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loop-
-geom_bond_atom_site_label _1
-geom_bond_atom_site_label 2
-geom_bond_distance
-geom_bond _site_symmetry_2
_geom_bond_publ_flag

Ni N1 2.036(2) . Yes

Ni N1 2.054(2) 2555 Yes

Ni S2 2.421(10) . Yes

C S2 1.637(3). Yes
N1 Cl 1.3273). ?

N1 C5 1.358(4). ?

N2 C121.309(3). ?
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—publ_manuscript_incl_extra_item
_publ_manuscript_incl_extra_defn

‘_geom_extra_table_head_A’ No
‘_geom_table_footnote A’ No
‘_geom_bond_atom _site_label _Si' No
'_geom_bond_atom site_label O’ No
'_geom_contact_distance Si0' No

‘_geom_contact.site_symmetry Q" No
_geom _extra_table_head A

Intermolecular distances for contacts of the type Si--- O (\%A)

loop..

-geom_bond_atom _site_label Si

-geom_bond_atom_site_label O

-geom _contact_distance_Si0

-geom_contact site_symmetry O

‘Atom Si' ‘Atom O’ Distance 'Symmetry operator™a”™

Si1 06 2.363(4) 1555
s3 02 2.420(6) 1545
Si4 07 2.227(3) 2767
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_geom_table_footnote A

“a” Applies to oxygen atom in each case
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_publ_contact_author_email J. Smith@xray.jsu.edu
_publ_contact_author_fax ‘(1) 727 564 2209
-publ_contact_author_phone ‘(1) 727 564 2925'
_publ_contact_letter

_publ_requested_coeditor_.name 7
_publ_requested_journal 'Acta Crystallographica, Secti

-publ_author_name
_publ_author_address
'John Smith’ # lastname, firstname

Faculty of Pharmaceutical Sciences
John Smith University

John Smithsville

IN 40678

US.A.

# ______ —_——

# TEXT
#== — -

_publ_section_title
; A new copper(ad) complex of acetic acid
_publ_section_abstract
; In the title compound, bis(acetato)copper(aa)dihydate

there exists a three-dimensional network of N-HiicO and O-HiicO
intermolecular hydrogen bonds.

; _publ_section.comment

; Acetic acid, (3f ),and its derivatives have been the subject of recent interest. For
example, copper (33) dihydrate, (34) has been determined as a model compound for
probing the interaction ....

The crystal structure is stabilized by the N-HiicO and O-HiicO
hydrogen bonds involving the water molecules:
N(3)-H(3)iicO(2"i")=2.82(5);N(1)-H(1)iicO(3"ii)=2.82(5);
0(3)-H(31)iicO(4"iii")=2.95):

# EXPERIMENTAL

#= ———== =
_chemical_compound_source

: The green acicular crystal was obtained by the slow

concentration of an aqueous solution at room temperature.

Il
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_chemical_formula_sum 'C9 H6D6N6012 Cu’
_chemical_formula_moiety Cu(11)[(CH3N304)~4~(D20)~2~]2(D20)'
chemical formula_weight ‘444 44’
_symmetry_cell_setting ‘triclinic’
_symmetry_space_group_name_H-M ‘P17
_cell_length_a 5.267(2)
cell_length_b 7.440(13)
—cell_length_c 9.872(2)
_cell_angle_alpha 86.15(2)
cell_angle_beta 72.33(2)
_cell_angle_.gamma 86.89(2)
_cell_volume 354.3 (4)
_cell_formula_units_z 1
_exptl_crystal_density_diffrn '2.243'
-exptl_crystal_density_meas ?
_exptl_crystal_density_meas ‘none’

_computing.data_reduction )
"TEXSAN. TEXRAY Structure Analysis Package (Molecular Srtucture Corporation,
1985)'

-publ_section_references

Beurskens, P. T. (1984). Technical Report 1984, Crystallography lab. Toernooiveld,
6525 Ed Nijmegen, Netherlands.

.S.\i-;eidrick. G. M. (1986). SHELXS86. Program for the solution of crystal structures,
University of G\" ottingen.

_publ_section_figure_captions

'Fig. 1’

; ORTEPII(Johnson, 1976) drawing of the title compound with the atomic
numbering scheme, viewed along the a axis.

Ellipsoids for non-H atoms correspond to 50% probability.

‘Fig. 2'
; Packing diagram of the title compound along the a axis of the unit cell;
intermolecular hydrogen bonds are represented by dashed lines.

-publ_sectiom_table_legends
‘Table I'
; Fractional atomic coordinates and equivalent isotropic thermal parameters

(\%A"2").

‘Table II'
; Selected bond length (\%A) and angles ("0").

loop_
_geom_bond_.atom_site_label_1
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-geom_bond_atom _site_label 2
-geom_bond_distance
-geom_bond_site_symmetry_1
-geom_bond_site_symmetry_2
_geom_bond_publ_flag

Cu(l) O(1) 2.446(8) . . vyes
Cu(1) O(6) 2.468(5) . . yes
Cu(1) N(5) 1.985(4) . . yes
O(1) C(2) 1.241(7) . yes

C(1) C(2) 1.394(9) . . yes

; Anisotropic_displacement_parameters.

loop_

_atom_site_label

_atom_site_.U~11~

_atom _site_U~22~

_atom_site_U~33~

_atom_site_U~12~

-atom_site_U~13~

-atom_site_U~23~

Cu(1) 0.023(4) 0.021(4) 0.017 (5) —0.007(3) 0.008(4) —0.016(5)





