
Ni C(2) 1.849(3)
Cd N(1) 2.350(3)
Cd N(2) 2.319(3) .1
Cd N(3) 2.357(3)
C(1) N(1) 1.137(4)
C(2) N(2) 1.142(4)
N(3) C(3) 1.475(5)
C(3) C(4) 1.521(4)
C(4) C(5) 1.386(6)
C(5) C(6) 1.399(5)
C(6) C(4) 1.389(6) . 2
C(11) C(12) 1.44(4) .

C(12) C(13) 1.37(3)
C(13) C(14) 1.61(4)
C(14) C(15) 1.61(6)
C(15) C(12) 1.30(4) . 2
C(11) C(14) 1.25(4) . 2
C(12) C(16) 0.97(3)

-.24(4) .23(4) -.08(2)

455

656

566
566

loop-
geom angle-atomsitelabel_1
geom angle atomsitelabel_2
geom-angleatom-siteabel_3
geom angle
geom -angle.site-symmetry_1
geomangle-site-symmetry_2
geom-angle-site-symmetry_3
C(1) Ni C(2) 88.6(1)
N(1) Cd N(2) 86.6(1)
N(1) Cd N(3) 90.2(1)
N(2) Cd N(3) 93.0(1)
Ni C(1) N(1) 176.8(3)
Ni C(2) N(2) 178.4(3)
Cd N(1) C(1) 153.4(3)
Cd N(2) C(2) 157.0(3)
Cd N(3) C(3) 114.8(2)
N(3) C(3) C(4) 115.4(3)
C(3) C(4) C(5) 121.6(4)
C(4) C(5) C(6) 119.8(4)
C(5) C(6) C(4) 120.9(4)
C(6) C(4) C(5) 119.3(3)
C(3) C(4) C(6) 119.1(3)
C(11) C(12) C(13) 145(3)
C(12) C(13) C(14) 104(2)
C(13) C(14) C(15) 116(2)
C(14) C(15) C(12) 111(3)
C(15) C(12) C(11) 145(3)
C(12) C(11) C(12) 99(3)
C(15) C(12) C(16) 86(4)
C(11) C(12) C(16) 129(4)
C(12) C(11) C(14) 135(4)
C(12) C(11) C(14) 126(3)

#---END
datacompound_(2)

1455

1_455

1-4551_455

2_656
2656

2 656

2566
2566

2_ _66 .

25662566
25662566

2566 . 2566
2566

-P - / -()80-3
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_chemicalformulasum 'C27 H33 Cd N9 Ni'
_chemicalformula -moiety 'C20 H24 Cd N8 Ni, (07 H9 N)'
_chemicaLformula_structural 'Cd (C4 N4 Ni) (C8 H12 N2)2 (07 H9 N)'
_chemicalformula.weight 654.72
symmetrycellsetting triclinic
symmetry-.space-groupjnameH-M 'P -1'

loop-
symmetryequiv_posas xyz

+x,+y,+z
-x,-y,-z

.celljength-a 8.149(2)
celljength..b 9.577(1)
celljength-c 9.865(2)

_cellangle-alpha 81.03(1)
cellanglebeta 94.08(2)
cellangle-gamma 106.08(2)

_cellvolume 730.4(2)
_cell_formulaunitsZ 1
exptLcrystaldensity.diffrn 1.49

.. exptLcrystal.density-meas 1.47(1)
exptLcrystal~density-method

'flotation in mesitylene-bromoform'
diffrn_radiation type 'Mo KYa'

_diffrnradiation..wavelength 0.70926
_cell-measurement_refins used 25
_cellmeasurement thetamin 17.06
_cellmeasurement_theta_max 17.50
exptlabsorptcoefficientmu 1.404

_cellmeasurementjtemperature 293
.exptLorystadescription flaky
_exptl-crystal-colour yellow
exptlcrystal sizemax 0.32
exptl_crystalsizemid 0.28
exptlcrystal size~min 0.12

_diffrn_measurementdevice
diffrn_measurementmethod
.exptl absorpt-correctiontype

_diffrnrefins_number
_refins_numbertotal
_refins_numberobserved
refins observed criterion

_diffrn-refins_avR-equivalents
_diffrnrefinsthetamax
_diffrnrefunsJimith_min
_diffrnnreflnsJimit_h_max
_diffrnreflnsJimit_k_min
_diffrn_refns_imit]kmax
_diffrnjreflnsJimit 1_min
diffrn reflnsjimitjmax

_diffrn standardsjiumber
_diffrnstandardsinterval-count
_diffrnstandardsdecay_%

_refineis_structurefactorcoef
_refinejsR factorobs
refineis-wRfactor obs
_refine_1s.goodness of_fit_ohs
refine_1s_numberrefins

_refineis_number parameters
refineIs hydrogen-treatment

_refinejs weighting--scheme
_refinels_shift/esd max

'RIGAKU AFC5R diffractometer'
'2Yq-Yw scans'

none
4600
3943
3285

>4sigma(F)
0.012
30.00

-11
11
0
13

-13
13

3
200

0.0

F
0.0490
0.0567

1.178
3285

193
noref
unit

0.016

A

lgelF-
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refinediff .density-max
.efine_diff_density.jnin
.refineIs_extinctionjnethod

loop-
_atomsitejabel
atom_site_fractx

_atomsitefract.y
_atomsite fract z
_atomsite_UJso-or..equiv
_atomsitethermaldisplacetype
_atom sitepccupancy
_atom-'site -calcajlag
_atomsite_caic_attached atom
Cd 1.0 1.0 .0
Ni .5 .5 .0
N(1) .7693(7) .7838(5) .0147(6)
N(2) .7518(8) .3296(7) .1129(7)
N(3) .9446(6) 1.0612(5) .2158(5)
N(4) .8297(7) 1.1530(6) .8999(5)
C(1) .6690(7) .6759(6) .0097(6)
C(2) .6563(8) .3937(6) .0712(6)
C(3) .7943(10) .9677(8) .2878(7)
C(4) .7676(8) 1.0023(7) .4284(6)
C(5) .8302(10) 1.1423(7) .4652(7)
C(6) .7961(10) 1.1704(7) .5934(7)
C(7) .7013(7) 1.0603(7) .6864(6)
C(8) .6391(8) .9196(7) .6504(7)
C(9) .6735(8) .8925(7) .5219(7)
C(10) .6651(8) 1.0930(8) .8251(7)
N(11) .1093(14) .4905(12) .2333(11)
C(11) .2415(22) .4820(14) .3560(19)
C(12) .4204(17) .5088(13) .3404(14)
C(13) .5284(12) .5121(8) .4320(9)
C(14) .1901(21) .4563(16) .4933(16)
C(15) .7125(14) .5400(10) .4090(11)
H(1) .93160 1.16337 .19872
H(2) 1.04647 1.05860 .27805
H(3) .68129 .97638 .22262
H(4) .80417 .85410 .30076
H(5) .90578 1.22983 .39404
H(6) .84469 1.27986 .62010
H(7) .56439 .83182 .72178
H(8) .62534 .78298 .49514
H(9) .59184 .99125 .88571
H(10) .59042 1.17416 .81023
H(11) .90275 1.23035 .83278
H(12) .80078 1.19951 .97572

.0340(2) Uani 1.0 d
.0367(3) Uani 1.0 d

.053(2)

.064(3)

.044(2)

.050(2)
.042(2)
.045(2)
.065(3)
.045(2)
.061(3)
.058(3)
.042(2)
.049(2)
.048(2)
.055(3)
.056(4)
.073(6)
.048(4)
.073(3)
.061(6)
.088(4)

.076

.076

.076
.076
.076
.076
.076
.076
.076
.076
.076
.076

Uani 1
Uani 1
Uani 1
Uani 1
Uani 1
Uani 1
Uani 1
Uani 1
Uani 1.
Uani 1
Uani 1
Uani 1
Uani 1
Uani 1
Uani (
Uani 0
Uani 0
Uani 1
Uani 0
Uani 1

Uiso
Uiso
Uiso
Uiso
Uiso
Uiso
Uiso
Uiso
Uiso,
Uiso
Uiso,
Uiso

.0 d

.0 d

.0 d

.0 d
.0 d
.0 d
.0 d
.0 d
.0 d
.0 d
.0 d
.0 d
.0 d
.0 d

0.5 d
.5 d
.5 d
.0 d
.5 d
.0 d
1.0
1.0
1.0
1.0
1.0
1.0
1.0
1.0
1.0
1.0
1.0
1.0

caic
caic
caic
caic
caic
caic
caic
caic
calc
caic
caic
caic

loop-
_atomsiteanisolabel
_atomsite_aniso_U 11
_atom_siteaniso_UJ2
_atom_site_anisoU_33
_atom_siteaniso_U_12
_atomsiteaniso_U_13
_atomsiteanisoU23
Cd .0310(3) .0250(3)
Ni .0335(5) .0235(4)
N(1) .048(3) .036(3)
N(2) .066(4) .059(4)
N(3) .041(3) .047(3)
N(4) .062(3) .047(3)
C(1) .040(3) .033(3)

