N
3

RRKFE HEERIE
x ®/E

(LZEEMIFH

AR MEEMEI 5



R FEEORIRE

FRFELEDT—73
- THILNEZ R
-NEREEZ R

A

TFEEDOEE
-wireframe (#£15)
-ball&stick (Tl TR boll&sticke+E)
 CPK (Corey-Pauling-Kultun)
ORTEP
helix, sheet, ribbon




dJmol
$J5mol

navigation

http://wiki.jmol.org/index.php/Main_Page

2 Login/ create account

page || discussion | | view source || history |

m Wain Page

= Community portal
= Recent changes
m All Pages

= Help

jmaol links

u Website

= Spurceforge.net
= download

= Kailing lists

= Report a bug

= Users map

= |RC channel

search

toolbox

= What links here
= Related changes
= Special pages

= Printable version
= Permanent link

Main Page

If you want the new logos, banner or icons go to Recycling Corner.

Jmol is an open-source Java viewer for three-dimensional chemical structures, with features for chemicals, crystals, materials and biomolecules. Features include reading a variety
of file types and output from quantum chemistry programs, and animation of multi-rame files and computed normal modes from quantum programs.

New! JSmol, a fully functional HTML5-only non-Java implementation of Jmol, is now available. Performance is slower than Java, but amazingly fast for JavaScript.
Surfaces, translucency, file reading (including PyMOL session files), file writing (including JPG, PNG, PNGJ (PNG+ZIP), and ZIP formats), full Jmol scripting &, and
language localization in 40+ languages. This implementation runs in all tested current-release browsers, including Firefox, Chrome, Opera, MSIE(9+), and Safari on Apple
MacOS and i0S (iPad and iPhane). Initial download footprint is 2 MB (uncompressed) or 0.5 MB (gzipped). See the JSmol page for more details.

The recommended way to cite Jmol is:

Jmol: an open-source Java viewer for chemical structures in 3D. hftp /iwww. jmol org/ &
JSmol: an open-source HTMLS viewer for chemical structures in 3D. hittp/fwiki jmol org/index. php/JSmol#)Smol &

i Remember to always use uppercase J', uppercase 'S', lowercase ‘mol’ (explanation &).

If you prefer, a list of articles that describe Jmol can be found in the Jmol Literature section.

This is the homepage for the Jmol Community Wiki. Here the community of users can discuss everything that has to do with Jmol and JSmol. You are welcome to browse around
and to add new pages, extra information, comments, questions, links to useful examples of Jmol use or Jmol scripting, or whatever else you think is relevant.

More official, general and static information about Jmol is available in the Jmol web site &

Pages on this Wiki

About Jmol Installing Jmol Jmol Development

» License (terms of use) Get the files from SourceForge &. Getting Invalved in Jmol evolution
= Jmol videos Support and operating systems. Release Procedures
Users: how to install Jmal application for local, standalone use. Important! Use the Jmol Coding Style
T Web page authors: how to install Jmol objects (Jmol / JSmol) embedded within your Developlng J.mol_ with Eclipse
c e web pages. Internationalisation (status)
" Omm“”ft?" Lsers ) = Increasing java memory for the applet. ProgrammeerZomer / SummerOfCode
= Communities: Crystal - Protein - . - i :
: ) Web site administrators: = MultiUser Jmal
Quantum Chemistry - Solid State - i icati i i n Developer mailing list & (mirror &)
Folding@home = How to install the application on a web server to be delivered using Java Web p g

¢ List ofusrs & e pages st

= How to configure a wiki so that it uses the Jmol applet.

v . . . = Description of files in Jmaol distribution
Jmol Applications = Developers: compile the latest Jmol source code via subversion access. P

. . = File formats read or written by Jmol
e The Jmol scripting interfa
= The Jmol scripting interface
= Jmol in the Classroom o = o pting .
= as a standalone application. = Scripting as a programming language

= Journals Using Jmol . . .
. = as a web applet or HTML5 object. = Loading models directly from databases
= Jmol Literature
I O I [ QA S N S (R ) M g = Mafanlt cnlare nend ke loanl

