WWW-MINCRYST: HHOOPMAIIMOHHO-BBIYUC/IMTEJIBHASA CUCTEMA 11O
KPUCTAIVIOXUMHUHU U MUHEPAJIOT'UN — TEXHUYECKASA PEAJIM3ALIUA,
BO3MOXHOCTH, IEPCIIEKTHUBbI

J.A. Bapaamos, T.H. lokuna, H.A. [{poxxuna, O.JI. CamoxpajioBa

HUncmumym sxcnepumenmanvhot munepanroeuu PAH, . Yepnoeonoska

B cratee ommceiBaeTcs co3gaHHas B 1997 rogy M akTHBHO pa3BUBaeMasl BIUIOTH 10 HACTOAIIETO BPEMEHH
OpHeHTHpOBaHHass Ha HTrepHer-monmb3oBarenss HMHGOPMAIMOHHO-BhIUMCIUTENbHAs cucrtema (MIBC) WWW-
MINCRYST co cBobomaeiM moctynoM. Llems cosmanms UBC WWW-MINCRYST c¢ ee wmHCTpyMeHTapuem —
00ecTeYnTh KPUCTATUIOXMMHYECKON ¥ MIHEPAIOTHIECKOH HH(opManneii MaKCHMaIIbHO IHUPOKHUHA KPYyT MOIb30BaTeIeh
BO BCEX OOJACTSIX HAyKH, ONEPUPYIOUIMX C KPHCTAUINYECKUM BEIIECTBOM (TEOJIOTHs, TCOXUMHS, KpHCTaLorpadus,
(hm3rKa TBEpAOTO Tella) TOCTOBEPHON M aKTyallbHOW WH(OpMaIed B 001acTH KPUCTAJUIOXHMHN M KpUCTaJuIorpadun
MHUHEpAJIOB, UX CHHTETHYECKHUX aHAJIOTOB M 3JIEMEHTOB, a TAaKXKe JaTh JOIOJHUTEIHHBIN TOJUYOK B Pa3BUTHH METOIOB
00paboTKU 1 BU3yalM3alUH KPUCTAIUIOCTPYKTYPHBIX JaHHBIX.

NBC WWW-MINCRYST (http://database.iem.ac.ru/mincryst, http://mincryst.iem.ac.ru) B KayecTBe
HHTepHeT-OpreHTUPOBaHHOW 0a3bl JaHHBIX BO3HHMKIA JIOCTaTOYHO JABHO M CTajla OAHMUM M3 ITHOHEPCKUX
WMHTEPaKTHBHBIX Hay4HbIX VIHTepHeT-pecypcoB kak B Poccuum, Tak W B Mupe B oOnactu Hayk o 3emue. [lepBbiit
MOJHOCTBIO paboTocriocoOHb BapuaHT WWW unTepdetica Obut co3nan B pamkax rpaHta POOU Ne 96-07-89162 n
MIPE/ICTABIIEH MOJIb30BaTelsIM B Aekabpe 1997 rona [1], Takum 00pa3om cucTeMa ycrnemHo (GyHKIIMOHUPYET U aKTHBHO
BocTpeOOBaHA TNONb30BaTesIMH Yxe noutn 17 ner. Ha crapre mnpoekra pecypc ObUT mpHu3BaH 0OecreunTh
WHTEPAKTUBHBIA JOCTYN VHTepHEeT-MoNIbh30BaTeNsIM K HakarmmBaBmmMcs ¢ 1985 roma B pamkax jokambHOW WMBC
MUHKPUCT pmaHHBIM MO KpPUCTAJUIMYECKUM CTPYKTypaM (TIpekIe BCETO JHUTEPATYPHBIM, a TaKXe aBTOPCKUM
aHATUTHYECKUM — Bcero okoio 3500 oO0BeKTOB Ha MOMEHT cTapTa IpoekTa). B xome mpoekra B coctaB MBC
BBOJMJIMCH IIPOTPaMMHBIE Pa3pabOTKH 10 00pabOTKe KPHCTAUIOCTPYKTYPHBIX M KPHCTAJUIOXMMHYECKUX JAHHBIX, UX
aHaATN3y U MYJIbTUMEIUHHON BH3yanu3auy. [ TaBHBIM HHUIIHATOPOM H OCHOBHBIM HJICOJIOTOM PadOT CTaj 3aBeIyIOLTHIA
TPYIIONH PEHTTeHOCHEeKTPAIBHOTO aHanu3a MHCTUTyTa »SKCnepuMeHTanbHOW MuHepaisornn PAH Beimaronmiics
kpuctaiuorpad A.B. Uuuaros (yBbl, 6e3BpeMenHoO yrieamuid ot Hac B 2010 roxy).

3a 17 ner pazsutust UBC WWW-MINCRYST Hnapactun cBoil mH(GOpMaMoHHBIH (GoHJ modtd B 2,5 pasa
(bonee uem Ha 5000 00BEKTOB) U 110 IPaBy BOLIEN B MEPBBIE PsIJIbI PEHTIE€HOCTPYKTYPHBIX U KPUCTAIIIOXMMUYECKUX 0a3
JIAaHHBIX, CBSI3aHHBIX C M3YYCHHEM MHHEpAIbHOTO BEIIECTBA, KaK IO OLCHKAM II0JIb30BAaTENICH, TaKk W 10 MHEHHUIO
COCTaBHTEICH OTPACIIEBBIX KATAJIOTOB HH()OPMAIIMOHHBIX CCHUIOK.

