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Study on crystal structure and Raman spectra of Zn(SCN) 2
-2H,O crystal

Li Liwia, Yu Wentao, T'ao Xutang, Wang Jiyang
(SBhandong University, Jinan)

Abstract. The strucinre and Raman speetra of a new nonlinear optical erystal

Zn(SCNY,-2H,0 are reported and the relationship between the crystal structure and Rawman
spectra is disenssed.
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X Y A U
70 1428(1) 5906 (1) 2610(1) 3901)
+108) ~ 3034 (4) 6439 (2) i 822(2) 61(1)
8(2) 6374 (3) 7234 (3) 4541.(2) 57(1)
N(1) 2636 (11) 4104 (9) 3229 (5) 57(2)
N (2) —~853(10) 6136 (9) 3314(5) 52(2)
c@) 3163(10) 2990 (9) 3623 (5) 39(2)
C®) —2023(11) 6569(10) 3834 (6) 43(2)
o 8875(11) 7865(10) L779(6) 75(2)
(o)) 1051(11) 5611 (8) 1065(5) T4(3)
*x2 grd)
Zn—N (1) 1.955(8) Zn—N (2) 1.952(8)
Zn—0(1) 2.010(8) Zn—0(2) 2.020(6)
8(1)—C(1a) 1.614(8) 8(2)—C(2a) i 1.619(8)
N (1)—C{(1) 1.151(11) N(@)—C(2) ] 1.159(11)
(1) —8(1a) 1.614(8) C(2)—8(2a) ’ : 1.619(8)
*38 #/0C)
N (1) —Zn—N (2) 107.3(3) N (1)—Zn—CD) 111.2(3)
N (2) —Zn—O0(1) 110,1(3) N (1) —Zn—0(2) 111.5(3)
N (2) —Zn—O0 (2) 110.1(8) O(1)—Za—0(2) 106.7(3)
Zp—N (1) —C(1)" 173.1(8) Zn—N (2) —C(2) 164.5(T)
N1y —C (D —81a) 179.4(8) N (2) —C(2)—8(2a) ] 178.2(8)
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