.0420(3) -.0012(2)
.0479(6) -.0035(4)
.063(3) -.008(2)
.075(4) .026(3)
.044(3) .009(2)
.047(3) .025(3)
.048(3) .001(2)

.0024(2) -.0084(2)
.0049(4) -.0082(4)
.004(3) -.008(2)

-.001(3) -.018(3)
.002(2) -.012(2)

-.005(2) -.013(2)
.004(2) -.009(2)

1.16
-0.89
none

N(3)
N(3)
C(3)
C(3)
C(5)
C(6)
C(8)
C(9)
C(10)
C(10)
N(4)
N(4)

P -)Fele- S-
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P -/qO

C(2) .045(3) .038(3) .050
C(3) .066(4) .065(4) .054
C(4) .042(3) .046(3) .045
C(5) .082(5) .043(3) .052
C(6) .080(5) .046(3) .049
C(7) .037(3) .054(3) .039
C(8) .045(3) .048(3) .052
C(9) .043(3) .046(3) .054
C(10) .048(3) .078(5) .046
N(l1) .057(6) .055(6) .050
C(11) .090(11) .032(6) .097
C(12) .056(7) .038(6) .052
C(13) .081(6) .037(3) .100
C(14) .074(10) .051(8) .055
C(15) .100(7) .058(5) .108

loop-
-geom bondatomsitelabel_1
.geom_bondatom_pitejabel_2

geom bonddistance
geom bond site symmetryj1
geom bond site symmetry_2
Ni C(1) 1.868(5)
Ni C(2) 1.876(7)
Cd N(1) 2.373(5)
Cd N(3) 2.399(5)
Cd N(4) 2.352(5)
C(1) N(1) 1.132(7)
C(2) N(2) 1.137(8)
N(3) C(3) 1.457(8)
C(3) C(4) 1.519(8)
C(4) C(5) 1.392(8)
C(5) C(6) 1.395(9)
C(6) C(7) 1.378(9)
C(7) C(8) 1.394(9)
C(8) C(9) 1.395(9)
C(9) C(4) 1.377(8)
C(7) C(10) 1.516(8)
N(4) C(10) 1.496(8)
N(11) C(11) 1.57(2)
C(11) C(12) 1.42(2)
C(12) C(13) 1.21(2)
C(13) C(13) 1.42(2)
C(13) C(15) 1.48(1)
C(11) C(14) 1.41(2)
C(14) C(15) 1.20(2)

(3) .003(2) .004(3) -.015(3)
(4) -.013(3) .023(3) -.023(3)
(3) .007(2) .005(2) -.007(2)
(4) .001(3) .014(3) -.008(3)
(4) .014(3) .011(3) -.006(3)
(3) .020(2) -.004(2) -.004(2)
(3) .009(3) .006(3) -.001(3)
(4) .007(3) .005(3) -.006(3)
(3) .026(3) .000(3) -.016(3)
(6) .005(5) .019(5) -.006(5)
(12) .010(7) .051(0) -.003(7)
(7) .013(5) .013(6) -.005(5)
(6) .010(4) .007(5) -.014(4)
(8) .010(7) .010(7) -.007(6)
(8) .015(5) .024(6) -.015(5)

1_554

2 666

2_666

loop-
geomcontact-atom site label1

-geom contact atomsitelabel_2
geomcontactdistance

.geom contact sitesymmetry_1
geom contactsite symmetry_2
N(2) N(3) 3.362(9) . 1_545
N(2) N(4) 3.093(10) . 1_544
N(2) N(11) 3.141(12) . 1_655

loop-
geom-angle atomsitejabel_1
geom angle atomsitelabel_2
.geom_angleatom-site jabel_3
geom...angle
geom-angle site symmetry_1
geom.anglejsite symmetry_2
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geom angle site.symmetry_3
C(1) Ni C(2) 90.1(2)
N(1) Od N(3) 94.0(2)
N(1) Cd N(4) 93.8(2)
N(3) Cd N(4) 86.3(2)
Ni C(1) N(1) 178.8(6)
Ni C(2) N(2) 179.2(6)
Cd N(1) C(1) 171.6(5)
Cd N(3) C(3) 117.3(4)
Cd N(4) C(10) 121.2(4)
N(3) C(3) C(4) 116.5(5)
C(3) C(4) C(5) 122.4(6)
C(3) C(4) C(9) 119.0(6)
C(5) C(4) C(9) 118.5(6)
C(4) C(5) C(6) 120.4(6)
C(5) C(6) C(7) 120.9(6)
C(6) C(7) C(8) 118.9(6)
C(6) C(7) C(10) 120.1(6)
C(8) C(7) C(10) 121.0(6)
C(7) C(8) C(9) 119.9(6)
C(4) C(9) C(8) 121.4(6)
C(7) C(10) N(4) 109.8(5)
N(11) C(11) C(12) 124.2(13)
N(11) C(11) C(14) 121.0(14)
C(12) C(11) C(14) 114.7(17)
C(11) C(12) C(13) 126.5(13)
C(12) C(13) C(15) 123.9(10)
C(12) C(13) C(13) 117.0(11)
C(13) C(13) C(15) 119.1(8)
C(11) C(14) C(15) 123.9(16)
C(13) C(15) C(14) 118.8(12)

#--END
datacompound_(3a)

1_554

2_666

2_866

1_554

2666

2_666
2666 .

_chemicalformulasum 'C26 H32 Gd N8 Ni 02'
_chemical_formulamoiety '020 H24 Cd N8 Ni, (C6 H6 0, H2 0)'
_chemicalformulastructural

'Cd (C4 N4 Ni) (C8 H12 N2)2 ((C6 H6 0) (H2 O))'
chemicaljormula.weight 659.70
symmetrycellsetting monoclinic
symmetry-space..group-nameH-M 'P 1 21/m 1'

loop-
symmetry equivposasxyz

+x,+y,+z
-x,+y+1/2,-z

-x,-y,-z
+x,-y+1/2,+z

celljength-a 8.615(3)
_celllength-b 17.568(2)
celljength c 9.950(2)

_cell angle-alpha 90.00
_cellangle..beta 105.30(2)
_cell_angle-gamma 90.00
_cell volume 1452.6(5)
_cellformulaunitsZ 2
exptl crystal-density-diffrn 1.51
.exptlcrystal1density_meas 1.50(1)
exptl-crystaLdensity-.method

'flotation in mesitylene-bromoform'
_diffrn_radiation_type 'Mo KYa'
_diffrnradiationwavelength 0.70926
_cell_measurementreflns_used 25
_cellmeasurementtheta_min 12.64

I.,
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_cell measurement theta max
exptLabsorpt-coefficientmu

_cell_measurementtemperature
..exptLcrystal description

pexptLcrystal-colour
_pexptlcrystal_sizeJmax
exptl crystal.size_mid

__exptl_crystalsize_min

_diffrn_measurement_device
_diffrnmeasurement_method
.exptl-absorpt-correction type
_diffrn-yeflns number
_reflnsnumbertotal
.refins number observed
reflns observed criterion
diffrnjeflns av..R equivalents

_diffrnrefins_theta_nax
jdiffrn reflnsjimit_).ijnin
_diffrn-reflnsjimit_h_max
_diffrn.reflnsjimitkmin
_diffrnrefns_imitJmax
_diffrnreflnsjimitL.min
_diffrnreflnsJimit._max
diffrn_standardsnumber

_diffrnstandardsintervalcount
_diffrn_standardsAecay %

_refineis-structure factor coef
_refineljsRfactor_obs
_refinejs wRfactorobs
_refinej-s-goodness-ofjitobs
-refine Is number reflns
_refnels-number..parameters
_refinejshydrogentreatment
_refinels_weightingscheme
_refineljs_shift/esdjxnax
_refine_diffdensitymax
_refine_diff density .Jmin
_refinels_extinctionmethod

loop-
_atom site label
_atom site fract x
_atomsite fract-y
_atom site fract_z
_atom site U_iso or_equiv
_atom_sitethermaLdisplacejype
_atomsitecalc_flag
atomsite calc attachedatom

Cd .0 .0 .0
Ni .3493(1) .25 .0542(1)
N(1) .1032(7) .1277(3) .0320(6)
N(2) .6077(8) .1320(4) .0810(7)
N(3) .2404(6) -.0541(3) .1307(5)
N(4) .0973(6) -.0179(3) .8002(5)
C(1) .1952(7) .1740(3) .0406(6)
C(2) .5070(8) .1754(4) .0699(7)
C(3) .3638(7) -.0086(4) .2325(6)
C(4) .3085(6) .0062(4) .3630(6)
C(5) .2752(8) .0811(4) .4004(7)
C(6) .2249(8) .0933(4) .5220(7)
C(7) .2060(7) .0312(4) .6051(6)
0(8) .2388(8) -.0414(4) .5671(7)

16.89
1.416

293
plate-like
yellow
0.28
0.24
0.18

'RIGAKU AFC5R diffractometer'
'2Yq-Yw scans'

none
4761
3832
2792

>4sigma(F)
0.007
30.00

0
12
0
24

-14
13

3
200

0.0

F
0.0519
0.0520

1.304
2792

187
noref
'calc w=1/(Es^2^(Fo)+0.0003Fo^2A)'

