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Table 1. Crystal data and structure refinement for 1 at 150(2) K.

Empirical formula
Formula weight
Crystal description
Crystal size

Crystal system
Space group

Unit cell dimensions

Yolume

Reflections for cell refinement
Range in theta

yA

Density (calculated)
Absorption coefficient

F(000)

Diffractometer type
Wavelength

Scan type

Reflections collected

Theta range for data collection
Index ranges

Independent reflections
Observed reflections

Decay correction variation
Structure solution by
Hydrogen atom Jocation
Hydrogen atom treatment
Data/restraints/parameters
Final R indices [I > 2sigma(l)]
Final R indices (all data)
Goodness of fit on F2

Final maximum delta/sigma
Weighting scheme

calc w = V/[\s2"(Fo"2") +(0.6200P)"2"+0.0P} where P = (Fo"2"+2 Fc"2")/3

Largest diff. peak and hole

ootedld U] 1Y e

C24 H33 N3
363.53
colourless tablet

0.54 x 0.50 x 0.27 mm

Monoclinic
P2(1)c

a = 12.736(6) A
b=15371(6) A
c = 10.676(5) A
2084.6(16) A™3
58

12.5t0 17.5deg.
4

1.158Mg/m™3
0.068 mm"—1
792

CAD4

071073 A
omega/theta
3680
2.651025.03 deg.

—14<=h<=150<=k <=18,0 <=] <= 12

alpha = 90 deg.

beta = 94.12(8) deg.

gamma = 90deg.

3680 (R(int) = 0.000}
2412 {1 > 2sigma(D)]

+/—-T%%
direct methods
calc

constr

3680/0/253 (least-squares on F2)
R! = 0.0585, wR2 = 0.1304
R1 = 0.0975, wR2 = 0.1578

1.039
0.600

0.21 and —0.21 e.A"-3

fﬁ&w:u\ J...n.ﬂ\
ik o ¢ il oV CIF Cree (V1))
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(WOrd Processor) 2 s (s (3 Al CIF C)jgg L) e Ally sds o)

.Miﬁ\c@%%&&(ﬁ)

iQiQLALOIRLIQLQIRIQH#
INITIAL PUBLICATION REQUEST

# = ===
_publ_contact._author
'Prof. John Smith’

I
I
I

Faculty of Pharmaceutical Sciences | No. of data items > no. of data names.

John Smith University Address will be lost.
John Smithsville

IN 40678

US.A,

; I Space not aliowed.
_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
1 _Line may have been >80 characters. Information
has been lost and the text string has not been

terminated.
-publ_author_name
_publ_author_address
‘John Smith’ # lastname, firstname «—minor syntax error

Faculty of Pharmaceutical Sciences
John Smith University

John Smithsville

IN 40678

USA,
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# b i el == === —m=I=

_publ_section _title

; A new coppeomplex of acetic acid

+

Il

-publ_section_abstract

; In the title compound, bis(acetato)coppeihydrate

there exists a three-dimensional network of N-H}iic|O and O-Hliic O
intermotecular hydrogen bonds.

; -publ_section_comment
; Acetic acid, ,and its derivatives have been the subject of recent interest. For

example, copper dihydrate, has been determined as a model compound

for probing the interaction ...

The crystal structure is stabilized by the N-H[icJ0 and O-H[ic]o
hydrogen bonds involving the water molecules:

N(3)-H(3)[Eco(27i")=2.82(5); N(1)-H(1)[EcJo(3"ii}=2.82(5):

0(3)‘H(31)(4‘\;““):2‘95); Lcarel (") missing

[[] represents translation faults.

_chemical_compound_source

; The green acicular crystal was obtained by the slow

concentration of an aqueous solution at room temperature.

; T 7 spaces missing.
_chemical_formula_sum ‘C9 H6D6N6012 Co'

chemical_formula_moiety Cu(I)[(CH3N304)~4~(D20)~2~]2(D20Y’

Lspaces and commas
missing
‘~' not allowed here
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tot
§——space should be underscore
_chemical formula_weight ' 444 44' <+—quotes are not necessary
symmetry_cell_setting ‘triclinic’ +—quotes are not necessary
symmetry_space_group_name_H-M 'P1"-"" «—not standard symbol.
—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)
celi_angle_gamma 86.89(2)
-cell_volume 354.3 (4)
L illegal space
-cell_formula_units_z 1
_exptl_crystal _density_diffrn '2.243' «+—quotes are not necessary
—exptl_crystal_density_meas l ?
-exptl_crystal_density_meas L ‘none’ +—quotes are N0t necessary

data item appears twice in same block.

_computing.data_reduction
[—This type of text string cannot
extend beyond one line.
'TEXSAN. TEXRAY Structure Analysis Package (Malecular Srtucture Corporation,
1985)°
28) Ltypographical error
_publ_section_references

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

Sheldrick, G. M. (1986). SHELXS86. Program for the solution of crystal structures,
University of G\"ottingen.
+«—closing semi-colon (;} is missing.

— No. of data items # No. of data names: content of ail four
l captions will be lost.

-publ_section _figure_captions

'Fig. 1

: ORTEPH (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.
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typing error—data name will not be recognised and Table headings
Fwill be lost.

-publ_sectiom _table_legends
‘Table I
; Fractional atomic coordinates and equivalent isotropic thermal parameters

(\%A"27).
:Table 0

: Selected bond length (\%A) and angles {"0").

Lshould be lengths Lshould use \%

loop.

.geom_bond_atom _site_label_1

_geom_bond_atom site fabel 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) . . yes

Cu(l) O(b) 2.468(5) . . vyes

Cu(1l) N(5) 1.985(4) . . vyes

0(1) C(2) 1.2417) p.g yes [ represent alternative positions of one
missing place holder (or one symmetry

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

This should be a comment (preceded by a #) or omitted.

!

. 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)
Lillegal space.

Tilde symbols are not part
of these data names—they
will not be recognised
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intensity statistic

random errors,
systemic errors,
extinction

R- indices,
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correlation
absorption correlation
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parameter

displacement parameters
Patterson search

optical

single crystal

variance

gel crystallization
determination
resolution

analysis of variance
molecular graphics,
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scattering
Thomson scattering
configuration

Patterson synthesis,
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£
Fourier synthesis .

Y RIS e
Lorentz- polarization corrections 5 s olaiin Dl
damping sUay cdjh'd
crystal packing FRRET
intermolecular interaction .
pseudo- symmetry LIS — JJLC
metric symmetry, . P

s (L) pU
translation symmetry Js) JJLC
centring ; "

P A

lattice centring s 5

s P

bisecting -

A

refinement P
C“

structure refinement S A s

least- squares refinement & ) ol ;lb.

twinning .

4l ¥

statistical distribution ¥ | C*’Jﬁ;

Poisson distribution . -
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Gaussian distribution Sl gl Sr:
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powder diffraction
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