MmE/—+

PubChem O 7 — & % W T=45 1 FERE D VERK
T — A _— 2 % AT Gaussianl6 DA S) 7 7 A IV AERR T B J7iE-

The generation of the molecular coordinates using PubChem data
—How to generate the input files of Gaussian16 from the data base —

FHI Wzt
TERAMAE, Hiroyuki*!

BEEL - NIH OF —# _X— A2 T 2 PubChem (ZER SN TNWDH T — X ZHEH LT, WHSTIET R 7 L THD
Gaussian 16 D A1 7 7 A N EAERLT 2 HIEICOW TR TN D, JEIET — % Th 5 .sdf 7 7 A /L% PubChem 75
4 m— KL, Openbabel Z il L CANT 7 A /WICEWATT S, Openbabel ZEf4 % Z & Tl 7 v 75
LDOANNEAERLT DL bRG LD,

1. [FLC&HIC

P4, 3 FRUEFH R AT DIV TR Y B2 B0 cc B TS T b, £
OPTEBZEL L EBMHIN TS DN Gaussianlé (IEFF G1O)B L OEDA LV F—T7 2 —AThH
% Gaussviewb &\ H 717 T A DVTH D, Ml b H4 72 S DIZ GAMESS &\ 9 7’1 75 L DRF
ET 20, BEALFOPLHFICIEMES ORHE LV, REFHRBFHREE L X —IZBNTH
G16/Gausview [V A b T A B A& H-TA VA =L ENTE Y KZOHRE - FAETHNIE
T2 Z ENATREE 72> TN D,

Gl6 7'm 7 T 2aMWTh D500 FINEFR 21T 9 72DI2iE, Gl6 7'm 7T A~DANT
—HEER L2 e e, 1IZEAEITRBRINTWDT 74—/ MEZHT5Z & TA
N 2T HMHEITEND, 55F0OZRITEEICOWTILT AN LTSRS R0, 5FRn b
Gausview 2 H] L C =R TMEE&2 B L TV 2 & b FREREDS, YA ABRKE IO TR
THXAN—NMIESTHRERIEELRS>TLE D,

ZITT—HAR—ACEENDEREAEA L C R THEEEERT 52 L 252, AR
ITLTERERZARMTE ) — MCE & DTz, Gl6 o THIZWNE BN D T DOSHFITRUTFENT
HD,

2. HEAE

R P RF B AL - IR R B B AR R B R
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Fe B N= 2T T AV BESHEETZEFTNIH B A L TWEA—T v T 7B AT —H _R—2
TdH 5 PubChemdZFIHT % Z &129 5, PubChem 1%, (LFHN 1T —HF_X—AD—>, ZDOIVA
T AL, T AU B ENEAMFIEATINIH)O R OFE N E F K EAENLM) O —5 T 2 ENL AR 1%
il Z —(NCB)IZ L » CTHEFFEER SN CWVWD, V=T a—W A7 c—2 %@L CHHIZ
BT 2 ENTE, HE T OEEER L OG0T -2y &2 FIP A CTH v oo — K
%2 EMNARETH D, PubChem |ZHEFE XA TV 5 DIE 1000 JF1-35 LTV 1000 fEE £ 0 D 7ev v
1T D,

EEDOTNE L TUIT —FRXR—RZT 7 EA LT, 3kEEs b obdsdf 77 AV a X T
0— RT3, TOEFETIIFEZRVDOTGCIE DANICA Y LT —22EEET, AFLA
VAN ABNEG oA —T ) — A THDH T LD Open Babel* D &= EHTHZ L& LT,

3. XERDFEFIR

PubChem ZF|H$ 521Xk URL I 7 7 & A% %, URL https:/pubchem.ncbi.nlm.nih.gov
ZOURLZANTLHZET, MR TRRBDOH DMIEIZ/R D, 2 ZIfbEMAL R EEZANTIT
HILTT—IN—2ANERETHENTE 2.

