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COWRET, A7 by H LEREO T =AY EDED R TV v L ZEET
xF9, 7L, #lzIE, O DETEELRT-OIEEHER (9 235 X — % F 5 )L ; Internatinal
Tables for Crystallography, Vol.C) D87 X —F I ZTD LI b DICR->T0ET,

Atom O
ai 4.1916
b 12.8573
a 1.63969
b> 4.17236




as

1.52673

b3 470179
as -20.307

b -0.01404
c 21.9412

CHUIHOMIEICE T 219412 D TV VBB ZELS 2L 2ERT L5 TR, ®
EHRLTWET, TO9IRIA=FETI
ZHFEDICHAARZDT, 11787 X =4 EF )L [D. Waasmaier, D. & Kirfel, A. (1995).

Acta Cryst. A 51,416-431.] -

ROETR T ¥ & v VIERRICHKT 22 L b

O-j 23/27_E

TEZoNb 2 EZ2EW®WL 9, O,F,Cl,Br, I DR FEELR T DL [11 23T X —
% & 7L D. Waasmaier, D. & Kirfel, A. (1995). Acta Cryst. A51,416-431.]1 DN T X —%

Atom O F- Cl- Br I
ai 3.106934 0.457649 1.061802 | 17.714310 | 20.010330
b 19.868080 | 0.917243 0.144727 | 2.122554 4.565931
a 3.235142 3.841561 7.139886 | 6.466926 17.835524
b> 6.960252 5.507803 1.171795 | 19.050768 | 0.444266
as 1.148886 1.432771 0.164955 | 6.947385 8.104130
b3 0.170043 6.254271 19.467656 | 0.152708 32430672
as 0.783981 0.801876 2.355626 | 4.402674 2.231118
by 65.693512 | 51.076207 | 60.320301 | 58.690361 [ 95.149040
as 0.676953 3.395941 35.829404 | -0.697279 | 9.158548
bs 0.630757 15.821679 | 0.000436 | 58.690372 | 0.014906
c 0.046136 0.069525 | -34.916604 | 1.152674 -3.341004
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| | | | | |
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Distance (A)

O, F,Cl,Br,[ ICOWTRT V¥ v LDMUNIR 2 DIE, ZHZF41.15,1.05,1.56,1.74,
197 A T, /Ml e2/ (4meo (1A)) Z HAf7 & LT -0.667,-0.743,-0.518,-0.423,-0.416 & 7&
DEL7%,

BXEE e=1.60217646 x 1019 C, BZ2DFHEE K g = 8.85418782 x 10-2m3kg ' s4 A2, e/
(4meo (1A)) = 14.3996439 V 20 5, TRV FHEALTIX, FT7 v v )L OG/AMEIX -16.56,
-10.70,-7.46,-6.09,-5.99 eV T,

£ 2 AT, OH HEMAD)E FEHEEZ 0957 A [E KA MAHES PR124E], HF &
HC1 O JFE 1[I EE L Z 11241 0.9169, 1.2746 A [$ifitse4: DWeb<—2 : http://
www.chem.ous.ac.jp/~gsakane/fun/e120/e120.html; (£1) H AR LFEER (L2p i FLisE KGR ALE
20044£] T,

X512, v/ YOHERIA A 88 [Shannon, R. D. (1976). Acta Cryst. A 32,751-767.] 7 5
AR XN D 1AL HY ~DE, FREXR TV v USRI E A BHERER T 5 LU
DEHITHY FT,
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Coordination 'Sh'annoq’s Calculated DisFa_nce for Iqteratomic
Atom | Charge Number ionic fadlus Distance to H* minimum dlstancg of
(A) (CN: 1) (A) potential (A) HX (A)
1 1 -0.38
1 2 -0.18
-2 2 1.35 0.97 1.15
OH -1 2 1.32 0.94 1.15
F -1 2 1.285 0.905 1.05 0.9169
Cl -1 6 1.81 1.43 1.56 1.2746
Br -1 6 1.96 1.58 1.74 1.4145
I -1 6 2.20 1.82 1.97 1.6090
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A.II. Ipynuukos, 10. A. bperikos u O. M. Mapuyes, “Hurerpaisl u Psapl CrenpanbHbie
Oyuxym FTECA N T RARBIE, 2.8.102 fifi, AKMEEEA(E, EOEER, ME

(1992) [A. P. Prudnikov, Yu. A. Brychkov, and O. I. Marichev, “Integrals and Series Vol. 2 Special
Functions”, section 2.8.6.2, Gordon and Breach Science Publishers, New York, London, Tokyo
(1986) (first ed. in Moscow, Nauka, 1983). ]
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