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SOFTWARE
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Indigo: Universal Cheminformatics API

Capabilities

» Support of popular data formats: SMILES, SMARTS, Molfile, Rxnfile, SDF, RDF, GZip

» Portability over modern platforms and languages: Linux/Windows/Mac OS X,
32/64 bit, Java/Python/C#

» Outstanding performance: Original algorithms, fast C++ implementation

Functionality

Calculation of structure properties:
Canonical (isomeric) SMILES, molecular weight, molecular formula

Rendering of molecules and reactions:

PNG, SVG, PDF formats supported. Query features supported.
Also automatic SMILES layout, colors, highlighted fragments, titles,

Molecule and reaction search:

Exact/Substructure/SMARTS matching. Options for matching tautomers, resonance structures,
Markush structures. Original fingerprints. Various similarity measures.

Scaffold detection and R-Group decomposition:
Maximum common substructure of arbitrary amount of input structures

Reaction atom-to-atom mapping:
Calculate a new AAM or alter an existing AAM

Combinatorial chemistry:
Enumeration of reaction products from available monomers.
Support of query features, perception of stereochemistry transformation.
Intramolecular reactions. Automatic screening of duplicates.

Applications

Legio: Combinatorial chemistry GUI tool
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CC1CCCCCINC(=0)C1CSC(CCeececCe)NIC(=0)CCNLc2ccecec2Sc2cccccl2
-bond <number> CC1CCCCCINC(=0)C1CSC(CcCeeece)N1Ic(=0)ccicecciocelccccect
Average bond length in pixels (conflicts with -w and -h) CN1CCOC[C@H]1CNC(=0)C1CSC(CCCCCCC)NIC(=0)CC1CCCC10Cclccccecd
-margins <number> <number> CN(CC(=0)N1C(CSC1C1CC2Cc1Icc2)Cc(=0)NCsc(C)C)clcccccl
Horizontal and vertical margins, in pixels. No margins by default CC1CCCCCINC(=0)C1CSC(c2ccecec2)NIC(=0)CScl[n]c2ccecec2[s]l
-thickness <number> CN(Cclccc(F)c(Cl)cl)CCC(=0)N1C(CCCcccee)sccic(=0)Nesc(c)c
Set relative thickness factor. Default is 1.0 C/C(=C\C(=0)N1C(CSClclcccccl)C(=0)N[C@H](C)CCO)/C(=0)Nclccc(I)cclCl
-hydro <none|terminal|hetero|terminalhetero|all> CCCCCCCCLSCC(C(=0)NCc2ccco2)N1C(=0)CCC=C
Set implicit hydrogen display mode (default is terminalhetero) CCCCCCCC1SCC(C(=0)NCc2ccec(c2)-c2ccccc2)N1C(=0)CNC(=0)Cclc[nH]c2ccececl2
-label <normal|forceshow|hideterminal|forcehide> CN(CC(=0)N1C(CSC1C1CC2CC1CC2)C(=0)NCCC)CC
Set atom label display mode (default is normal) C/C(=C\C(=0)N1C(SCC1C(=0)NCCC)C1CC2CC1CC2)/C(=0)Nclccc(I)cclCl
-[delarom C/C(=C\C(= )NlC(SCClC( O)NC(C)(C)C)ClCCZCClCCZ)/C( )Nclccc( )ycclCl
Force [de]aromatization Cccceeeeasce( )JNCc2cccec( c2ccccc2 N1C(=0)CCC(=0)clccc(F)cclF
-stereo <old|ext> 0=C( CCCCSclccc )ccl) N1C SCClC 0)NCclcc( cccl clcccccl C1cc2ccice2
er CCCCCCCC ClCC CCLC
ind ict: o}
fl saved files 0=C( CScl
(default 15 cule/reactlon number CCN(C NlC SCClC @@H]lCOCCNlC ClCCZCClCCZ
-comment <strings CCCNC c1csc czcc3cc2cc3 N1C ( ccc elecelCLee
Text comm@\t P~ N e mo ge r reaction. No default value = clcfcccl
