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AHHOTauusA: BapuanuoHHbIE KBaHTOBBIC AJITOPUTMBI SBISAIOTCS E€AWHCTBEHHBIMH KBAaHTOBBIMHU
AITOPUTMAaMH, KOTOpPhIC B HACTOSINEE BPEeMsl MPUMEHSIOTCS Ha THOPUIHBIX KBAHTOBO-KJIACCHYECKHX
YCTPOMCTBAxX Uil pEIICHHUs MPAaKTUYECKUX, a HE MOACIBHBIX 3a1a4 (U3UKH KOHAEHCHPOBAHHOI'O
COCTOSIHMSI, KBAHTOBOIl XMMHMM M MAIIMHHOTO 00yd4eHus. B paboTe neTanbHO M3y4yeH, pealn30BaH B
KOJaX M IpOTECTUPOBAH HOBBI BapUalMOHHBIA KBAHTOBBIM AITOPUTM, OTJIMYUTEJIBHONM 4YepTOil
KOTOPOTO SBJISIETCSl HCIIOJb30BaHUE aJIrOPUTMA HMMHUTAIMK OTKUTA Ui MHHAMH3ALUU IeJIeBOR
¢yHKUMHU (3HEPTUM), & TAKXKE HOBBIM THIT YHUTAPHOI'O aH3ala ¢ MHOTOKYOHTHBIM B3aUMOJACHCTBHEM.
KBaHTOBas 4acTh aaropuT™Ma 3MyJIMPOBaHA Ha KJIACCHUYECKOM KOMIIBIOTEPE, a OLIeHKa 3 PEKTUBHOCTH
ITOpPUTMa MPOBOAUTCS N0 YUCITy UTepauuil. s TectupoBanus anroputMa BeIOpaHa 3aiada IOUCKa
OCHOBHOT'O COCTOSIHHSI 3JIEKTPOHHOM CTPYKTYPBI MOJIEKYJIbI BOJOPOAA MPH PAaBHOBECHOM PacCTOSIHUU
MEXAy HNpoToHaMu. [amunproHnan B npubmpkeHun bopra-OnmenreiiMepa MOIeIUpyeTcst
raMWIBTOHUAHOM CHCTeMBbI 4-x KyOuToB B Oaszmce I[laynmu. YHHBepcanbHBIM aH3all s 3a1adu
MOCTPOCH C YYETOM CHMMETPHHM TaMHJIbTOHHAHA B BHJE KOMIIO3WIMM JKCIIOHEHT OT OIEpaTopoB
[laynu u 3aBUCHT OT 4-X mapaMeTpoOB, a COOTBETCTBYIOIAS HEPrHsl UMEET JIBEHaIaTh JOKaIbHBIX
MUHHMYMOB. AJITOPUTM, pealM30BaHHBIA B BUAE MOIYJBbHOI mporpammsl B Python kak B BapmanTe
npsMON UMHUTAIlMH OT)KUTA, TaK M C UcTonb3oBaHueM (yHkuuu dual-annealing 6ubmuorexu Sci-py,
MI0Ka3aJ BBICOKYIO 3((EKTHUBHOCTh B CPaBHEHHH C aJrOPUTMOM Ha OCHOBE CTaHAAPTHOIO aH3ala U
METO/1a TPAJUEHTHOI'O CITyCKa.
Kniouesvie cnosa: 6apuayuonHwili KEAHMOGLLU  ANCOPUMM, ANCOPUMM  UMUMAYUU  OMIAICUSA,
onmumuzayus, yhumapHuli auzay, oasuc Ilaynu, eamuibmoHuaH, 0CHO8HOe COCMOSHUE.
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BO «Tsepckoii 2ocyoapcmeennulil yHugepcumemy, 6mopou Kypc
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Abstract: Variational quantum algorithms are the only quantum algorithms that are currently used in
hybrid quantum-classical devices to solve rather practical than modelling problems in condensed
matter physics, quantum chemistry, and machine learning. In this paper, a new variational quantum
algorithm is analysed in detail, implemented in codes and tested. Its distinctive feature is the use of the
simulated annealing algorithm to minimize the objective function (energy) as well as a new type of
unitary ansatz with multi-qubit interaction. The quantum part of the algorithm is emulated on a
classical computer, and the efficiency of the algorithm is estimated by the number of iterations. To test
the algorithm, we choose the problem of finding the ground state of the electronic structure of the
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hydrogen molecule at the equilibrium distance between protons. The Hamiltonian in the Born-
Oppenheimer approximation is modeled by the Hamiltonian of a 4-qubit system in the Pauli basis. The
universal ansatz for the problem is constructed taking into account the symmetry of the Hamiltonian as
a composition of the exponentials of Pauli operators. It depends on 4 parameters, and the
corresponding energy has twelve local minima. The algorithm, implemented as a modular program in
Python using both the direct annealing method and the dual annealing function of the Sci-py library,
showed high efficiency in comparison with the algorithm based on the standard ansatz and the
gradient descent method.

