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OBILIEJOCTYITHBIM MTHCTPYMEHT MUHEPAJIOT'OB 1
KPUCTAJIJIOTPA®OB
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INFORMATION-CALCULATION SYSTEM «WWW-MINCRYST» ON A
CRYSTALLOCHEMISTRY OF MINERALS AND THEIR ANALOGUES —
PUBLICLY ACCESSIBLE FOR MINERALOGISTS AND
CRYSTALLOGRAPHERS

Varlamov D.A., Dokina T.N., Drozhzhina N.A., Samokhvalova O.L.
Moscow branch. Institute of Experimental Mineralogy RAS

Nudopmanmonno-serunciurensias cuctema WWW-MINCRYST (nanee —
NBC), http://mincryst.iem.ac.ru, co3ganHas B aekabpe 1997 r., crana ongHUM U3
NEPBLIX HaYYHBIX MHTEPAKTUBHBIX IHTEpHET-PECYpCOB B 00JaCTH HAyK O 3eMiie B
Poccun n B mupe (Ymuaros, 2001). 3asBieHHas 1enb pecypca — oOecleueHue
aKTyaJbHOMN JIOCTOBEPHOM uHpopmanmei B obnactu
KPUCTAINIOXUMHH/KpUCTAIIOTpadU MUHEPATIOB U MX CHUHTETUYECKHX AaHaJOTOB
MaKCHMAaJIbHO IIMPOKOTO KPyra MOJIb30BaTeNIe B 00JaCTAX HAYKH, OMEPUPYIOIINX
¢ kpucramumueckuMm BemectBoM. MBC cHavana Obula mpu3BaHa MPEJOCTABUTH
WHTEPAKTUBHBIA MHTEpHET-OCTYN MOJI30BAaTEIsIM K HaKOIUIEHHBIM ¢ 1985 ronma
JUTEpPaTypHbIM JaHHBIM IO KPUCTAJUIMYECKUM CTPYKTypaM MHHEPAJIOB, 3aTEM B
NBC BBOgumnCH pa3pabOTKU 1O UHTEPAKTUBHON 00pabOTKE JaHHBIX U UX aHATU3Y.
Nunnmatopom padot crtan 3aB. rpynnsl PCA UOM PAH k.r.-m.H. A.B. Unyaros.
OcHoBel uaeconorun u TexHoiorun WBC onucansl 3xech (Yuuaros, 2007,
Bapnamos, 2013).

Ceituac WWW-MINCRYST npencraBiasieT MHOTOYPOBHEBYIO JIBYSI3bIYHYIO
(rus/feng — coxpepkaHue W S3bIKM HHTepdeiica) MHOOPMAIMOHHYIO CHUCTEMY, B
KOTOPYIO BXOJSIT:

