chemobabel

— Chemical Structures from MDL Molfiles, ChemDraw Files or SMILES Notations —
{b2#4E3E % MOL 7 7 4 L ChemDraw 7 7 £ )L, SMILES #£ii%d 5 HE4

Hironobu Yamashita (@aminophen)

October 22, 2022

COXETIE, EEBERZERL T KX OXEFICHATE2DD v 5y —IThH 3
chemobabel.sty DWW Z G L £5, WiEid Open Babel D#EEZFIH T2 Z L iT LD,
MDL Molfile, ChemDraw 7 7 £ /L, & 521X SMILES XitiEZ 80 T I F /BT —4F
ROSERTEE T, UToMERIIZOAEICE > THAShAE DT,

For English documentation, please refer to chemobabel-en.pdf.
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Fig. 1: Firefly luciferin & Brevetoxin A (from MDL Molfiles)
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Fig.2: ATP (Adenosine triphosphate) & Glucose (from ChemDraw files)

Note: with Open Babel 3.1.1 the chemical structure of ATP from the .cdx file becomes wrong.
See https://github.com/openbabel /openbabel/issues/338

T ENZHWT D BRVR Y, Z OCE T L72MIE Open Babel 3.1.1 -- Aug 31 2022 -- 22:56:54 T,
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https://github.com/openbabel/openbabel/issues/338
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Fig.3: Ethanol, Alanine & (15,3S)-3-Methylcyclopentanol (from SMILES notations)
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Fig.4: Acetaminophen (Paracetamol) & a-p-Glucose (from SMILES notations)

DNy r—IF GitHub TEE L TWE T,
https://github.com/aminophen/chemobabel
BIWEDERWEZRL EIX GitHub @ Issues NBEWL £ 9,

CTAN 725 % AFHA[HETT — https://www.ctan.org/pkg/chemobabel
TeX Live % MiKTEX T b B XM TV 3, LRI CTAN ORI T,

This package provides a way to convert and include chemical structure graphics from
various chemical formats, such as ChemDraw files, MDL molfile or SMILES notations

using Open Babel. To use this IXIEX package, it is necessary to enable execution of the
following external commands via latex -shell-escape.

* obabel (Open Babel)

e inkscape or rsvg-convert (for SVG -> PDF/EPS conversion)

* pdfcrop or ps2eps (optional; for cropping large margins of PDF/EPS)
-
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https://github.com/aminophen/chemobabel
https://www.ctan.org/pkg/chemobabel
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1 (FLC®IC
1.1 RO

Loy, BRpX EHRPTHELNATHEST, Lo L, LPEEXEH 20w HTE X
5, BIpX XEPHE 2 AT 2 FRIIEH IR o TWE S, ZOHNZER T 5K
DEGIRFEPFEL RN X, (¥ THICBIT 22 OFRED BIX S A7 22 bk
FERICR->TW3EZILNET,

T TIZ CTAN 2250 L DDy 7 — I DFHRIRET T ¢

o XMIEX: (L EREERZHI DDty r — D%
e chemfig: TikZ ZF|fH L THEERXZ BT 2500 7 —

INHDNRy F—=IIIFHEET, HoWwrHEXE B2 o THiET 22 TEES, Ly
L, THIZOHREZTEHATEZ 2 X5 IR 2 IIIHYORMEZEL £7,

fLEE I OEH Y — L (ChemDraw 7 &) T PDF % EPS JERXCH! /1 L, \includegraphics
WKLo THERZMD AL E WS FER DD T, 0BG, LFEHOT7+—<v b+ (Lcdx %
mol 72 ¥) YH{RT7 +—~<v b (.pdf = .eps RY) O HFTIHRFET Z2HELD D 9,

Loty 7 — chemobabel.sty 1%, KIpX XEAI/LEMER 2 AT 2 BE DN D 0
WCHTT- BRI R RS 2 28 TL &k 5. TOAETIE, Open Babel 12 &k o T SVG JER OREE
REREZAEB L, & 512 Inkscape 12 & - T SVG %6 PDF %713 EPS OB A L £5,
Y5070 T ITAF =TV —APDIORT Ty b T A —LTHD, BACHENITOH
TVWET,