0.039
0.75
-0.59
none

.0298(2) Uani d
.0304(3) Uani d
.048(2) Unni d
.072(3) Uani d
.038(2) Uani d
.039(2) Uani d
.034(2) Uani d
.046(2) Uani d
.045(2) Uani d
.037(2) Unni d
.047(2) Uani d
.045(2) Uani d
.036(2) Uani d
.046(3) Uani d

/(?I jt7_IN
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C(9) .2900(8) -.0542(4)
C(10) .1582(9) .0474(4)
0(11) .9717(10) .25
C(11) .8427(17) .25
C(12) .8662(21) .25
C(13) .7368(28) .25
C(14) .5821(23) .25
C(15) .5564(17) .25
C(16) .6866(15) .25
0(12) .9111(13) .25
H(1) .29541 -.07518
H(2) .20925 -.09680
H1(3) .47803 -.04020
H(4) .38158 .04611
H(5) .28832 .12865
H(6) .20085 .15038
H(7) .22474 -.08913
H(8) .31515 -. 11148
H(9) .06384 .09127
H(10) .26479 .06919
H(11) .00675 -.03989
H(12) .18700 -.05574
H(13) .93743 .25
H(14) .98658 .25
H(15) .75664 .25
H(16) .48131 .25
H(17) .43513 .25
H(18) .66743 .25

.44660) .044(2) Uani d
.73920) .049(3) Uani d
.5106(11) .090(4) Unni d
.5615(14) .064(5) Uani d
.7089(14) .081(6) Uani d
.7634(18) .100(9) Uani d
.6802(21) .096(B) Uani d
.5315(18) .084(7) Uani d
.4723(12) .062(5) Unni d
.2276(12) .1510 Uani d
.06202 .076 Uiso calc N(3)
.18481 .076 Uiso caic N(3)
.26052 .076 Uiso caic 0(3)
.18481 .076 Uiso caic C(3)
.33549 .076 Uiso cad C(5)
.55156 .076 Uiao cal C(6)
.63134 .076 Uiso calc C(8)
.41877 .076 Uiso caic C(9)
.71670 .076 Uiso cale C(10)
.81651 .076 Uiso calc C(10)
.72586 .076 Uiso calc N(4)
.82613 .076 Uiso calc N(4)
.41060 .076 Uiso calc 0(11)
.77726 .076 Uiso calc C(12)
.87520 .076 Uiso calc C(13)
.72563 .076 Uiso calc C(14)
.46476 .076 Uiso calc C(15)
.36056 .076 Uiso calc C(16)

loop-
_atomsite_anisolabel
_atomsite_anisoU_11
_atom_spite -aniso_-U_-22
atom-site anisoU_33

_atomsiteanisoU_12
_atomsiteanisoU_13
atom site aniso U 23

Cd .0272(3) .0262(3) .0366(3) -.0026(3) .0094(2) -.0025(3)
Ni .0302(5) .0221(5) .0408(6) .0 .0127(5) .0
N(1) .045(3) .032(3) .063(4) -.012(3) .008(3) -.003(3)
N(2) .067(4) .069(5) .086(5) .036(4) .034(4) .008(4)
N(3) .032(3) .044(3) .033(3) .005(2) .002(2) -.003(2)
N(4) .042(3) .040(3) .039(3) .001(2) .018(2) -.001(2)
C(1) .036(3) .023(3) .040(3) .004(2) .008(3) -.002(2)
C(2) .046(4) .044(4) .055(4) .004(3) .024(3) .005(3)
C(3) .037(3) .059(4) .040(3) -.004(3) .013(3) .000(3)
C(4) .024(2) .046(3) .037(3) -.005(3) .004(2) -.006(3)
C(5) .046(4) .049(4) .042(4) -.005(3) .006(3) .004(3)
C(6) .045(4) .048(4) .040(4) -.001(3) .008(3) .003(3)
C(7) .032(3) .039(3) .035(3) -.001(3) .006(3) -.001(3)
C(8) .054(4) .041(4) .045(4) .006(3) .016(3) -.002(3)
C(9) .048(4) .043(4) .038(3) -.003(3) .007(3) .001(3)
C(10) .064(5) .041(4) .052(4) -.011(3) .032(4) -.009(3)
0(11) .064(6) .077(6) .127(8) .0 .021(6) .0
C(11) .081(9) .029(5) .082(9) .0 .019(7) .0
C(12) .127(13) .038(6) .063(8) .0 -.001(9) .0
C(13) .160(18) .039(7) .104(13) .0 .040(13) .0
C(14) .138(16) .041(0 .128(15) .0 .069(13) .0
C(15) .087(10) .034(6) .130(14) .0 .027(10) .0
C(16) .065(8) .035(5) .074(8) .0 .001(0 .0
0(12) .089(8) .274(17) .099(8) .0 .043(0 .0

loop-

_geombondatomsitelabel_1

P_ IE(Iff-
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.geom bond atom.sitejabel_2
geom-bond-distance

-geom bond-site symmetry_1
geom bond-site-symmetry_2
Ni C(1) 1.862(6)
Ni C(2) 1.864(7)
Cd N(1) 2.403(5)
Cd N(3) 2.337(5)
Cd N(4) 2.374(5) . 1_554
C(1) N(1) 1.124(7)
C(2) N(2) 1.138(8)
N(3) C(3) 1.493(8)
C(3) C(4) 1.519(8)
C(4) C(5) 1.418(9)
C(5) C(6) 1.406(9)
C(6) C(7) 1.404(9)
C(7) C(8) 1.381(9)
C(8) C(9) 1.401(9)
C(9) C(4) 1.383(9)
C(7) C(10) 1.523(9)
N(4) C(10) 1.458(8)
0(11) C(11) 1.338(14)
C(11) C(12) 1.426(17)
C(12) C(13) 1.362(22)
C(13) C(14) 1.370(23)
C(14) C(15) 1.437(21)
C(15) C(16) 1.398(18)
C(16) C(11) 1.403(16)

loop-
geom contactatom.sitejabel_1
geom contactatomsitelabel_.2

-geom contact.distance
-geom contact site -symmetry_1
-geom contactsite.symmetry2
N(2) N(3) 3.079(9) . 3_655
N(2) N(4) 3.207(8) . 3_656
N(2) 0(12) 3.354(10)
0(11) 0(12) 2.725(15)

loop-
.geom.angle.atomsiteLabel_1
geomangle.atomsitelabel_2
geom.angle .atom sitejabel_3

-geom. angle
geom angle sitesymmetry_1
geomangle,.site-symmetry_2
geomangle.site symmetry3
C(1) Ni 0(2) 89.6(3)
N(1) Cd N(3) 93.6(2)
N(1) Cd N(4) 92.0(2)
N(3) Cd N(4) 87.4(2)
Ni C(1) N(1) 179.3(5)
Ni C(2) N(2) 177.4(7)
Cd N(1) C(1) 156.3(5)
Cd N(3) C(3) 121.8(4)
Cd N(4) C(10) 119.3(4)
N(3) C(3) C(4) 110.1(5)
C(3) C(4) C(5) 120.9(6)
C(3) C(4) C(9) 119.7(6)
C(4) C(5) C(6) 119.8(6)
C(5) C(6) C(7) 119.9(6)
C(6) C(7) C(8) 119.6(6)
C(7) C(8) C(9) 121.1(6)

. . 1_554
1554

1554 1554

.1 n

P-Jkqg -10
-7
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C(8) C(9) C(4) 120.2(6)
C(9) C(4) C(12) 119.4(6)
C(6) C(7) C(10) 118.1(6)
C(10) C(7) C(8) 122.3(6)
N(4) C(10) C(7) 115.4(5)
0(11) C(11) C(12) 118.9(13)
0(11) C(11) C(16) 120.9(12)
C(11) C(12) C(13) 120.0(15)
C(12) C(13) C(14) 121.8(16)
C(13) C(14) C(15) 118.9(16)
C(14) C(15) C(16) 120.7(14)
C(15) C(16) C(11) 118.4(12)
C(16) C(11) C(12) 120.2(13)

#==END
datacompound_(3b)

_chemical_formulasum '029 H31 Cd N9 N'
_chemical_formulamoiety 'C20 H24 Cd N8 Ni, (C9 H7 N)'
_chemical-formulastructural 'Cd (04 N4 Ni) (C8 H12 N2)2 (09 H7 N)'
_chemicalformulaweight 676.73
symmetry cell setting monoclinic
symmetry-space-group-nameH-M 'P 1 21/m 1'

loop-
symmetryequivposas_xyz

+x,+y,+z
-x,+y+1/2,-z
-x,-y,-z
+x,-y+1/2,+z

_celllengtha 8.505(1)
celljength-b 17.737(1)
cellJengthc 10.106(1)

_cellangle..alpha 90.00
_cellangle -beta 102.64(1)
_cellangle-gamma 90.00
_cellvolume 1487.5(3)
_cellformula unitsZ 2
.. exptLcrystal-density-diffrn 1.51
exptl crystal density-meas 1.50(1)
exptlcrystal density-method

'flotation in mesitylene-bromoform'
_diffrn_radiationtype 'Mo KYa'
_diffrnradiationwavelength 0.70926
cell_measurement_refinsused 25
celLmeasurementtheta_min 16.40
cell measurementthetamax 17.41
pexptLabsorptcoefficient_mu 1.381