NBC WWW-MINCRYST 3aperucrpupoBaHa B TrocyJapcTBeHHOM peructpe ©60a3 manubix  (HTL]
"Uudopmpeructp") mox Homepom 0229805169 (peructparmontoe cuaetenscTBo Ne 4873 ot 11.02.99).

OcHoBHBIM KoMmoHeHTOM MBC sBisieTcst coOcTBeHHO 0a3a MaHHBIX win MHbopManmnoHHEH (OHI (Ha WIOHB
2014 roma — oxomo 8800 wmHpOpMAMOHHBIX 00BEKTOB Mt Oonmee yem 3700 yHuKambHBIX (a3, Brmodas 3400
NpUPOAHBIX MHuHepamoB U oxomo 300 cuHTeTHYeckMX a3, HE HUMCIOIUX II0Ka HATypajJbHBIX aHAJOTOB).
Wudopmanuonnsiii 00bekT cocToUT U3 4 0azoBbix Tabmui ¢ 60 dukcupoBaHHbIMH H 10 130 NOMONHUTENHEHBIMU
noJsIMU  (YUCIIO TIOCIIENHUX BapbUpyeT B 3aBHCUMOCTH OT CJIOKHOCTH CTPYKTYpbl) W 4 OHHapHbIX (haiiaos.
[MopnepxuBaeTcs nepapxuyeckas CUCTeMa MHAEKCOB U Psiji BCIIOMOTraTesibHbIX Tabuun. OOmuii 00beM 0a3bl JaHHBIX
COCTaBJIsIeT OKOJIO 450 MOaMT.

Wndopmanuonnsiii poux B UBC WWW-MINCRYST conepsxut nndopmaruo o 00NbIIMHCTBE MUHEPATBbHBIX
BuoB (okono 3400 n3 4800 odurnmansHo npu3HaHHBIX Ha MIoHB 2014 roma MexayHaponHoit MuHepanornueckon
Acconnanuei - http://www.ima-mineralogy.org/Minlist.htm), KprCTaITHUECKHE CTPYKTYPBI KOTOPBIX PAacIIN(ppOBaHbI K
HacToseMy BpeMeHH. [IoMIMO IpUpoaHBIX 00BEKTOB, B 0a3e JaHHBIX IPEICTABICHb CHHTETHUSCKIE MUHEPAJIBI — UX
CTPYKTYpPHBIC aHAJIOTH, OTJIMYAIOLINECS TI0 COCTaBy (HAIpHMeEp, C 3aMEHOW OJHOTO M3 KaTHOHOB), U HEOPraHHMYECKHE
coequHeHUs (cwimKarel, (ocdarel, Ooparsl W 1p.),  ONM3KHME TIO CBOWCTBAM K TMPHPOIHBIM BEIIECTBAM.
WudopmanonHbii GOHA COACPKUT NaHHBIE CTPYKTYPHBIX paboT u3 Oomee 120 MHOCTpaHHBIX M OTEYECTBEHHBIX
KypHanmoB 3a mepuox oT 1930-x romoB mno Hacrosmee BpeMms. ExeromHslii NPUPOCT HOBBIX MIM 33aHOBO
MepeonpeeNIeHHBIX/YTOYHEHHBIX KPUCTAJUIMYECKUX CTPYKTYP MHHEpAJIOB M HMX AQHAJOTOB JOCTATOYHO 3HAYUTEINICH,
4T00BI TPEOOBAIACHh IOCTOSIHHAS aKTyanu3anus uHpopmarronHoro ¢pouaa (B cpeatem, 10 300-400 crpykryp B rom). B
MOCJIEIHUE TO/IbI OCHOBHOW aKIEHT ObUI ClieflaH Ha HOBBbIE MHHEpaJbl, a TaK)Ke Ha KPUCTALIMYECKHE CTPYKTYPHI,
OIMCaHHbIE B COBETCKUX M POCCHUICKHX )KypHajax (KOTOpBIC B MOCIIEIHHE JCCATUIECTHS ObUTM MEHEee HOCTYITHBI Web-
TIOJIb30BATEINI0, HEXKEIH 3apyOeKHBIE).

