
Atom Site x \ Uj'.()

13(11 -+0 O,~O,( I) 0.-+96(2) 0.2-+9( I) 0.011 I)
13(2) -+0 0.25f11(7) 0.2-+9(2) (U95X(7) 0009(9)
13(.1) -+0 (U)02( I) -(L005(2) 0.2-+95(9 ) 0.009(9)
13(-+) -+0 0.-+561(8) 0.2-+9( I) (US06(7 ) 0.011 I)
13(5) -+0 0.2-+7-+('!) 0.-+01(2) 0.169(]) O.OOX(X)
13(6) -+0 090-+5(7) 0.751( 1) 0.X20'!(O) 0.011 I)
13(7) -+0 0.752X(I)) 0.902(2) O.669( I) 0.007(7)

Oil) -+0 O.nX3(S) O.250(] ) 0.236(5) 0.009(9)
0(2) -+0 0.5-+0](5) (UJI716) 0.275X(S) 0.009(9)
OU) -+0 0.3X27(51 (U2-+I(S) 0.-+,,-+.1(-+) 0.009(9)
0(-+) -+0 09717(5) 01599(6) 027-+-+(5) 0009(9)
0(5) -+0 (UI71(6) (U629(6) 0.005]( 5) O.OOXrR)
0(6) -+0 0.] 657(6) 0.9750(6) 0.225-+( 5) O.(}O9(9)
0(7) -+0 O. ]-+.12(5) 0.IXI0(6) 0.-+222(-+) 0.01(1)
O(R) -+0 0.",,90(6) 0.51,,6(6) 0.2275(5) 0.009(9)
0(1)) -+0 o 1765(6) 0.12-+"(5) 006,9(5) 0011 I)
0(10) -+0 0.9515(6) 0.5933(6) OXW5(-+) 0.009(9)
O(]I) -+0 0.53-+7(5) 0.90X8(5) OX513(5) 0.007(7)
0(]2) -+a O.90X] ((» 0.5365(5) 0.6528(4) (J.OOR( R)

0(13) -+a 0.5897(6) 0.9-+29(:;) 0.658X(:;) O.OOX(R)

----

AtO\11 Site x
-"

VII Un V)) VI2 VI' (h.~

CI( I) -+0 0.7691 (2) 0.250-+( )
0.50870" O.OIM(7) 0.0ISI(7) O.OI6( I) O.l)OO( I) 00014191 0002(2)

:-'1n( I I -+0 0.7617( I) 0.2520( ) 0.221 ](2) 0.0077(-+ ) O.OOXI(-+) 0.0159(7 ) 0.000-+(5) (J.()O 15(5) (J.()OO(I)

:-'1nl 2 I -+a OAX23( 2) OS"'I
) 0.-+99-+(2) 0.OD7(o) 0.0 129( 5) O.OOX,,(R) -0.0045(0) -(J.()OOI(7) ~0.0003(6)

Mn(J) -+a -0.0162(2) 0.m3-+( ) 0.502X(2) 0.0153(6) (J.()126(5) O.OO74(X) 000-+2(6) -OO()O2(7) -00001(6)

Source of material: The compound is synthesized from a mixture
of MnO. MnCI2. B20J and H20 traces in a sealed quartz ampoule
at 1200 K. Thc thrce crucible mcthod described in rcf. I was used.
Data collection on an optically controlled ferroelectric single
domain crystal. Thc figure shows the diffcrence between the two
metal-halogen distances as a function of the halogen ionic radii
for the three orthorombic manganese boracites. A linear behavior
is found as for others boracites (see ref. 2).
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Recei\ed January I'!. ]'!'!6. transfcncd to 1st update of ICSD database in 19'!7. CSD-J','o. -+02906

B7CIMn,Ou. orthorhombic. [Jm21 (No. 29), (/ =8.678( I) A,
o . 0

, ,
b =8.688( I) A, C =12.2YO( I) A, V =926.6 A' ,Z =4, R( F) =0.028.

Rd F) =0.023.
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Table 3. Final atOinic coordinates and displacement parameters (in A2)

Table 1. Parameters used for the X-ray data collection

Table 2. hnal atomic coordinates and displacement parameters lin A2)

a. arhitrarily flxcd for definition of the origin.

Crystal: platelet. size 0.2" x 0.15 x 0.0" \11m
Wa\elength: Mo Ku radliation (0,71070 A)

W -+-+.OOcm-
Diffractomcter: Stoc
Scan Illode: m/26
TIIICci\UrOIlI'III: 293 K
28rn'-l'\: -\.9~'

'«h/.;I)""ul"": ]7.1-+
Criterion for Fu: Fn> 3 (J(Fn)
;\[(/){lr{JJ11),.,'IIIIC,J: 11S
Prognlll1: Xtal~.2