o COVID-19 Information %
I ion (CDC) Research information (NIH) SARS-CoV-2 data (NCBI) Prevention and information (HHS) Espafol

rary of Medicine

Pub@ hem About Blog Submit  Contact

Explore Chemistry

Quickly find chemical information from authoritative sources

c=0 InChl=1S/C3HE&

1 PubChem O 7~ — A HEf]
B 21X Z Z T testosterone & AJ19 5 Z & T Testosterone DT —X & 7.5 2 ks, whE
TADN LT EH 2R T EIITRBED FITHEMPE RSN TE THLERTH D,
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https://pubchem.ncbi.nlm.nih.gov/

National Library of Medicine

Pub@hem About  Blog  Submit  Contact

Explore Chemistry

Quickly find chemical information from authoritative sources

testosterone|

Compound Gene Taxonomy

testosterone progesterone receptor Comamonas testosteroni

testosterone propionate Juvenile hormone esterase

testosterone enanthate histone cluster 3 H3

Testosterone undecanoate histone cluster 4 H4

2 BREO TFTICHNDLEW4 OIS

Enter ¥ —Z T BOHRIREET A o 0 2B THON T 3 1R LK ) Ik A #R
REND,

m National Library of Medicine

PUb©hem About Blog Submit Contact

o,
SEARCH FOR

testosterone o\
Treating this as a text search. o A\

COMPOUND BEST MATCH

Compound CID: 6013
MF: CioH,50, MW: 288.4g/mal

S- Testosterone; 58-22-0; Testosteron; Androderm; Testim; Testoderm; Mertestate; Virosterone; ...

IUPAC Name: (8R,95,10R,135,145,175)-17-hydroxy-10,13-dimethyl-1,2,6,7,8,9,11,12,14,15,16,17-dodecahydrocyclopentala]phenanthren-3-one
Isomeric SMILES: C[C@]12CCIC@H]3[C@H|([C@@H]1CCIC@@H]20)CCC4=CC{=0)CC[C@]34C
InChlKey: MUMGGOZAMZWBII-DYKIIFRCSA-N

InChl: InChl=15/C19H2B02/c1-18-9-7-13(20)11-12(18)3-4-14-15-5-6-17(21)19(15,2)10-8-16({14)18/h11,14-17,21H 3-10H2,1-2H3/t14-,15- 16-,17-,18-,19-/m0/s1
Create Date: 2004-09-16

3 MBEMEROFT
FEEIZIEH - E < DFERNFRINDD, AlE—FLFHIZH D Testosterone 73K H HDTH

HDT, ZNDHHEIRIOEBRE 7 ) v 7352 & T, X412~ L7 Testosterone D EH o EFE LW
HEHNERRIIND,
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COMPOUND SUMMARY

Testosterone

PubChem CID

Structure

Chemical Safety

6013

ProiR s

20 3D

Find Similar Structures

O o

Environmental
Irritant Health Hazard Hazard

Laboratory Chemical Safety Summary (LCSS) Datasheet

99 Cite ¥ Download

CONTENTS
Title and Summary
1 Structures
2 Names and Identifiers
3 Chemical and Physical Properties
4 Spectral Information
5 Related Records
6 Chemical Vendors
7 Drug and Medication Information
8 Food Additives and Ingredients
9 Pharmacology and Biochemistry
10 Use and Manufacturing

11 Identification

Molecular Formula CioH280; 12 Safety and Hazards
testosterone BJoRiclty
58-22-0
Testosteron
N — — N s %
4 T A DAT v OFEM7E R
1.2 3D Conformer (@)%
9 Cite # Download
Q Find Similar 3D Structures B Get Image i Download
CONTENTS

Title and Summary
Interactive Chemical

Structure Model 1 Structures o
(®) 8all and stick

2 Names and Identifiers v
O sticks 3 Chemical and Physical Properties v
O Wire-Frame .
4 Spectral Information v
O space-Filling
5 Related Records v
A Show Hyd
- oW Fyarogens + 6 Chemical Vendors
[ Animate
7 Drug and Medication Information v
- 8 Food Additives and Ingredients v
9 Pharmacology and Biochemistry .
» PubChem 2
10 Use and Manufacturing v
11 Identification v
2 Names and Identifiers )% 12 Safety and Hazards .
13 Toxicity v
2.1 Computed Descriptors (@)%
I\ S A Vs — N2
5 3 FHEIE 3 IRILHRIRN O RN
1.2 3D Conformer @E
99 Cite * Dpownload
o s 5“’““”’
CONTENTS

