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Hemrupueit  ropmon  moanbepur - Glu-His-Trp-Ser-Tyr-Gly-Teu-Arg-
Pro-Gly-NH, B nmocaenuee Bpems UHTCHCHBHO HCCIHENYVeTCH (M3UKO-XUMHYE-
cxrMu ateropanmn [1]; momyuensr ofumpibe JaHEBE 0 6HONOTHIECKOH aKTHB-
HOCTY CTQ amayoros. Vipreprnperanus 9THX pPe3yrbratos Tpedyer mertantsm-
POBAHHEIX CBefleHul O IPOCTPAHCTIBEHHOM CTPOEHUR ¥ KoHQOPMaLMOHHOH
noppyREoCTH Momeryn oL [lpennprrarei mepasao Momanu [2] pacyer Beposit-
HBIX ¢Ta0MIBHBIX CTPYKTYD JIOAHOEpHHA JaeT BechbMa (parMemTapmEbe cBepe-
gosa. WM pacemarpuBaiuch IMITH T€ KOHQOPMALWHA 0CTOBA IIEHOH MOJEKYIE
aoaRdepuHa, KOTOPhEe COOTBETCTBOBAAN ROMONEALEAM Hauboxee crabmibHEBIX
woudopmanmit ¢parmenros: < Glu-His-Trp-Ser-Tyr-Gly® u Gly®-Leu-Arg-
Pro-Gly-NH,,.

Tlpu 7rarom orfope LOTEHIMANBHO CTAOMIBHBIX CTPYRIVD UTIIOPUPOBA-
Iachk BayKHAg TPyOIoa OJIUKHEX BHYTPUMONEKYJNADHBIX B3anMoueificTsui B
OKPECTHOCTH W3IH0a, UPEXOXAMICIOCA BO BCEX PAaCCMATPHBAEMbIX KOHPOpMA-
nrax za yaacrox Tyr-Gly-Leu; XKpyr mccuenyemsix CTalHIBHBIY CTPYKTYD
Pparmenron < Glu,... Gly* m Gly® ...Gly-NH, orparmunuBancs nponsBoibHEEM
00pasoM my1ren WCTONL30BAHNA BA3YAMBEBIX OIEHOK, IIOAYIEHHBIX ¢ HOMOIBIO
MogeeH.

I ofcroarenbeTBa WOOYAHAN HAC UPENUPHHATS Gosee TOIATCALHOE HC-
caenoBanre KORQOPMATHONHON TOABIMREOCTE MOJNERYAR nionubepmma. Pac-
uer cTabHabHEX KoudopMaumi 970l MONEKYIL OCYIIECTBIEH ¢ HCIONb3OBA-
BUeM alropHTMEIecKUX CPEefCTB, onmcanusx B padore [3].

C wmemonpzoBammes mpomenypsl, onmcanwonr B paGore [4], Owmm  oro-
Opamsl mmsKosHeprermaeckme KompopMmauuu Iemrauenrara < Glu..Tyr® =
rexcamenrnga Serd... Pro®, yerymaomue waufohce crabuibHOE He GoJgee
10 wxan/monp. Ha ocmoBanmm 9TUX HAHHBIX OCYWECTBIAICA PACTOT IHEPIUH
OIM/KNIX  BHYTPEMOAEKYIGIPHEIX  B3aWMOLEHCTBUHA  BO BCEX COBMECTHRIX
KoMOWAAIMAX CcraluisEeX RouwdopManmi memrtamenrmpos < Glu....Tyrs,
GlyS...Gly-NH, = rewcanemtuma Ser®,..Pro®. llonyeenmsie taxwm oGpasom
OUCHKH OTNHYANNCE OT BHYTPUMOJEKYASPHON 9SHEPIWH IEeJOH MOJEGRYJIb
AWML B BEJEYWHY BKJIAJOB BaawmopeiicrBuil rpynn octaTkoB (< Glu...Trp?)
m (GlyS... .Gly:NH,), (Ser* — Tyr®) u —(Gly-NH,). Hoadopmayum, obpaso-
BaBIIME TPYNNY Haudomnee crabuiabubix T0 ONUMEUM B3aHMONEHCTBHAM CTPYK-
yp (< 10 xxan/Mons), PACCIMTHRANUCH HA YPOBHE LeNOH MOTEKYJIDt.

Tawun ofpasom, B TomaBasiomesm Ooasmmuucrie KoEdopmanwi C-rou-
nesoit ocraror Gly-NI, ofmagaer 3HAUETENBHOH KOHGOPMAUWOWHOW MMOI-
BHREOCTBIO; OH HOYTH He B3aWMOUEHCIBYET ¢ OCTANBHON YACTHIO MOJEKYJIHL.
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UcHoBEOH Ha®op cTaCHIbHBIX CTPYKTYP MOJEKYJHl Annmbepmna

