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 1  

x/a y/b z/c U

Cs(1)   0,006075(16)   0,256602(16) 0,476100(8) 0,01625(4) 

Pd(1)   0,018233(18)   0,251206(19) 0,668459(9) 0,01178(4) 

K(1) –0,19418(6) –0,04802(7) 0,75285(3) 0,02144(13) 

N(1)   0,0912(2)   0,4944(2) 0,63090(12) 0,0163(5) 

N(2) –0,0699(2)   0,0126(2) 0,62231(11) 0,0143(4) 

N(3) –0,2244(2)   0,3293(2) 0,61956(11) 0,0145(4) 

N(4)   0,2435(2)   0,3284(2) 0,36640(12) 0,0153(4) 

O(11)   0,0938(2)   0,41963(19) 0,67953(10) 0,0181(4) 

O(12)  0,0407(2)   0,4605(2) 0,58087(10) 0,0227(5) 

O(13)   0,1406(2)   0,5961(2) 0,64064(12) 0,0284(5) 

O(21) –0,0528(2)   0,08004(19) 0,67394(9) 0,0184(4) 

O(22) –0,0311(2)   0,0505(2) 0,57420(10) 0,0212(4) 

O(23) –0,1229(2) –0,0869(2) 0,62803(11) 0,0236(5) 

O(31) –0,15032(18)   0,3273(2) 0,67106(9) 0,0163(4) 

O(32) –0,1927(2)   0,2790(2) 0,57240(10) 0,0241(5) 

O(33) –0,3239(2)   0,3835(2) 0,62288(10) 0,0216(5) 

O(41)   0,2869(2)   0,2928(2) 0,41721(10) 0,0227(5) 

O(42)   0,1390(2)   0,3717(2) 0,35596(11) 0,0244(5) 

O(43)   0,3109(2)   0,3214(2) 0,31792(10) 0,0197(4) 

O(1W)*   0,0000 –0,2219(3) 0,7500 0,0313(8) 

*  0,5. 
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 2

 d, Å , .

d d d

Pd(1)—O(11)  1,997(2) N(2)—O(21)  1,328(3) Cs(1)—O(41)#1  3,125(2) 

Pd(1)—O(21)  2,005(2) N(3)—O(32)  1,223(3) Cs(1)—O(12)  3,149(2) 

Pd(1)—O(31)  2,005(2) N(3)—O(33)  1,232(3) Cs(1)—O(33)#2  3,169(2) 

Pd(1)—O(43)#1*  2,008(2) N(3)—O(31)  1,316(3) Cs(1)—O(23)#3  3,227(2) 

N(1)—O(12)  1,225(3) N(4)—O(41)  1,218(3) Cs(1)—O(13)#4  3,275(3) 

N(1)—O(13)  1,229(3) N(4)—O(42)  1,229(3) Cs(1)—O(42)  3,299(2) 

N(1)—O(11)  1,320(3) N(4)—O(43)  1,322(3) Cs(1)—O(12)#4  3,309(2) 

N(2)—O(22)  1,218(3) Cs(1)—O(22)  3,112(2) Cs(1)—O(41)  3,407(2) 

N(2)—O(23)  1,227(3) Cs(1)—O(32)  3,113(2) Cs(1)—O(32)#2  3,490(2) 

    Cs(1)—O(22)#3  3,498(2) 

d

K(1)…O(11)#7 2,703(2) O(11)—Pd(1)—O(21) 169,77(9) O(22)—N(2)—O(23) 125,0(2) 

K(1)…O(21) 2,746(2) O(11)—Pd(1)—O(31) 89,42(9) O(22)—N(2)—O(21) 119,6(2) 

K(1)…O(33)#8 2,767(2) O(21)—Pd(1)—O(31) 91,16(9) O(23)—N(2)—O(21) 115,4(2) 

K(1)…O(31)#8 2,785(2) O(11)—Pd(1)—O(43)#1 88,43(9) O(32)—N(3)—O(33) 124,2(2) 

K(1)…O(43)#9 2,813(2) O(21)—Pd(1)—O(43)#1 89,23(9) O(32)—N(3)—O(31) 120,0(2) 

K(1)…O(1W) 2,820(2) O(31)—Pd(1)—O(43)#1 169,99(8) O(33)—N(3)—O(31) 115,8(2) 

K(1)…O(23) 2,884(2) O(12)—N(1)—O(13) 125,0(3) O(41)—N(4)—O(42) 124,6(3) 

K(1)…O(13)#7 3,281(3) O(12)—N(1)—O(11) 119,7(2) O(41)—N(4)—O(43) 119,6(2) 

K(1)…O(21)#5 3,297(2) O(13)—N(1)—O(11) 115,3(2) O(42)—N(4)—O(43) 115,8(2) 

* , : #1 –x+1/2, –y+1/2, –z+1;  

#2 –x–1/2, –y+1/2, –z+1;  #3 –x, –y, –z+1;  #4 –x, –y+1, –z+1;  #5 –x, y, –z+3/2;  #7 x–1/2, y–1/2, z;  #8 –x–1/2, 

y–1/2, –z+3/2;  #9 x–1/2, –y+1/2, z+1/2. 
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