_cell_measurement-temperature 293
.exptl-crystal description plate-like
.. exptLcrystalcolour yellow
exptl crystal-sizemax 0.30
exptl_crystal size mid 0.30

.exptlcrystaLsize_min 0.25

_diffrnmeasurementdevice 'RIGAKU AFO5R diffractometer'
_diffrnmeasurementjnethod '2Yq-Yw scans'
exptl~absorpt correction__type none

_diffrnreflnsnumber 4842
_refinsnumber total 4150
_reflnsnumberobserved 3430
reflnsobservedcriterion >4sigma(F)

_diffrnrefIns-av_-Requivalents 0.005
diffrn_refInsthetamax 30.00

_RiffrnrIfGns limit C md 0

I V
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diffrnreflns limit h-max 11
_diffnnreflnsjimit_k_min 0
_diffrnnrefLnsJimitrkmax 25
_diffrnreflns_1imitlmin -14
diffrnreflnsJimit._max 13
diffrn standards number 3

_diffrn_standardsjnterval-count 200
diffrn_standards decay % 0.0

refinels...atructureJactorcoef F
_.refineJslRfactor_obs
refine_1s_wR_factorobs
refineis-goodnessof)ftobs 
refinejsnumber reflns

_refne jsnumber-parameters
_refinejsjhydrogentreatment
-refines.sweighting-scheme
_refineIsshift/esdmax
_refine_diff_density-max
_refine._diff densitymin
_refine is extinction method

loop-
-atom site-Jabel
_atom site fract x
_atomsite_fracty
atom sitejract z

_atomsiteUisoorequiv
_atomsitethermal displace-type
_atomsite_calc_flag
atom_site_caleattached-atom

Cd .0 .0 .0
Ni .33512(9) .25 .0
N(1) .0936(5) .1258(2) .03
N(2) .5862(5) .1283(3) .05
N(3) .2330(4) -.0532(2) .13
N(4) .1093(5) -.0202(2) .80
C(1) .1825(5) .1744(2) .03
C(2) .4910(5) .1748(3) .05
C(3) .3574(5) -.0072(3) .22
C(4) .3040(5) .0074(3) .35
C(5) .2756(7) .0795(3) .40
C(6) .2300(7) .0911(3) .52
C(7) .2134(5) .0307(3) .60
C(8) .2432(7) -.0426(3) .56
C(9) .2905(7) -.0534(3) .44
C(10) .1662(7) .0468(3) .74
N(11) .9927(11) .25 .5
C(12) .9680(15) .25 .3
C(13) .8112(16) .25 .3
C(14) .6798(15) .25 .8
C(15) .5727(15) .25 .5
C(16) .5969(18) .25 .7
C(17) .7597(22) .25 .7
C(18) .8916(17) .25 .7
C(19) .8619(13) .25 .5
C(20) .7026(12) .25 .5
H(1) .29099 -.07731 .0
H(2) .19613 -.09300 .1
H(3) .47219 -.03819 .2
H(4) .37410 .04701
H(5) .28872 .12724
H(6) .20761 .14765 .
H(7) .22952 -.09037 .

0.0422
0.0474

1.379
3430

199
noref
'cale w=1/(Ys^2^(Fo)+0.0003Fo^2^)'

0.009
0.93
-0.39
none

4288(8)
k28(4)
93(5)
17(3)
49(4)
73(4)
12(5)
79(4)
84(4)
05(S)
39(5)
62(4)
47(5)
20(5)
08(5)
295(10)
952(13)
096(11)
678(10)
773(12)
172(12)
922(11)
311(10)
887(9)
087(9)
6668
18809
5041
17994
33738
55503
2746

.0279(1) Uani
.0288(2) Uani

.047(1) Uani d

.058(2) Uani d
.038(1) Uani d
.041(1) Uani d
.033(1) Uani d
.039(2) Unni d
.046(2) Uani d
.036(1) Uani d
.046(2) Uani d
.046(2) Uani d
.036(1) Unni d
.049(2) Uani d
.049(2) Uani d
.049(2) Uani d
.082(4) Uani
.086(5) Uani
.083(5) Uani
.076(4) Uani
.081(5) Uani
.092(5) Uani
.099(6) Uani
.086(5) Uani
.066(4) Unni
.062(3) Uani

.076 Uiso

.076 Uiso

.076 Uiso
.076 Uiso
.076 Uiso
.076 Uiso
.076 Uiso

d

d
d

d
d

.

d

cal

.

.
.
.
.
.
.
.
.

caic
calc
cac
caic
calc

cakc

N(3)
N(3)
C(3)
C(3)
C(5)
C(6)
C(8)

1 0
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H(8) .31691 -. 10957 .41187 .076 Uiso Cale C(9)
H(9) .06894 .08900 .72252 .076 Uiso cakc C(10)
H(10) .27200 .07001 .81168 .076 Uiso calc C(10)
B:(11) .02393 -.04503 .73473 .076 Uiso calc N(4)
H(12) .20319 -.05506 .83204 .076 Uiso calc N(4)
H(13) 1.07115 .25 .34906 .076 Uiso cakc C(12)
H(14) .79585 .25 .20064 .076 Uiso calc C(13)
H(15) .55950 .25 .30493 .076 Uiso calc C(14)
H(16) .45067 .25 .51760 .076 Uiso cac C(15)
H(17) .49700 .25 .76734 .076 Uiso Cae C(16)
B:(18) .78188 .25 .90163 .076 Tiso calc C(17)
H(19) 1.01327 .25 .79156 .076 Uiso calc C(18)

loop-
_atomsiteaniso jabel
atom site aniso U 11

_atomsiteaniso_U_22
_atomsiteaniso_U_33
_atom_site...aniso_U_12
_atom_siteaniso_U_13
_atomsite.-.anisoU.J23
Cd .0275(2) .0259(2) .0315(2) -.0027(2) .0091(2) -.0018(2)
Ni .0301(4) .0207(3) .0369(4) .0 .0100(3) .0
N(1) .045(2) .031(2) .061(3) -.009(2) .004(2) .000(2)
N(2) .053(3) .048(3) .077(3) .014(2) .025(2) -.007(2)
N(3) .037(2) .041(2) .035(2) .009(2) .003(2) -.005(2)
N(4) .050(2) .045(2) .035(2) .003(2) .022(2) .001(2)
C(1) .032(2) .027(2) .039(2) .003(2) .004(2) -.002(2)
C(2) .038(2) .034(2) .048(2) .001(2) .017(2) -.003(2)
C(3) .034(2) .075(4) .031(2) -.008(2) .010(2) -.007(2)
C(4) .029(2) .047(3) .031(2) -.004(2) .003(2) -.001(2)
C(5) .061(3) .038(3) .041(3) -.001(2) .012(2) .005(2)
C(6) .061(3) .034(2) .046(3) .001(2) .018(2) .001(2)
C(7) .037(2) .038(2) .037(2) -.002(2) .013(2) -.000(2)
C(8) .073(4) .038(3) .044(3) -.000(3) .029(3) -.001(2)
C(9) .071(4) .037(3) .043(3) .000(3) .021(3) -.002(2)
C(10) .068(3) .043(3) .046(3) -.006(2) .034(3) -.006(2)
N(11) .087(6) .053(5) .097(7) .0 -.003(6) .0
C(12) .106(9) .049(5) .098(8) .0 .017(7) .0
C(13) .115(9) .047(5) .075(7) .0 -.005(7) .0
C(14) .106(8) .045(5) .068(6) .0 .001(6) .0
C(15) .107(9) .043(5) .094(8) .0 .021(7) .0
C(16) .149(12) .048(5) .077(7) .0 .019(8) .0
C(17) .184(15) .036(5) .070(7) .0 .016(9) .0
C(18) .148(11) .036(4) .058(6) .0 -.014(7) .0
C(19) .088(7) .033(4) .067(6) .0 -.007(5) .0
C(20) .084(6) .027(3) .064(5) .0 -.005(5) .0

loop-
-geom_bondatomsitelabel_1
gombond atom -sitejabel2

-geom bonddistance
_geom bondsitesymmetry_1
_geom bondsitesymmetry_2
Ni C(1) 1.859(4)
Ni C(2) 1.869(5)
Cd N(1) 2.368(4)
Cd N(3) 2.331(3)
Cd N(4) 2.383(3) . 1_554
C(1) N(1) 1.141(5)
C(2) N(2) 1.146(6)
N(3) C(3) 1.510(6)
C(3) 0(4) 1.508(6)
C(4) C(5) 1.386(6)
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C(5)
C(6)
C(7)
C(8)
C(9)
C(7)
N(4)
N(11)
C(12)
C(13)
C(15)
C(16)
C(17)
C(18)
C(19)
N(11)
C(20)
C(20)

C(6)
C(7)
C(8)
C(9)
C(4)
C(10)
C(10)
C(12)
C(13)
C(14)
C(16)
C(17)
C(18)
C(19)
C(20)
C(19)
C(14)
C(15)