(a) 6aza mamubix (BJI) — Oomee 9500 3ammceit mius OGomee yem 4000
VHUKaJIbHBIX (a3, Briaouyasd 3750 mnpupogHeix MuHepanoB U okosno 300
CUHTETHYECKUX (a3 — WX CTPYKTYpPHBIX aHAJIOTOB, OTIWYAIOUIUXCS TIO COCTaBY
(Hanmpumep, C 3aMEHOM OJHOTO W3 KAaTHOHOB), U HEOPraHMYECKUX COETUHEHUI
(cunukatel, ¢ocdarbl, OopaThl U Jp.), OJU3KUX MO CBOMCTBAM K MPUPOJHBIM
BemectBaM. bBJ[ comepxut panHeie u3 Oosiee uyem 140 UHOCTpaHHBIX H
OTE€YECTBEHHBIX XypHanoB 3a nepuoa ot 30-x rogoB XX Beka BILIOTH 10 2016
roga. ExerogHoe nomnosnnenue — He MeHee 350-400 3ammcei. ba3oBas 3amnmce
coAepKUT MHMOpPMAIIMIO O Ha3BaHWHU (B COOTBETCTBUMU C Kiaccubukamueid IMA
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nmu pekomenaanusamu [UPAC), xuMHUuecKkOM COCTaBe, CUMMETPHUH, MapameTpax
JJIEMEHTAPHOM SYEHMKH, KOOPAMHATAX ATOMHBIX IIO3MLMUHA C HU30TPOIHBIMU
TEMIEPaTypHbIMK  (akTopaMd M 3aCEIEHHOCTAMH,  HMHPOPMALMIO O
MEXKIUIOCKOCTHBIX paccToAHuAX, HKL-uHAEKCaX 1 MHTEHCUBHOCTAX CUJIBHEHIINX
pedieKCOB PEHTreHOAUPPAKIIMOHHOW KAapTUHBI TOJHUKPUCTALI-Pa3bl, a TaKXKe
CCBUIKM Ha NyOJMKALMHM MO pacliu(pOBKE WM YTOUHEHHMIO KPUCTALIIMYECKOMN
CTPYKTYpbl. 3anuch cnenupuuupoBaHa MO IMOJE3HbIM CBOMCTBaAM, OCOOEHHOCTIM
XUMHYECKOT0 COCTaBa U CTPYKTYphl, a Takxke 1no P-T ycloBHSIM CHUHTE3a U T.II.
Kaxnas 3ammce comepkuT  "MOHOKpHUCTalbHblE" W "HOJUKPUCTAIbHBIC"
XapaKTepUCTUKN Kpuctamuimueckod ¢aspl. s 2500 a3 caoemansl skcmpecc-
OLICHKHU TOTEHIIMAJIbHON YHEPTUU KPUCTAINTUYECKON PEIETKH.

(0) cpencTBa moucka Mo Ha3BaHUSAM (M UX (PparMeHTaM) MUHEPAJIOB U UX
cnenuuKauii, XUMUYECKOMY COCTaBy (koMOUHAIU
IPUCYTCTBYIOLIUX/OTCYTCTBYIOLIUX 3JIEMEHTOB), KpUCTaIIOrpaduyecKum
napamerpaM, JIMTepaTypHbIM HCTOYHUKAM, BcromorarteibHoW uHpopmanuu. [lo
psay napametpoB noucka y UBC noka HeT aHaJIOroB;

(B) MyJIbTUMEIUIHBIE MHTEPAKTUBHBIC (DOPMBI BU3yaIU3alMH CTPYKTYp U
cnexktpoB. Moayns WWW-Crystpic popmupyer auHamMudeckue MHTEPAKTUBHBIE
U300paKeHUsT MojeNied KPUCTAUIMYECKUX CTPYKTYp B Iiapax-chepax U B
NOJIMRJIpUYECKUX Tpoekiusax (mo 138 mosumuit u go 1500(!) aromoB Ha
CTPYKTYpY). Moayiab MO3BOJSET MPOBOJAUTH BCEBO3MOXKHBIE MAHUIYJSIIIUU C
MOJIENIBIO  CTPYKTYpBI, BKJIIOYas MaclITaOMpOBaHHWE, HEMPEPHIBHOE W/WIIU
aBTOMAaTHUYECKOE JHUCKPETHOE BpalleHue BOKpyr 'skpaHHbiX" oceit X,Y,Z,
OPUEHTAIIUIO 110 KpUCcTauTorpaduyeckum ocsiMm, hkl-pparmenranuio cTpykTypsl (Ha
hkl-opuentupoBannsie  ¢parmentel  TommuHOM  d(hkl)),  HapamuBaHme
AJIIEMEHTAPHBIX STYEeK BIOJb JIOOBIX BHIOPAaHHBIX HAMIPABICHUH 111 GOPMUPOBAHUS
"CBEpPXCTPYKTYp'" M MOTHBOB, a TaKke MpsIMOM "pydHoil" M aBTOMATU3UPOBAHHBIN
JUISE MaJbIX TOJMUAAPOB (TETPadIPOB M OKTAdJPOB) pacyeT JIFOOBIX MEXKaTOMHBIX
paccTossHUM W yriaoB B cTpyKType. [Iporpamma m3obOpaxaeT mto0ble MOIUIIPHI,
BKiIto4as "medekTHeie" ¢ HEOObYHO ManbiMH ("TIOXUMH'") MEXKaTOMHBIMHU
paccrosausiMu. Moayns WWW-Mixipol npennasnHaden st rpaduyeckoro
NPE/ICTABIICHUSI TIOMHBIX PACUETHBIX CIEKTPaJbHBIX MNpoduiel MOTUKPUCTAILI-
PEHTIEHOTPAMM C BO3MOXKHOCTSIMH MAHUIYJMPOBAHUS CHEKTPAMH [JISl Pa3HBIX
HMCTOYHUKOB M3JYYECHHUS W Pa3HbIX TUIOB CIEKTPAIbHBIX MIKaI. Takke MOIyJb
crocobeH QopMuUpoBaTH pPEHTTeHOrpaMMmbl cumeceti a3z (mo 6 da3) mnpu
BO3MOKHOCTH BapbUPOBAHUS CoJIepKaHUSIMU KOMIIOHEHTOB CMECH.
[IpenycMOTpeHbl ympoIllieHHbIE BapHaHThI TPECTaBICHUS HHPOpMalUd B BUJE
TPaAUIMOHHBIX IIAPOBBIX CTPYKTYP U JTUHEHYATHIX CIIEKTPOB.