BOpen Babel ICDWT Open Babel 13 & £ X2 b7 — & 25 7= IRhliciREt ke
V=VTY, AT riHfRATaT 22 VT, BFETV T ALY - BRI - AP BE D
BOT— X 2D IR - 2 o - REFETEZ L ZHBLTVE S, FlEAXT A + 2
ZRL TSI,


http://www.ctan.org/
http://www.ctan.org/pkg/xymtex
http://www.ctan.org/pkg/chemfig
http://www.cambridgesoft.com/Ensemble_for_Chemistry/ChemDraw/
http://openbabel.org/
https://inkscape.org/ja/
http://openbabel.org/

1.2 FR770—-F

AT Open Babel % i\ T SMILES X » L EHER Z 4T % £ W5 Noel O'Blog @
RHE[1L, 21 e aX Y b Bl ZROFFE L, IO DHEMITREINFIRIEFITBDI LAV
BWFE LD, §RTOFa2 5 LD -shell-escape & 7> a VITkoTEFTEINTLES 2
EMDHEDHFETIEIDDERAT LR, ZHEFRL A, 5V —ZAHD \includegraphics %
Aoy —2icExHTrni~rno [4] 2EHRADT, DL ZFAIZ -shell-escape SN E K
NOI—=RRZF 2B T2 VWS BEEZRE L,

Z DFiE1E ChemDraw 7 7 A V2 ERICEH T2 HIICHICHTZ 2 EZ/DTID, Z
DEBEEZFERLTvY =27 " BRY6T, 72—D2RDIF7: Sourceforge d Chemdraw in
ETRX 33T T LTVWE L, 22T, b¥HEEXT WX CERICH AT 2 FIEZ g3
Ry TF—=IUHAFELEIIEEZE L


http://chemdrawinlatex.sourceforge.net/
http://chemdrawinlatex.sourceforge.net/

2 NYiTr—TJ%FESEIIC
21 HKEVILYIITOLYR L=

DT a v ¥ 2 — &I Open Babel ¢ Inkscape (%7213 librsvg) 24 Y X b—L L, #E%
avw>Y R4 7a2 5 A TH? obabel ¥ inkscape (F7z1% rsvg-convert) I PATH % &
LET, od, EREBRORKERFAHEZYIDELS 72912 pdfcrop (7213 ps2eps) dFAHL FF
23, ZAUud TeX Live IR XN TWE T, IEL L PATH 25> TW a0 ¥ 5 0 Toavx >
RIZX o THERETE £ 9 | UNIX ROHA -

$ which obabel
$ which inkscape (if you choose inkscape)

$ which rsvg-convert (if you choose librsvg)
Windows D54 :

> where obabel
> where inkscape (if you choose inkscape)

> where rsvg-convert (if you choose librsvg)

oD T 4 L7 P VEDRR-TEREEE, ELSA YA P—ATETWRIETTT,

2.2 NYT—PDFHRMIAH
TVT TN
\usepackage{chemobabel}

¥ H & LT chemobabel ¢y 7 — Y% FAAAE T, U graphicx 28y 7 —=JIFLET D
T, dL (WpLTEX ZffioTWT DVI FZ A N2 dvipdfmx ZEHT 25 8E R I A A T2 a
Y [Avipdfmx] 227 A4 > ay (FZa—)L) T30 5020 E5ICLTL XN,


http://openbabel.org/
https://inkscape.org/ja/
http://librsvg.sourceforge.net/download/

3 EBFRHREVE
3.1 {EFWERNT 71D 5 DX

ATP.cdx X ATP (7 7/ > > =1V V%) OKERX%Z ChemDraw THiE L 77 7 1 11,
Brevetoxin A.mol & ChemSpider 256 AFT&E 277 AL TT (bD7 74 1%
9041092.mol /2> TWVWEF),