SDh Save  Display Title and Summary
Interactive Chemical

Structure Model JSON  Save Display I 1 Structures v
(®) Ball and stick —_ save| [ Display 2 Names and Identifiers v
O Sticks 3 Chemical and Physical Properties v
O wire-Frame ASNT | Save | | Display 4 Spectral Information v
O space-filing 5 Related Records v
Show Hydrogens + 6 Chemical Vendors

[ Animate

7 Drug and Medication Information v

8 Food Additives and Ingredients v

B 6 sdf 7 7 A /L DX T 1 — Nl

Z 2 C3WITEE DT — X DB D T Structures DIRFTICH D5 FRTLD H H 3D D H 7Y
v 7T hH, TAHEXSICRLIZEWEICRS, 22 CTHREOE EIZH S Download 27 U v 795 &
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B 6 D& D 72MEIZR %,

SDF D7D Save 5T & THRIZMT TRIFDZ A T 0 ZINFIRSNLDTT 7 A VA A
713 4UL SDF IBROWET — 22X v u— K952 ERHKS, 723 Display & 3.5 & i -
CTSDF 7 —4#%R5HZLIRTED,

X7 m— R L7z SDF 7 —# (% Open Babel Z#|1¥ % Z & T, Gaussianl6 D ANITIEV ZEZ2 5 Z
EINTE D,

YRIZ Open Babel %1 > A h—/L LTV <, Open Babel D% A MZITZX, Windows @ 64bit it &

Hrpom—RLTA A M—/9 %, URL I http://openbabel.org/ T&H 5,

Page Discussion

Open Babel: The Open Source Chemistry Toolbox

Open Babel is a chemical toolbox designed to speak the many languages of chemical data. It's an open, collaberative project allowing anyone to sea

Main Page chemistry, solid-state materials, biochemistry, or related areas.
Get Open Babel
Need Help? « Ready-to-use programs, and complete programmer's toolkit Offcial User Guida
Capabiliti N - - en Ba
apabilites « Read, write and convert over 110 chemical file formats& Open Babel
Using Open Babel >
Develop with Babel « Filter and search molecular files using SMARTS and other methods OBBase
Get Involved « Supports molecular modeling, cheminformatics, bioinformatics Y
FAQ « Organic chemistry, inorganic chemistry, solid-state materials, nuclear chemistry
E'Ed'“ o « Downloaded over 325,000 times@ and used by over 40 related projects
ecent Changes .
« More about Open Babel Online docs & OEMel [
Tools « Open Babel on SourceFor PDF&
pen Babel on SourceForge® Download Browse the Al
What links here Buy Book?

Related changes

Special pages To support Open Babel, please cite J. Cheminf. 2011, 3:33&
Printable version

Read Paper &

Permanent link

7 Open Babel O A4 — 7" = 7l

Z OMEEN S Download ZiESEX 8 DX 9D RHEHEIZZR A DT, Windows 75 Get the “latest
installer” for 64-bit & 27 U v 7 L TiE5,

|
i stagory Read View source View history Q
|

| Category:Installation @ e

| dracrad e

|

ws, Linux and MacOSX.

Windows Linux

+ Compile from source

« Install a binary package

8 Open Babel O ¥ 7 > 11— RTH[{f]
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http://openbabel.org/

B openbabel / openbabel Pubic © sponsor  LiNotifications ¥ Star 581 Yok 324

<> Code

O Issues 488 I Pull requests 41 ® Actions [ Projects 1 M wiki @ Security 12 Insights

es  openbabel-3-1-1

Open Babel 3.1.1 (uw e

§) ghutchis released this 09 May 20: 73 commits to master since this release  © openbabel-3 o cbdadba @

This version primarily reflects fixes for packaging on Linux and FreeBSD relative to 3.1.0. No features or significant bug fixes were involved

vAssets s
@ openbabel-3.1.1-source.tarbz2 6.5 MB
© OpenBabel-3.11-x64.exe 6.9 ME
@ OpenBabel-3.11.exe 5.8 MB