-commentfiel ' CC c cc SEC1 Cc clcc
Use specified "SDMRDF® f a mé&nt cHlcc
-commentname CClCCCCClNC ClCSC CCCCCCC N1C CNC Cclc nH]c2ccccc12
Use molecule/r ctlon name as a comm CN(CC(= )NlC(C5C161CCCCC1 N[C@H] CCO
_Com CCCCCCCC1SCC(C(= Gl
F@ta €1 tl@ I }kness (default 6) CN1CCOC[C@H]1CNC @ (= F
-comm pos <to otto > C=CCCC(=0)N1C(SCC¥ Cl Cl cCl
Text comment position (bottom by default) CN1CCOC[C@H]1CNC(= )ClCSC (CCCCCCC)N1C(=0)CCC(=0)clccc(F)cclF
—commentallgn <1eft|center r1ght> l CN(Cclccc(F)c(Cl)cl)CCC(=0)N1C( CSClCCCCCCC)C( O)NCCC
Text co CN(CC(=O)N1C(CSClClCCZCCClCZ)C( =0)NCclcccol)clcccccl
-colorlng CN1CCOC[C@H]1CNC(=0)C1CSC(C2CC3CC2CC3)N1Cc(=0)Ccce=C
Enable/dlsab e colorlng ena led by defau CC1CCCCCINC(=0)C1CSC(c2ccececc2)NIC(=0)CCC(=0)Nclcc(Cl)ccclcl
-hlthick CCCCCCCC1SCC(C(=0)NCc2cc(ccc2)-c2cceccc2)NIC(=0)CCclcc(0)c(0)ccl
Enable highlightln tW 4 1!k lines and bold characters CN1CCOC[C@H]1CNC(=0)C1CSC(CCCCCCC)NIC(=0)CN(C)CC
-hlcolor <red> <gr 0=C(CC1CCCC10Cclcccccl)NIC(SCC1C(=0)NC1CCI)C1CCc2CcCcace2
Enable highligh® onent values must be in range [0..255] CN(Cclccc(F)c(Cl)cl)CCC(=0)N1C(CCCCCCC)SCC1C(=0)NC1CC
-bgcolor <red> <green> <b1ue> C/C(=C\C(=0)N1C(SCC1C(=0)NC1CCCCC1C)Cclcccecl)/C(=0)Nclccc(I)cclcl
Set the background color. Component values must be in range [0..255] CN(CC(=0)N1C(CSClclcccccl)C(=0)N[C@H] (C)CCO)clccccecl
-basecolor <red> <green> <blue> CC(C)SCNC(=0)C1CSC(c2cceccc2)N1C(=0)CCCclccccecl
Set the default foreground color. Component values must be in range [0..255] 0=C(CCC(=0)clccc(F)cclF)NIC(SCC1C(=0)NC1CC1)C1CC2CC1CC2
-aamcolor <red> <green> <blue> C[C@H] (CCO)NC(=0)C1CSC(c2ccccc2)NIC(=0)CNC(=0)Cclc[nH]c2ccceccl2
Set the color of AAM indices. Component values must be in range [0..255] CCCCCcec1sce(Cc(=0)NCeC)NIC(=0)CScl[n]c2cccec2[s]l
-commentcolor <red> <green> <blue> CN1CCOC[C@H]1CNC(=0)C1CSC(c2ccccc2)NIC(=0)CN(C)clcccccl
Set the color of the comment. Component values must be in range [0..255] CCCCCCCC1SCC(C(=0)NC2CC2)NIC(=0)CScl[n]c2cccec2[s]1
0=C(CC1CCCC10Cclcccccl)NIC(SCC1C(=0)NC1CCL)clccccecl
| u ] n
chemdiff: Visual comparison of two SDF or SMILES files
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indigo-deco: R-Group deconvolution utility
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MoleculeFingerprintBuilder builder(mol,
builder.process();

_fp.copy(builder.get(),

count = bU|Ider count
rite @ ed) _fp I
*fp Id

const by
int fp_sim_size =

_fp_sim
output

/| Save gross for
GrossFormula::c
GrossFormula::t

for (int i
ce_output.printf(", %d", gross[counted elementsli]]);

_molecular_mass =

QS_DEF(Molecule, mol);
QS _DEF(Array<int>, gross);

MoleculeAutolLoader loader(molfile);
loader.loadMolecule(mol);

MoleculeAromatizer::aromatizeBonds(mol);
MangoExact::calculateHash(mol,

_hash);

_context.fp_parameters)

_context.fp_ parameters fingerprintSize());

= _context.fp_parameters.ﬁngerprlntSizeSim();

C# g,h)

_counted_elems_str.clear();

ArrayOutput ce output(_counted elems_str);

