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Thecrystalstructureofthetitlecompound,{[NaSm(C7H3-

NO4)2(H2O)4].3H2O}n,wasfirstreportedbyvanAlbada,

Gorter&Reedijk[(1999),Polyhedron,18,1821-1824].Ithas

nowbeenreinvestigatedandconfirmedfromsingle-crystal

data,givinggreaterunderstandingoftheroleofthewater

molecules.Thetwo-dimensionallayersfoundinthecompound

arebuiltupfromsix-coordinateNaO6polyhedraandnine-

coordinateSmN2O7polyhedra.uleformershareedgeswith

eachotheralongthecaxisandtllelatterarebridgedby

carboxylategroupsofpyridine-2,6-dicarboxylateanionsalong

thebaxis.Eight-memberedringsofwatermolecules,

connectedtooneanotherbyhydrogenbonding,areformed

intheinterlayerspaces.

Relatedliterature

Forrelatedliterature,see:vanAlbadaetal.(1999);Benelli&

Gatteschi(2002);Brouca-Cabarrecqetal.(2002);Duanetal.

(2004);Ghosh&Bharadwaj(2003).

Experimental

Crystal data

[NaSm(C7H3NO4)2(H20)4】 3H2O
Mr = 629.66

Monoclinic, PZj/c

a = ll.2065 (4)今
b = 17.4485 (3) A

c= ll.3728 (4) A

β = 98.163 (1)- 【98.163 (1)o

Data collection

Rigaku R-AXIS-IV diffractomctcr

Absorption correction: numerical

(ABSCOR; Higashi, 1999)

7"min = 0.558, 7mォ= 0.895

V- 2201.27 (12) Å3
Z=4

Mo 〟α radiation

だ;= 2.77 mm"
T=296K

030 × 0.18 × 0.04mm

22103 measured reflections

6163 independent reflections

5944 reflections with ∫ > 2ff(/)

Rinl = 0.046

Re声nemerit

R[F2>2a(F2)I=0.03221restraints
wR(F)=0.081H-atomparametersconstrained
s=1.17Apmォ=0.97eA-3
6163reflections△Anin--1.28cA-3

341parameters

Tab一e 1
°

Selected bond lengths (A).

Sm】-014

Sml-012

Sml -O23

Sm1-021

Sml -O31V

Sml-Nll

Sml-N21
Sm1-011γ

2.4144 (19)

2.4213 (19)

2.437 (2)

2.4460 (19)

2.478 (2)

2.533 (2)

2540 (2)

2.547 (2)

Sml-O2W

Nal-021

Na1-05W

Nal-O2W

Nal -024'

Nal-O14u

Nal -OllPl

2.562 (2)

2.392 (2)

2.394 (3

2.434 (3

2.445 (3)

2.456 (2)

2.610 (3)

Symmetry codes: (i) -∫.y+壬. -Z +¥¥ (.n) x. -y+圭.い圭.

Tab一e 2
°

Hydrogen-bond geonletry (A, -).

D-H　-A D-Ii H--　　　　　D -A D-H--A

OIW-mW-　02T'
OllV-H2H'- 05V少y
O2W-H3W一・・Oil"1

O2W-H4W-- O13u

O3W-H5W-　O24'

O3VV-H6U'-　O12'"

04VV-H71γ- 0221、'
041γ-H81γ-　023

05W-H9W-・04W

O5W-HIOW- --07W
O6W-HllV^ - O13"
061V-H12W・蝣蝣oaw

O7W-H13W - Oir

O7W-H14W- - -O6W

0.85 1

0.854

0.848

0.84 9

0.85 1

0.84 5

0.856

0.855

0.848

0.852

0.854

0.854

0.851

0.852

1.931

1.961

1.954

1.884

2.019

1.885

2.077

1.938

1.961

1.939

1.947

2.03

2.22

1.96

2.753 (3)　162

2.794 (3)　165

2.790 (3)　169

2.725 (3)　170

2.853 (3)　166

2.725 (3)　　173

2.907 (4)　　163

2.779 (3)　　168

2.784 (4)　163

2.791 (5)　177

2.789 (5)　168

2.858 (5)　163

2.989 (4)　151

2.754 (7)　155

symmetrycodes:(i)-x,y+¥,-z+¥;(ii)

-x.y-1.-Z+」(v)-.r+1,>>+1.-z+」∫・一川・之-b(ォi)∫・-y+lz+¥¥(iv)

Datacollection:PROCESS-AUTO(Rigaku,1998);cellrefine一
ment:PROCESS-AUTO;datareduction:CrystalStructure(Rigaku/
MSC,2004);program(s)usedtosolvestructure:SIR97(Altomareel
fl/.,1999);program(s)usedtore伝nestructure:SHELXL97(Shel-
drick,1997);moleculargraphics:ORTEP-3forWindo-vs(Farrugia,
1997);softwareusedtopreparematerialforpublication:WinGX

(Farrugia,1999).
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