1D Source code (zip

) Source code (targz

9 Open Babel O & v > v — RO A

9 DOEE D Assets O 2 HFHIZH %, OpenBabel-3.1.1-x64.exe (& 5\ MNELE DI T D/3—
Ta) BV LTHE Y= RT5, 10D LI cF v ra— K157 74 04 ORRE
EIZ/2HDT, MLAHMOT 7 ANVBE T a— REDT 4V —IZRTEZEDE ERGFE 7
Vo, Z7ANHEERZLIEWGEIIT7 7 ANVAEERELTREEZ Y Vv 735,

€ =aEiTEsE X
« v 1 > PC > ikUa-L (D) > teramae > program v [$] DO program®i&zE
ZE- HLLIALS- =- 9
-
~ . P = 4 i
@ OneDrive - Person & EHHE BR 12
@ OneDrive - SF+ adebe acrobat Pro2017 2020/09/15 16:15 Tr Al IrT -
cpu-z_1.76-en 2021/04/17 10:13 I7A N AT~
= pC Ctrl2Cap 2021/04/17 10:13 774 ) 725~
¥ 3D ATv1sk dbpoweramp 2020/08/05 11:12 774 ) 725~
[ Desktop FontChanger 2020/08/05 11:12 Tr4l AT -
§ g9v0-+ Imgburn 2020/09/04 9:50 Tr Al IrT -
RO irvine1 3.0 2020/08/05 11:12 T74 0 TN~
& voFr MangaMeeya_695 2020/08/05 11:12 Tr4l AT -
B v Virus Buster 2020/08/05 11:12 Tr Al IrT -
4 ) Winrar 2021/04/17 10:13 T74 0 TN~
by B 462.31-desktop-win10-64bit-internationa..  2021/04/23 10:38 b DLEEY, 647,308 KB
& 0-Al 747 (C 5 ChromeSetup.exe 2020/09/14 1109 FIVT-vay 1,266 KB
o MUI-L (D) v & diskformatter2_131.exe 2021/07/28 16:20 FIYT-v3y 795 KB M
I744(N); | OpenBabel-3.1.1-x64exe -
J74 LOFEEE(T): | Application (*.exe) ~
~ TANF-DFERT #E(S) vl

10 &7 a— RO 7 7 A L4 OB ik
Aoyra—RTEL, X707V 7358 11 OBEEIZRLZDTNext &7 V73 5E,
X 12 DT A& AKGROEHEIZ/R D DT IAgree (ZIFAND) 27V v I35,
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(5 OpenBabel 3.1.1 Setup

X (3 OpenBabel 3.1.1 Setup X
3 License Agreement
Welcome to OpenBabel 3.1.1 Setup < Please review the icense tarms before instaling OpenBabel
—— 3.1.1
Setup will guide you through the installation of OpenBabel Press Page Down to see the rest of the agreement.
L

| GNU GENERAL PUBLIC LICENSE ~
Itis recommended that you dose all other applications Version 2, June 1991
before starting Setup. This will make it possible to update
relevant system files without having to reboot your Copyright (C) 1989, 1991 Free Software Foundation, Inc.
computer. 51 Frankiin St, Fifth Floor, Boston, MA 02110-1301 USA

Everyone is permitted to copy and distribute verbatim copies
Click Next to continue. of this license document, but changing it is not allowed.

Preamble
The licenses for most software are designed to take away your v

If you accept the terms of the agreement, diick I Agree to continue. You must accept the
agreement to install OpenBabel 3.1.1.

(B o coos [gm] | ome

11 Open Babel f > A |k — LIF O Fx 0] O [ 1] 12 7 A &2 AAGRE H

{47 OpenBabel 3.1.1 Setup - X

47 OpenBabel 3.1.1 Setup — X

- Choose Install Location Choose Start Menu Folder
Y Choose the folder in which to install OpenBabel 3. 1. 1. X Choose a Start Menu folder for the OpenBabel 3. 1.1 shortcuts.
Setup will install OpenBabel 3.1.1in the following folder. To installin a different folder, dick

Select the Start Menu folder in which you would like to create the program's shortcuts. You
Browse and select another folder, Click Next to continue.

