20 get caiity JlaGopaTtopun kBanToBoii xumuu OIIP HULl KU - ITUAD

B sTom roay ucnonusercs 20 1eT 0AHOMY M3 MEPBBIX HAYYHBIX (M IEPBOMY, ITOCBSIIECHHOMY
KBaHTOBOM xumuu) caitoB Pynera — qchem.pnpi.spb.ru. Uto wHHTEpecHOro B 3TOM
HeOonpmom caiite? Celuac, xorma robas yBaxkaromas ceOs opraHU3alMs CYUTAET CBOUM
J0JITOM HMMETh CBOH COOCTBEHHBIH BeO-cailT, CTOUT HANOMHUTbH, YTO TakKas CHUTyalus
cloXuinach OyKBaJIbHO B MOCJEAHHE MATHAILATH JIET, @ paHblle caMo MOHATHE BeO-caiiTa
OTHOCHWJIOCH CKOpee K oOmactu mexwocuka. IlepBolii BeO-calT B JOMEHE .ru, COTJIACHO
Bukunenuu, nossuics B 1994 rony (www.ru, ero apxuBHasi BEpCHsl HAaXOAMUTCS 110 aJlpecy
http://www.1-9-9-4.ru/). Caiit rpynnsl kBantoBol xumuu (http://qchem.pnpi.spb.ru) Onin
co3JlaH BCero uepe3 Tpu ronaa, B 1997 roay, nmpuueM co3gaH Hay4YHBIMH COTPYAHHMKAMU
KOTOpbIE HE 3aHUMAIUCh NPO(HECCHOHATBHO CEeTSIMH WJIW HMHTEPHETOM, a TIPOCTO
UHTEPECOBAJINCh COBPEMEHHBIMU TEXHOJOTHUSMHU M HCKAJIM BO3MOXKHOCTH TPUMEHEHHUS
TaKUX TEXHOJIOTHI B 06sacTu Hayku. MlcTopus co3qaHus U pa3BUTHs caiiTa ¢ caMOro Havaja
Obll1a UHTEPECHOM, BOT OAMH U3 NMPHUMEPOB: NMPAKTUUYECKHU Cpasy IOCJEe CO3JaHus caira, 1o
3anpocy ‘PNPI’ B Beaymem torma uHTepHeT-miouckoBuke Yahoo (Google eme He
CYIIECTBOBAJ), Ha MEPBBIX TPEX MO3MLMIX B BbIJau€ OKa3bIBAIHCH CCBHUJIKM HMEHHO Ha
qchem.pnpi.spb.ru, a He Ha ocHoBHO# caiT [IUAD. [lpuunHa OblIa B TOM, UTO MEPBBIH
agMuHHCTpaTop caiita, M.H.c. T.A. HcaeB (ubiHe K.p.-M.H., c.H.c. JIKX u VYueHsrii
cekpetaps OIIP), 3apeructpupoBan ero B cepBuce aupekropuii Yahoo (B HacTosiiee BpeMs
3TOT CEepBHC yXe He cymecTByeT https://en.wikipedia.org/wiki/Yahoo! Directory), Torma
kak ocHOBHOU calT [IMAD tam 3apeructpupoBan He Obul. Pazymeercsi, npu 3ampoce 'PNPI'
B Yahoo Ha mepBbIX NO3UIMUAX OKas3blBaJICd CalT, KOTOPBIM OblT M3BecTeH Yahoo.
PykoBojacteo TTUS® Obuto TOrja o4yeHb 03a00UEHO TeM, 4TO «B MHTEpHETEe mMo 3ampocy
‘PNPI’ cnHawyana uzper calT rpymnmbl KBaHTOBOH xumum». Ceiluac NMpOABHKEHHEM CaWTOB
3aHUMAIOTCS CIIENHATN3UPOBAHHBIE KOMIAHUU, 3TO MHOTOMMJUTMOHHBIN Ou3Hec, a B 1997
roAy MNPOJBUHYTH CAaWT Ha NEPBBIE IMO3WIHMH B BbIJade BEAyLIEH MHPOBOW MOMUCKOBOU
CHUCTEMBbl MOKHO OBIJIO ... IPOCTO BOBpPEMs 3aperHCTPUPOBAB €ro B COOTBETCTBYIOIIMX
CEpBUCHBIX clykOax!