\chemobabel 2<% RIZAXHTHUTD LI L THVWET, T TEILD 7 7 4 L% draw
YWIOIBTTF 4L MIVIREWEDT, 77 AVADENS draw/ BT E L. 52 A BIEX
V—=REF—=FT 4L Z MYICELZEDTEET,

\chemobabel [width=90mm] {draw/ATP.cdx}{}
\chemobabel* [width=120mm] {draw/Brevetoxin A.mol}

ETEX 7 7 A VA4S testtex 728 T 5 &, AND X S51Z-shell-escape # 7> a vz 52 Tx
A7y P LET, TOA TP avEE22Z8T, KIX 287 v 2 Z 4 TdH % obabel %
inkscape ZMATREITTEZS LI D T,

$ platex -shell-escape test.tex

$5&H% 77412 VY chemobabelimgdir M FiZ Tchemobabelimg[NUM].pdf) ¥\5 7 »
ANDERL KT, 3547 test.dvi iIZH LT

$ dvipdfmx test.dvi

YETTH e, HhEhd Ttestpdf) KI5 DX £3,
MSLEU T B D TE,

\chemobabel [options] {filename} {obabel options}
\chemobabel* [options] {filename}

\chemobabel (¥ 12D F F> a vyl 2 o0 EF I EE L h £,

o AMFEIIAN DA 7 a »5[#iZ \includegraphics XN F T, BB I N5 E1Z
clip,scale=1 AL INZET,

o XAESIHD 1 oD IIHMFEERD o7 7 A VB EEZ T,

o WESIHID 2 D9ITiZ obabel ICEBF T a v (BN 4.1 HizsR) 2REELET,

WEBIELD 2 DD R LI-WEEX, EiEE 2 LT \chemobabel* Z{fH 322 dTEx T
(chemobabel v0.9k [2022/10/09] L),


http://www.chemspider.com/
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Fig.5: Conversion from ATP.cdx and Brevetoxin A.mol

3.2 SMILES R&gEH 5 DEH#:

IXTEX Y — A7 7 A AVHNIZES SMILES Rl E EAAT, MERIKZRT L2 HTEX
I, FlZIE, CCold=& /7 —d SMILES i, CC(=0)Nclccc(cc)OWE 72 7/ 720D
SMILES £ T3, \smilesobabel 2> FEZLTFD XS I L THEVWE T :

\smilesobabel{CCO}{}
\smilesobabel*[width=25mm] {CC(=0)Nclccc(ccl)0}

13D -shell-escape * 7> a V&I TEA Ty FLET,

$ platex -shell-escape test.tex
$ dvipdfmx test.dvi

T % 5 E X Tsmilesobabelimg[NUM].pdf)] ® k5747 7 A AHVER L, X023 Mtest.pdf]
36 DL ET,
LT e B TT,

\smilesobabel [options]{SMILES notation}{obabel options}
\smilesobabel* [options] {SMILES notation}
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Fig. 6: Conversion from SMILES notation

\chemobabel ¥ OHE—DE WM, FHEIND 1 2HI1Z SMILES RilEZOTFF A 25232k
17 TJ, \smilesobabel D5 ¥ LTiX, fFE®D SMILES Xl ZH W2 Z e Txx3 (Ny
ATy a (\)R—t Y FidE (%) O XD RFHBRLFERA>TOTHEDREVETA), KRB,
\chemobabel DF[EIZDOWTHEMKIZ, FlRXFZEL I N TELHRITITHR->TVET,

\smilesobabel*[width=28mm]{Cl/C=C/Br}
\smilesobabel* [width=28mm] {C1/C=C\Br}

o \/\ Br

chemobabel v0.6 [2015/06/29] ABIDIB/N—2 3 > DA—HICH T B ER

BN —32 3 D chemobabel TiX, Zh 5D KX TRAIREW 2 FiO X FIFEREZIA S 4
EDHD F L7z, [ERRDHAN L TELERERIE “H P a7 VR B =% iI2h 73V —a—
F2FFTEHEIETWELD, HELWHDTEDD FEATLR,