= 0; i < (int)NELEM(counted_elements); i++)

ce_output.writeByte(0);

/I Calculate molecular mass
MoleculeMass mass_calulator;
mass_calulator.relative_atomic_mass_map

& context.relati
Mmass_c3

ator.molec

if (outfile_allscafs !'= 0)

{

int output = indigoWriteFile(outfile_allscafs);
int allscafs = indigoAllScaffolds(scaffold);
int item, iter = indigolterateArray(allscafs);

printf("saving all obtained scaffolds (%d total) to %s\n",
indigoArrayCount(allscafs), outfile_allscafs);

while

{

((item = indigoNext(iter)))

indigoSdfAppend(output, item);
indigoFree(item);

}

endigoFree(iter);

implitied APT || |

printf("decom

deco =

if (outfile

{

int outp
int item, |

ing the structures
indigopDecomposeMolecules(scaffold, structures);

lain C

= indigolterateDecomposedMoledles(deco);

printf("saving the highlighted structures to %s\n",
outfile_hl);

while

{

((item = indigoNext(iter)))

indigoSdfAppend(output,

indigopDecomposedMoleculeHighlighted(item));

indigoFree(item);

}

indigoFree(iter);
indigoFree(output);

{

item.aromatize();

=€

else

IndigoObject query = indigo.loadSmarts("[NX3;H2,H1;!$(NC=0)]");
for (IndigoObject item :

IndigoObject match =
y e&.ou. rntin

System.out.printin("no match");

indigo.iterateSDFile("thiazolidines.sdf"))

indigo.matchSubstructure(query, item);

wrapper

IndigoObject rxn =

indigo.loadReactionFromFile("test.rxn");

sole.WNte
System Console.WriteLine(iter.mostA und
System.Console.WriteLine(iter.monoisotopicMass()
System.Console.WriteLine(iter.grossFormula());

foreach (IndigoQObject iter in rxn2.iterateReactants()
{
S tem. # s er.s
' eI:r& e r
a

Mass

item.cisTransClear
arr.arrayAdd(ite

deco =i
scaff = d .
for item ine

G

arr = indigo: eArray

for item in | |a ")
item.aromaflize();

scaf = |nd|go extractCommonScaffold(arr, "exact")

ra

) print item.decomposedMol le

1N
i)
se@violiec

lighted() sm|les

RenderParams& rp = renderer_self.renderParams

- Renderer., -

rp.mol.reset(new QueryMolecule());
else
rp.molese

rp.mol->c[one(self. get Jecl(o Jegln

Java
wrapper

! 4

getBaseMolecule(), &mapping, 0);
GraphHighlighting™ hl =

self.getObject(object)->getMoleculeHighlighting();
if (hl != 0 && hl->numVertices() > 0) {

rp.molhLinit(*rp.mol.get()); -

rp.molhl.copy(*hl, mapping);
}

C# wrapper

rp.rmode = RENDER_MOL;

RenderParamiInterface::render(r

Renderer CAPI =
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Indigo » API

System

Indigo acts like a state machine that consists of:

+ Objects
« Configuration settings
« Error handling facility

It is possible to use more than one Indigo instance at a time. In plain C AP, the "active" instance can be switched with
indigoSetSession call, while in Python, Java, and C# instance is represented as an object of class Indigo.

The objects which belong to Indigo state machine are represented as integer handles in the C API, while in Python, Java, and
C# they are wrapped by IndigoObject class.

Access to configuration settings is done via indigoSetOption*** functions in the C API, while in Python, Java, and C# there is
a number of Indigo.setOption methods for that.

Error handling in C is done via return codes, indigoGetlastError, and indigoSetErroHandler. In Python, Java, and C#, as
soon as some Indigo function terminates with error, an IndigoException is thrown,

Several library instances may be created to act simultaneously and independently. However, each instance requires a certain
amount of memory, and thus it is recommended to have as few instances as possible,

It is absolutely allowable to have multiple Indigo instances within one program and even in different threads, Howewver, using a
single Indigo instance across multiple threads will not work as expected: there will be really dedicated Indigo instances per
each thread,

From now on, only the Python, Java, and C# interfaces are explained. For those who are interested in plain C interface, please
read the C API page.

Indigo Constructor

The constructor of Indigo object accepts a string parameter containing path to the directory where the library binaries (the
ones that come in the 1ib directory in the distribution) are located. They should be put somewhere, otherwise the high-level
Indigo library will not wark.