Uctopus caiita qchem.pnpi.spb.ru — ponrourparomias TJIACTHHKA, MO3TOMY 3J1€Ch MBI
OPOCTO TIPUBEJAEM OCHOBHBIE OTambl pa3BuUTHs qchem.pnpi.spb.ru ¢ mnosicHeHUAMH
(kypcusom, Gonee mosHast Bepcusi UCTOpUU chem.pnpi.spb.ru BeIJIOKEHA HA cCaMOM CalTe):

e B 1997 rony A.B. TuroB npuBosut u3 ['epmannu Ha aByx CD mumctpubyrtus Linux
RedHat 4.4. Ceuuac xascoviii 6onree-menee unmepecyrouwuiics computer software
Kypce, umo maxoe Linux u umo maxoe oucmpubymus Linux. Oonako ¢ 1997 200y na
borvuuncmee komnviomepos ¢ IHHUAD cmosina MS-DOS, na nexomopwix, ocobenno
npoosunymulx, epaguuecxkas oborouxa Windows 3.1. Ymo maxoe Linux, ¢ I[IUAD
moz20a 3HAaN0 ModHcem OblMb HeCKONbKO Yell08eK.

e M.u.c. T.A. HcaeBy ObIIO TOpYy4YeHO OOBECIMHUTH HECKOJIBKO IMEPCOHAIBHBIX
koMmbioTepoB IBM Pentium (ceepxcospemennvie 0na mozo eépemenu Komnvromepwvl
ObLIU  KYnJeHbl Ha cpeocmea COBMeCmMHO20 pPOCCULCKO-HeMeYKOo20 2panma) B
JOKaJbHYI0 CETh C BBIXOJOM Ha BBIUNCIUTEIBHBIA KIJIACTEp YHHUBEPCHTETA
Bynnepranss ayis BBINOJTHEHUS MOJIEKYJSPHBIX pacueToB. Oo0Hou u3 npobrem c
pabomou na yoanreHHblX Komnvlomepax 6 I epmanuu 6vi10 Kpaune HU3KOE KA4ecmeo
c8A3U, OBIIO NPAKMUYECKU HEBO3MOJCHO pabomamsv 6 pedcume YOAaNeHHO20
mepmunana. B mo oice epemsa om pacuemos na dmux KOMHblOmMepax Kpumuyecku
3a8uUcend 803MOACHOCb 8blnoaneHuss pabom no epaumy UHTAC (6 mo epems odun



uz camvlx 3Hauumenvnvlx 2cpanmos). T.A. Hcaes moeoa paspaboman cucmemy
yOanenHno2o 3anycka 3a0aHull Ha KOMNbIOMepax no 31eKMpOoHHOU noume, KOMOpou
3amem HECKOJIbKO Jlem NOAb308alUCh 8 MOM yucie u Oad 3anycka 3a0aHull c
00OMAUWHUX KOMNbIOMEPOS.

e Ha ogHOM M3 KOMIBIOTEPOB TPyNIbl KBaHTOBOM Xxumuu jietoMm 1997 rona T.A. Hcaes
3amyckaeT BeO-cepep Apache. [IpakTuuecku cpasy e NPUHUMAETCs pELIEHUE, 4TO
rpynmne kBaHTOBoW xumuu [IMSAD nHeobxoaum CcBOU COOCTBEHHBIH BeO-CaT.
Coxpanunace pacnewamxa mou _camou nepeou eeb-cmpanuyvl (¢ _npaskamu A.B.

Tumosa).
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Our group is maj«n]l_v working upon development nfclcctzznm structure calculation methods of ining heavy elements. The
aim is to elaboyate technique and programs which allow/to perform very accurate calculations providing smallest computational

expenses. It be reached with the help of "two-step" methods which enable to "split" the correlation structure calculation of such
moleculesintd two consequent calculations in valence and core regions. This activity was initiated by the experimental study of the
Parity Non-Conservation (PNC) effects in such molecules as TIF and YbF ang started in 1982 with PhD work of A.Titov. Thesis
"Effective potentials and Generalized Brillouin theorem for electronic strictire of molecules" was defined in 1986. In 1996, PhD thesis
"Develapment of Relativistic Effective Core Potential method" was defended by N.Mosyagin where topics related to generation of |1 o
Generalized Relativistic Effective Core Potential (GRECP) and RECP for transition and mr:-qearlh elements were considered.
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Now we are working in the following directions:

th d generation of RECPs for high precision caleulations:
@ o0 ational and variational ic structure restoration in core regions of heavy atoms-in-a-molecule after RECP caleulation;
hd of the RECP technique into modern packages for corrclation structure caleulations such as

MOLCAS. MRD-CI (Multi-Reference Configuration Interaction with single and Double excitations, and RCC (Relativistic Coupled=
Clusters};

@ calculation of matrix clements of operators (hyperfine strueture, parity non-conservation effects ete.) which are singular in a vicinity
of heavy nuelei,

@ yariational prineiples, spin-orbit interaction. unitary group. embedding potential etc.:

For details see our recent publications and rep y 7

At present, our work is supported by grant of Russian Foundation for Basic Research (RFBR) N 96-03-33036, international
RFBR(Russia)/DFG(Germany) grant N 96-03-00069G, INTAS-97 grant and grant of St-Petersburg goverment.