Z D% AR % 7=, chemobabel v0.7 [2015/08/26] LI Tt v 7 — IARKDHEIT
LOLFEVIR-PTZEIICHEEHLE Lz, ZAUTED, \ R % &V o 2R SLFZ D
AL 2 Z i<, fFE®D SMILES Kil # E#HEG I BICET N TEX L XS5BTV E T, K
DEEESH (\begingroup ... \endgroup N T \catcode #ZH 3 2 %) 35 TR LAEEK
BoTWETDT, HEELTIEI W,



33 NyT—=oFTFary

chemobabel /Xy 7 — 1%, 77 4L b TIEFAMERZ Inkscape 12 & - T PDF R D H{
7 7 ANMCEH L TXERICMDIALE T, LhrL, 7Y aryCHGER e ERmTnr 7 1%
EHEFTHIENTEET,

dvips 72 £ ® PDF JEGD K 7 4 NEMHT 2551%, EPSERDER Y 7 4 MEH L 11%
IHERITL x5, ZDHE

\usepackage[eps] {chemobabel}

EWIS X5 eps 7Y a ryERIEETHR, WHIT Inkscape 2» 6 i) & W 2 ERJE % PDF T
137 < EPSICZEHE L £¥ (chemobabel v0.9d [2016/02/28] LUK 2,

¥/, HEZE: 710 75 L% Inkscape » 5 rsvg-convert CAEH T2 b TEFT
(chemobabel v0.9e [2016/03/07] LAK#) . rsvg-convert i Inkscape & D @ T35, {HF]H
HLNFHA, ZOHEER, UTD X512 librsvg A 7> a Y 2fEL T,

\usepackage[librsvg] {chemobabel}
F 74N MEpdf £ 7 a ¥ inkscape 7 a Y EEE LG E L EMTT,
\usepackage[pdf, inkscape] {chemobabel}

E 512, Open Babel v2.4.0 I THEMS NS ERIZT 7 + 0 M TRAPKEZ W, pdfcrop
(PDF O &) & % Wik ps2eps (EPS 0#38E) T2/ uy 7L TWE$ (chemobabel v0.9i
[2022/09/12] BIF#), ZHh e zW0WiGEid nocrop A 7> a2 Y EEEL TL 72X W,

\usepackage[nocrop] {chemobabel}

*2 chemobabel v0.91 [2022/10/22] M TIE X 512, dvips DHEICHENINIC EPSICYID X 5 X5 LE Lz,

7



34 REBRAATEY bDI®HIC

5 3 i TN REARWZENS T, 13 ACDEEMERNTL x5, LA L, -shell-escape
F T arEMITERA Ty 55720, HFOLFEI 221200053 KX 258 ABRIER
OXRVRTHEITTETCLEVE T, 2F D, HIoRWIBIITB T I LRETENTLESA
REMEZRBLTED, ZHUIE D DIFEDTEWS BIEX Y — XA TRWGEIIIEHRE AN E T,
Z D% A S % 7212, \chemobabel ¥ \smilesobabel 2~ R7ZIF & HID IEX 7 7 4
Mt 2~27e2HELTWET (3%  TgX Forum [4]),

CDEGEE, Ry r—Y AL extract A Y a VEMNG LTIV,

\usepackage[extract] {chemobabel}
247Xy b DOBRIZIZEE D
$ platex test.tex

rwnwHawy FE2MVWET, extract & 7> a v &2K1F 3 &, chemobabel /¢y 7 — JIFHICIT
D BIEX ¥ — A% 5 \chemobabel ¥ \smilesobabel 2= K72 E2HMM T 2022 L
T ZTOMR, E¥7 4 L2 + Vi IChemFigFiletex) £\W5 7 7 A LWER L 3, Zhu
JED Y — ZAZE» T Wz \chemobabel & \smilesobabel a2 ~< > K% 3T NTEHOLHR/ND KIRX
Y — AT, ZAUIEH pdflatex TX A Sy N TEE T,

