
X

1

( )
ISBN: 9784621079911

14
(2020/6/4)



2

(a) 

(b) micromount

MiTeGen : http://www.mitegen.com/
Hampton Research : http://hamptonresearch.com/default.aspx

(c) ( )

micromount
(a) 
(b) (Perfluoropolyalkylether, )

(c) Paratone-N
(d) 
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X X X

http://www.spring8.or.jp/ja/

→
→

CCD

( )

SMART APEX II Ultra

Spring-8

PhotonJet-R
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0
(0 )

→

X ( )

ISBN: 9784254145946

→
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Bruker APEX3

CrystalStructure

CrysAlis Pro

Yadokari-XG

VariMax + Yadokari
http://oec.chembio.nagoya-u.ac.jp/docs.html

Olex2
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vs. 

SHELXL

SIR-2014 SHELXS DIRDIF2008

http://www.xtal.science.ru.nl/dirdif/software/dirdif.html
http://shelx.uni-ac.gwdg.de/SHELX/index.php

Wakita, K.; Tokitoh, N.; Okazaki, R.
Bull. Chem. Soc. Jpn. 2000, 73, 2157.

SHELXL
SHELXL

F2

SHELXL
( )

DFIX
SIMU



_chemical_formula_moiety 'C12 H24 B2 O4'

_space_group_crystal_system monoclinic
_space_group_name_H-M_alt 'p_21/a'

_cell_length_a 10.165(6)
_cell_length_b 7.482(4)
_cell_length_c 10.278(6)
_cell_angle_alpha 90
_cell_angle_beta 110.446(9)
_cell_angle_gamma 90
_cell_volume 732.5(7)
_cell_formula_units_Z 2

_exptl_crystal_description 'Block'
_exptl_crystal_colour 'Colorless'
_exptl_crystal_size_max 0.200
_exptl_crystal_size_mid 0.180
_exptl_crystal_size_min 0.080
_exptl_absorpt_coefficient_mu 0.081

_exptl_absorpt_correction_type 'Multi-scan'

7

CIF (crystallographic information framework) file
(International Union of Crystallography)

CIF

_refine_ls_R_factor_gt 0.0950 
_refine_ls_wR_factor_gt 0.2198 
_refine_ls_goodness_of_fit_ref 1.059 

_geom_bond_atom_site_label_1 
_geom_bond_atom_site_label_2 
_geom_bond_distance
_geom_bond_site_symmetry_2 
_geom_bond_publ_flag
B1 O1 1.510(5) . ? 
B1 O2 1.515(5) . ? 

O1 B1 O2 95.6(3) . . ? 
O1 B1 C12 117.3(3) . . ? 

O1 B1 C1 C2 -55.6(5) . . . . ? 
O2 B1 C1 C2 55.5(5) . . . . ? 

R , Rw , GOF

CIF ( )

μ
μ

0.1
0.1~1.0
1.0~3.0
3.0



checkCIF: CIF

8

checkCIF website: http://checkcif.iucr.org/
( )

CIF
CIF

→ Alert
Alert A

checkCIF CIF

CIF

CIF ”Mercury”
https://www.ccdc.cam.ac.uk/solutions/csd-system/components/mercury/

PC
PC

Alert
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CSD (Cambridge Structrual Database)
(Cambridge Crystallographic Data Centre)

http://www.ccdc.cam.ac.uk/Solutions/CSDSystem/Pages/CSD.aspx

900000

CSD
Supporting Information CIF

DOI (digital object identifier)
https://www.ccdc.cam.ac.uk/structures/

DOI

Wang, W.; Zhu, H.; Liu, S.; Zhao, Z.; Zhang, L.; Hao, J.; Wang, 
Y., J. Am. Chem. Soc. 2019, 141, 9175-9179.

1970 (2020.4.14)
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ConQuest: Cambridge Structural Database

cif