Java:

import com.scitouch.indigo.*;

i|l'|clli-;|c- indigo = new Indigo("/path/to/11ib");
Ca#:

using com.scitouch.indigo;

i|i||:lli-;||:- indigo = new Indigo("/path/to/1ib"):

http://scitouch.net

Product information,
documentation, downloads
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Branch List

1 Downloads

m/ggasoftware/indigo.git [E] This URL has Read-Only access

commit
tree

parent 9 lE.\-Hl:.‘.‘TL‘-.In._!.‘.:.-w

history

29 minutes ago Python API fix [ggasoftware]

about an hour ago initial commit [ggasoftware]
about an hour ago initial commit [ggasoftware]
about an hour ago initial commit [ggasoftware]
about an hour ago initial commit [ggasoftware]
about an hour ago initial commit [ggasoftware]

about an hour ago initial commit [ggasoftware]

about an hour ago initial commit
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Complete source code

(GPL v3)

BlueObelisk

Open for third-party plugins
(either C, C++, Java, C#, or Python)
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Google groups

N2 indigo-general

View: Topic list, Topic summary

Description: Indigo project general topics

Introducing Legio and Chemdiff

We are pleased to present our new Java GUI applications based on Indigo API: Legio and Chemi
combinatorial chemistry utility for enumerating reaction products that are synthesized from a |
Simply speaking. this utility can predict molecules that we can obtain from a specified set of re
By Mikhail Rybalkin - Oct 21 - 1 new of 1 message - Report as spam

Bingo 1.5 Release

Hello all, Bingo 1.5 is finally released: [link] Major changes from the 1.4 branch are: * Aromatic
database * SMARTS matching has been implemented * General Tversky similarity metric is avi
improved performance... more »

By Dmitry Pavlov - Oct 18 - 1 new of 1 message - Report as spam

Indigo AP1 0.9 beta

Hello all, Indigo API has grown up to version 0.9, which means that we are close to 1.0 now. [lin
Python bindings have been very much extended. C# bindings are now available for download: |
documentation has appeared:... more »

By Dmitry Pavlov - Oct 13 - 1 new of 1 message - Report as spam

Bingo 1.5 Release Candidate

Dear all, Bingo 1.5 goes from 'beta' to 'release candidate'. We are indebted to all of you who hz
and suggestions. Without your feedback, we never would be able to achieve the quality we haw
everybody who is using Blngo 1.4 or some beta version of Blngo 1.5to... more »

By Dmitl‘y Pavlov - Sep 30 - 1 new of 1 message - Report as spam

Bingo runs very slow in complex queries

Hello all! While testing binge in complex queries its performance is very low. | have two entities
that are related with the many-to-many relationship. (Many companies may own many molect
represented by 3 tables (molecule_structure, company and supply). The table supply establish
3. more »

By Pavlo Musienko - Sep 3

- 7 new of 7 messages - Report as spam

... | don't think so. To prevent existing schema, | have specified "-bingoname" to the installer. ..
password? At fisrt, It asked me for the "system" user password. When | entered the password, |

Google groups

N2 indigo-dev

c list, Topic summary

Description: Indigo project development topics

Iterating through the property values of mol/rxn files contained in sd/rd files

Hello, I'm using Indigo for .NET and attempting to iterate through the names and values of pro|
file. I'm using to following code: (usmg Indlgo |nd|go = new Indigo( {foreach (IndigoObject ioM
By Josh van Eikeren - Nov 3 -

Java Wrapper: Input CML for loadMolecule method

Hello Corey, ...Unfortunately, no. At this moment CML is supported only as "save-only" molecu
important to users, so we did not implement the loader. It may be good if you share your opini
be useful, given that the Molfile and SMILES loaders are... more »

By Dmitry Pavlov - Oct 18 - 4 new of 4 messages - Report as spam

GLIBC 2.7

Hi. indigo-depict requires GLIBC_2.7 not available for Red hat 0S. Would it be possible to comp
Claudio

By claudio R - Oct 15 - 9 new of 9 messac - Report as spam

Dingo java wrapper: output a MDL file

Hi, | would like to use the Dingo java wrapper to add coordinates to a an MDL file. This is easily
render nocoordinate.mol coordinate.mol However, | have not been able to use the java wrappe
Dingo("lib/Dingo");... more »
By Corey Dow-Hygelund -