1.400(7)
1.382(6)
1.406(7)
1.398(7)
1.389(6)
1.527(6)
1.484(6)
1.327(14)
1.421(16)
1.372(16)
1.384(15)
1.426(18)
1.394(18)
1.406(13)
1.418(13)
1.373(13)
1.394(13)
1.427(14)

loop-
-geom contactatomsitelabel_1
geom_contactatomsite-label_2
geomcontact-distance
geom contact site-pymmetry_1
geom contact site-symmetry2
N(2) N(3) 3.027(7) . 3_655
N(2) N(4) 3.273(6) . 3_656

loop-
geom-angle-atom-site-jabel_1
geom-angleatom..sitejabel_2
eom-angle-atomsitelabel_3

geom-angle
geomangleite.symmetry_1
geom angle..site symmetry_2
geomanglesite-symmetry_3
C(1) Ni C(2) 88.3(2)
N(1) Cd N(3) 94.8(1)
N(1) Cd N(4) 94.4(1)
N(3) Cd N(4) 88.6(1)
Ni C(1) N(1) 177.1(4)
Ni C(2) N(2) 178.5(5)
Cd N(1) C(1) 156.4(4)
Cd N(3) C(3) 122.5(3)
Cd N(4) C(10) 117.7(3)
N(3) C(3) C(4) 110.7(4)
C(3) C(4) C(5) 122.2(4)
C(3) C(4) C(9) 118.6(4)
C(4) C(5) C(6) 120.6(4)
C(5) C(6) C(7) 120.4(4)
C(6) C(7) C(8) 119.3(4)
C(7) C(8) C(9) 119.8(4)
C(8) C(9) C(4) 120.7(5)
C(9) C(4) C(12) 119.1(4)
C(6) C(7) C(10) 118.2(4)
C(10) C(7) C(8) 122.6(4)
N(4) C(10) C(7) 114.4(4)
N(11) C(12) C(13) 122.7(12)
N(11) C(19) C(18) 117.7(10)
N(11) C(19) C(20) 121.0(9)
C(12) N(11) C(19) 118.9(10)
C(12) C(13) C(14) 118.8(10)
C(13) C(14) C(20) 119.6(10)
C(14) C(20) C(15) 123.1(10)

1_554
1554

1_554 1_554

-1A

/pv ,F-,Iv
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C(14) C(20) C(19) 119.0(11)
C(15) C(16) C(17) 117.0(12)
C(15) C(20) C(19) 117.9(9)
C(16) C(17) C(18) 123.1(10)
C(16) C(15) C(20) 122.6(11)
C(17) C(18) C(19) 118.2(11)
C(18) C(19) C(20) 121.3(12)

#--=END
data compound_(4)

_chemical-ormula pum 'C40 H46 Od2 N16 Ni2'
_chemicaljormula.moiety 'C32 H36 Od2 N14 Ni2, 2(C4 H5 N)'
_chemical_formulastructural 'Cd2 (04 N4 Ni)2 (C8 H12 N2)3 2(C4 H5 N)'
chemicaLformula weight 1093.12

-symmetry-cell-setting monoclinic
symmetry-space-group-nameH-M 'C 1 2/c 1'

loop-
symmetryequiv_posas.xyz

+x,+y,+z
-x,+y,-z+1/2

-x,-y,-z
+x,-y,+z+1/2
+x+1/2,+y+1/2,+z
-x+1/2,+y+1/2,-z+1/2
-x+1/2,-y+1/2,-z
+x+1/2,-y+1/2,+z+1/2

_cell_length._a 19.820(2)
celllength-b 7.738(2)
cell.jength-c 31.213(1)

_cell_anglealpha 90.00
_cellangle beta 109.138(5)
_cell_angle-gamma 90.00
cellvolume 4522(1)

_cellformulaunitsjZ 4
.exptLcrystaldensity_diffrn 1.63
exptlcrystaLdensity-meas 1.60(1)

.exptl crystal-densitynethod
'flotation in mesitylene-bromoform'

_diffrn_radiationtype 'Mo K~a'
diffrn_radiation-wavelength 0.70926

_cell_measurement-reflnsused 25
cell measurementtheta_min 16.40
cellmeasurementthetamax 17.26
exptLabsorpt coefficient_mu 1.796

_cell measurementtemperature 293
exptLcrystal-description flaky
exptLcrystal-colour yellow
exptLcrystalsizejnax 0.28
exptLcrystalsize_mid 0.23
exptLcrystaLsize_min 0.15

diffrnmeasurement device 'RIGAKU AFC5R diffractometer'
_diffrnmeasurementmethod 'Yw scans'

exptlabsorpt correction type none
_diffrnrefinsnumber 14755
_reflns_number_total 5757
refins_numberobserved 4092

_ref1nsobserved criterion >4sigma(F)
_diffrn_reflns_avRequivalents 0.004
diffrnreflns thetamax 30.00

_diffrn.reflnsJimit_h_moin
'diffRA ARefInsdfimitfahcmax 27

-f
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diffrnref1ns-limit_k_min
_diffrnreflnsjmtJmax
_diffrn-ref1nsJimitjjnin

diffrn-reflnsjimit_1_max
diffrn.,standardsjiumber

_diffrn_standardsjnterval-count
_diffrnstandardsdecay_%

_refinels...structure factor-coef
-efinels..factor obs
refine Is wR factor obs

.Yefinejs-goodnessof fit_obs
_refinels numbereflns
refine3s number...parameters
refineshydrogen-treatment

_refine_1s-weighting.scheme
_refinejsshift/esd max
_refinediff densityjmax
_refine_diff densityjnin
.refineJsextinctionmethod

0
10

-44
41

3
200

0.0

F
0.0480
0.0508

1.261
4092

273
noref
'cal w=1/(Ys^2^(Fo)+0.0004Fo^2^)'

0.029
0.83
-0.67
none

loop-
_atom site-Jabel
_atomsite_fract_x
_atom_site-fract-y
_atomsitefract z
_atomsiteUj jsoor equiv
_atomsitethermal displacetype
_atomsite_calc_flag
_atomsitecalc_attached-atom
Cd
Ni(1)
Ni(2)
N(1)
N(2)
N(3)
N(4)
N(5)
N(6)
N(7)
C(1)
C(2)
C(3)
C(4)
C(5)
C(6)
C(7)
C(8)
C(9)
C(10)
C(11)
C(12)
C(13)
C(14)
C(15)
C(16)
N(21)
C(22)
C(23)
C(24)
C(25)
H(1)
H(2)
H(3)

.36285(2) .39190(5)
.5 .8904(1)
.25 .75
.4397(3) .6098(7)
.4293(3) 1.1667(7)
.2962(3) .6262(8)
.3313(5) 1.0829(11)
.4215(3) .3584(7)
.3061(3) .4356(8)
.2386(3) .7370(7)
.4625(3) .7188(8)
.4577(3) 1.0609(8)
.2796(3) .6798(8)
.3021(4) .9542(10)
.4591(4) .5159(10)
.4798(3) .5066(8)
.5436(4) .4275(10)
.5630(4) .4208(11)
.3494(4) .3882(11)
.3186(4) .4480(9)
.2529(4) .3850(10)
.2298(4) .4293(9)
.2706(3) .5313(8)
.3349(4) .6000(9)
.3583(4) .5552(10)
.2478(4) .5538(9)
.1059(6) .5059(11)
.1351(5) .5817(12)
.0885(7) .5585(12)
.0289(6) .4721(14)
.0390(7) .4401(12)
.38540 .32582
.45733 .26339
.42379 .62789

.14136(1)
.25
.0
.1821(2)
.1831(2)
.0960(2)
.0211(3)
.0883(2)
.1971(2)
.4037(2)
.2072(2)
.2080(2)
.0601(2)
.0146(2)
.0815(2)
.0390(2)
.0402(2)
.0011(2)
.2429(2)
.2796(2)
.2804(2)
.3166(2)
.3522(2)
.3501(2)
.3136(2)
.3936(2)
.0723(3)
.1141(4)
.1366(3)
.1088(5)
.0697(4)

.05859
.09878
.07887

.0317(1) Uani d
.0310(3) Uani d
.0356(4) Uani d
.049(2) Uani d
.054(2) Uani d
.055(2) Uani d
.106(4) Uani d
.050(2) Uani d
.050(2) Uani d
.051(2) Uani d
.037(2) Uani d
.039(2) Uani d
.041(2) Uani d
.055(3) Uani d
.059(3) Uani d
.043(2) Uani d
.056(3) Uani d
.060(3) Uani d
.071(3) Uani d
.046(2) Uani d
.053(3) Uani d
.048(3) Uani d
.041(2) Uani d
.049(3) Uani d
.052(3) Uani d
.054(3) Uani c
.101(5) Uani d
.084(5) Uani d
.092(5) Uani d
.096(6) Uani d
.092(5) Unni d

.076 Uiso

.076 Uiso

.076 Uiso

calc N(5)
calc N(5)
calo C(5)

