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Abstract: The title complex {[Pr(up,-H,0)s(H,0)s] - 3NOgz},, (1) has been synthesized via
hydrothermal reaction and be characterized by X-ray diffraction. The crystal belongs to trigonal,
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space group R 3 m (no. 160) - a =10.6137(9) A, ¢ = 4.0770(7) A, V = 397.75(8) A®, Z = 3, D=
3.795 g/em®, S = 1.294, . (MoK,) = 0.71073, F(000) = 447, R1 = 0.0204 & WR2 = 0.0529. The
crystal structure shows that Pr (IIL) ion is coordinated with six H,O molecules bridges (p,-n") and
three H,O molecules, forming a tricapped trigonal-prismatic geometry. The six
symmetry-equivalent prismatic H,O ligands define the vertices of the trigonal prism. The three
capping H,0 ligands are positioned outside the rectangular faces of the prism. The Pr (III) ion is in
the center. The three-dimensional (3-D) crystal structure is stabilized by hydrogen-bonding
interaction.
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4 5 A L IMARGEE 75 2 R 3-D 4 pitA

R e S
Pr(Hy30g)-3NO3 Z=3
Mr = 489.08 Dx = 3.795 Mg m®

Trigonal R 3 m' (no. 160)
a=10.6137(9) A

b =10.6137(9) A
c=4.0770(7) A

a = 90.00(0)°

B =90.00(0)°

y =120.00(0)°

V =397.75(8) A®

Data collection

Kappa CCD area-detector
Diffracto meter

v and o scans

Absorption correction: multi-scan
(SADABS; Sheldrick, 1995)
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Mo Ko radiation

Cell parameters from 0
reflections

0 = 2.037-25.35°

1 =9.205mm™
T=100(2) K

green

0.18 x 0.16 x 0.08 mm®

94 independent reflections
94 reflections with 1 > 2o(1)
Rint = 0.0181

omax = 24.87°

h=-10-0
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Tmin =0.208, Tmax =0.479
94 measured reflections
Refinement

Refinement on F?

R[F? > 26(F%)] = 0.0204
wR(F?) = 0.05092
S=1.294

94 reflections

23 parameters

k=0-12
1=0—4

H-atom parameters not refined
w=1/[c*(Fo?)+ 0.0423P?+0.0000P]
where P = (Fo®+2Fc?)/3

(Alo)max = 0.000

Apmax =0.915 e A
Apmin=-1.504e A3

#. 2 selected geometric parameters (°, A)

02—Pr1 2.554(12) 02-02HA 0.820(8)
03—Pr1 2.461(13) 02-02HB" 0.819(12)
01—03" 1.997(20) 03-03HA™ 0.819(6)
01—02" 2.436(14) 03-03HB 0.820(3)
Pri-Prl 4.0770(7)

02-Pr1-02 138.53(95) Pr1-02-Pr1 105.02(43)
03—Pr1—02 126.47(40) Pr1-03-Pr1 88.8(3)

Symmetry codes: (i) X, y, -1+z; (ii) -y,

X-Y, Z; (iii) -x+y, -X, z; (iv) -0.33333-x+y, 0.33333-x, -0.66667+z;

(v) -0.33333+x, 0.33333+y, 0.33333+2

% 3 Hyd
D-H--A D-H
02H2A---01! 0.820(8)
O3H3A---01" 0.819(6)
O2H2A---02' 0.860(9)

rogen-bonding geometry (A °)
H---A D--A D-H--A
1.616(8) 2.436(14) 173.64(62)
1.178(9) 1.997(20) 165.59(52)
1.374(8) 2.234(12) 165.62(61)

Symmetry codes: (i) X, y, -1+z; (ii) -y,

X-Yy, z; (iii) -x+y, -X, 2
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