Keywords: variational quantum algorithm, simulated annealing algorithm, optimization, unitary
anzats, Pauli basis, Hamiltonian, ground state.
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1. BBegenue

BapuaimoHHbIMH KBaHTOBBIMM aJTOPUTMAMHU Ha3bIBAIOT CEMEUCTBO
THOPUIHBIX KBAHTOBO-KJIACCUYECKUX QJITOPUTMOB [IJii PEIICHUS] KBAHTOBBIX
3aga4 ontumuszauuu [1-3] mocpeacTBOM KBAHTOBBIX BBIYMCIEHUN. BaxHou
3a7a4ei, ONpPEeACIuBIICH UX Pa3BUTHE, SIBJISETCA MOUCK OCHOBHOTO COCTOSIHMS
raMWJIbTOHUAHA, YTO SKBUBAJICHTHO 3aJa4€ MUHHUMHU3AIUU CPEIHEH SHEPTrUM B
MPOCTPAHCTBE COCTOSAHUM. KIltoueBBIM IIaromM B BapHAllMOHHBIX KBAHTOBBIX
aNropuTMax SABISIETCA MOJICIMPOBAHUE pPEaJbHOW KBAHTOBOM  CHCTEMBI
MOCPEJICTBOM HMCKYCCTBEHHOW CHCTEMBI KyOMUTOB [4-6] W MOAXOMSIIETO
raMWJIbTOHUAHA, MPOCTHIX C TEXHUYECKON TOYKU 3peHusd. Ho maxke s Takux
MOJEJIE  CJHOXKHOCTh QJITOPUTMOB TMPSAMOTO BBIYUCIEHUS COOCTBEHHBIX
3HAQYEHUM pacTeT AKCIOHEHIMAIBbHO C POCTOM 4YHUCIa KyOUTOB, MOATOMY JUIs
OOJIBIINX CUCTEM UCTOJIb3YIOT BapHAIlMOHHBIE METOAbI ONITUMH3ALINH.

Maremarnyeckass IOCTAHOBKAa KBAaHTOBOM  BApHALMOHHOW  3aJladu
BKJIIOYAET [2] THIIbOEPTOBO MPOCTPAHCTBO H, KBAHTOBOM CHCTEMBI, COCTOSIIICH

U3 1 KyOUTOB, MOJMHOTI000pasue S — H, HOPMUPOBAHHBIX BEKTOPOB COCTOSIHMS,
anreOpy omepatopoB L(H,), TaMWIbTOHWAH cUCTeMbl H eL(H,), LeIeByIO

GyHKIMIO (SHEPTHIO) E = (u | H |u) , @ TAKXKE COOCTBEHHO 3a/[a4y ONTUMHU3AIINH:
|uyeS

E(|u)) —> min. (1)

Ipyrumu cioBamu, B 3anade (1) TpeOyercss HAliTH BEKTOP COCTOSIHHUS, HA
KOTOPOM JHEPrusi NPUHUMAET MUHUMAJIbHOE 3HaueHue. BapuallMOHHBINA THII
3a/1a4 3aKJII0YacTCA B IIPUT'OTOBJICHUU COCTOAHUA |u) HCKOTOPBIM YHUTAPHBIM