Huateppeiic  UBC WWW-MUHKPUCT npencraBnser co00  MHOTOYPOBHEBYO  HMH(pOPMAITHOHHYIO
JBYS3bIUHYIO (PYCCKMH W aHITIMHCKHMH, BKIIOYAs cojlep)kKaHWe W s3bIKM MHTepdeiica) cucremy. B Hee Bxomsar
CJIelylole KOMITOHEHTHI: (a) KOMIUIEKCHBIE ITOMCKOBBIC HHTEP(ENCH, HCHONB3YIONNe KaK KPUTEpHM IIOUCKa (B
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pa3MyYHBIX KOMOWHALMAX) Ha3BaHMsS MHUHEPAJOB, XHMHYECKMH COCTaB, KPUCTAUIOCTPYKTYPHBIC IapaMeTphbl,
JIUTEpaTypHbIE CCHUIKM M BCIIOMOTaTeIbHYI0 MH(pOPMAIUIO, TPUYEM BO3MOXKHBI KOMOWHAIIMH ITOWCKOBBIX MPU3HAKOB;
(6) Momymu MyJIBTHUMEIMMHOTO TIpeAcTaBlieHHss WH(opManuy (MHTEPaKTUBHBIE IOJIMIIPUYECKHE W IIApOBbIE
CTPYKTYpHI, JITHEHYAThIe M HeNpephIBHbIE crieKTphl — d4epe3 Java-ammuierst WWW-CrystPic 1 WWW-MixiPol; (B)
KJIacCH(UKAIMOHHBIE CXEMBI; (T) MOAYIN OpraHW3allK B3aMMOCBS3€H C BHEUIHMMH MH(pOPMAIMOHHBIMH pECypcaMu
yepe3 CUCTeMY AWHAMU4YecKH (GopmupyeMbIX ccbuloK; (1) WWW-opneHTHpOBaHHBIH HHCTPYMEHTapHi pa3padoTunKa
(BKITIOYAs CUCTEMY MMIIOPTa, IOBEPKH M PElaKIMU JaHHBIX, a TAK)KE X apXUBAIMU M PE3E€PBHOTO KOMMPOBAHMA).

Texnomormaecku UBC WWW-MINCRYST kak web-cepBuc peanm3oBaHa Ha "kiaccmieckor" cBszke Linux-
Apache-Mysql-PHP (LAMP) c wucnoms3oBanumem JavaScript W (ans MHTEpaKTHBHBIX ammuieToB) Java (Ha 0ase
Sun/Oracle JDK). Pasmemena MBC Ha cepBepe 0a3 maHHBIX MHCTHTYT sKcnepuMeHTanbHOW MmuHepamorun PAH
(http://database.iem.ac.ru), 1ocTyn HeTUMUTHPOBaH (ckopocTh - 10 100 Mout/c Ha MSK-IX). Ha crapre nmpoekra UBC
WWW-MINCRYST crana B 1997 romy (B peanmmsaimu Ha OC Digital Unix) omHOH M3 NeEpBBIX WHTEpHET-
OPHEHTHPOBAaHHBIX 0a3 NaHHBIX B Poccuy, MCIOIBb30BABIIMM JAHHYIO TEXHOJIOTHIO, TIpHYeM 3a 15 JieT OHa HHCKOJIBKO
He MoTepsijla CBOK0 TEXHOJIOTUYHOCTh Ha CTOPOHE cepBepa.

B Tteopernueckoit ocHoee MBC WWW-MINCRYST nexur psa HpUHIMIHAIBHBIX "HAEONOrHYecKux"
MOMEHTOB, peaJM3alMs KOTOphIX W olecredmsia €My HMeomeecss IpU3HaHWE KpUCTaulorpaguyeckod U
MHHEPAIOTHUECKOH HayqHOW oOmecTBeHHOCTH. CHHTE3 MH(OPMAIK 0 KPUCTAJUTMUECKOH (ha3e, paccMaTpuBaeMOn Kak
"MOHOKpHCTALT' WHWIN KaK '"MOJMKPUCTALT" ¢ 3aMEHOW OKCIIEPUMEHTANBHBIX MOJIHKPUCTAI-CTAHAAPTOB
pacueTHbiMu — OazoBas umes WWW-MINCRYST, kotopas W [emaeT ero yHUBEPCAIbHOH, KOMIUIEKCHOH U
OPHUTHHAIBHOH pa3paboTKOH, MOCKOIBKY MO3BOJSET CYIIECTBEHHO PACIIMPUTh HH)OPMAIIMOHHYIO 0a3y CPaBHUTEIBHO C
yucTO aHanuTH4eckoid. Ha Oase BBemeHHON MH(OpMAIMK MPOTPAaMMHBIA IAaKeT JKCIepTa-pa3paboTduKa MO3BOJISIET
AaBTOMAaTHYECKH CPOPMUPOBATH BTOPYIO, IPOM3BOJHYIO OT MEPBOH (aHANMUTHYECKON), 6a3y pacUyeTHHIX MOIMKPUCTAILI-
CTaHIApTOB, MPOBOZAS CHUHTE3 JABYX THIIOB HHpOpMaIu O Kpucraminueckod (asze. Cesszka "Kpucramimueckas
cTpyKTypa (ha3bl U ee pacueTHasi NONIMKPUCTAI-peHTreHorpamma’ siBsiercst nHGopManronHoi ocHoBoii UBC WWW-
MINCRYST u cinyXuT BaKHEHIIUM HMHCTPYMEHTapHeM B pyKax I0jb30BaTeiss (B OCOOCHHOCTH PEHTI'€HOBCKOTO
kpucramtorpada). Crepxaepas unes WWW-MINCRYST o cuHTe3€e ABYX THIIOB KPUCTAJUIOCTPYKTYPHOU HH(POPMAIHH
0 KpUCTAJUTMUECKOW (ha3e peasn3yeT NMPUHIUINAILHO HOBBIN 1MOAX0N K (POPMUPOBAHHIO BCEH KPHCTAJUIOCTPYKTYPHOM
nH(OpMaINK O BEIECTBE M OPTraHN3alluy JIOCTYIA K HEH.