$ pdflatex -shell-escape ChemFigFile.tex

RS [\ CAERRICHE— L7 72, i X4 5 TChemFigFile.tex) Tld graphicx »S v 7 — 12
[dvipdfmx] 7> a VB E X FTICHARAATVET, LEDB-T, TOXAL Tty FETIE
pdflatex ZFHHWTL X\, §3%, H3Hir[FAKIC PDEFEROKD 7 » 4 LHEKL I D
T, X extract A 7Y a VEREL THE

$ platex test.tex
$ dvipdfmx test.dvi

EFETTR, BYNCHZRDIAATLLEAEBD D ltest.pdf) BESNE T, ZOHEZHNA
&, 24 7ty MCET BB EZRIBICERT 2 e RFTE X9,

W'EE  -output-directory 77> 3> TpX D-output-directory 7> a V2T %
&, ffith 7 » 4 v ChemFigFile.tex) 3 Z OiEERICHFEZHINE T, ¥ 774127V
chemobabelimgdir ¥ AEREBIIHED T 4+ L7 vV R D ET, €-oT, HHZ 741 EED
77 ANZIELKUET 57012137 7 A AV EBEYNCEE S 2 0E R H D £9,



4 SERFEVA
41 EEA T3>

BEIZIRAN 7= ¥ 8D, \chemobabel ¥ \smilesobabel Dfi FIZDWT, 2 DD DHHEINIZ obabel
options E 522 N TEET, ZIT, W OrOHARBIZETTEBEET,

e \smilesobabel{CC(=0)Nclccc(ccl)0}{-xa}
HEAFOETORBRETFEEBE T ICHET 2a~ Y FEFEITLET !

$ obabel -:"CC(=0)Nclccc(ccl)0" -0 smilesobabelimg[NUM].svg -xa

¢ \smilesobabel{CC(=0)Nclccc(ccl)0}{-xu -xC}
TLROAEBZITOLT, RGORRFRFZHRLZVWESEZH AL ET !

$ obabel -:"CC(=0)Nclccc(ccl)0" -0 smilesobabelimg[NUM].svg -xu -xC

¢ \chemobabel {ATP.cdx}{-xd}
Open Babel 2.x %% T ChemDraw OX» 56 7 7 A LV ZZE D FRLICIE, -xd A T2 a >
2T ET

$ obabel -:"ATP.cdx" -0 chemobabelimg[NUM].svg -xd

OH
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Fig.7: Acetaminophen (Paracetamol): Nothing, -xa, -xu

SMILES: CC(=0)Nclccc(ccl)O

‘\\\\\
HO HO HO

Fig. 8: (1S,3S)-3-Methylcyclopentanol: Nothing, -xC, -xt

SMILES: C1[C@H] (C)C[C@@H] (0)C1
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Fig.9: 3-Ethylbenzoyl chloride: Nothing, -xa -xu, -xu -xC

SMILES: CCclccecec(c1)C(=0)C1

o
(o}
Et
, CH3 -

Fig. 10: 3-Ethylbenzoyl chloride: --highlight "cC=0 blue", -xA --genalias

SMILES: CCclccecec(cl)C(=0)C1

0
o) H I
0 c <
0 y %C P N /N - CH) OH
OH I I c=c I
>=< HCy _cx 7/ — CHy
=~ c N
N H
Fig. 11: Firefly luciferin (from MDL Molfiles): Nothing, -xa
NH, NH,

OH OH OH OH

Fig.12: ATP (from ChemDraw files): Nothing, -xd

& D FE#HIZIE Open Babel documentation @ obabel and babel % 7213 SVG depiction (svg) %
ZHRL TSV,
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http://openbabel.org/docs/dev/Command-line_tools/babel.html
http://openbabel.org/docs/dev/FileFormats/SVG_2D_depiction.html