npeoOpa3oBaHMEM — aH3aleM, KOTOpPBI 3aBHCHT OT Habopa mMapaMeTpoB.
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[IpurotroBiieHUE COCTOSHUS M BBIUMCICHUE YHEPTUU OTHOCSATCS K KBAHTOBOM
yacTu 3agadu (B paboTe OTOT OJTall HSMYJIHUPYETCS Ha KOMIIBIOTEpE), a
BapbUPOBAHUE MAPAMETPOB — K KJIACCHYECKOW onTUMM3auuu. ['paaueHTHBIC
METOJbl  ONTUMH3ALUM, TPUMEHSIEMbIE B  BapHAIlMOHHBIX  KBAaHTOBBIX
QITOPUTMAX B KAYeCTBE CTaHIApTa, IMJIOXO MOIXOIAT JJIA LEJIEBbIX (DYHKIIHMA,
UMEIOIIUX OO0JBIIOE YHCIO JIOKATbHBIX MUHMMYMOB. Ha mpakTuke pelieHue
Takod 3amauu TpedyeT 3((HEKTUBHBIX KIACCHUYECKUX METOJIOB ONTUMM3AIUH,
YCTOMYMBBIX K HaJUYUIO0 OOJBIIOTO YHCHA JOKAIBHBIX MHHHUMYMOB W HE
TpeOYIOMUX BBIYMCICHUSA MPOU3BOAHBIX IeneBol ¢yHkimu. Cpeaum Takux
METOJI0OB 0cO000€ MECTO 3aHMMAaeT METOJI MMHTAIUU OTXKHra [7-9], KOoTopbIii
HIMPOKO MCHOJIB3YeTCAd B 3ajayax TJI00aJlbHOM ONTUMHU3AIMU U XOPOILIO
aJanTUPyeTCsl K BapUallMOHHBIM KBAaHTOBBIM CXEMaM.

B pannoit pabote mpemsiaraercsi coyeTaHUME aH3alla HOBOTO THUMA JUIs
MOATOTOBKM COCTOSIHMSL U METOJIa HMHTAIlMKM OTKUTa JJig ONTHMM3ALUU
sHepruu. OOmass cxema mnpuMeHeHuss Mmeroga Monrte-Kapino B Bapuante
CIIy4yalHOTO BbIOOpa OJHOKYOMTHBIX orepaTtopoB llaynu, ¢ paBHOMEpPHBIM
pacmpeneneHueM o Mepe Xaapa Ha rpynne SU(2), moapoOHO paccMOTpeHa B
pabote [10]. Takasi cxema COOTBETCTBYET YHHUBEPCAIIbHOMY aH3ally, OJJHAKO, KaK
MOKAa3bIBAIOT YUCJICHHBIE SKCIEPUMEHTHI, OKAa3bIBACTCS MaNod(P(EKTUBHOMN IS
raMmIbTOHUAHOB C BBICOKOW cummeTpueil. Bo BTopom pazzaene moapoOHO
ONMCHIBAETCSI BAPUALMOHHBIN KBAHTOBBIM AJTOPUTM C ONTUMHU3ALMENR METOJAOM
MMUTAIIMU OTXKUra. B TpeTbeM paznene paccCMOTPEH MOJEIbHbIN raMUJIbTOHUAH
MOJIEKYJIbI BOJOPOJAa U PE3YyJbTaThl TECTUPOBAHUS alroputMa. B 3aknmtoueHun
00CYXTar0TCsl IEPCTIEKTUBBI 0000IICHHS aITOPUTMA.

Jlyist ompeneneHHOCTH B pabOTe MPUMEHSETCS aTOMHAsl CUCTeMa €IUHUIL
XapTtpu, B KOTOpoH nocrossHHas [lnaHka, 3aps aleKTpoHa U €ro Macca paBHBI
equHMIe: h=e=m,=1. Torma Bce BEJIMYMHBI, BKIOYass KOIDPUIUEHTHI

raMmujIbTOHHAHA, 6€3pa3MepHBI.