OcHOBHEIM ~ HMcTOYHMKOM uHGpopMmammu s HWBC  cioyxar oOpHrHHaIBHBIC JKYpHAJbHBIE CTaTbH,
OIyONMKOBAaHHBIE B OTKPHITOW medyat. l3BinedeHHas KpPHCTAJUIOCTPYKTypHAs WHQOpMAIs romMemaercs (1o
cnennanbHOMy (opmary) B ASCII-¢aitn ¢ mocnemyromeit mporpammuoii (Ha mokaneHBIX [IK) skcmeprmsoit mo
pe3ynbTaTaM pacueTa MEKaTOMHBIX PAacCTOSHUN W JPYIUX KPUCTANIOCTPYKTYPHBIX XapaKTEPHCTHK W, B CiIydac
MOJIOKUTENIFHOTO pemreHust, ummnoptupyercs B VBC crnenuanbHBIMH CpPEICTBaMHM TIPYNIIOBOTO WM  OAWHOYHOTO
uMIopTra. BoO3MOXKEH HMIOPT KPUCTALIOCTPYKTYpPHOH HH(pOpMAnMu uepe3 OOIMENpHHATHIN B KpucTamuiorpadpun
cneuuanu3upoBanublii  ¢aitn  (Crystallographic Information File, CIF), copepxkamuii KpHUCTaNIOCTPYKTypHBIC
XapaKTePUCTUKHU paciinpoOBaHHOM KpucTauinueckon (asnl (hopmat — http://www.sdsc.edu/pb/cif/cif. html).

Wudopmanuionnas 3ammch Uil MHIMBUAYAIBHOTO KPUCTAUIMYECKOrO BELIECTBA COACPKUT WH(OPMAIMIO O
Ha3BaHUM (B COOTBETCTBMM C Kiaccuukanmeil International Mineralogy Association Wi peKOMEHIANMSMH IO
HauMeHOBaHUIO Heopranndeckux BemiecTB IUPAC), Xxumu4eckoM cocTaBe, CUMMETPHH, MapamMeTpax 3JIeMEHTapHOU
SYEHKN, KOOpAWHATaxX aTOMHBIX MO3WIMH C M30TPOITHBIMH TEMIICPAaTypHBIMH (aKTOpaMH U 3acEICHHOCTSIMH,
nHQOpPMAIMIO O MEXIIJIOCKOCTHBIX paccTosiHusX, HKL-mHIexkcax ¥ WHTEHCHBHOCTAX CHWIIBHEHIHMX pediexcoB
peHTreHoM(pPaKINOHHON KapTHHBI TOJMKPUCTAII-(a3bl, a TaKKe CCHUIKM Ha COOTBETCTBYIOLIME ITyOJIMKAlMH MO
pacmmppoBKe WINM YTOUHEHHIO KPUCTAIIMYECKONH CTPYKTYPHI. 3alMch MOKET OBITh CrelM(UIMPOBaHa 110 ITOJIC3HBIM
CBOMCTBaM, 0COOEHHOCTSIM XUMHYECKOTO COCTaBa U CTPYKTypbl, P-T ycrnoBusam cuHTe3a, MPUHAIICKHOCTH K YCIIOBHBIM
MUHEpaJIbHBIM TpynmnaMm. Kaxkmas 3amich COmep HUT "MOHOKPHUCTaNbHBIE" W "TONMKPHCTANbHBIE" XapaKTePHUCTHKH
KpHUCTaJUIN4ecKor (a3pl. MuHepansl KiIacCH(pUIMPOBaHBI B COOTBETCTBHHM C TAKCOHAMH CTPYKTYPHO-XHMHUYECKOH
cucreMatukd MuHepasoB A.A. T'0IoBHKOBa, KPHUCTAJUIOXUMHUYECKON Knaccupukanuu M. UupHOTTH, B HacTosIIee
BpeMsi BBOAUTCS Kiaccu(UKalus 10 CTPYKTypHbIM Turmam muHepanoB no I[.b. Boxuro. lnst 2400 ¢a3 cpenanbt
9KCIIPECC-OLCHKYU IIOTEHIIUAIBHOM 9HEPTUU KPUCTAIUIMYECKOM PELIETKU.

B MBC WWW-MINCRYST peanu3oBan HMIOPT OJOOPCHHOM OJKcrepraMu HHGOpPMAIUH dYepe3 web-
uHTep(eiic Kak B BHJE €IMHUYHBIX 3alMCEH, TaK M MAaKeTOB 3amuceil (0 HECKOJIBKHX COT) C BXOAHBIM KOHTPOJIEM
JIAaHHBIX, YTO TO3BOJISIET IPOBOAMTH IOCTOSHHYIO aKTyainu3anuio HHpopMmanuoHHoro Qonna. Takxke peannzoBaHa
BO3MOXXHOCTh DEIAaKTHPOBAaHUs 3amicedl B on-line pexuMe, WX yJaJeHHs, 3aMEHBI CIy)XeOHBIX (hailyioB 3ammceid,
apXMBallMU M BOCCTAHOBJIEHUs 0a3bl JaHHBIX Yepe3 web-nHTepdeiic.