= Jmol events




Jmol Documentation and Examples

interactive script documentation

what's new in Jmol 114 and what's in development for Jmol 1168 — Change Loz
Jmol VWersion 10 examples

Benusst a Feature

PLE alternate locations

Jmol Files and Code

crystallographic svmmetry
dipoles
drawing points, lines, planes, arrows

Jmel SourceForge Development Page
Hanson's latest bleeding edge ZIP file (Jmaol 11.3)

very latest JAR files and example directory

Jmol subversion repository branch for version 112
Jmol subversion repository trunk (version 11.3)
Fraliminary JYW3L file format decumentation

and curves

fractional coordinates

isosurfaces (and much more)
LZAQ orbital cartoons

Jmol Ajax/On—Demand JavaScript Examples measurements

) ) " . ) melecular orhitals
simple ajax example Googlelndex  on—demand JavaScrint example Clickable
“on—demand JavaScrint” example

HKTALY Jmol Crystal Explorer

pmesh inline
polvhedra
reading vibration data

Jmol Presentations (not necessarily self—guided) Mblecular Origami of zircon

FPeter Murray—Rust: The Semantic Chemical Weh: GooglelnChl and other
hWashups

Spring 2006 ConfChem paper

August 2006 Cologne/Miimegen seminar (requires PC/Livelteh)