can also enter a name to create a new folder,

Accessibility
Accessories
Administrative Tools
ATOK
Destination Folder BUFFALO
Canon G6000 series B-F Y17 (IBHEAE)
Browse... Canon Utiities
Chrome 771
dBpoweramp
5 Gaussian 16W
Space required: 51.1MB CaussView 6.0 v
Space available: 361.5GB

00 not create shortcuts

<Back Next > Cancel <Back Cancel

13 £ VA =T 3 LE—DIRE 14 AX— RNA=a—7 4 LE—DIEE

X 13 DEINCA VA M—NT DT HNE—%HBINDEDT, TDOFEFERS Next 7V v 77

e BN 14 DEHIWCAF = A =ma—T 3 VA —DREXEINDLEIOTEOEE ThHNE
Install 27V v 7§25, &HIZK 156 O THEEDZHTA VA M—UTKE T35,

Completing OpenBabel 3.1.1 Setup

OpenBabel 3.1.1has been installed on your computer.

Click Finish to dose Setup.

Run OpenBabel 3.1.1

15 Open Babel f > A h— /LD T
7~ <'IZ Open Babel Z &8 5457 1%X 15 128 % K 912, RunOpenBabel3.1.1 (3.1.1 LA A h—
JL L7z OpenBabel D/3— g U &H) ([ZF = v 7 20, LaWEEILTF =~ 27 %4 L T Finish
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/AU I A R

4K 72 EOEMMEIET 4 A7 LA Zffi> T 5 & Open Babel OV LB LD &
WD DTEDFEIFUTOLIITEEL TEL, MENEZ SR aB L o@D 2K
TAAT LA AL T DHEIEINEDFRHREIIANETH D,

K16 2R L72L 912, A¥— M A==a—/»5 OpenBabel GUI #4727 U v 7 LT, [ZDfh] »
BI77ANOEFERIZREE, K 1TOLINCTHNVT—NOT 7 A VIRERINDHDT,
OpenBabel GUI #4727 U v 7 LT, 7a,X7 4 (R)ZES,

- OpenBabel 3.1.1

q Guide to using Open Babel GUI
N i

VLC media Microsoft
player OneNote for... Teams

. Online documentation

.‘. Open Babel ¢

BADEL!

1R 25-MEVBHTB

0™ oOutlook

Z0ft 529 N-ICEVBHTR
i W 7YAYAM-I EEELLTRIT

A~ PCEERMFIYY

TS w13 IV D35rER<

20 S Sk A TS

16 Open Babel GUI ® & 2 T & S 239

£ Guide to using Open Babel GUI 2021/11/17 20:15 Y3a-bhybk 2 KB
aj Online documentation 2021/11/17 20:15 3-rawhk 1KB
# Open Babel ' Ao0A T Ao ERINILT 1KB
,Eéj Uninstall ATOKTARIB(A) 3-bawhk 2 KB

FR(V) >

IENREZ(O) >

JN-TTRIRP) >

BHOBRICEHR(E)

CDITANA-DARINAA(F)...

BEUATF(P)
~3-bAy b DREY FF(S)
TUICRT - ZRIOZE(U) Ctrl+Z

LM

Dropbox Transfer Ti#{E...

THUAEHRT5(G) >

FRAERLX)

JOXT1(R)

17 Open Babel GUI O 7' 2 /{7 ¢ Zi# 5
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A& Open 8abel GUINTO/(7¢ o | A& Open Babel GUINT D) (74 X
2 YIPb R erauTc B8 LE0/-TE £ va-bnyk ERME wrUTc @@ LE0N-Yay
*r Open Babel GUI COTNISLICON-T 2D Windows TELCBIFLEVEALL, Elt
au EDRITINY1-T 124 V-NEEFTLTHEEN,
E#EORSTINY2-T42T V- IOET

fE4E: FIUr—32

EEEG)?‘-E Efgzﬂﬁg;ﬁgﬁﬁ
g OpenBabel-3.1.1

Eigat-+
DVZETS "C:¥Program Files¥OpenBabel-3.1.1¥obgui.exe" [ EfE-RTznT0I5 05 %775