Our scientific contacts and conpcraﬂunlﬁ
@ Researchers of the St.-Petersburg University (Russia)
& Group of Rabert J. Buenker at the Gl Bergische U versity (Wuppertal. Germany)
® Group of Uzi Kaldor (Tel Aviv University. Tzguely =2
i R Aoz
@ Edward Hinds (Sussex University, UK) | === TA28%

Are you interested?

If you are interested in knowing more about our work. current projects or you want 0 make some comments, do not hesitate to contact
us.
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Puc. 1 Camas nepeas cmpanuya caiima epynnul kéanmoeou xumuu [IHAD ¢ 1997 200y.

Bru3zy cnpasa modicho yeuoenms 0amy co30anus CMpanuybl, a nagepxy cnpasa ee aopec. Kak
MOJICHO 3AMEmUums, 6Mecmo npusbluno2o qchem.pnpi.spb.ru na cmpanuye yrxaszan IP-aopec
catma. DNS-ums gchem.pnpi.spb.ru 6yoem 3apecucmpuposano HeMH020 no3dce, d mozod



Mol npocmo 3a0asanu IP-adpec ¢ cmpoke opayzepa Netscape. HTML-xo0 nepsoii cmpanuywl
ObLI HANUCAH PYKAMU 8 MEKCMOBOM pedaKmope Vi.

e [locne perucTpanuu JOMEHHOTO MMeHU chem.pnpi.spb.ru u peructpauu caifta B cepBrce
qupexTopuii Yahoo, HaunHaeTcs ouIraIbHasi HHTEPHET-UCTOPHS CaiiTa IPYIIbl KBAHTOBOM
xumuu [TUAO.

e B nauane 2002 roaa caiiT cymecTBeHHO MeHsieT au3aiin (Puc. 2),
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If you are interested in knowing more about our work, current projects or you want to make some comments, do not hesitate to contact us. We
are looking for motivated and talanted undergraduate and graduate students to work in our group over diploma or theses
Sorry for possible inconsistencies with our WWW pages, the site is under reconstruction.
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Puc. 2 ObHosnennas cmpanuya caima zpynnul kéanmosoul xumuu [THAD & 2002 200y.

CTPYKTYpa caiiTa yCIOKHSIETCS, MOSIBILIIOTCS (hpeiiMbl, HO html-koJ Bee elte mumeTcst BpyJHylIo,
W3MEHEHHMsI Ha CalT BHOCATCS HEMOCPEICTBEHHO Ha KOMIIBIOTEPE, HA KOTOPOM CalT HaXOAUTCS.

e B 2009 roxy HOBBII anMuHHUCTpaTop caiita, JI.B. CKpUITHUKOB, IEPEBOAUT €ro Ha COBPEMEHHYIO
CHCTEMY YIPaBJIEHUs] KOHTEHTOM, CAliT MpruoOpeTaeT CBOM COBPEMEHHBIH BH/I.

e B mnacrosmee Bpemsa, B 2017 roxy, calt qchem.pnpi.spb.ru sBIseTcS OTHMM H3 CaMBIX
COBPEMEHHBIX M U3BECTHBIX B CBOEH 00J1aCTH Hay4HBIX caiiToB PyHera.

e U, HakoHen, (GMHAIBHBIA MHTEPECHBIH (DaKT — TPYOHO MOBEPUTH (3HAs pasMep COBPEMEHHBIX
WHBECTHLUH B MOJJEPKAHUE U JU3AiH KOPIOPATHBHBIX CAHTOB), HO CAalT TPpyNIbl KBaHTOBOM
XMMUM 3a Bce BpeMsl cBoero cyuiectBoBaHus oobomencs IIMS® poBHO B CTOMMOCTb
3JIEKTPO3HEPTUN JUIsl TMOAJIEPKAHUSI KOMITBIOTEpa C pa3MElIeHHbIM Ha HEM CcaiiToM BO
BKJIIOYUEHHOM COCTOSIHUM.