P - IF(ItIff- tl
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H(4) .50780 .53237 .11089 .076 Uiso Cale C(5)
H(5) .57806 .37148 .07139 .076 Uiso caic C(7)
H(6) .61215 .35780 .00221 .076 Uiso calc C(8)
H(7) .26142 .36476 .18843 .076 Uiso calc N(6)
H(8) .29353 .56083 .19702 .076 Uiso calc N(6)
H(9) .35438 .24663 .24464 .076 Uiso calc C(9)
H(10) .40260 .44645 .25006 .076 Uiso Cale C(9)
H(11) .22061 .30330 .25341 .076 Uiso calc C(11)
H(12) .17864 .38264 .31687 .076 Uiso calc C(12)
H(13) .36613 .68653 .37620 .076 Uiso calc C(14)
H(14) .40843 .60585 .31240 .076 Uiso calc C(15)
H(15) .28872 .49615 .42295 .076 Uiso calc C(16)
H(16) .19668 .48628 .38773 .076 Uiso calc C(16)
H(17) .23797 .74150 .43559 .076 Uiso calc N(7)
H(18) .28146 .80018 .40169 .076 Uiso calc N(7)
H(19) .12856 .49895 .04805 .076 Uiso calc N(21)
H1(20) .18641 .64509 .12367 .076 Uiso cac C(22)
H(21) .09771 .60190 .17093 .076 Uiso cac C(23)
H(22) -.01813 .43573 .11687 .076 Uiso cac C(24)
11(23) .00515 .37635 .03955 .076 Uiso calc C(25)

loop-
_atom site aniso.Jabel
_atom site aniso_U_11
_atomsiteaniso_U_22
_atomsite_anisoU_33
_atom site_anisoU_12
_atomsite_aniso_U_13
_atom siteaniso_UJ23
Cd .0453(2) .0281(2) .0238(2) -.0023(2) .0144(2) .0012(2)
Ni(1) .0387(5) .0222(4) .0300(5) .0 .0083(4) .0
Ni(2) .0442(6) .0338(6) .0286(5) .0026(5) .0117(4) .0023(4)
N(1) .060(4) .037(3) .046(3) -.007(3) .013(3) -.007(3)
N(2) .080(4) .041(3) .045(3) .017(3) .025(3) .015(3)
N(3) .063(4) .054(4) .039(3) .003(3) .007(3) .013(3)
N(4) .152(8) .094(6) .082(5) -.075(6) .053(5) -.033(5)
N(5) .074(4) .040(3) .050(3) -.015(3) .042(3) -.004(2)
N(6) .063(4) .064(4) .026(2) .004(3) .017(2) -.004(2)
N(7) .067(4) .053(3) .034(3) .022(3) .016(3) .003(2)
C(1) .043(4) .029(3) .034(3) .004(3) .007(3) .005(2)
0(2) .049(4) .036(3) .034(3) .003(3) .016(3) -.001(2)
C(3) .042(4) .039(3) .038(3) .001(3) .006(3) .001(3)
C(4) .075(5) .055(4) .041(4) -.015(4) .026(4) -.012(3)
C(5) .076(5) .063(5) .055(4) -.030(4) .044(4) -.014(4)
C(6) .053(4) .038(3) .048(3) -.006(3) .031(3) .000(s)
C(7) .064(5) .064(5) .044(4) .011(4) .022(3) .007(3)
C(8) .047(4) .084(6) .054(4) .014(4) .025(3) .001(4)
C(9) .090(6) .100(6) .032(3) .036(5) .034(4) .006(4)
C(10) .057(4) .052(4) .032(3) .014(3) .019(3) .007(3)
C(11) .063(4) .057(4) .047(4) -.007(4) .027(3) -.008(3)
C(12) .056(4) .048(4) .044(3) .002(3) .024(3) .000(3)
C(13) .056(4) .033(3) .041(3) .014(3) .024(3) .008(3)
C(14) .056(4) .051(4) .043(3) .003(4) .020(3) -.003(3)
C(15) .046(4) .067(5) .046(4) -.002(4) .019(3) .003(3)
C(16) .085(5) .043(4) .045(4) .023(4) .036(4) .006(3)
N(21) .144(9) .071(6) .104(7) .052(6) .064(7) .038(5)
C(22) .063(6) .070(7) .109(8) .009(5) .016(6) .026(6)
C(23) .128(9) .056(6) .094(7) .024(6) .040(7) .002(5)
C(24) .084(7) .067(6) .145(11) -.002(6) .049(8) .008(7)
C(25) .100(8) .051(6) .100(8) -.004(5) -.001(7) .011(5)

loop-
geombondatom-sitelabel_1

.geom_bond_atomsiteJabel_2

I1y
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geom bon<Ldistance
-geom.bond-site-symmetry_1
geom bond ite symmetry)2
Ni(1) C(1) 1.856(6)
Ni(1) C(2) 1.855(6)
Ni(2) C(3) 1.854(6)
Ni(2) C(4) 1.860(7)
Cd N(1) 2.347(5)
Cd N(2) 2.311(5)
Cd N(3) 2.410(6)
Cd N(5) 2.329(5)
Cd N(6) 2.385(5)
Cd N(7) 2.367(5)
C(1) N(1) 1.140(7)
C(2) N(2) 1.143(7)
C(3) N(3) 1.137(7)
C(4) N(4) 1.136(9)
N(5) C(5) 1.479(8)
C(5) C(6) 1.513(8)
C(6) C(7) 1.395(9)
C(7) C(8) 1.395(9)
C(8) C(6) 1.380(9)
N(6) C(9) 1.453(8)
C(9) C(10) 1.534(8)
C(10) C(11) 1.398(9)
C(11) C(12) 1.393(8)
C(12) C(13) 1.386(9)
C(13) C(14) 1.402(9)
C(14) C(15) 1.405(9)
C(15) C(10) 1.375(9)
C(13) C(16) 1.512(8)
N(7) C(16) 1.477(8)
N(21) C(22) 1.371(12)
C(22) C(23) 1.343(13)
C(23) C(24) 1.386(14)
C(24) 0(25) 1.322(14)
C(25) N(21) 1.399(13)

loop-

1_545

6_545

3_665

-geom contact atom_sitelabel_1
-geom contact-atom..sitejabel.2
-geom_contact distance
-geom contact site.symmetry_1
-geom contact..ite-symmetry_2
N(4) N(5) 3.111(9) 1_545
N(4) N(7) 3.313(12) 6_545
N(4) N(21) 3.592(15) 7_565
N(7) N(21) 3.588(12) 6_545

loop-
-geom -angleatom.sitejabel_1
.geom..angle.atom-site-jabel_2

geom -angle atom sitejabel_3
.geom-angle

geom angle-isite..symmetry_1
geom angle-isite-symmetry.2
-geom-angle--site- symmetry_3
C(1) Ni(1) C(2) 91.1(2)
C(3) Ni(2) C(4) 92.1(3)
N(1) Cd N(2) 95.0(2)
N(1) Cd N(3) 84.9(2)
N(1) Cd N(5) 94.5(2)
N(1) Cd N(6) 83.2(2)
N(1) Cd N(7) 163.7(2)

1545

6_545

) - )E4?-/00
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N(2) Cd N(3)
N(2) Cd N(5)
N(2) Cd N(6)
N(2) Cd N(7)
N(3) Cd N(5)
N(3) Cd N(6)
N(3) Cd N(7)
N(5) Cd N(6)
N(5) Cd N(7)
N(6) Cd N(7)
Ni(1) C(1) N(1)
Ni(1) C(2) N(2)
Ni(2) C(3) N(3)
Ni(2) C(4) N(4)
Cd N(1) C(1)
Cd N(2) C(2)
Cd N(3) C(3)
Cd N(5) C(5)
Cd N(6) C(9)
Cd N(7) C(16)
N(5) C(5) C(6)
C(5) C(6) C(7)
C(6) C(7) C(8)
C(7) C(8) C(6)
N(6) C(9) C(10)
C(9) C(10) C(11)
C(9) C(10) C(15)
C(11) C(10) C(15)
C(10) C(11) C(12)
C(11) C(12) C(13)
C(12) C(13) C(14)
C(12) C(13) C(16)
C(14) C(13) C(16)
C(13) C(14) C(15)
C(10) C(15) C(14)
N(7) C(16) C(13)
N(21) C(22) C(23)
C(22) C(23) C(24)
C(23) C(24) C(25)
C(24) C(25) N(21)
C(25) N(21) C(22)

#=-END
data compound_(5)

177.8(2)
89.5(2)
90.8(2)
99.7(2)
88.3(2)
91.3(2)
80.6(2)

177.6(2)
92.6(2)
89.6(2)

177.9(5)
176.8(6)
175.5(6)
176.0(8)
160.8(5)
170.5(5)
141.2(6)
113.8(4)
114.4(4)
120.0(4)

112.4(5)
120.1(6)
120.0(6)
121.0(7)
114.0(6)
120.6(7)
119.4(7)
119.8(6)
119.0(6)
122.0(6)
118.5(6)
119.5(6)
121.8(6)
119.4(6)
121.1(6)
112.7(5)
107.1(9)
109.1(10)
108.2(10)
107.8(10)
107.8(9)

1_545
1_545
1_545
1_545 6_545

. . 6545

. . 6545
6545

. 1545 1-545

6545 6545

3665

chemicalformulasum 'C24 H26 Cd N8 Ni'
_chemicalformulamoiety 'C24 H26 Cd N8 Ni'
_chemical formula structural 'Cd (C4 N4 Ni) (C8 H12 N2) (C6 H7 N)'
_chemical-formula-weight 597.63
symmetrycell-setting monoclinic

