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JOB: J2 STATUS finished PATH: W2

CREATION DATE 2002-05-01

SUBMIT DATE 2002-05-01 ™
FINISH DATE 2002-05-11

STATUS = TERMINATED NORMALY

TOTAL ENERGY = -78.0018324325

TOTAL NUMBER OF ATOMS =8

TOTAL NUMBER OF ELECTRONS = 16

CHARGE OF MOLECULE = 0

STATE MULTIPLICITY = 1

TOTAL NUMBER OF SHELLS = 22

TOTAL NUMBER OF BASIS FUNCTIONS = 50

NUMBER OF OCCUPIED ORBITALS (ALPHA)= 8
NUMBER OF OCCUPIED ORBITALS (BETA)=8

RESTS DIPOLE = 0.000000

ORBITAL[1] ENERGY = .11.2289

ORBITAL[2] ENERGY = -11.2252

ORBITAL[3] ENERGY = -1.0381

ORBITALM] ENERGY = -0.7898

ORBITAL[S) ENERGY = -0 6425

ORBITAL[E] ENERGY = -0.5867

ORBITAL[?] ENERGY = -0 4991

ORBITAL[B] ENERGY = -0.3731

ORBITAL[S) ENERGY = 0.1783
package = PC GAMESS
method = Restricted Hartree-Fock (RHF)
goal = Optimize geometry
Max. Number of HF terations = 30
Guess = Huckel
BASIS = N31

PARAMETERS Number of Gaussions = 3
Number of D functions = 0

Number of F functions = 0
Number of P functions = 0
ditfuse shell for heavy atoms = on
diffuse shell for hydrogens = on
Maximum number of gradient optimization steps = 30
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Pucynox 4
Crpannna pe3ynsTaroB pacuéra

Jlna reHepupoBaHHus BXOAHBIX (aiIOB Ui NMAKETOB MOJEKY/ISPHOIO MOJEIHPOBAHMA
ucnone3yercs Texnonoruss XSL. Msl crapanuck u36exarh HEOOXOMUMOCTH JIOTIOIHUTEILHOTO
DPOrpaMMHPOBaHHS B CllyHdae NOAKIIOYEHHA HOBOrO nakeTa. CIuCOoK JOCTYIHBIX MO0JIb30BaTeNIO
KBAHTOBOXMMHYECKHX IAKETOB HAXOAMTCA B KOH(MIypalMOHHBIX daiinax cucrembl. Pa36op
BBIXOZHOrO  Qaiiia OCYymIECTBIAETCs C TOMOIIBIO CHNEeLMaIM3UPOBAHHOIO MOMIYJIA,
no3sosonero co3aasats XML-npecraBieHue JaHHBIX W3 TEKCTOBHIX (aiiNoR JOCTATOUHO
obmero Buja.

IlpeoGpasoBanue i (ailyioB KaKIONO MAKETa TAKOKS OIMCHIBACTCH B CHELMATBHOM
KOH(pUryparmonHoM (aiine. Ha ceronusimmii ieHs nposeeHa unterparps rakerop PC GAMESS [6] u
Dalton [7]. Cam naker foctynen mis recrupoeanus o URL http:/lcc.chem.msu.r/WebQC/index.html,
B Oymymem nipennonaraercs ero GecruiatHoe pacripocTpaHeHHe. B HacTOSIIMIT MOMEHT —HCXOZIHbIe
TEKCTHI NPOrpaMMBbl JIOCTYTIHBI IO 3aIIpoCy Y aBTOpOB.

SAKTIIOYEHHME M BBIBOJABI. Cucrema WebQC mpepocraBisier mipokuii Habop
BO3MOKHOCTEH Uil OpraHH3allMM YJAJEHHOTO AOCTyNa K BBIMHCIMTENbHBIM KjIacTepam H
JIPYTHM BBIYMCIHUTE/IBHBIM pecypcaM. Mcnoib30BaHHBIE TEXHOIOTHH MO3BOJIAIOT HAACATHCA, YTO
cHCTEMa TMOJy4YWsach JOCTaTOMHO THOKOH And  YAOBIETBOPEHUs  GONBIIMHCTBA
TIONb30BATENLCKUX 3aIPOCOR.
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PaGorbl mo paHHO#W TeMe mnoaaepxaHsl Poccuiickum ¢oHAOM GyHAaMEHTAIbHBIX
ucciaenosanui (npoexr 02-07-9011).
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Significant improvement in computer performance is observed during the last decades. In molecu-
lar modeling field this allows to solve more and more complex tasks by means of quantum chemistry
available for a broader research community, including researchers, whose primary scientific interests are
far from molecular modeling. At the same time, user interface of many molecular modeling programs is
oriented on professional users with strong computer science background. The WebQC newly developed
web-interface is intended to cater needs of newcomer users of molecular modeling programs and quantum
chemistry methods. The software provides uniform interface to various molecular modeling packages. 3-
D visualization of molecular geometry configuration is provided as well. Currently, the PC GAMES and
Dalton quantum chemistry programs were integrated with the WebQC, but the integration of new pack-
ages requires only modification of WebQC configuration files, which are of XML format. The software
can be heipful in providing remote access to computing facilities, in education and facilitate teamwork of
geographically distributed research groups.

Key words: molecular modeling, web-interface, quantum chemistry, XML.
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