Kpartko 06 ocHOBHBIX Bo3MoxkHOCTIX UBC WWW-MINCRYST.

B UBC peamm3oBana 3¢ ¢ekTHBHAas cucTeMa moucka (a3 TO OTIACTBHBIM HabopaM WM KOMIUIEKCY
mapaMeTpoB: Ha3BaHHE MHUHepasa (IIOJHOE WM YaCTHYHOE, 1O CIeU(HUKAnny, al(aBUTHBIE CIIUCKH), XUMUYCCKHN
WIA 3JEMEHTHBIH COCTaB B Pa3IMYHBIX KOMOMHALMSAX (IIPHCYTCTBHE/OTCYTCTBHE J3JIEMEHTOB W UX KOMOMHAIIWN),
KPHCTAJUIOCTPYKTYPHBIE XapaKTEPUCTUKU (CHUMMETpHS, MPOCTPAHCTBEHHBIE TPYIIBI, HapaMeTpbl AIIEMEHTApHOU
s4yelikn, MexIuiockoctHele paccrosiHus d(hkl)), uTo B coueraHuMM ¢ XMMHYECKMM (3JIEMEHTHBIM) COCTaBOM JaeT
BO3MOYKHOCTh HPSIMOTO MHTEPAaKTHBHOTO KayeCTBEHHOTO peHTreHo(a3oBoro aHamusa. B cucremy moucka jpobaBiieH
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MOUCK TI0 KJIacCH(UKALMOHHBIM INapaMeTpaM HECKOJIbKHX KPUCTAIUIOXUMHUYECKUX U CTPYKTYPHBIX KIlaCCU(pHUKAIMIA
(T'omoBukoB, Yupnorru, Bokwii). Cucrema mowcka IO 3THM NapaMeTpaMm oOecreunBaeT TOHCK (M TPYIIHPOBKY)
MHHEPAJIOB 10 YKa3aHHBIM HU3IINUM U IIPOMEXKYTOUHBIM TaKCOHaM kiiaccudukanuid. [1o psuy napamerpos moucka IBC
WWW-MINCRYST 10 cux nop He HMEeT aHaJIOroB CPeil MUHEPaJIOro-KprcTayutorpaduieckux 0a3 TaHHBIX.

Ilo pesympraTaM TOHMCKa IOJBH30BAaTENb ITOJYYaeT CCHUIKY Ha CIHCOK (a3, OTBEYAIOIIMX ITOMCKOBBIM
KputepusiM ¢ ykazanueMm ID 3ammcn, HasBaHus (asbl, (GOPMYIBI M MPOCTPAHCTBEHHOH TPYIIBI C BO3MOXXHOCTBIO
MOCIIEAYIONIETO IIepexoa MO TUMEpPCChUIKE. B ciaydae €IMHWYHOIO YCIIEHIHOTO OTBETa I0Jb30BATENb Cpasy
aBTOMATHYECKH TICPEBOANTCS Ha HAWICHHBIN 00OBEKT.

B «xapte» HailieHHOTO 0OBEKTa IPEICTABICHB OCHOBHBIE IaHHBIE (KaK XpaHuMBbIe B b/l, Tak n AMHAMUYECKH
paccunThiBacMble TNpH (OPMHPOBAHUM «KapThl») — Ha3BaHUe, (opMyna, IapaMeTpsl SAUCHKH, pa3IUIHbIC
KpHcTajuorpadpuyecke AaHHble (KoJI-Bo pediekcoB, pEHTIEHOBCKHE TIOTHOCTH, Kod(duitnenTs! nornomenus); CPDS
kapra — 20 MakcUMaIbHBIX pedIeKCOB, MX hkl TMO3UIMM ¥ HHTCHCHBHOCTH, Oa30BBIC ATOMHBIC MO3MIUH U HX
3aCeJICHHOCTH; IMOJHAas WH(OPMAIMOHHO-pacueTHas Kapra (PEHTIeHOBCKHME IUIOTHOCTH, BCE peduieKChl H T.L.);
paccuMTaHHbIC SHEPTUH PELIETKHU; IPHHAIICKHOCTD K PA3IMYHBIM KIacCH(PHUKAIIMOHHBIM CXeMaM; UCTOYHUKH JTaHHBIX
(cchuIKM Ha IMyOJIMKAIMK, MIONPABKH U T.I1.); aBTOMATHYECKH (POPMHUPYEMBIE CCHIIKM Ha BHEITHHE PECYPCHI.