BCCE1S Ajax for Chemistry

(requires Windows PC/Microsoft PowerPoint with Liveltieh add—in)
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Jmol version 13.0.10 2012-12-08 14:54 EXTRACT: ({0:73}) -4.19756 -4.64357 2.14685 H 0O 0 0 0 0 O
74 77 0 0 0 O 1 v2000 -7.88084 -2.19029 4.43067 H 0O 0 0 0 0 O
f\.lﬁﬁ’?ﬂ‘( f\.l()f\’ll 0 18677 el 0 8} 8} 8} 8} 8} f.()(\()l’) 1.7’)/171 f'.’)f"J;I_E fal A A A A A 0
1.15073 0.85579 0.77290 C O 0 0 0 0 O -7.86818 -3.94331 5.68874 C 0O 0 0 0 0 O
-0.94451 -0.51277 0.55997 C 0O 0 0 0 0 O -6.72357 -0.70906 5.90584 H 0O 0 0 0 0 O
-0.25988 0.93999 -0.86836 H 0O 0 0 0 0 O -6.05733 -2.05133 6.87325 H 0O 0 0 0 0 O
0.71619 -0.49904 -0.83499 H 0O 0 0 0 0 O -7.78173 -1.65081 6.91869 H 0O 0 0 0 0 O
1.67797 0.08506 1.35514 H 0O 0 0 0 0 O -7.15472 -4.48005 6.32457 H 0O 0 0 0 0 O
0.42335 1.81508 1.70870 C 0O 0 0 0 0 O -8.53214 -4.96055 4.74667 C 0O 0 0 0 0 O
2.12307 1.57098 0.01874 O 0O 0 0 0 0 O -8.66634 -3.59589 6.36472 H 0O 0 0 0 0 O
-0.66651 1.09068 2.49679 C 0O 0 0 0 0 O =7.77455 -5.57975 4.27165 H 0O 0 0 0 0 O
-0.00207 2.65385 1.13814 H 0O 0 0 0 0 O -9.48791 -4.35929 3.70825 C 0O 0 0 0 0 O
1.14206 2.27163 2.40334 H 0O 0 0 0 0 0 -9.10247 -5.65866 5.37947 H 0O 0 0 0 0 O
-0.16902 0.38735 3.18376 H O 0 0 0 0 O -9.04241 -3.49568 3.21198 H 0O 0 0 0 0 O
-1.69556 0.31440 1.61658 C O 0 0 0 0 O -10.37138 -3.97718 4.24009 H 0O 0 0 0 0 O
-1.18052 1.82397 3.12643 H O 0 0 0 0 O -9.95751 -5.34142 2.61477 C 0O 0 0 0 0 O
-2.60598 1.32680 0.87993 C O 0 0 0 0 O -10.59882 -6.60639 3.17382 C 0O 0 0 0 0 O
-2.53141 -0.62780 2.56237 C 0O 0 0 0 0 O -8.83974 -5.69540 1.63181 C 0O 0 0 0 0 O
-3.42921 0.11439 3.58436 C O 0 0 0 0 O -10.73051 -4.81554 2.03455 H 0O 0 0 0 0 O
-1.80410 -1.17990 3.17458 H O 0 0 0 0 O -11.41067 -6.35597 3.86741 H 0O 0 0 0 0 O
-3.30201 -1.70732 1.75629 C O 0 0 0 0 O -9.87040 -7.22784 3.71008 H 0 0 0 0 0 O
-2.30864 -2.57695 0.96903 C 0O 0 0 0 0 O -11.02185 =-7.21286 2.37036 H 0 0 0 0 0 O
-3.97765 -1.23107 1.03965 H 0O 0 0 0 0 O -8.02323 -6.241¢64 2.11983 H 0 0 0 0 0 O
-1.83380 -3.31760 1.62879 H 0O 0 0 0 0 O -8.42683 -4.79672 1.16751 H 0 0 0 0 0 O
-1.22325 -1.80479 0.29921 C 0O 0 0 0 0 O -9.22345 -6.33253 0.82520 H 0 0 0 0 0 O
-2.85689 -3.14439 0.20453 H 0O 0 0 0 0 O -3.37467 -2.99540 3.44034 H 0 0 0 0 0 O
-0.64113 -2.34629 -0.44051 H 0O 0 0 0 0 O 1 2 1 0 0 0
2.79031 1.90191 0.64986 H 0O 0 0 0 0 O 1 3 1 0 0 0
-2.04699 1.95231 0.18054 H 0O 0 0 0 0 O 1 4 1 0 0 O
-3.09639 2.01700 1.57865 H 0O 0 0 0 0 O 1 5 1 0 0 0
-3.38612 0.82406 0.30237 H 0O 0 0 0 0 O 6 2 1 0 0 0
-4.07655 0.83430 3.08368 H 0O 0 0 0 0 O 72 1 0 0 0
-2.79841 0.69891 4.26780 H 0O 0 0 0 0 O 8 2 1 0 0 0
-4.30522 -0.81860 4.44020 C 0O 0 0 0 0 O 9 7 1 0 0 0
-3.65933 -1.39028 5.12324 H 0O 0 0 0 0 O 10 7 1 0 0 O
-5.13978 -1.77630 3.57388 C 0O 0 0 0 0 O 11 7 1 0 0 O
-4.93644 -0.18755 5.07210 H 0O 0 0 0 0 O 12 9 1 0 0 0
-4.10899 -2.56685 2.73260 C O 0 0 0 0 0
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The Cambridge Crystallographic Data Centre (CCDC) is dedicated to RECENT BLOG POSTS
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Bulletin of the Chemical Society of Japan [2013), 86, 698, doi: 10.1246/besj. 20120316 Hajime Shingai, Hirchike Houjou, posit & Shusurs

Isac Yoshikawa, Hoji Araki
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CCDC Structure Summary for All Successful Requests: o
Selected CCDC Mo a b c Space Group | Download CIF | Wiew in WebC5D | Created On
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Downlead Mode 9 ] Deposited CIF without Structure Factor data (7]
() Deposited CIF and Structure Factor Files if available (7]

Crystal Form Consortium
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View Selected in WebCSD

Conditions of Use of CIFs provided from the CCDC CIF archive

Individusl CIF dats sets are provided freely by the CCDC on the understanding that they are used for bona fide research
purposes only. They may contain copyright material of the CCDC or of third parties, and may not be copied or further
disseminated in any form, whether machine-readable or not, except for the purpose of generating routine badwp copies on
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0l 0 0.5320(3) -0.0258(2) 0.41626(13) 0.0611(7) Uani 1 1 d
Cl C 0.5619(4) 0.0157(3) 0.3576(2) 0.0541(9) Uani 1 1 d
H1 H 0.6038 -0.0310 0.3233 0.065 Uiso 1 1 calc R