2. BapuaniMoHHbIE KBAHTOBbIC AJITOPUTMbI 1 UMUTAIIUA OTKUIA
BapuannoHHbIi KBAHTOBBI AJITOPUTM PEAIU3YETCS] KBAHTOBOM CXEMOW,
nokaszaHHou Ha puc.l. Ilapamerpuyecku ynpasisieMOe KBAHTOBOE yCTPOWCTBO,
0OBIYHO MPE/ICTABICHHOE KBAHTOBOW 1I€MBI0, COACPIKAIIECH KBAHTOBbIC BEHTHIIH
cO CBOOOJIHBIMHU TMapaMeTpaMH, pealnu3yeT YHUTapHOe peoOpa3oBaHue (aH3al)
CTaHJIAPTHOTO HAYaJIbHOT'O COCTOSIHUS WM, B APYTrOM BapUaHTE, MPEIbIAYIIEro
MOJIYYEHHOT0 COCTOsSiIHMA. Ha Kkaxaom 1miare peryjJupylomue mnapaMeTpsl
noAOHparOTCA TakK, 4YTOObBl MHUHUMHU3UPOBATH IEJIEBYI0 (YHKIIMIO, KOTOPYIO
OylneM Ha3bIBaTh YHEpPrued COCTOSIHMS. B KBaHTOBOM BapuaHTE CIEAYIOIee
JIEACTBUE BBIMIOJIHACTCS NMYTEM HM3MEPEHHUS DHEPTUM TOJYYEHHOTO COCTOSHHS.
Pe3ynbTaThl moCiEeI0BATENBHBIX U3MEPEHUN ONPEACIISIIOTCS COOTBETCTBYIOIIUM
MOCTYJIATOM KBAaHTOBOM MEXaHUKH, HO CaM IPOLIECC U3MEPEHUS BKIIOYAET
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KJIACCUUECKUM MpuOOp, MaTeMaTUYECKU MPEACTaBICHHBIA TaMUJIbTOHUAHOM
CHUCTEMBI; TaKUM O0Opa30oM, ATa YacThb SBISAETCS CMEIIAHHOM, T.€. KBaHTOBO-
Kiaccuyeckorn. Hakonen, TmociieHsAss COCTaBJIAIOMIAS BAPUALIMOHHOM CXEMBI
U3MEHSET MapaMeTphl aH3ala JJisi MUHUMH3auuu SHepruu (1) U MoaHOCTHIO
peann3yeTcs Ha KJIaCCUYE€CKOM BBIYMCIUTEIIBHOM YCTPOMCTBE.

Bxomroe
COCTOSIHTE

Amsam U(6): Mzmepenmns.
HOBO€ COCTOAHHEe
. " on Beranciienne sneprun
u(8)) = D(0)[0)°",

nKYGHTOB 0= (0,...0) E = (u(6)|H|u(0))

Uszmenenune
napameTpos 6 Her
KJIaCCHIECKIM
KOMITBIOTEPOM

VYeioBue
3aBepIIeHNsT
paboTer

[

v

PesynsTaTs!

Puc. 1. O6mas cxema BapuallMOHHBIX KBAaHTOBBIX alropuTMoB. Ha cxeme 1Ba mepBbIX OJ0Ka
CBEpXy (BBIIEIEHBI CHHUM I[BETOM) IPEACTABISIOT YUCTO KBAHTOBYIO YacTh aJIrOPUTMA.
Tpetuii 6510k cBepXy — CMeIlIaHHas, T.€. KBAHTOBO-KJIaCCHUYeCKasl COCTaBIIsIOIas (BbIACICHA
JKENTHIM 1IBETOM), TOTJa KakK JiBa (MaJMHOBBIX) OJIOKa CHU3Yy OTHOCATCS K JAEUCTBUAM,
BBINOJIHSAEMBIM Ha KJIACCUYECKOM KOMITBIOTEPE.

[IpakTyeckoe 3HaYEHHE HMYJSIHMM KBAHTOBOM 4YacTW alropuTMa Ha
KJIACCUUYECKOM KOMITBIOTEPE 3aKJII0YAETCS B BO3MOXKHOCTHU MOJ00paTh aH3all u
HauOoJsiee MOJAXOMASIINI aJIrOPUTM ONTHUMHU3AIMU IS KOHKPETHOIO Kiacca
3a/1a4, MOCKOJIbKY MPU 3TOM OTIIaJIa€T HEOOXOAUMOCTh JOCTATOYHO TPYI0EMKOM
amnmapaTHOM peaju3alii aH3alleB Pa3jIUYHBIX TUIIOB B BUJE KBAHTOBBIX IICTICH.
O6e yacTu BapUAIMOHHOTO AJIrOPUTMa HE3aBUCHUMBI JPYT OT JApYyra, Mo3TOMY
poBepKy 3P(HEKTUBHOCTH U BHIOPAHHOTO aH3alla, U ajlfOpUTMa ONTUMM3ALIUU
MOKHO TTPOBOJIUTH HE3aBUCUMO TI0 YUCITY HEOOXOAUMBIX UTEpAIUi JJIs1 KaxKq0M
YacTH aJlrOpUTMa Mpu (UKCUPOBaHHOW BTOpoOMl. Paszymeercs, Takoi moaxon
BO3MOKEH, B OCHOBHOM, JIJI1 TECTOBBIX 33]1a4, B KOTOPBIX KBAHTOBOE YCKOPEHHE
HE WUrPaeT ONPENEIAIONIEH POJIU, T.€. KIIACCHUYECKUX PECYPCOB JTOCTATOYHO JJIA
IMYJIAINNA TPEX BEPXHUX OJOKOB Ha puc. 1.