4.2 KDOEMETIEER

Open Babel (& SMILES £Fi% 6 @M ERZ ALK T 2 Z R TE XTI,

(o)

H
oW
N
{12
Be
Fig.13: (-)-Morphine

SMILES: CN1CC[C@]23c4c5ccc(c40[C@H]2 [C@H] (C=C[C@H]3[C@H]1C5)0)0

Fig.14: Brevetoxin A

SMILES (Sorry but too long):
C[C@@H] 1C[C@H]2[C@@H] (CC(=0)02)0[C@H]3C[C@@H]4[C@H] (C[C@@H] ([C@@H]5[C@@H] (04)C/C=C\C[C

LoL, BRICEERPEZT LW DD, FHEHATIANA—Ya vBESICLoTHAN
B30 FET, WS 0»DHlERLET :

11



Cephalostatin-1 (Example from Wikipedia):
C[C@@] (C) (01)C[C@@H] (0) [C@@] 1(02) [C@E@H] (C) [C@@H]3CC=C4[C@]3(C2)C(=0)C[C@H]5[C@H]4CC[CC

Fig. 16: Cephalostatin-1 (figure from Open Babel for Win 2.3.2)

12


http://en.wikipedia.org/wiki/Simplified_molecular-input_line-entry_system

Sesamin: clcc2c(cclC3C4C0OC(C4C03)c5¢ceceche(c5)0C06)0C02

Fig. 18: Sesamin (figures from Open Babel for Win 2.3.2; Normal and --gen2d)

13



¥ 7z, Open Babel i3 SMILES Kl Hiko g 2R T2 DD FF, RELLY
7V YORT, SMILES Fit2 54K L 7 iGN id —EF A —DORII TV ET,

it

Fig. 19: Firefly luciferin: exact structure from ChemSpider ID 4588411

H
N
K;[ >:< LOH
=
0 N \
H 0
Fig. 20: Firefly luciferin?: output from Open Babel for Win 2.3.2

JosSsl

o

Fig.21: Firefly luciferin?: output from current Open Babel

SMILES: C1[C@@H] (N/C(=c\2/nc3c(=CC(=0)C=C3)s2)/S1)C(=0)0

ZD XD MELIZET .mol 7213 .cdx ZFE L T \chemobabel = |3 2% Z & ClHEET
xFT, LIIWVWR, HEOXTFI»SEMRBERXEER LIS e HIK, B LAWY
FEWEHFAN?

14



5 HMICEAT3FE
5.1 chemobabel /Ny —SOEF B S

Noel O’Boyle & A IZ & % \smiles [1] & % \iZ Jakob Lykke Andersen & A IZ X %
graphvizObabel.sty 23#2ft 5 % \obabel [3] IZLFD LS I LTS Z 212> TV T :

%% ————- for \smiles command -----

\newcounter{smilescounter}

\setcounter{smilescounter}{1}

\newcommand{\smiles}[1]{
\immediate\writel8{obabel -:"#1" -0 smilesimg\arabic{smilescounter}.png}
\includegraphics{smilesimg\arabic{smilescounter}.png}

\addtocounter{smilescounter}{1}

}

\smiles{CCO}

%% ----—-

%% -—--- for \obabel command -----

\usepackage{graphvizObabel}

\obabel [scale=0.6]{CCO}

L2 L, \smiles \& 7 XX —H/ (.png) Z4M L THD \includegraphics 2T+ S > a »
2P/ AT, \obabel IFHEERTF ((pdf) BREL T\ h F 7> a V5B ZEDHE T 7 —2FAE
LD WO HBTEL CABETERWATREESASH D £9. 2o DX \smilesobabel T
R ENTVET,