Jns Bcex 3ammceit uepe3 ammier WWW-Crystpic (Java-3D ¢ wucronb3oBanuem Oubimmorek OpenGL)
JIOCTYITHBI INHAMHYECKH CO3/]aBacMble MHTEPAKTUBHBIC M300paXKEHHsI MOJICNICH KPUCTAIUTMUECKUX CTPYKTYp B LIapax-
chepax U B mommdApmdecKuX mpoekmusx (mo 138 mosmmmit u go 1500(!) aToMOB Ha CTPYKTYpy) B COOTBETCTBHH C
OCHOBHBIMH KAaHOHAMHM MHHEPAIOTHH M KpucTamuiorpaduu. IlporpamMma mo3BONSET [JenaTh BCEBO3MOXKHBIC
MaHUIYISIIUA C MOJETBIO CTPYKTYPBI, BKIIIOYAsI MacIITaOMpOBaHNE, HEMTPEPHIBHOE W/MIIM aBTOMATHUYECKOE TUCKPETHOE
BpamieHne BOKpYr "sKkpaHHBIX" oceit X,Y,Z, OpHeHTanuio Mo KpuctamuiorpaduueckuMm ocsm, hkl-¢pparmenTanmio
ctpykrypsl (Ha hkl-opuentupoBanusie ¢parments! tommuHoW d(hkl)), HapamBaHne >JI€MEHTapHBIX AYEEK BIOJb
JM0OBIX BHIOPAHHBIX HANpaBiIeHUN A (OPMHUPOBAHUS '"CBEPXCTPYKTYp" M MOTHBOB, a TakXke NPsAMOH "pydHoil" u
ABTOMATH3MPOBAHHBIN JJISI MAJIBIX TOJM3IPOB (TETPAdIPOB U OKTA3APOB) pacdeT JIIOOBIX MEXKATOMHBIX PACCTOSIHUM M
yoioB B cTpykType. IlporpamMma wu3o0paxkaeT JioObIe MONUAIPHI, BKIOUas "mAedekTHbie" ¢ HEOOBIYHO MAaJbIMH
("nmoxumu') MeXaTOMHBIMH PacCTOSHUSIMU. boiee neTanbHOE ONMCaHHWE BCEX BO3MOXKHOCTEW ammJiera MpPHBEAECHO
3nech - http://mincryst.iem.ac.ru/rus/crystpic.php. B HacTosiee BpeMs CyIecTBYIOT po0IeMbl ¢ pabOTOl ¢ BHEITHUMHU
6ubmorekamn OpenGL (Ha KOTOPBIX peaii30BaH alIlieT) U MapaHOWAANGHBIME HACTpPOKaMu 0€30IacHOCTH HOBBIX
BepcHi Java, KOTOpbIE pemIaroTCsl BMEIIATEIbCTBOM TT0NIb30Baresisi. OHAKO, W3-3a ITOTO ceiuac MPOBOAUTCS MEPEHOC
anrieTa Ha HOBBIE IPOTrpaMMHBIE IDIaT(OPMEI THIIA BCTPOeHHBIX cpencts HTMLS.