(r) xnaccudukanmonasie cxemsbl (['ogoBukoB, bokwuii, Chiriotti);

(m) cuctembl auHamudecku GopmupyeMbix WWW-CCBIIIOK Ha BHEIIHUE
nHpopmanmonnasie pecypcsl (Mindat, Webmineral u ap., MoMcKoBBIE CUCTEMBI);

() WWW-0opueHTHpOBaHHBIH HHCTPYMEHTApUil pa3paboTyvka (MMIIOPT
BXOJHBIX  JAHHBIX, MPOBEpPKAa, pPEHaKUHUs), BO3MOXKHOCTH  pabOTBl ¢
MOJIb30BATEILCKUMHU TaHHBIMHU.
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Hanuune OONBIIOrO KOJMYECTBA CTPYKTYp M CpPEACTB BU3YalIU3alHUU
no3Bosisier IBC nmpoBOauTh BeCbMa HECTAHJIAPTHBIE CTATUCTUYECKUE BBIOOPKH IO
CTPYKTYPHBIM JaHHBIM, a TaK)K€ pa3BUBATh NPUHIMIUAIBHO HOBBIE MOAXOIBI K
MPEACTABICHUIO KPHUCTAUIMYECKUX CTPYKTYyp — Onarogaps (QopMHUPOBaHUIO
pPa3JINYHBIX BapUaHTOB CTPYKTYpHBIX Mozenei. llokasaHo, 4To B psae ciy4yaes
KPUCTAJIMYECKOE MPOCTPAHCTBO MOKHO OPTaHU30BaTh, HECTPOI'O MPUBS3BIBASICH K
TPAJULIMOHHOMY KaTMOHHO-aHHUOHHOMY HM300paxeHuto, GopMUpys B CMEIIAHHOM
IapOBOM U MOJUBAPUYECKOM U300paKEHUU CTPYKTYPY Ha OCHOBE JIOOBIX aTOMOB,
BXOJAIIMX B MX cocTaB. MeTon 3(h(EKTUBEH ISl CIOXHBIX "HENpaBUIbHBIX"
OECKHUCIOPOIHBIX CTPYKTYP (hochuabl, cnoxHbie cyabduabl U cylbGHOCOIH U T.11.).

Boctpeboannocts MBC mnoarBepxkmaercss cratuctukoil — go 95 16
CKauyuBaeMoW uHpopMauuu, 10 7,5 MIH. €IUHUYHBIX 3ampocoB, a0 45000
YHUKAJIbHBIX KJIIMEHTOB B TO/I.

Pabomer no UBC WWW-MINCRYST 6viiu noooepoicanvt 6 epanmamu
PODU (cetivac — epanm PODU 15-07-08399-a, pyk. Bapramos J[.A.).
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