CTPYKTYDPLL MOJIEKYIBI, PACCYUTAHHBIE CTPYRTYDPHL U3
HaMM * padoTsr [2]
OcraTor Yroa
I 11 1Ir Iv AA CG
<Glu P 170,0 —36,0 143,0 —38,0 173,0 137,0
His 0] —117,0 —135,0 -102,0 —-132,0 —87,6 —68,0
P 134 0 144,0 —-10,0 149,0 87,1 —48,2
X1 -50,0 175,0 65,0 167,0 - 160 0 —157,4
X2 91,0 | 101,0 | —107,0 90,0 | -624 | -568
Trp @ -132,0 -137,0 —100,0 —-139,0 -79,7 | —123,9
P —64,0 —51,0 —-11,0 -53,0 166,6 163,7
% -39,0 -57,0 64,0 -32,0 —60,2 -~63,4
%2 93,0 88,0 -96,0 84,0 -70,9 ~15:4
Ser (o} —-175,0 | —1440 | —-120,0 | —130,0 ~74,2 -~176,9
P —43 0 169,0 134,0 —43,0 94,6 95,3
%t —1720 -176,0 ~176,0 61,0 66,9 67,2
Y2 99,0 90,0 90,0 97,0 50,6 50,2
Tyr © —46,0 —100,0 —129,0 —131,0 —79,7 ~82,2
P 143,0 129,0 148,0 157,0 88,1 96,7
% 75,0 —66,0 —54,0 75,0 -54,8 —56,9
%2 92,0 96,0 95,0 95,0 122,0 —~52,7
%3 180,0 | 1800 | 1800 | 180,0 | 180,0 | 180,0
Gly @ 72,0 96,0 88,0 133,0 80,8 79,3
P —70,0 —65,0 —68,0 —100,0 -76,2 -91,4
Leu P —114,0 —110,0 —1418,0 —118,0 —149,6 —138,7
P 137,0 132,0 126,0 125,0 49,0 58, 4
% -73,0 —163,0 162,0 —75,0 —158,3 —161,9
%2 92,0 88,0 89,0 93,0 86,0 86, 2
Arg ® —126,0 —136,0 —129,0 —130,0 —151,9 —152,2
P 140,0 135,0 132,0 128,0 87,6 85,6
%1 77,0 —74,0 —-71,0 -800 —164,6 —-166,6
A2 —172,0 170,0 175,0 —-176,0 165,9 | —175,3
%3 178,0 —171,0 179,0 171,0 170,0 1774
A4 -91,0 90,0 96,0 —92,0 —78,4 75,8
Pro P 130,0 —40,0 —39,0 ~39,0 —17,6 -28,5
Gly-NH, , o} 83,0 -93,0 ~93,0 —93,0 —159,5 —144,9
P -67,0 66,0 63,0 66,0 152,6 142,5
JHeprusd, 0 0,43 0,73 2,57
KKAJI/MONb

* 3gaveHyg YIJI0B BAYTPEHHEr0 BPALIEHMS NaHHI B Ipagycax.

Huskosnepretwaeckne CTpyRTYDPH ieloi MoJderyas (<. 10 kxans/mons)
TPeICTaBAEH Ll YeTEIPBMs OCHOBHBIMI THIIAME KoM{popMaluii ocroBa, Hauonee
craluibHble W3 KOTOPHIX onucanbl B Tadauie, OCHOBHbIE PABIMYMA MEMEIY
pPe3yNBTATAME JBYX PACYeTOR OTHOCATCS K N-KOHIEBOMY IEHTATCITHLNY.
Cornacmo omemkam Momamm, B 060ouXx CAyyYasX OH OKA3LIBAGTCS CHIABHO BbI-
THHYTHIM, & CTPYRTYPa HeJA0 MOJERYNBl — He O0YeHbh KOMIIAKTHOW. Mumn-
MHE3AUUA HHEPTHN BHYTPUMOJEKYIISIPULIX B3AMMOLEHCTBHH B OKPECTHOCTH
3HAUeHHH YIVIOB BHYTPEHHEro BPAIIEHIs, COOTBETCTBYIOMUX o0emM ¢TpYyK-
TypaM, nonyserssM Momawy, npuBesa k BexuswHam, mouTi na 20 RKam/Monb
yerynaomuM gaubosiee crabuannoil KondopManuu, 310 B 3HATHTEABHON Mepe
CBABAHO 'C HEBBILOMHON BHYTPUMONERYIADPHOA YUAKOBKOH GOKOBHX I[emed.
3mech CICNYET OTMETHTH, UTO BHYTPHMOJERYIAPHEE B3aUMONCHCTBHA ¢ yIac-
rHeM BOKOBHIX pagmranos, ocratkos His?, Trp®, Tyrd sapnaorca Bammsnn Gak-
Topom crabmimsanuu crpykryp | —'V, onmcamsmx B rabnuue. Mx mopsuox-
HOGTH B OpPEJlelax OHEOI0o THIIA KOHcpopmamm OCTOBA HOBONLHO OTPAHHICHHA.
B crpyxrypax 11, Il m 1V wabropaerca cOnuKenne apoMaTHIeCKUX Aep
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foroBnix pagmkanxos ocrarkoB ITis? m Tyr® ¢ ryaswpumosoit rpynmoir Arg®,
npepckassaemoe Mumurnram n Opuaruasiv 1] ma ocmoBamWE JamHBIX
GAYOPECUeHTHEIX H3MEPeHUI; 9TH JKe AaBTOPLHL WONYUYMIN OUEHKY PaccTOSHUA
Memy apoMaruyeckumy smpamu ocrarkos Tyrd w Trp? < 8,4 A. Dromy yron-
JNeTBOPAIOT pacyersie cTpyrrypsl tama 11, 111, 1V,

Bee namtomee crabuabmbie pacqerHbie CTPYRTYpLI Jonuleprna xapakie-
PHBYIOTCA SHAYUTENBHON KOMIAKTHOCTHIO H OTCYTCTBHEM CHABHBIX BHYTPH-
MOJERYASAPHBIX BOXOPONHLIX CBA3EH.
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THEORETICAL CONFORMATIONAL ANALYSIS OF LULIBERIN MOLECULE

TAKHREM A. A., GOLUBOVICH V. P., KIRNARSKY L.I.,
GALAKTIONOV S. G.
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The conformational analysis of the three-dimensional structure of luliberin mole-
cule has been carried out. The most stable conformations calculated are characterized
by enough compacted structures without strong intramolecular H-bonds. The calculation
esults are in agreement with the experimental data.
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