Monyms B Buzme ammuieta WWW-Mixipol mnpeanasHaueH uis rpaduveckoro NpeACTaBICHUS ITOJIHBIX
pacyemnuix  CIEKTPAIBHBIX TPOQWIEH MONMMKPUCTAII-PEHTICHOTPAMM C  BO3MOXKHOCTSAMH — MaHHUITYJIHPOBAHUS
CHEKTPaMH ISl Pa3sHbIX MCTOYHUKOB H3IIyYCHHUS M PA3HBIX TUIIOB CIIEKTPANbHBIX IIKal. Taxke MOAYNb CHOCOOEH
dbopmupoBats peHTreHOorpamMMmbl cMeceld ¢a3 (mo 6 (a3 OJHOBPEMEHHO) MpPH BO3MOXHOCTH BapbUPOBaHUS
OTHOCHUTENBHBIMH COJICPKAHUSIMA KOMITOHEHTOB cMecH. [IpuMepbl MOJENHM KPHUCTAJUTHUECKOH CTPYKTYpBI IEOJIUTA
(6onee 600 aTOMOB) M pacueTHBIX CIIEKTPOB cMecH 6 (a3 mpuBeeHbl Ha puc. 1
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Puc.1. HTepakTiBHAs MOIEIb KPUCTAIUTMNYECKOIH CTPYKTYpPHI U IPUMEP KOMOMHAIINH
PaCUYeTHBIX CTIEKTPATBHBIX MPOQIIIEH MOTNKPHUCTAILI-PEHTIeHOTpaMM (cMech 6 da3)
Kak s CTpyKTyp, Tak M JUIA CIEKTPOB MHHEPAIOB MPEIYCMOTPEHBI ¥ YIPOIICHHBIE BapHaHTHI
IpeCTaBIeHHs B BUAE TaK XKe MHTEPaKTUBHBIX TPAJHIIMOHHBIX [IAPOBBIX CTPYKTYpP U JIMHEHYATBIX CIIEKTPOB.
Paspaborannblii 1 uHTerpupoBaHHblii (oka yactuuHo) B WWW-MINCRYST pacuernbiii mogyns WWW-
Xraypol B cBsizke ¢ moaymsimu WWW-Crystpic 1 WWW-Mixipol no3Bossier KBaau(pUIMPOBAHHOMY I10JIb30BATEIIO
W3BICKATh U MoOuguyupoéams "Ha JeTy" CTpYKTypel U3 uHbopMaimonHoro ¢onma (He 3aTparuBas €ro
HEMOCPEJICTBEHHO), a 3aTeM pacCUMTHIBaTh HOBBIC BapuUaHThl W IMOJydYaTh TpaduuecKue W300pakeHUs Mojelen
KPHUCTAJUIMYECKUX CTPYKTYP M KBa3UpEaIbHBIX MOJHBIX MPOQHIEH PACUETHBIX MOJMKPUCTALI-PEHTTEHOTPAMM, TEM
caMbIM peras 3aJa41 110 MO (UKALNK PEATBHBIX CTPYKTYP.
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OnHMMH U3 NEPBBIX CPEIU HAyYHBIX HHTEPHET-OpPUEHTHPOBaHHBIX 0a3 paHHbIX 4t UBC WWW-MINCRYST
ObuTa pazpaboTaHa cucTeMa JMHAMHYECKH (POPMUPYEMBIX MEPEKPECTHBIX BEO-CCHUIOK JUIS CBSI3U OOBEKTOB C 3aIUCSIMU
JUIl KOHKPETHBIX MHHEpaJOB B BEAYLIMX MHHepajlormdeckux Oa3zax naHHbIX B MHrepHere. Cucrema reHepauuu
JUHAMHYECKUX THUIIEPCCHUIOK Ha BHEIIHHE HMH(MOpPMalMOHHBIE pPECypchl (Ha MUHepajorniyeckue 0as3bl NaHHBIX |
TIOMCKOBBIE CHCTEMBI) MO3BOJISIET "MPO3pavyHo’ IS MOJIB30BaTENs MOAKIIOYaTh OOJIbIINE BHEIIHHE MAacCHBBI JIAHHBIX,
UCTIONB3YsI MeTox "TeHepanbHBIX" 3ampocoB. IIpm 3TOM momb3oBaTenb cpazy MONy4aeT AOCTYH K MH(POPMAanud MO
MHTEPECYIOIEMY €ro OOBEeKTy, MHHYS CTaJdH ITOWCKAa WM IPOCMOTpa Bced BHemHeHd 6as3pl. Kpome Toro, maHHBIN
MEXaHU3M peamn3yeT OOpaTHYIO CBsi3b, IO3BOJIAA TaKUM JK€ 00pa3oM cChUIaThCs ITHM 0azaM y)Ke Ha Haln
WH(POPMAITMOHHBIE OOBEKTHI, YTO PE3KO MOBHIMIAeT BOCTpeOoBaHHOCTh VIBC BHEITHUMU ITOJIE30BATEIISIMH.

Hammane 8 MBC WWW-MINCRYST pmanusix mo 8800 KpHCTaIMYECKUM CTPYKTypaM, BCTPOCHHOTO
pacyeTHOro KOMIUIEKCA M PAa3BUTHIX CPEACTB BU3YAJIH3AIMH ITO3BOJIIIIN IOMHMO BO3MOXKHOCTEH, OPHEHTHPOBAHHBIX Ha
MOUCK W TpefocTaBieHne MHpopmanuu, ucnoib3oBate BC B pa3paboTke HETpaJMLIMOHHBIX HAayYHBIX MOJXOIOB K
HHTEPIPETAUU U TMPEACTABICHUIO HEKOTOPHIX KPHCTA/LTHYECKUX CTpykTyp. Hampumep, WWW Xraypol mosBosuit
BBISIBUTh B TPAIUIIMOHHBIX CTPYKTYpax BO3MOXKHOCTh TMOKOTO WCIIOJIb30BAHUS IMOJHMAIPOB U IOYTH aBTOMATHYECKU
(opMupoBaTh pa3NMuYHbIE BapUaHThl CTPYKTYPHBIX Mojened MuHepanoB. Kak BbIICHWIOCH Onlarojapsi THOKoMy
UCIIONIb30BaHUIO MTOJMAIPOB, MTO3BOJISIONIEMY (POPMUPOBATH PA3IMYHbIC BapUAHTHI CTPYKTYPHBIX MOJENEH MHUHEPAJIOB,
JUIS. 9acTH MHHEPAJOB MOXKHO HE CTPOTO INPHBS3BIBATHECS K TPAAWIMOHHOMY KaTHOHHO-aHHOHHOMY H300paXKeHHIo, a
(hopMupOBaTH CTPYKTYPHI HA OCHOBE JIFOOBIX aTOMOB, BXO[SIIHNX B €€ cocTaB. Vcnomnb3yercs MpUHIMIL: B PAIE CIydacs
KPHUCTAJUTMYECKOE MPOCTPAHCTBO MOYKHO OPTaHH30BaTh B CMEIIAHHOM IIIAPOBOM M MONMAIPHYECKOM M300paKEHUH Ha
OCHOBE J100bix (a HE OOMICIPUHATHIX) aTOMOB B CTPYKType. Mertom ocoOeHHO 3((eKTHBeH AT CIOXKHBIX
"HenpaBUIBHBIX" OECKHCIOPOAHBIX CTPYKTYP (Pochuns, cnoxubie cynbGOUAB! U Op.).