E Windows 8
TERIAINT~(S) C:¥Users¥teram¥AppData¥Roaming¥OpenBabel-3
¥3-khyk &L BE
F-(K): - . .
N3- E-FEHIRTS
EiTHO BROIIYED v -
KEZ(R): 8 Ewh (256) h3—
AA/HO) 640 x 480 OFRGRETEITIS
TFIVOBFRERELF)  PAIVOEBEQ).  HHEBRED). O ¢EmsrosEtaEnss
OEmgrLCof0Y56EET33
L7075 0eBRMIZEHERTE
7 DPI SRR E
CIRTO1-Y-0BEEEE
cwen | [ERR x| e | [EER
K18 a7 4 DX AT v X 19 Ao X A 7 v JHik

A

2% va-tayk B wrauic #E LioN-J3v

ZOTOIILHION-J3VD Windows CELKEBELALERR, Bie A
ORI TINY2-T10T Y-WERTLTLES,

Ty Open Babel GUIDTD/ T 1 X

Higtt0] Z0T0J5L0% DPI REEERLET,
E@E-§ 70754 DPI

O :E.;J [BE] TOEECRECIOREEERLT, 07054037 -Y
VIOMBEEISESS

o O B snes.

Windol

Windows ADYA /A V&ICAMY T4AT 1D DPI LTSNS, T
s DI SLHEPHTRZBILNBYET, ZOTOIFLEMES(C, X1V
e FAATVAICEREEN TS DPI £EMLT, Z0T0I5L0RT-UVY
N34  OREERRIBZILNTEET,

BUEUE|  ROBA, XY TATUAICRESNTNS DPI £EHTS:

Windows [CH/21Liz¢d
640

D<@ Fdiihi-Ed

UB2 = opixy-nizzoLss

Ozod U DPI AT- VOB % LR ELET,

AT ORI
YAFL v
o9 oK Fovtl
-
oK ol wAEA)

20 HAVEH 75 & DPI g% E DA & g5

FATAHALKI9IWTR LA ATarRNENEDT, Ao X 742270 v 734 LK 19 O
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2725 DT, @ DPI REDERABRS, T2HLK 20 TRLIEAATRIBENDLDT, T2
(& DPI RED L#EX ] T, IEWDPI 27—V O8ifEZ2 EEX LET, | IF v 72 ANT,
PEFHENDEIT I T AT T A =a—00 [VRF A 285, UETELLERIND LD
272 %,
DL ECHE 72 Wi 73 C X 7=, Open Babel T Gaussianl6 D AJJZVED DIFIRD L H 11T 9,

i OpenBabelGUI & o x
File View Plugins Help
---- INPUT FORMAT ---- ---- OUTPUT FORMAT ----
sdf -- MDL MOL format vl|? CONVERT gau -- Gaussian Input T
[J Use this format for all input files (ignore file extensions)
C¥teramae¥OneDrive - SE X $¥Todo¥g16inp¥ [ ] startimport at molecule # specified ~ Output file
[ | End import at molecule # specified [ testosterone.qif
() |}|,;u: below (u}nom input file) D Continue with next object after error, if possible ] Output below only (no output file) [] Display in firefox

[ Compress the output with gzip
| [0 Decompress the input with gzip
] Attempt to translate keywords

>

6013
-OEChem-11172107003D

49520 100 0 0 0999V2000

| lete h ke impl
51688 10642 036140 00000000000 || Delete hydrogens (make implicit)

0 | [0 Add hydrogens (make explicit)
55925 -0.1426 096680 00000000000 Add hydrogens appropriate for this pH

) |
-1.9987 -0.7358 03563C 00200000000 D Conveﬂdalwebondseg [NAHIOD=0%-NI=01=0

0 [J Make dative bonds e.g.-[N+]([0-])=0 from -N(=0)=0
27810 05499 0.0267C 00200000000 | [J Removeall but the largest contiguous fragment

[ Center Coordinates

0‘“2‘3 -07773 -03126C 00100000000 | combine mols in firstfile with others by name
02144 Q4455 0.1817C 00100000000 Convert only if match SMARTS or mols in file: ‘
0 |

1.6735 04721 -04175C 00200000000

Filter: convert only when tests are true:
-1.9904 17417 05808C 00000000000 | ]