Sep 2 - 4 new of 4 mes - Report as spam

Bingo - Tversky similarity searches
As a very new user, | see that Bingo is able to do searches using the Tversky similarity metric k
(equivalent to the Dice index?). In its more general form the Tversky metric has adjustable par
the 'query' and 'hit' fingerprints , i.e. -... more »
By Chris Earnshaw - Aug 4 - 2 new of 2 mes

- Report as spam

Quasi-static variables

Browsing the code, | have encountered the widespread use of "Quasi- static" local variables in 1
QS_DEF macro defined in common\base_cpp\tlscont.h as follows: J/ "Quasi-static" variable defir
ariablesPool< TYPE > >... more »

By Dmitrii - Jul 28 - 2 new of 2 messaqges - Report as spam

Google groups

W, indigo-bugs

. Topic list, Topic summary

Description: Indigo project bug reports

Memory and Rendering [ssues with Indigo for .NET

Hi Dmitry, I've spent the last few days integrating the latest build of Indigo for .NET (5488) in
the most part, Indigo is working well - the APl is excellent. A core issue that I've been experie
stability. In my implementation, | don't persist any Indigo objects;... more »

By Josh van Eikeren - Nov 3 - f

Dingo: core dump in powerPC compile

Hello, I am running openSuSE 11.1 on a PowerMac Quad G5. Therefore | had to compile ding
- 1 downloaded and unpacked dingo-src-4740.zip - ¢d dingo-src-4740/dingo - fall-release-linL
doesn't seem to build, but the ppc (32bit) version does. So | copied the files from dingo-rg-lit
By Ruediger Goetz - Oct 7 - 5 new of 5 messages - Report as spam

Bingo - Tversky similarity searches

Hello Chris, Thank you for the inquiry. Indeed, there was a mistake in the documentation. Thi
correct, and we have just fixed the documentation. Also, we have found a minor bug in the s
can possibly cut out some right results. This week we will publish the... more »

By Mikhail Rybalkin - Oct 7 - 1 new of 1 message - Report as spam

Cano: Problematic Smiles

Hi, I found a problem for some smiles where the canenization is not working properly. Cano i
smiles [*¥]C=1C(=0)N2C=CSC2(=NC=1C).[* ]CN3CCC(=Clclcce(Flecl)c2ece(F Jeec2)CC3 | §
into this version: ccc(F)ccc( C(*)C(=0JN1C=CSC1=N CC]Clclecc(Flecl)=ClCCN(C*)CCL
By MW - Sep 20 - 8 new of 8 messages - Report as spam

Bingo occasionally matching the substitution of (OH) aroup with aromatic s
Hello all! Looks like binge 'occasionally' matches the substitution of (OH) group under Searcl
hydrogens in aromatic smiles i.e. the SearchSub with '[H]Oclcceccl' occasionally matches f
structure 'C=CC1(0)CN2CCClCC2C(0)C1=Cc2C= C(OC)C=CC2=NC=C1"' (1), which obviousl
By Pavlo Musienko - Sep S - 3 new of 3 messages - Report as spam

bingo.SearchExact error for component smiles under pyodbc

Hello all! I don't know whether it is a bug but | came across the following problem. While perfc
structure match bingo produced the following error. Here is one of the queries: ----------------.
.. Traceback (most recent call last):... more »

By Pavlo Musienko - Aug 22 - 4 new of 4 messages - Report as spam

http://groups.google.com/group/indigo-general

http://groups.google.com/group/indigo-dev

http://groups.google.com/group/indigo-bugs
Public discussion lists

Generate 2D sdf/mol files from SMILES (for 2D
depiction of structures)

Chemistry
Toolkit
Rosetta Wiki

Calculate TPSA [ZEdi|:

Edited 11 minutes age by Dpaviow =

Popular pages ~| OpenEye/Python ~| RDKit/Python ~| Community ~

~ZRandom Page (@ Wiki Activity

2 Talk  [ELike Search this wiki o

PAGES ON
2 0 THIS WIKI

Read more: OpenEyeiPython, RDKkPython
| Create a Page

Ertl, Rohde, and Selzer (. Med. Chem., 43:3714-3717, 2000) published an algorithm for fast molecular

polar surface area (PSA). Part of it involves summing up partial surface values based on fragment

contributions. Each fragment corresponds to a SMARTS match.