BoctpeboBannocte WWW-MINCRYST xopomio moaTBep)KaaeTcsl CTaTUCTHKOW oOpamenuid (4,1 MiH.
YCHEIHBIX eANHUYHBIX 3ampocoB 3a 2013 roxa, Oonee 52 I'0 ckauanHoi uHpopMmarmu, okono 35000 yHUKaTBHBIX
CalTOB-KJIMEHTOB), a TaKXe OOJILIIUM KOJMYECTBOM OT3BIBOB, OMUCAHWH M BHEMHUX cChbUIok HA WWW-MINCRYST
(cm. paznen "Ccebiiku" Ha caiTe).

O mnepcrnexruBax pa3Butud WWW-MINCRYST cneayer ckazate oTnensHO. B cBA3M ¢ O4eHb OBICTPBIM
pa3BuTHEM Web-TeXHOnoruii 1 (COOTBETCTBEHHO) Opay3epoB, BOSHMKIIA HEOOXOAMMOCTh KapIMHAIBHON nepepaboTKH
HBIHEIIHEr0 KJIMEHTCKOro MHTep(eiica, y)ke He OTBEYAIOIIEro Kak HOBBIM TEXHOJIOTHSM (M 3a4acTyl0 HE IMOJHOCTBIO
coBmectumoro ¢ HoBeM [10), Tak m TpeOoBaHWsAM moib3oBareneid. OHa OymeT BKIIOYAaTh W3MEHEHHE CIOC00a
NIPE/ICTABIICHNs 3alllCH ITyTeM CBEAEHHs pa3o0IIeHHbIX ceivac moisei (ocHoBHble nanHble, CPDS kapra, atomuble
MO3UINH, CTPYKTYpa, CIIEKTPBI, CCBUIKM M Jp.) B €AWHOE MH(OPMAIMOHHOE HPOCTPAaHCTBO, GopMHpyeMoe Ha Oaze
muaamugeckoro HTML (¢ ucmomb3oBanmeMm TexHonoruir JSON, DHTML, HTMLS, oBepnelHBIX CTPYKTYyp).
[TpemycmarpuBaeTcst Kak TIepefenKka W PEeKOMIWIANUs Java anmiaeroB (B CBA3M C YCTapeBaHHMEM M HEMOIHOH
COBMECTHUMOCTBIO KOZIa C MOCIEAHUMHM peanusanusamu Java VM), Tak M HX 3aMEHa Ha MOMIYJH, HCHONbB3YIOLINE
MyJbTHMEAUKHbIC TexHojoruu cranaapro HTMLS5 unu Adobe Flash (¢ ncmonb3oBaHreM OpUTHHAIBHOTO aBTOPCKOTO
pacueTHOro Koza). Takxke OyayT U3MEHEHbI B CTOPOHY MOBBILICHUS IPYKETFOOHOCTH M ITPOCTOTHI) AU3AIH U 3JIEMEHTBI
VIpaBJICHUs] NPENOCTaBIsIeMON IoNb30BaTello HMHpopMauuu. [IpenycMorpeHo moronHeHHe 0a3bl  JTaHHBIX
JIOTIOJIHUTENBHON CYry00 MHHEpaJOTHuecKoi HH(popManueid ((hoTo MHHEpalIOB, PUCYHKH KpUCTaIorpaduieckux
(opM, NONONHHUTENBHBIE MHUHEpAJOTMYECKHEe NaHHble W ap.). HecMoTpss Ha TO, 4TO IO psiiy HapaMeTpoB ITOHCKA
WWW-MINCRYST 710 cux mop He MMEET aHaJoroB, OyJeT pacliMpeH KpYr IOTEHIHAIBHBIX ITOMCKOBBIX 3aIlpOCOB
(mpexrie Bcero B 00J1aCTH MOMCKOB MO COCTAaBY M KPHCTAIUIOTPA(dHUSCKIM JaHHBIM).

PazpaboTannas u passuBaemas Ha npotspkeHnu 17 ner UBC WWW-MINCRYST sBnsiercst 001ienocTyHbIM,
JPY’KEMIOOHBIM MOJIB30BaTEN0 HHTEp(dEeiicoM K O0MbIIOMY 00BEMY KPHCTAIUIOCTPYKTYPHOH M KPHCTAJUIOXMMHYECKOH
nHpoOpMaIMM C Ppa3sBUTBIMH CPEACTBAMH IIOMCKA, MPEACTABICHHS W OOpabOTKHM W MOMKET CIYKHUTh MOIIHBIM
WHCTPYMEHTapueM JUIS BCEX MHCCIeoBaTeNell B MHHEPAJIOTWH, KpucTamiorpaduu, QuU3NKe TBEPIOro Tena,
MAaTepHAIOBEICHUH U IIPOYNX CMEXHBIX 00IACTIX HAYKH.

ITpoenenne pabor mo MBC WWW-MINCRYST B Tteuernne 1997-2013 romo Obuto momaepxkaHo S-i0
rpantamMu PO®U (B ToM uncie B HacTosmiee BpeMs - rpanToM PODU Ne 12-07-00742-a, pyk. Bapnamos JI.A.).
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