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Electron density study of photo-functional molecular crystals by complementary
use of neutron and X-ray diffraction techniques

Ohhara, Takashi

3,600,000
X X-N
J-PARC TOF SENJU
2-(2"-hydroxyphenyl)benzimidazole 2 X
TOF SENJU

X-N

This work achieved the visualization of electron density in a molecular
crystal by the "X-N analysis™ using a laboratory X-ray diffractometer and a time-of-flight single
crystal neutron diffractometer SENJU at J-PARC. In addition, two polymorphs of a photo-functional
molecular crystal, 2-(2"-hydroxyphenyl)benzimidazole, were analysed by X-ray and neutron
diffraction, quantum calculation and spectroscopic analyses. The results showed that a cooperative
act of an inter-molecular and an intra-molecular hydrogen bonding in the crystal leads the
differences of the fluorescence behavior between polymorphs.
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