..symmetryspacegroup-nameH-M 'C 1 2/c 1'
loop-
symmetry-equiv-posasxyz

+x,+y,+z
-x,+y,-z+1/2
-x,-y,-z
+x,-y,+z+1/2
+x+1/2,+y+1/2,+z
-x+1/2,+y+1/2,-z+1/2
-x+1/2,-y+1/2,-z
+x+1/2,-y+1/2,+z+1/2

_cell_ength-a
_celllength-b
_celllength-c

22.240(1)
9.254(1)
16.241(1)

in
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_cellangle-alpha 90.00
_cell anglebeta 130.668(3)
_cell.angle.gamma 90.00
_cell volume 2545.5(4)
celliormulaunits_Z 4

.. exptlcrystaLdensity-diffrn 1.56
exptLcrystaLdensitymeas 1.54(1)
exptLcrystaLdensitymethod

'flotation in mesitylene-bromoform'
_diffrnradiation-type 'Mo KYa'
_diffrn_radiation-wavelength 0.70926
.cellimeasurementj'eflnsused 25
_cell measurement theta min 16.28
pellrneasurement..thetajnax 17.48
exptl absorpt coefficientmu 1.434

_cell_measurementtemperature 293
exptLorystal-description block-like
expttcrystaLcolour yellow

..exptl-crystalsize_max 0.30

.exptlcrystal sizemid 0.25
exptl crystal size mi 0.20

_diffrn-measurement device
_diffrnmeasurement method
exptlabsorpt_correction_type
exptlabsorptcorrectionT min
exptLabsorpt correction_T_max
diffrn-reflns-number
r efns-number total
reflns number observed
reflns-observed-criterion

_diffrnrefins_avJiequivalents
_diffrnreflnsthetamax
_diffrn_refIns_nimit_h_min
_diffrneflnsJimit_h_max
_diffrnreflnsjimitk_min
_diffrn reflns limit k max
diffrn reflns limit 1 min
diffrn-reflnsjimitmax
diffrnstandards number

_diffrnstandardsintervalcount
_diffrnstandardsdecay_%

_refinejs_structure jactor-coef
refineis_R_factor_obs
refine 1s wR factor obs

_refineljs_goodness_f_fit_obs
-refine Is number-refins
_refinejsiumberparameters
_refinejsjhydrogen_treatment
-refine_1s weighting scheme
-refineIs shift/esdmax
_refine_diff densitymax
_refine_diffdensitymin.
_refine-ls extinction_method

'RIGAKU AFC5R diffractometer'
'2Yq-Vw scans'

empirical
0.854
0.998
4100
3407
2810

>4sigma(F)
0.006
30.00

0
31
0
13

-22
17

3
200

0.0

F
0.0389
0.0444

1.174
2810

156
noref
'calo w=1/(s^2^(Fo)+0.0004Fo^2^)'

0.002
0.60
-0.90
none

loop-
_atom site label
_atom site fract x
_atomsitefracty
atom site_fract_z

_atom siteUiso or equiv
atomsitethermal displace type

_atomsite_calc_flag

'in
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atomsite caic attached atom
Cd .0 .0 .0 .0255(2) Uani d
Ni .0 .36207(8) .25 .0256(4) Uani d
N(1) .0165(2) .1385(4) .1321(3) .038(3) Uani d
N(2) .0044(3) .5968(5) .1266(4) .054(4) Uani d
N(3) .0991(2) .1359(4) .0220(3) .035(2) Uani d
C(1) .0094(3) .2222(5) .1771(3) .029(2) Uani d
0(2) .0045(3) .5066(5) .1746(4) .035(3) Uani d
C(3) .1257(3) .0782(5) -.0351(5) .044(4) Uani d
C(4) .1904(3) .1678(5) -.0159(4) .033(3) Uani d
C(5) .1719(3) .2707(6) -.0914(4) .040(3) Uani d
C(6) .2305(3) .3521(6) -.0768(4) .042(3) Uani d
N(11) .1013(2) -. 1607(4) .1487(3) .039(2) Uani d
C(11) .1619(3) -.2156(5) .1490(4) .035(3) Uni d
C(12) .1447(3) -.3286(6) .0811(4) .048(3) Uam d
C(13) .1998(4) -.3749(8) .0745(5) .067(5) Uani d
C(14) .2743(4) -.3111(9) .1389(6) .074(5) Uani d
C(15) .2920(3) -.2004(8) .2102(6) .063(4) Uani d
C(16) .2360(3) -.1512(6) .2152(4) .049(3) Uani d
H(1) .14627 .14030 .10136 .076 Uiso caic N(3)
H(2) .07813 .23574 -.00575 .076 Uiso caic N(3)
H(3) .14800 -.03240 -.00614 .076 Uiso caic C(3)
H(4) .07461 .07591 -.12276 .076 Uiso caic C(3)
H(S) .11068 .28773 -.16296 .076 Uiso cac C(5)
H(6) .21497 .43066 -.13714 .076 Uiso caic C(6)
H(7) .12857 -.10615 .21795 .076 Uiso caic N(11)
H(8) .07310 -.24595 .14735 .076 Uiso caic N(11)
H(9) .08744 -.38056 .03293 .076 Uiso caic 0(12)
H(10) .18539 -.46105 .01940 .076 Uiso caic 0(13)
H(11) .31811 -.34674 .13385 .076 Uiso caic C(14)
H(12) .35042 -.15264 .26206 .076 Uiso caic 0(15)
H(13) .24961 -.06443 .26953 .076 Uiso caic 0(16)

loop-
_atom_site0anisoajabel
_atom.site aaso U 11
atom.site0 Uanisnd22
_atom_site -anisoU_33
_atom-site -anisoU_12

_at fiani so_U_13
_atom_spite-anisoU.23
Cd .0288(2) .0252(2) .0350(2) -.0057(2) .0264(2) -.0052(2)
Ni .0342(4) .0218(3) .0291(4) .0 .0243(3) .0
N(1) .040(2) .040(2) .045(2) -.011(2) .033(2) -.013(2)
N(2) .073(3) .041(2) .059(3) -.009(2) .048(3) .007(2)
N(3) .032(2) .041(2) .045(2) -.013(2) .031(2) -.007(2)
C(1) .031(2) .031(2) .033(2) -.005(2) .02(2) -.002(2)
0(2) .043(2) .031(2) .038(2) -.004(2) .029(2) -.003(2)
0(3) .051(3) .044(3) .067(3) -.018(2) .052(3) -.013(3)
0(4) .035(2) .038(2) .044(3) -.008(2) .033(2) -.006(2)
C(S) .033(2) .050(3) .042(3) -.006(2) .027(2) .003(2)
0(6) .040(3) .047(3) .047(3) -.002(2) .032(2) .010(2)
N( 1) .040(2) .040(2) .040(2) .003(2) .027(2) .007(2)
0( 1) .034(2) .034(2) .035(2) .004(2) .021(2) .008(2)
0(12) .048(3) .046(3) .042(3) .008(2) .02(3) .005(2)
0(13) .066(4) .073(4) .062(4) .024(4) .041(4) .009(4)
0(14) .063(4) .093(5) .077(5) .031(4) .051(4) .031(4)
0(15) .038(3) .070(4) .068(4) .008(3) .028(3) .021(3)
0(16) .035(3) .049(3) .048(3) -.001(2) .020(2) .008(3)

loop-
..geom - bondatom_spite-label11
..geom -bond -atom-sitejlabel2

.g0om bondUCistance

Olt
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-geombonsite-oymmetry_1
geombond ite_symmetry_2
Ni C(1) 1.855(4)
Ni C(2) 1.860(5)
Cd N(1) 2.315(4)
Cd N(3) 2.354(3)
Cd N(11) 2.455(4)
C(1) N(1) 1.144(5)
C(2) N(2) 1.141(6)
N(3) C(3) 1.486(6)
C(3) C(4) 1.506(6)
C(4) C(5) 1.387(6)
C(5) C(6) 1.386(6)
C(6) C(4) 1.394(6) . 7_555
N(11) C(11) 1.436(6)
C(11) C(12) 1.381(7)
C(12) C(13) 1.365(8)
C(13) C(14) 1.390(10)
C(14) C(15) 1.397(10)
C(15) C(16) 1.377(8)
C(16) C(11) 1.385(7)

loop-

_geom contactatom..sitejabel_1
geom contact atomsitelabel_2
geom.contactdistance
geom contactsitesymmetry_1
geom contactsite-symmetry2
N(2) N(3) 3.162(6) . 3_565
N(2) N(11) 2.967(8) . 1_565

loop-

geom..angle -atomsitejabeL1
geomangle-atom-sitejabeL2
geomangleatom.sitejabel3
geom..angle
geom.angle site symmetry_1
geom angle -site .symmetry_2
geom angle site.symmetry_3
C(1) Ni C(2) 90.3(2)
N(1) Cd N(3) 89.8(1)
N(1) Cd N1(11) 86.2(1)
N(3) Cd N(11) 90.3(1)
Ni C(1) N(1) 178.1(4)
Ni C(2) N(2) 177.4(5)
Cd N(1) C(1) 164.3(4)
Cd N(3) C(3) 115.2(3)
Cd N(11) C(11) 118.4(3)
N(3) C(3) C(4) 112.7(4)
C(3) C(4) C(5) 120.2(4)
C(4) C(5) C(6) 121.2(4)
C(3) C(4) C(6) 120.9(5) . . 7_555
0(5) 0(4) C(6) 118.9(6) . . 7_555
C(5) 0(6) C(4) 119.9(6) . . 7_555
N1(11) C(11) C(12) 119.6(4)
N1(11) C(11) C(16) 119.3(5)
C(11) C(12) C(13) 120.3(6)
C(12) C(13) C(14) 120.0(6)
C(13) C(14) C(15) 119.2(6)
C(14) C(15) C(16) 121.0(6)
C(15) 0(16) C(11) 118.4(6)
C(16) C(11) C(12) 121.1(5)

