15p-A25-7 H77ERANESARS SRS HETHE (2016 KEAvt EHRRMRD)

B —ARo T ) Fa—7IChE N
TNHINTA FOETIRIERL ZOEIE NMR /ST A — 2 — D5 — i BEE

First-principles calculation of electronic states and solid state NMR parameters
of alkali halides encapsulated in single-walled carbon nanotubes
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Materials 5., (ppm) /Banis=3/2(533-0is0) (ppm)
bulkCsl 0 0
CsI@CNT(6, 6) -187.68 786.75
CsI@CNT(8, 8) -50.41 591.75
CsI@CNT(9, 9) 9045 11945
CsI@CNT(10, 10) 9.12 236.75
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