MeTton MMUTAllMM OTXKHWTA, M3y9aeMbIi B JIAHHOW pabOTe B KOHTEKCTE
BapUAIMOHHBIX KBAHTOBBIX AJITOPUTMOB, B CaMOM OOIEM Clydae BKJIIOYAET
ciaeayronme nanHeie: (1) xoHdburypanumonHoe npoctpanctBo C; (2) sHeprus

(menmeBass Qynkuus) E:C—>R; (3) ceMelcTBO Rndz{RS} OTOOpaKeHU’
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R:C — C; HadallbHasd TeMIIepatypa 7, MUHHMAaJIbHas1 TeMIeparypa 7 a

min 2
TaK)Ke 3aKOH €€ moHwxeHusl, -»71,,, = F(T,,k), roe k — HOMep LIara mpolecca
omkura. B cucreme »n KyOMTOB MBI HMEEM JIeJI0 C MHOXECTBOM
HOPMHPOBAHHBIX BEKTOPOB COCTOSIHHSI, KOTOPBIE BO3HUKAIOT B KBAHTOBOM YaCTH
BapUALIMOHHOIO AJITOPUTMA B PE3YyJIbTaTEe MPUMEHEHUS IapamMeTpU30BaHHOIO
aH3ama K  Ha4YaJJbHOMY  COCTOSIHMIO,  T.€. |u(6)) =U (0)]0...0), rTOe
0=@,....,0,)eC=[0,2z]", a D>Heprus omnpeaensercs kak B 3amade (l):
E0)=(u(0)|H |u(®). Takum 00pa3oM, B HAIIEM Ciy4ae KOHQUIYPALMOHHOE
MPOCTPAHCTBO C — ATO MPOCTPAHCTBO MAPaMETPOB ( m -MEPHBIN KYO).

dopMyIMpOBKa MpeajiaraeéMoro ajropurma (B IpOCTEHIIeM BapHaHTE C
PaBHOMEPHBIM TOHM)KEHUEM TEMIIEpaTyphbl) HAa YPOBHE ICEBIOKO/a BBITISIUT
CICAYIOITUM 00pa3oMm.

1. BBoquM HaudanbHbId BEKTOp € €C, MAUHMMAalbHYIO TeMmneparypy 7. ,

TEKyLIyIo TeMueparypy 7 >7, . ¥ 3HadeHue 7 <(0.5,1) 1jd moHmwKeHus 7 .

2. I'enepupyeM coctosiHue |u(6)) 1 BbIUUCIISIEM dHEPTUIO E(6).

3. I'eHepupyem cityuyaliHble BEKTOpPbl o0 €C, 6 =6+ 560 (mod 27) U HOBOE
cocTosiHUE |u(6,)) . Beruncisiem snepruto E(6,) .

4. Ecmu E(6)<E(9), To momnaraeM 6=4¢,. NHaue BbIOMpaeM 3HaueHUE
£€(0,1) paABHOMEPHO pacCIpeeICeHHON CIy4YailHOW BEJIMYMUHBI (C MOMOUIBIO
reHepaTopa TMCEBAOCITYYalHBIX 4YHUCEN), U €ClH & <exp{[E(0)—E()]/T}, TO
rnoiaraeM 0 =40, .

5. Ilonmxkaem temmneparypy: 7' —>7-r. Ecom T>T

min 9

TO MEPEXOAUM K
mary 2. B npoTUBHOM cily4ae BbIXOJIUM U3 LIUKIIA C pe3yJbTatoM |u(6)), E(6).
OtmeruM, yTO mar 4, OCHOBaHHBIM Ha pacnpenencHur bonbliMaHa,
MO3BOJIAT U30€XKaTh MOMAIaHUs B JIOKAJTbHBI MUHUMYM. AJITOPUTM UMHTALIUH
OT)KUIa SIBJISIETCS TIOJIHOCTBIO HBPUCTUYECKUM, I[PUYEM OSKCIEPUMEHTAIBHO
IPOBEPEHO, YTO MpPHU OTKa3e OT CIYyYaWHOCTH B BBIOOpE 060 U & aIrOpPUTM
ctaHoBuTCcs HedPekTuBHBIM. B Hamiei peamusanuu anropuTMa BbIOOp 66
IPOUCXOJUT MO TMPOCTEHIIe cxeme: BbIOMpaeTcss m 3Ha4YeHWil ¢, €[0,1],
CIIy4YallHOM BEJMYMHBI, PACIPEACICHHOM PAaBHOMEPHO Ha JAHHOM OTpE3Ke, a
3ateM (popmMupyeTcs ciydaiHbli BEKTOP:
00 =(96,,...,00,)eC, 066, =2rs,. (2)
[IpocreifiiM ¥ yHUBEpPCAIbHBIM YyCIOBUEM 3aBEpIICHUS PaOOThI
SIBJISIETCSL OTCYTCTBUE IIOHMKEHUS YHEPTUU B TEUEHUE 3aJaHHOIO YMCJIIA LIUKIIOB.