#=-END
data_compound (6)

00

-P - I&qy - 2r9,.
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_chemical formula sum 'C12 114 N6 Ni'
_chemicallormula-ploiety '(04 N4 Ni), (C8 114 N2)'
_chemicalJormula-weight 300.98
symmetry-cell-setting tricinic
symmetry-space-group-name.H-M 'P -1'

loop-
symmetryequivposasxyz

+x,+y,+z
-x,-y,-z

celljength a 7.392(3)
_cell_1ength..b 7.921(2)
celljength-c 6.247(1)

_cellangle-falpha 90.89(2)
_cellangle beta 101.49(2)
_cell_angle-gamma 70.92(2)
_cellvolume 338.2(2)
cellformulaunitsZ 1
exptLcrystaldensityjdiffrn 1.48
.exptLcrystaldensitymeas 1.46(1)
exptLorystal-density-method

'flotation in mesitylene-bromoform'
_diffrnradiationjtype 'Mo KYa'
_diffrnradiationwavelength 0.70926
_cell_measurementrefinsused 25
cell_measurementtheta_min 16.70
celljmeasurementthetamax 17.48
exptl absorptcoefficient_mu 1.434

_cellmeasurementjtemperature 293
exptl-crystaLdescription plate-like
.exptl-crystal-colour yellow
exptl crystalsize_max 0.26
exptlcrystal size_mid 0.20
exptl-crystal sizemin 0.18

_diffrn_measurement device
_diffrnmeasurementmethod
exptl absorpt-correction type
diffrn_reflns_number
refIns number-total

_refns-number observed
_reflns-observedLcriterion
_diffrnrefinsavR-equivalents
_diffrnrefinsthetamax
_diffrnrefInslimith_mmin
diffrn refins limit h max

_diffrn~reflnsjimit_k_ min
_diffrnreflns_imit-k-max
_diffrn-reflnsJimit]_min
_diffrnrefIns_imitj1_max
_diffrn standards number

diffrn standards interval count
_diffrn_standards_decay_%

-refine Is structure factor coef
-refine Is R factor obs
-refine is wR factor obs
_refinejs-goodness offitobs
-refine Is number refins
_refines_number-parameters
_refineIs-hydrogen-treatment
_refine_1s-weighting.scheme

refineja shiftlesdmax

'RIGAKU AFC5R diffractometer'
'2Vq-Vw scans'

none
2176
1890
1646

>4sigma(F)
0.009
30.00
0
10
-10
11

-8
8

3
200

0.0

F
0.0507
0.0456

2.171
1646

116
refall
'calc w=1/(Ys^2^(Fo)+0.00005Fo^2^)'

0.000

Q-1

- 1,?(/? - )t3
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refine_diff_densitynax 0.68
_refinediffdensitymin -0.76
_refinejsextinction .;nethod none

loop-
_atom site label
atom site -ract-x
atomsitefract.y
atom site fract z

_atomsiteUjso orequiv
_atomsitethermal displacetype
Ni .5 .5 .5 .0288(2) Uani
N(1) .2182(4) .8064(4) .1959(5) .047(1) Uani
N(2) .4417(4) .2356(3) .1681(4) .046(1) Uani
C(1) .3267(4) .6886(4) .3079(5) .033(1) Uani
0(2) .4638(4) .3374(4) .2929(5) .034(1) Uani
N(3) .2101(4) .0827(4) .8555(4) .035(1) Unni
C(3) .2448(6) .1369(4) .6441(6) .041(1) Uani
C(4) .1174(4) .3254(4) .5709(5) .034(1) Uani
C(5) .1314(5) .4665(4) .6960(5) .038(1) Uani
C(6) .0147(5) .6398(4) .6260(5) .039(1) Uani
H(1) .071(6) .113(5) .848(6) .057(11) Uiso
H(2) .256(5) .138(5) .969(6) .054(11) Uiso
H(3) .266(5) -.038(5) .886(5) .052(10) Uiso
H(4) .382(6) .121(5) .666(6) .055(11) Uiso
H(5) .218(5) .048(5) .539(5) .050(10) Uiso
H(6) .223(5) .450(4) .821(5) .041(9) Uiso
H(7) .020(5) .741(4) .712(5) .042(9) Uiso

loop-
_atomsiteaniso-jabel
_atom_site_anisoU_ 11
_atom_site_aniso_U_22
_atomsite_anisoU_33
_atomsiteanisoU_12
_atom siteanisoU_13
_atomsiteaniso_U_23
Ni .0298(3) .0242(3) .0257(3) -.0027(2) .0010(2) .0021(2)
N(1) .037(2) .045(2) .047(2) -.003(1) .001(1) .016(1)
N(2) .052(2) .035(1) .037(1) -.001(1) -.000(1) -.004(1)
C(1) .029(2) .035(2) .031(2) -.008(1) .004(1) .000(1)
C(2) .031(2) .029(2) .031(2) .002(1) .002(1) .004(1)
N(3) .035(2) .028(1) .035(1) -.005(1) -.000(1) .008(1)
C(3) .044(2) .031(2) .037(2) .001(2) .009(2) .010(1)
C(4) .035(2) .028(1) .033(2) -.002(1) .010(1) .008(1)
C(5) .037(2) .037(2) .032(2) -.008(1) .000(1) .009(1)
0(6) .045(2) .031(2) .036(2) -.006(2) .007(2) .004(1)

loop-
-geom~bond~atom - sitejabel_1
-.geomn -bond-atom-site-label_2
-geom bond -distance
..seom -bond_site..symmetry_1
.geom -bond-site--symmetry_2

Ni .(1) 1.872(3)
Ni 0(2) 1.855(3)
0(1) N(1) 1.145(4)
0(2) N(2) 1.141(4)
N(3) 0(3) 1.489(4).0
0(3) 0(4) 1.-02(4).0
C(4) C(S) 1.373(4) .

C(5) 0(6) 1.383(4) .

0(6) 0(4) 1.378(4) .2_566

NR3 H(I) 0.97(4) .

01
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N(3) H(2) 0.89(4)
N(3) H(3) 0.92(4)
C(3) H(4) 0.96(4)
C(3) H(5) 1.00(3)
C(5) H(6) 0.91(3)
C(6) H(7) 0.97(3)

loop-
geom contact-atom site Jabel_1
geom contact-atom-sitejabeL2
.geom contactdistance
geom contact-site ymmetry_1
geom contact site symmetry.2
N(3) N(1) 2.947(4) . 2_566
N(3) N(2) 2.857(4) . 1_556
N(3) N(1) 3.053(4) . 1_546
N(3) N(2) 2.983(4) . 2_656
H(1) N(1) 1.99(4) 2 _566
H(2) N(2) 2.01(4) 1 _556
H(3) N(1) 2.45(4) . 1_546
H(3) N(2) 2.30(3) . 2_656

loop-
geom angle atom -siteJabel_1
geom angle-atom -siteJabel_2
geom-angleatomsitelabel_3

-geom.angle
geom-anglesitesymmetry_1
geom angle site symmetry_2
geom-angle site..symmetry_3
C(1) Ni C(2) 90.2(1) .

Ni C(1) N(1) 177.9(3) .
Ni C(2) N(2) 179.0(3) .
N(3) C(3) C(4) 111.1(3) .

C(3) C(4) C(5) 121.1(3)
C(4) C(5) C(6) 120.7(3) .

C(5) C(6) C(4) 120.7(3) . . 2_566
C(3) N(3) H(1) 110(2) .

C(3) N(3) H(2) 113(2) .

C(3) N(3) H(3) 112(2) .
H(1) N(3) H(2) 107(3)
H(1) N(3) H(3) 108(3)
H(2) N(3) H(3) 108(3)
N(3) C(3) H(4) 107(2) .

N(3) C(3) H(5) 106(2)
C(4) C(3) H(4) 113(2) .
C(4) C(3) H(5) 113(2) .

H(4) C(3) H(5) 108(3)
C(4) C(5) H(6) 121(2) .

C(6) C(5) H(6) 118(2) .
C(5) C(6) H(7) 122(2) .

C(4) C(6) H(7) 117(2) 2_566 .
#--END
#------------------end-of-file---------------------