C2 C 0.5387(3) 0.1282(3) 0.33712(17) 0.0405(7) Uani 1 1 d
C3 C 0.4779(3) 0.2041(2) 0.38497(16) 0.0358(6) Uani 1 1 d
02 0 0.4365(2) 0.17240(19) 0.45170(11) 0.0428(5) Uani 1 1
H2 H 0.457(3) 0.099(3) 0.4569(18) 0.037(9) Uiso 1 1 d .
C4 C 0.4594(3) 0.3129(2) 0.36492(15) 0.0339(6) Uani 1 1 d
03 0 0.4050(2) 0.38488(17) 0.41346(11) 0.0394(5) Uani 1 1
H3 H 0.332(5) 0.430(4) 0.388(2) 0.075(13) Uiso 1 1 4 . . .
C5 C 0.5003(3) 0.3522(2) 0.29604(15) 0.0326(6) Uani 1 1 d
04 O 0.4860(2) 0.45444(17) 0.27914(11) 0.0394(5) Uani 1 1
C6 C 0.5578(3) 0.2736(2) 0.24724(15) 0.0353(6) Uani 1 1 d
C7 C 0.6044(3) 0.3121(3) 0.17510(16) 0.0370(7) Uani 1 1 d
H4 H 0.6640 0.2545 0.1543 0.044 Uiso 1 1 calc R

H5 H 0.6619 0.3793 0.1823 0.044 Uiso 1 1 calc R

N1 N 0.4847(3) 0.3372(2) 0.12138(13) 0.0367(6) Uani 1 1 d
H6 H 0.429(5) 0.401(4) 0.137(2) 0.073(13) Uiso 1 1 4 . . .
C8 C 0.5405(4) 0.3726(3) 0.05131(18) 0.0525(9) Uani 1 1 d
H7 H 0.5953 0.3126 0.0312 0.079 Uiso 1 1 calc R

H8 H 0.6003 0.4375 0.0593 0.079 Uiso 1 1 calc R

H9 H 0.4630 0.3914 0.0170 0.079 Uiso 1 1 calc R

C9 C 0.3909(4) 0.2415(3) 0.1100(2) 0.0490(8) Uani 1 1 d
H10 H 0.3173 0.2600 0.0734 0.073 Uiso 1 1 calc R

H11 H 0.3487 0.2227 0.1559 0.073 Uiso 1 1 calc R

H12 H 0.4445 0.1784 0.0931 0.073 Uiso 1 1 calc R

Cl0 C 0.5748(3) 0.1657(3) 0.26838(17) 0.0405(7) Uani 1 1 d
H13 H 0.6122 0.1146 0.2352 0.049 Uiso 1 1 calc R

05 0 0.5535(3) 0.9894(2) 0.10181(18) 0.0672(8) Uani 1 1 d
Cll C 0.4397(4) 0.9455(3) 0.0863(2) 0.0548(9) Uani 1 1 d
H14 H 0.3694 0.9906 0.0636 0.066 Uiso 1 1 calc R

Cl2 C 0.4049(3) 0.8332(3) 0.09946(18) 0.0411(7) Uani
Cl3 C 0.5014(3) 0.7595(3) 0.13255(17) 0.0390(7) Uani
06 O 0.6325(2) 0.7938(2) 0.15250(14) 0.0499(6) Uani 1 1 d
H15 H 0.640(4) 0.869(4) 0.139(2) 0.057(11) Uiso 1 1 d

