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TEMHN AR N H: PAL,Cly( 1)fI(LH,)PAC], - 4H,0(1l) (L=Tetramcthylpyrazine: CgH,,N,J).
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£ R3IM/E WA G I, A MoKa 5851, LA 0/ 28 Sl i, @& TR N
0.34x0.40 x 0.48mm, f£ 7° <20<<62° {GMIWN, LUtk 3245 NG EER. Ky 123601
WY A 2870 . RABPHEE. ComABE. a=13.536(4)A, h=15372(5A,
c=9.425(3)A, B=10579Q2)° . V=1887.4(1.0)A", Z=4, D.=1.58g/cm’, R=0.0319,
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R,=0.0327.

SR T B R F 2 0.32x 0.32% 0.60mm, 7E 2 ° <20<C65 ° i Bl P Ui 4R 1913 M4t 3
B, Ko 3o WL 17124, RURRBERBE, C2EMBE. a=8.71503)A,
b=17392(4)A, c=6.713Q)A. B=112.032)° , V=9432@)A>, Z=2, D,=1.73g/cm’,
R=0.0226, R,=0.0237.
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Table 1 Atomic Coordinates (% 10*) and Isotropic

Thermal Parameters (A2x 10°) of Crystal I

x y z U
Pd 5000 1597(1) 5000 30(1) »
Ci(n) S018(3) 3099(1) 5023(5) 47(1) »
Cl(2) 5014(4) 107(1) 5034(7) 58(1) =
N(1) 8161(6) 1065(5) 3825(8) 49(1) =
N(2) 6371(6) 1497(4) 4541(8) 34(1) =
N(3) 3595(2) 1560(2) 5451(3) 30(1)
N(4) 1851(5) 1088(5) 6202(6) 42(1) =
C(1) 7348(6) 1333(6) 2750(11) 38(1) =
C(2) 6486(7) 1580(5) 3126(7) . 36(1)»
C(3) 7235(5) 1291(6) 5647(10) 35(1) > .
C@4) 8150(6) 1027(6) 5247(8) 38(1) =
C(5) 7480(6) 1348(4) 1247(6) 56(1)*
C(6) 5528(3) 1930(3) . 1982(4) 37(1) >
c 7127(4) 1251(4) 7202(4) 53(1)«
C(8) 9049(6) 637(4) ) 6345(9) 46(1) *

C(9) 2771(3) 1274(3) 4420(4) 8(1) =
c(10) 1920(7) 1072(6) 4802(8) 47(1) =
cqan 2699(4) 1363(3) 7201(4) 40(1) *
C(12) 3622(3) 1588(3) 6881(4) 32(1) =
Cc(13) 2788(6) 1277(6) 2838(11) 46(1) =
T C(14) 908(7) 839(6) 3668(12) 59(2) »
C(15) 2636(5) 1371(7) 8819(10) 47(1) =
C(16) 4546(8) 1840(7) ’ 8008(11) 48(2) *

* Equivalent isotropic U is defincd as onc third of the trace of the orthogonalised U;; tensor.
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Table 2 Important Bond Lengths (A) and Bond Angles ( °) of Crystal I

Pd—-CK(1) '2.308(I) Pd—-Cl(2) 2.291Q1)

Pd—-N(2) 2.023(9) Pd-N(@3) 2.059(3)

Cl(1)-Pd—CI(2) 178.5(2) CI(1)-Pd—N(2) 94.0(2)

Cl(2)-Pd—-N(2) 85.6(2) CI(1)-Pd—-N(3) 91.9(2)

CI(2)-Pd—N(3) 88.5(2) N(2)-Pd—-N(3) 174.0(2)




<428+ ' X OBl ok % % # 10 %

R 3 BEDEFFEF(X 109508 BM(X 10°AY)
Table 3 Atomic Coordinatcs ( x 10*) and Isotropic
Thermal Parameters (A 2x 10%) of Crystal 1I

x y z . U
Pd 0 968 5000 23(1) =
ci(1) -2782(1) 983(3) 4452(1) 35(1)
Ci(2) 0 -343(2) 5000 38(1)
Ci(3) 0 2292(2) 5000 45(2)
N(1) [\] 232(5) 0 21(2) =
N(2) 0 1767(6) 0 34(3) >
o) 1198(10) —2065(4) 3985(16) 46(2) *
0(2) 12269) 4062(4) 4019(14) 46(2) »
0Q) 0 3246(5) 0 62(3) »
0(4) 0 -1312(8) 0 N »
C(1) 2909(12) 108(6) 680(16) 51(3)
C(2) 1452(7) 607(5) 335012) 29(2) =
C(3) 1422(8) 1401(3) 323(12) 25(2)
C(4) 2946(8) 1854(4) 666(13) 35«

» Equivalent isotropic U is defined as onc third of the trace of the orlhoqonalised'Ui_, tensor.
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Tablc 4 Important Bond Lengths (A) and Bond Angles (° ) of Crystal II

Pd—CI(1) 2.312(1) Pd—CI(2) 2.280(4)
Pd—CI(3) 2.303(4) Pd—Cl(1a) . 2.312(1)
" CI(1)-Pd—CI(2) 90.7(1) CK1)~-Pd—Ci(3) 89.3(0)
CI(2y~Pd—CI(3) 180.0(1) CI(1)-Pd-Cl(18) 178.7(2)
CI(2)-Pd—Cli(1a) 90.7(1) CI(3)-Pd—Cl(1a) 89.3(1)
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Fig. 1 Configurations of crystal
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Fig. 2 Arrangement of the

molecules in unit cell
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Under the different reaction conditions, the different colour crystals have becn obtained by
the reactions between tctramethylpyrazine and PACl,. It was determined that two crystals really
belong to different crystals by X—ray diffraction mcthod. PAL,Cl(L = Tetramethylpyrazine)
belongs to monoclinic with space gro.up Cc and ccll parameters: a=13.536(4)A, b=15.372(5) A
, ¢=9.425(3)A, B=105.79(2)° , V=1887.4(10)A° Z=4. (LH,)PdCl,+ 4H,0 bclongs to
monoclinic with space group C2 and cell parameters: a=8.7153)A, b=17.392(4)A,
€=6.713(2)A, f =112.03(2) ° , V=9432(4) A}, Z2=2

Keywords: tetramethylpyrazine Pd(ll) ’ crystal structure