3. MouJiekyJia Bogopoaa

3agaya 00 ypOBHSIX SHEPTrUU MOJEKYJbl BOAOPOAA SIBISETCS TECTOBOM
MPAKTUYECKHA JUISI BCEX METOJOB pacdeTa CIEKTPOB B KBAaHTOBOW XWMHHU TIO

244



Du3uko-xumuueckue acneKkmul U3yueHus Kiacmepos,
Hanocmpykmyp u Hanomamepuanos. — 2025. — Boin. 17

JBYM IpUYMHAM. Bo-IEPBBIX, C TOUKU 3pEHUS NPSAMOIO YMCIEHHOTO PELICHHUS
ypaBHenus IllpenunHrepa srta 3amada yke He sBJISETCS TPUBHAIBHOW KakK B
OTHOLIEHUHU CJIOXKHOCTH aJTOPUTMOB, TaK M B OTHOUIEHUH HEOOXOJMMBIX
BBIYMCIIUTEIBHBIX PECYpPCOB. BO-BTOpPBIX, TOYHOCTH pPacue€TOB BCErAa MOXHO
HEIMOCPEACTBEHHO OLIEHUTh MO JAHHBIM BBICOKOTOUYHBIX CIEKTPOCKONMUYECKHUX
u3MepeHui. s npUMEHEHHs] KBAHTOBBIX BapUAlMOHHBIX QJITOPUTMOB K
3a/1ayaM Takoro poja HeoOXOIUM MOATOTOBUTENbHBIN 3Tall, KOTOPbIA COCTOUT B
npuMeHeHUn (opMaiu3Ma BTOPUYHOTO KBAHTOBAHUS K TaMUJIBTOHHAHY 3a]1a4H
B npuOmpkenun bopua-Onmenreiimepa. Torga B3amMoJeldCTBHE SJIEKTPOHOB
JAPYT C IPYTOM U IIPOTOHAMU BBIPAKAETCS IMOCPEACTBOM OIEPATOPOB POKIACHHUS
Y YHUYTOKECHUS B FTAMUJIbTOHUAHE BUJA!

H=Y gala, +% > hyalalaa, (3)

i,j i,j,k,l

rae Ko3QQUIUUEHTHI g, ¥ h,, — ONHO- U JBYXDJIEKTPOHHBIE MHTErpaisl [11], T.€.
CyMMBI CpPEIHHX 3HAYEHHWW OJHO- M JABYXDJIEKTPOHHBIX YacCT€d HCXOIHOTO
raMiIbTOHMAaHA Ha ls cruH-OopOUTasX. 3aTeM MpUMEHEHHE MpeoOpazoBaHUs
Mopnana-Burnepa k omepatopam a; M a, IEPEeBOJMT raMUIbTOHHAH (3) B

raMWIbTOHUAH CHUCTEMbl n KyOUTOB, TJI€ n — YHCIO crnuH-opOutaneit. s
MOJIEKYJIBI BOJIOPOJIA C PABHOBECHBIM PACCTOSTHUEM MesKTy mpoToHamu (<0,7 A)
TaKOW raMWIbTOHHUAH TOJY4YeH, Hanpumep, B pabotax [12,13] u umeer Bux:
H=-0, 0426 00 + 0,178(F5000 + F300) — 05 243(Ch030 + Oip03) + 0, 171673350 +0,1766,55

+ 0’ 123(&3030 + 6-0303) + 09168(&3003 + &0330) + O’ 045(6-2112 - &2211 - 6-1122 + &1221 )

[amMuUIbTOHMAH BBIpOKEH uepe3 4-x-KyOuTHble onepaTopbl [laynu
[14, 15], a ko3 pummreHTH! BBIpaKeHBI B euHUIaX XapTpu: 1 Ha ~4,36-107" 3pr.