15



6 CODHEDRALNERE

Z D77i%lE Open Babel 127 L THERZER L THB D, —UIH THEXZHE T2 2k
BAEEEDL L IATRET T, bBAADLIEERZNLOMEZBIELD A AL~ A4 XL
oD TEXTH, ZOHEIEN OB LTI ARNMETL x5, F/k, avPa—KITLkoT
AR NAHEERNIFCRLZEDPTEAT, HFELLRWVWEE D 20d LNEEA, Lzho
T, ZOHEZEEROHENEZREITHIB L2V E WS BERA R L, HEREEEICHALZW
BEICDARITIIOTL £ 5, HINCHETERWEAE, XMIEX % chemfig ® & 5 728w o —
CEROLDIMHS 2B IHEL R,

FROEHWNZZER T 272DIEREI Ry r = LT, UTDE5RbDbHH ET !

e mol2chemfig: convert chemical structures from MDL molfile format to chemfig source

code

16


http://www.ctan.org/pkg/mol2chemfig

7 FAiTEER
SMILES FKatiEIHHN 2 Rk FD—%& %, SMILES Tutorial I2X 2 &L TD X 5T,

* Roman alphabets: A-Z, a-z
e Numbers: 1-10

e Brackets: [ 1 ()

e Others:

* (unspecified atomic number)

. (disconnection)

+ (charge sign)

- (single bond or charge sign)
= (double bond)

# (triple bond)

— $ (quadruple bond)

— : (aromatic bond)

— % (used when more than 10 ring closures)
— /,\ (configuration around double bonds)
— @ (tetrahedral chirality)

— > (reaction)

INODXFED KIRX BT 2R Fe LTHINEINE Z e 2 CREDRH D 55, Ny
IRAT7 9 a\N@ET 74NV MDIRT =T XFTHY, =Y B % DXy bLFL
L CORBRLEEKREZE > TWEd, chemobabel v0.7 M FETiE, 773V —a— FE—FHICE
HET2Z e TINHITRTOFZHEYNES &5 oTwE T (\verb & FAHEOFIE),

17


http://www.daylight.com/meetings/summerschool98/course/dave/smiles-intro.html

8 iR

2014/12/01 v0.1
2014/12/02 v0.2
2014/12/07 v0.3

2014/12/09 v0.4

2014/12/20 v0.5
2015/06/29 v0.6
2015/08/26 v0.7
2015/08/27 v0.8
2015/08/28 v0.9

2015/08/29 v0.9a
2016/01/06 v0.9b
2016/02/09 v0.9¢
2016/02/28 v0.9d
2016/03/07 v0.9e

2016/10/23 v0.9f

2018/01/23 v0.9g
2022/09/11 v0.9h

2022/09/12 v0.9i
2022/09/19 v0.9

2022/10/09 v0.9k

2022/10/22 v0.91

Important!

Made public as smilesobabel.sty

Add options which can be passed to obabel.

Change name of package: chemobabel.sty

Images are stored in chemobabelimgdir.

Add \chemobabel command.

Fix a bug: (Thanks: Yusuke Terada)

Extra spaces at the end of lines are removed.

Add extract option.

Improve warning messages.

Solve \catcode-related problems in \smilesobabel.
Improve \smilesobabel a little.

Improve \smilesobabel: (Thanks: ZR)

Exclude e-TpX dependency.

Improve \chemobabel a little.

Support LuaTgX-0.85.0 and later versions.

Fix a bug; forgotten in v0.9b.

Add eps and pdf options.

Add 1librsvg and inkscape options.

Incorporate extract option into main package.

Minor refactor of code.

Support Inkscape version 1.0 command line syntax.
Crop images before inclusion, add nocrop option.
Check shell-escape status to show better error message.
This is the first release on CTAN!

Add \chemobabel* and \smilesobabel*.

Warn if a user need to run another KIEX.

Improve [extract] to take over user-given package options.
Default to EPS mode if PDF inclusion is unsupported by the driver.

Default clip for image inclusion.

* In Version 0.2, the number of parameters set in \smilesobabel is changed!

¢ From Version 0.3, the package name is changed to chemobabel.sty.

e From Version 0.7, the \catcode-related workaround is rather harmful.
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