55 74 BIS YA S KFARES ETRE (2013 7K SRS

1 7a—P9-2

F—REHEICEDKDOFNBIRARY LDV ZTalb—2a Yy
Simulation of water infrared spectrum by ab initio calculation
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Fig. 1 Optmized Structure by B3LYP/6-31G* Fig. 2 Experimental Spectrum and Calculational Spectrum
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