)

CranmapTHBIA aH3all COCTOUT U3 KOMITO3UIIMH OJHOKYOMTHBIX BpallCHUM
U 3aIlyThIBAIONIUX JIBYXKYOUTHBIX orepaTopoB [16,17]. IIpu sTom uyucio cioes
KBAaHTOBOM IIENM OKAa3bIBACTCSl OCTATOYHO OOJIBIIIMM, YTO CHHIKAET TOYHOCTH
BBIYHCIICHUNA. MBI H3y4aeM aH3all, HOCTPOEHHBIA U3 KOMITO3ULIUHA SKCIIOHEHT OT
n-KyOUTHBIX orepaTopoB Ilaynu, B KOTOPBIX k<n ONEPATOPOB OTJIIMYHBI OT &, .

[Ipeanonaraercs, 4To Takue BEHTUIM OyIayT pa3zpaboTaHbl B OJmkaiiiiem
Oynymiem; s k=2,3 OHU JOCTYIHBI B Hacrtosiee Bpems. ['amunbroHuad (4)
WHBApUAHTEH TP NEPECTaHOBKAX KyOUTOB abcd — badc v abed — cdab, a Kpome
TOTO, ONEPaTOpbl &, BXOAAT B 4-KyOUTHBIE oneparopsl [laynu Tonbko napamu,

H03TOMY KO3(D(QHUIMEHTHI B PA3JI0KEHUH COOCTBEHHOIO BEKTOPA OCHOBHOIO
COCTOSIHMS 110 CTaHIapTHOMY 0a3HCy BEIIECTBEHHBI U OH UMEET BUJ
y=p[0011)+¢q|0110)+7|1001)+s|1100). (5)

YuuTeiBasg  CKa3aHHOE, MOXHO IIOCTPOUTH  YHMBEpPCAJIbHBIM  4-
apaMeTpUYECKUM aH3al JUIsl IIOMCKa OCHOBHOI'O COCTOSIHMSL MOJIEKYJIBI
BOZOPOJA B BUJIE:

| u

min
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U= eXp(iezt&lle ) eXp(le&mz ) eXP(iezé_lzoo) exp(i6’16'0021) . (6)
B mokaszarenu SKCIIOHEHT OIEpPaTop &, BXOAWT OJUH pa3, 4YTO H

o0ecreynBaeT BEeIEeCTBEHHOCTh KOA((PUIIMEHTOB B pa3znokeHuu (5). YuuTbIiBas
paBeHCTBa &,|0)=i|l), &,|l)=—i|0) H HWCHOJB3yS METOJ BBIYUCICHUU

OINEPATOPHBIX  JKCIOHEHT W3 [17], HaxomuMm,  HaNpuUMeEp,  YTO
exp(i6,6,,,,) =08 6,6, +isin0,6,,, A  exp(i6,5,,,,)|0011) =cosd, |0011) +siné; |1100) .
[Ipon3BOJIbHBIM BBHIOOP 3HAKOB ISl p, ¢, 7, § B paszioxeHuu (5) MOXKHO
00ecreynTh TOJIbKO BBIOOPOM 3HAKOB y cosd, H siné,, k=1, 2, 3, 4, IOATOMY HET

HE0OXOIMMOCTH UCIOJIb30BaTh ONEPATOP &,.

E, otH. en.
0,8

0,4
0,0
-0,41

-0,81

~1,137

150 N
Puc. 2. 3HaueHus HEPTUM B aITOPUTME OTKUTA U3 pasaena 2. N — HoMep uTepaluu.

E, OTH. eJI.

0,36—-
0,00—-
70,36—.
—0,72—:

—1,08 -1,13

0 5 10 15 N
Puc. 3. OTxur ¢ aganTUBHBIM OH)KEHUEM TeMIIepaTypbl U3 OubanoTexu Sci-Py.

Anroputm pazjena 2 peanu3oBaH kak Habop moxayineit B Python [18,19].
TectupoBanue ajropuTma s TamMuibTOHUAHA (4) U aH3ara (6) Moka3bIBaeT,

YTO 3aJa4ya MOMCKa OCHOBHOro cocroguus, H|u,,)=FE  H|u,, ), 111 MOJEKYIIbI

BOJIOPOJa YBEPEHHO PEIIACTCA C XMMHMYECKOM TOYHOCTBIO B CpPEOHEM 3a CTO
COPOK UTEpaIuii Mpu cIy4ailHOM BbIOOpE HAYAJIbHBIX 3HAUEHUI MapaMeTPOB U C

min min
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SMYJIALMEN KBAaHTOBOIO 11yma. IIporiecc u pe3yabTar BEIYMCICHUM:
E, =-1.136, |u, )=0.995/0011)—0.105|1100),