Cl4 C 0.4666(3) 0.6513(2) 0.14435(16) 0.0346(6) Uani 1 1 d

11d
11d
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ATOM 1 N TYR C 8 28.289 16.437 30.736 1.00 30.26 N
ATOM 2 CA TYRC 8 28.623 17.149 29.472 1.00 29.23 C
ATOM 3 C TYR C 8 30.121 17.463 29.374 1.00 29.62 C
ATOM 4 0 TYR C 8 30.694 18.045 30.295 1.00 29.96 0
ATOM 5 CB TYR C 8 27.790 18.437 29.351 1.00 28.95 C
ATOM 6 CG TYR C 8 28.248 19.348 28.233 1.00 29.23 C
ATOM 7 CD1 TYR C 8 27.847 19.136 26.915 1.00 29.00 C
ATOM 8 CD2 TYR C 8 29.111 20.424 28.497 1.00 30.57 C
ATOM 9 CEl1 TYR C 8 28.291 19.967 25.889 1.00 30.24 C
ATOM 10 CE2 TYR C 8 29.560 21.258 27.486 1.00 30.01 C
ATOM 11 CZ TYR C 8 29.145 21.033 26.189 1.00 31.07 C
ATOM 12 OH TYR C 8 29.610 21.851 25.195 1.00 31.72 0
ATOM 13 N VAL C 9 30.735 17.114 28.246 1.00 26.60 N
ATOM 14 CA VAL C 9 32.122 17.477 27.976 1.00 25.73 C
ATOM 15 C VAL C 9 32.200 18.215 26.648 1.00 24.69 C
ATOM 16 O VAL C 9 31.846 17.680 25.599 1.00 21.62 0
ATOM 17 CB VAL C 9 33.069 16.235 27.966 1.00 25.06 C
ATOM 18 CGl VAL C 9 34.519 16.656 27.787 1.00 25.50 C
ATOM 19 CG2 VAL C 9 32.888 15.419 29.239 1.00 24.57 C
ATOM 20 N ALA C 10 32.689 19.456 26.685 1.00 24.40 N
ATOM 21 CA ALA C 10 32.747 20.280 25.479 1.00 23.79 C
ATOM 22 C ALA C 10 33.794 19.680 24.562 1.00 23.36 C
ATOM 23 0 ALA C 10 34.740 19.070 25.059 1.00 25.68 0
ATOM 24 CB ALA C 10 33.113 21.721 25.829 1.00 23.10 C
ATOM 25 N PRO C 11 33.627 19.830 23.231 1.00 22.26 N
ATOM 26 CA PRO C 11 34.653 19.392 22.289 1.00 23.32 C
ATOM 27 C PRO C 11 36.006 20.066 22.511 1.00 28.69 C
ATOM 28 O PRO C 11 36.060 21.261 22.864 1.00 29.11 ¢}
ATOM 29 CB PRO C 11 34.085 19.784 20.931 1.00 22.13 C
ATOM 30 CG PRO C 11 32.599 19.795 21.116 1.00 22.12 C
ATOM 31 CD PRO C 11 32.331 20.071 22.568 1.00 21.91 C
ATOM 32 N THR C 12 37.075 19.300 22.299 1.00 30.16 N
ATOM 33 CA THR C 12 38.437 19.729 22.610 1.00 33.54 C
ATOM 34 C THR C 12 39.331 19.881 21.373 1.00 33.71 C
ATOM 35 O THR C 12 40.499 20.257 21.492 1.00 37.27 ¢}
ATOM 36 CB THR C 12 39.111 18.705 23.543 1.00 33.92 C
ATOM 37 OGl THR C 12 39.298 17.467 22.843 1.00 33.13 ¢}
ATOM 38 CG2 THR C 12 38.255 18.464 24.781 1.00 34.27 C
ATOM 39 N ASN C 13 38.804 19.571 20.195 1.00 34.37 N
ATOM 40 CA ASN C 13 39.570 19.697 18.946 1.00 33.47 C
ATOM 41 ¢C ASN C 13 38.639 19.808 17.748 1.00 33.33 C
ATOM 42 0O ASN C 13 37.418 19.673 17.890 1.00 32.23 ¢}
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$schk=default

#N HF/6-311G**

comments
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Fnalizing Calculation and Output
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Schk=default FIIIIRANT7AILDIETE

#N HF/6-311G** HAI74A—< vyt (Normal, Print, Terse)
Hartree-Fockik, 6-311G**EEBE#

comments aA R
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water molecule water molecule
0 1 0 1
O -0.4064 0.177 0.0 @)
H -0.4064 1.137 0.0 H 1 r2
H 0.441 -0.143 0.0 H1 r3 2 a3
r2 1.0 Y
r3 1.0

a3 104.5