The goal of this task is get an idea of how to do a set of SMARTS matches when the data comes in from
an external table. In this case it's a data table from T) ©'Donnell's CHORD chemistry extension & for

Recent Wiki Activity

[=» Dpavlov edited Calculate TPSA
" 5 seconds ago

[E» A wikia contributor edited
" Working with SD tag data

PostgresQL, listed at http:/fwww.gnova.com/book/tpsa.tab & and available for use here with permission.

Ask question

Each line in the file contains three tab-separated fields, The first line is the header. The other lines

[=» Egonw edited Convert a SMILES
" string to canonical SMILES

define a fragment contribution. The first field is the partial surface area contribution, for each SMARTS

Share this question on

s

Hello, with the molZps
molecular structures. | would lilke to know how to generate 2D sdf/mol structures to use

mol2png free software tool we can generate 2D depiction of

A_ he mol2ps/molZ2png program.
mle, with programs liike CORINA we can assign 3D coordinates to a 2D

v structure, but..,

5 Answers

A

2
v

Hello,

You can use Dingo command-line utility to create PNG/SVG/PDF files directly from
SMILES. It is free and available for all major operating systems:

“itouch.net/indigo/downloads#dinge 1.1

Opensource,sc

http:
/ As for converting from SMILES to Molfile, ar supportmg [EIPS format, these are

things that can be added to Dingo if yvou asl for such an option in developers'
newsgroup: indigo-dev@googlegroups.com,
With best regards,

Dmitry
Link Answered 10 months
ago
dmitry paviov %
227 7
from Russian
Federation
10 months ago david garcia aristegui said:

Thank you for the info, tomorrow i will install Dingo in my linux box and test it!!! best regards,

10 months ago dmitry pavlov said:
OK, please note that you should have cairo graphics library installed on your Linux box,

10 months ago david garcia aristegui said:
The cairo graphics library is available via apt-get?

is available a tool to assing 2D coordinates to a structure defined by a
SMILES string, for example? is available free software to do this task?

Thank you in advanced, best regards

Newest Votes Oldest 11 months ago

viewed # Some place to store the pattern defintions

) B in]*™

El Like

Tags
[<dimol o8
[ smiles B

Contents [show]

Implementation . Edit

pattern match defined in the second column. The last column is a comment. Note that the first
SMARTS definition contains a typo, it should be "[N+0;H0;D1;w3]" instead of "[NO;H0;D 1:v3]".

To compute the topological polar surface area (for purposes of this task) of a given structure, take the

[=» Dpavlov edited Change
stereochemistry of certain atoms
in SMILES file

See more >

sum over all fragment contributions, weighted by the number of times that fragment matches.

.  Add a Photo

PHOTOS
1 7 ON THIS
WIKI

Write a function or method named "TPSA" which gets its data from the file "tpsa.tab". The function
x1 should take @ molecule record as input, and return the TPSA value as a float. Use the function to

indigo = i1ndigo.Indigo()

832 times Pattern = collections.name‘dtuple("Pattern;',
patterns = []
I}ateSt ac‘:-_l\'l:ty Tm llne in open("tpsa tab”) readllnesi)[l ]
montns ago Extract the field

O)N(C)C(=0)C1=C2N=CMN1C". The answer should be 61.82, which

See more >

More from WikKigr

Imported from. ¢ Clsk. Stackexchange “ ‘1 calculate the TPSA of "CN2C(=
sdfmol smiles 2d coordinates depiction agrees exactly with Ertl's online TPSA tool & but not with PubChem's value of 58.4 &,

[ depiction B

Asked by david garcia aristequi % 103 =7 Indigolethon & Edit

11 months ago . o

from unknown L LT S .
Aslked import collections

import indigo

["value", "subsearch"])

value smarts comment = line.sploit("\t")

Related questions

# Store for 5 Far

subsearch = i1ndigo.loadSmarts(smarts)

structure matches

"Ligand libraries" generation . | ror tarer tee

1|.|T II ““”1 ion f I “: |' patterns.append( Pattern(float(value), subsearch) )
What is the proper format of a # Helper function to count how many times a substructu

SMILES (.sm ? def count matches(subsearch mol)

Has anyene got Dinge to work? return indigo. countSubstructureMatches(subsearch mol)

from
in pymol

I| a "free" equiv alent for

ring the surf:

get an experimental

tructure from the PDB?

= vice that can
onvert & MOL file to a SMILES

r||||r|

Which formats fall into "Open

Data, Open Sc

f a protein

urce, and Open
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