IIOKa3aH Ha PHUC. 2 U COOTBETCTBYET 3KCIIEPUMEHTAIbHBIM JIAHHBIM. SIBHBIE
BBIYMCIICHHST B cucTeMe Maple sHeprum E(6) =(0000|U* (0)HU(0)|0000) u ee
SKCTPEMYMOB  [IOKa3bIBaeT, 4YTO FE(f) uUMeeT [BEHaALATh JOKAJIbHBIX
MUHHUMYMOB, T.€. pPE€3yJbTaT ONTUMHU3AIMU METOJOM TPAaJUEHTHOIO CITyCKa
3aBUCHUT OT BbIOOpA HAYaJbHBIX 3HAYEHHUI MapaMeTPOB; B COYETAHUU C METOJOM
CIIy4aifHOTO TOHMCKa I'paJUEHTHBIE METOJAbI TpeOYyroT Al raMuibToHUaHa (4)
(HO ¢ ApyrUM aH3aleM) He MeHee IBYXCOT urepauuii [12, 13].

[Touck munumyma E(0) c npumeHenuem ¢ynkmuu dual annealing u3
oubnuoreku Sci-py MokaszaH Ha puc. 3. OyHKUMS peannu3yeT MeToJl UMUTALUU
OTJKHTa C aJAIITUBHBIM IIOHWKEHUEM TEMIIEPaTyphl, HO B ITPOLIECCE BBIYUCIICHUM
BO3BPAILAET TOJIBKO 3HAYEHUSI SHEPIHH, MIOJYyUYECHHBIE TOCPEICTBOM HECKOJIBKUX
uTepaluii U HE MPEeBBIIAIOIME Mpeaplayux 3Hauennii. Ha puc. 3 N=17, Ho
rpy0as oleHKa MOJHOTO YKcia UTepaluil 1aeT Mo MEHbLIeH Mepe NATUKPATHO
oonbiiee 3HaueHue. Kpome toro, B pynkuuu dual annealing xaxxnas urepauus
TpeOyeT CYLIECTBEHHO OOJIbIII€ BBIUMCIUTEIBHBIX JCHCTBHH, MOITOMY
3¢ (HeKTUBHOCTH 3TON (YHKIIMU TIO BPEMEHU BBIUMCICHHUN CpaBHUMA C MPSAMOI
peanu3zaunend METOa UMUTALMU OTKUTA.

5. 3aki0ouenue

B pabore mpemyioxkeH U NPOTECTUPOBAH BAPUAIIMOHHBIN KBAaHTOBBIM
AJNTOPUTM, OTIHUYAIOLIANCA NPUMEHEHHEM METOJAa HUMHUTALUMUA OTXKUIra UL
ONTHUMU3ALUU 1EIeBON (PYHKIIMM U CIIEUMaIbHBIM BBIOOPOM aH3ala, KOTOPHIii
TpeOyeT MeHbIlel rTyOuHbI KBAHTOBOM IIENU MO CPaBHEHHUIO CO CTaHAAPTHHIM
aH3alleM |, CJIeI0BaTeNbHO, 00JIaJacT MEHbIIIEH BEPOITHOCTHIO BOSHUKHOBEHUS
OMMUOKK ¥ OOJBIIUM BpPEMEHEM KOTEPEHTHOCTH COCTOsHHUS. Vcrmonb3oBaHHE
aaropuTMa sl IMOWCKAa OCHOBHOI'O COCTOSIHHUSI MOJIEKYJIbI H, TOKa3bIBAET €ro

BBICOKYIO 3((EKTUBHOCTh [ 3a7ady C OOJIIIMM YHUCJIOM JIOKAJIbHBIX
MUHUMYMOB 1ie1eBOM (pyHKIMHU. [ psna KOHKPETHBIX 3a/ady NpSIMOUA METOJ
UMUTALMM OTXKUTa, UCIIOJIb3YEMBI B paboTe, MOKET ObITh MOAU(UIUPOBAH B
IPOIECCE YUCIEHHBIX SKCIIEPUMEHTOB KaK IPUMEHEHHUEM aJlallTUBHOTO BBIOOpa
BapHallly apaMeTpoB (2), Tak ¥ 3aKOHOM ITOHMKEHUS TEMIIEPATYPHI.
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