Add properties from descriptors

i Delete properties in list

40932 0243 07739C 00200000000 Append properties or descriptors in fist to title:
0 |

0
-0.5597 1.7829 0.0141C 00000000000

-3.0022 -1.8482 0.0627C 00000000000 | ‘
[ Join all input molecules into a single output molecule

0
0.1166 -2.0834 0.0066C 00000000000 D Output disconnected fragments separately

-4.3586 -1.2435 04681C 00000000000 | d o fepiace 8 property RO
0 Add or replace molecule title
23266 -0.9044 -0.2374C 00000000000 ot ot it

o
14991 -2.1048 -0.6325C 00000000000  |[J Output multiple conformers separately

0 | [] Append output index to title
-3.0589 0.7693 -1.4823C 00000000000 -
Additional il t
o tional file outpu
24944 15542 0.3431C 00000000000 | CJ Append input filename to title
0 [] Append mpu( index to title

2I2e_noes cocaf sosasnsscsocne A 0 R N L v

21 Open Babel ™ A JJi#/ &

TarT LN EFHE, K21 OEMEIZ/HOT, AJINZ sdf - MDL MOL format %, 7712
gau—Gaussian Input Z3EA TE X, TNWENDO 7 7 A V4 &EfRET 5, RIZCONVERT 27 U v
I FIIET 7 A NVEBINFEITEN D, Output file DA RN 7 /LS ATHAGEN A TND &
Gausview 137 7 A )V EGEDIR L I D D THEBET DNEND 5,

4. E17HI

# 112 PubChem A Fipnb AU m— FENT sdf 7 7 A NV ORAOE S 27~ oz
WO EREDEREPN TN DT, BT v 7T A (5 O8E1E Open Babel) 12K 0%
GBS DL NTED,

% 2 1Z1% Open Babel % T, testosterone.sdf 7 7 A /L7226 Gl16 @ input 7 7 A /LT %
testosterone.gjf (ZZHa L 72 fE R DI A~ T, T2 THERLARWVWEWNTRWDIL, 77+ —/b
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N CEHINDDIL 3 WTDEREZ T THhDHZ LT, ZOMDATNTONWTIZK 21 O Firiz
Fex oA 72 a U IRBRARL LIRS TWVDHIDTEHREIRT S, 7 74—/ bOEFEOEAEIT,
WERBI I NN oA H TEB SN gif 7 7 A MTIBRRTD2HERD D,

3= 1sdf 7 7 A VD FEFAER S DN

6013
-OEChem-11172101242D

4952 0 1 0 0 0 0 0999 V2000

8.6500 2.1128 0.00000 0 0O 0 0OOOOOOOOO
2.0000 -2.1948 0.000000 0 0 0 0 0O OO OCOOG OO
7.3931 -0.1425 0.0000C 0 0 2 0 0 0O 0 OO0 0 0O
7.3931 0.8575 0.0000C 0 0 2 0 0 0 O 0 OO0 0 O
6.5271 -0.6425 0.0000C 0 0 1 0 0 0O OO O0OOO0OO
5.6610 -0.1425 0.0000C 0 0 1 0 0 0O O O O0O0OO0OO
47510 -0.6493 0.0000C 0 0 2 0 0 0 0O OO OODPO
6.5271 1.3575 0.0000C 0 0O 0 O O O O O0OOUOOO
5.6610 0.8575 0.0000C 0 0O 0 O 0O O OO0OOUOOO
8.3393 1.1623 0.0000C 0 0 2 0 0 0 O 0 OO0 0 O
8.3393  -0.4472 0.0000C 0 0 0 0O 0O OO OOOOO

# 2 openbabelGUI 726 ) S D gif 7 7 A /L DSEEATE S
'Put Keywords Here, check Charge and Multiplicity.

#
6013

01

O 8.65000 2.11280 0.00000
0 2.00000 -2.19480 0.00000
C 7.39310 -0.14250 0.00000
C 7.39310 0.85750 0.00000
C 6.52710 -0.64250 0.00000
C 5.66100 -0.14250 0.00000
C 4.75100 -0.64930 0.00000
C 6.52710 1.35750 0.00000
C 5.66100 0.85750 0.00000
C 8.33930 1.16230 0.00000
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