000

X! callgrind.out.14950 [babel -i smi nci_oe_100.smi -0 smi y.smi] - KCachegrind

File View G
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o Seftings Help

= OpenBabel::match{ OpenBabel::OBMol&, OpenBab...int, std:allocator<int> > > >&, bool) <cycle 3>

Ir Calls

806

Function !E] Types | Callers | All Callers | Source | Callee Map
-- Bl OpenBabel::OBAtomTyper: As... L

I 2347 11 000 MOpenBabel::0OBSmartsPattern::...
18 905 OpenBabel::match{ OpenBabel:...
BM32.13 18 905 MOpenBabel::0BSSMatch::Matc...
B 28.05 306 660 MOpenBabel::EvalAtomExpr{Op...
10.59 8 657 L OpenBabel::0OBAtom:: GetHyb ... I I
I 20.92 395 M OpenBabel:: OBAtomTyper::As...
9.93 3 800 E OpenBabel::OBSmartsPattern:: ...
9.74 3 800 IGpenBabel::match[OpenEabel:...g
I 1542 10 760 H0OnenBahel::QORSSMatch::Mate. .

OpenBabel:: OBSSMatch: : OBSSMatch .04 %

r

1= smiles.txt

Tl &€ 00 @Q® (6

| atom ::= "[' mass? symbcl chiral? hcount? charge? class? ']’

where :

mass ::i= MNUMBER

symbol := element symbols | aromatic symbols | '*'

element symbols ::=

YH

'Li'| "Be'

"WMa'| "Mg'

"K' | 'Cca’ 'Ec'|'Ti'

'RB'|'Sr'| 'Y’ |'zr'

'Ca'|'Ba' "HE'

'Fr'| 'Ra'’ 'RE’
| 'La’

|Th| IPB_I |U| |HP| |m| |M| |m| |Bk| |Ef| IEEI |m| |Hd| IHﬂI |Lr|
aromatic symbols ::= '¢’ | 'n' | ‘o' | 'p" | 's' | 'se' | 'as’ E

chiral :i=

hoount ::=

|IMI

‘B’ ¢’ "n' o' 'F' "He '
'R1'|'Si'| "R’ '8’ "Cl'| "Ar'
"W o|'Cr'|'Ma' [ 'Fe'|'Co'|'HLi"|'Cu"|'En" |'Ga'|'Ge'|'As"' | 'Se' | 'Br' | "K'
'Mb' | 'Mo'['Te'|'Bu'(['Rh'|'Pd" | 'Ag'|'CA"|'In'|'Sn'|'Sh"'|'Te"| "I’ "He'
"Ta'"| "W’ 'Be'|'Os'|'Ir"|'PEt'|'An' | 'Hg' |'T1L"|'Pb'| 'B1" | 'Po’"| 'At' | 'Rn’
'Ha'|'Sg'|'Hs'|'Hs'|'Mt' | 'Ds' | 'Rg’

IEEI IPrI IHdI IHII IEmI IE.LlI IMI IThI IDFI IHﬂI IE.]:I Iml I'Ihl ILuI

g :
Y . WE e -
'@TH1' | '@TH2'
"@ALLl' | '@AL2’ Open "N
"@SPLl' | '&sSP2' | 'E@SP3’ ; Babel:: |~
'ETEl’ |'@TEE' |'@TE3' |--- | "ETEZ9' |'@T53ﬂ' 1......... ‘II’JJ
'@OH1' | '@oHZ' | '€OH3' | ... | '@0HZ9' | '@OH3D'

Assembler
'
'H' DIGIT .




