ERRATUM

1. Correction to the paper:

N.N. Medvedev, V.P. Voloshin, V.A. Luchnikov, M. L. Gavrilova. “An Algorithm for Three-
Dimensional VVoronoi S-Network”, Journal of Computational Chemistry, Vol. 27, No. 14, 1676-1692,
2006.

Section “Determination of the correct direction at Voronoi S-channal”, p.1689

It was printed:

Let us draw vector | directed from this site to the fourth ball (I, in this example). If the scalar product of
these vectors (tijk*1) < 0, then vector tij specifies the correct direction at the channel; otherwise a new site
should be sought in the opposite direction.

It should be:

Let us draw vector | directed from the tangency point of a given interstitial sphere Viju with one of the balls
forming a given S-channel Cijk (e.g.with ball i) to the tangency point of Viju with the ball | of the given
site. If the scalar product of the vectors (tij*1) < 0, then vector tijk Specifies correct direction at the channel;
otherwise a new site of the VVoronoi network should be sought in the opposite direction along this channel.

Note, this mistake was made in the text of article at the preparation of the article in English. The working
program on our website has not this error.

Comments: Hwke MBI OACHSIEM JTaHHBIH TOHKHI MOMEHT aJrOpUTMa Ha IIpuMepe IBYMEpHOH
CUCTEMBI.

Ha puc. 1 nokazana Hambojee YacTO BCTPEYAIOMIASCS CHUTYallMs, KOT/a CHUMIUTHIIHATbHAS
KOH(Urypauus (B JaHHOM cllyyae TPOWKa JUCKOB) UMEET OAHY MHTepCTULIMaNIbHYI0 cdepy. UTak, mycTb
MbI UMeeM BepiinHy BopoHnoro V123 (y3en cetku BopoHoro). D10 meHTp BIHCAHHOH (MHTEPCTUIHATBHOMN)
OKpYXKHOCTH Mexxay atomamu 1, 2 u 3. OH sBnsercs nepecedeHueM kanaiaos Boponoro Ciz , Ciz u Cos
U TIPEJICTABIISIET COOOM OJIMH U3 KOHIIOB (BEpIINHY) pedep ceTk BopoHOTOo jexamux Ha 3TUX KaHaJIax.

Paccmarpuaercs kaHan Cz3 . MBI XOTUM HailTu BTOpYIO BepIIMHY BopoHOro, 4T00bI YCTaHOBUTH
pebpo cetku. Jlns aToMOB A2 U A3 , ONPENENSIONIUX JaHHBIM KaHall, MBI JOJDKHBI HAaWTH TakOMl aToM
cUCTeMBI (ITyCTh 3TO OyAeT aToM A4), KOTOPBINA JaeT BepIInHy Vs34 , Onmxaiinnyto (Baoib kaHana Cz3 ) k
BepiinHe V123 . YToOBI HallTH Takol aToOM, IpUIETCs IepeOupaTh BCE aTOMbI CUCTEMBI U PACCUUTHIBATH
BIIMCAHHYIO chepy MeXIy KaXIbIM aTOMOM U mapoi A2 u As. LleHTpsl Takux cdep OyayT jexaTh, MO
NOCTpOeHHIO, Ha KaHaine Cz3 . OIHAKO CIIOKHOCTH B TOM, YTO OHHM MOTYT pacrojararbcs o 00e CTOPOHBI
oT BepmuHbBl Vizz . [lo3ToMy HE0O0XOAMMO MPOBEPATH, JIEKHUT JIM HOBas BEpUIMHA B IPAaBUIBHOM
HalpaBJICHUH.

3anagum BeKTOp t23, ¢ MOMOIIBIO KOTOPOTO MBI ONIPEJENSIEM HAlpaBlIeHUE Ha KaHaie. B naHHOM
cllydae 3TOT BEKTOp Kacaercs kaHanma Czz B Touke V123 M MOXKET OBITh HAIIPABJIECH B OJHY WIJIH JIPYTYIO
CTOPOHY (3eJIeHast U KpacHast CTpeskH Ha puc. 1). Haiinem Touku kacaHusi HHTEPCTHIHATBHOM chepbl Vi3
C aTOMaMH, MEXAy KOTOPbIMH OHA BIHMcaHa. BpiOepeM TOUKy KacaHUs ¢ KaKUM-TH00 aTOMOM, KOTOPBIN
dopmupyer kanan Cz3 (B HameMm ciryyae, HarpuMep, aToM 3 U To4ka P3), 1 TOUKY KacaHHs C aTOMOM,
KOTOpBIi He popmupyeT kanai Co3 (atom 1 u Touka P1). TToctponm BekTOp |31 COeUHSFOIINIT STH TOUYKH.
[IpaBuiibHOE HampaBlieHHWE Ha KaHae SIBISETCS MPOTHUBOIOJIOXKHBIM BEKTOpY l31 , BBIOpaHHOMY Takum
oOpa3om. [ToaTomy, 4TOOBI YCTAaHOBUTH, ABIISETCS JIM BRIOpAaHHOE HaIlpaBieHHE 123 MPaBUIBHBIM, HYKHO
4TOOBI CKAJIIPHOE MPOU3BEICHNE 3TUX BEKTOPOB ObLTO oTpHIaTebHbIM: (t23-131 < 0). Ecnm aTo ycnoue
HE BBINOJIHSETCS, IPABUIBHBIM OyJ1€T IPOTHUBOIOI0XKHOE HAaIIPaBIIEHUE.



Puc. 1. Beibop npaBmisHOro HampasieHus Ha kKaHaie Boponoro. Touka Vi3 onpenenseT y3en ceTku BopoHoro Ha

kaHase Cp3 (kaHas MOKa3aH MyHKTUPHOW JIMHUEH, )KUPHBIA CIUIONIHOM y4acTOK BBIAEISIET MCKOMOE pedpo CeTKu

Boponoro). 3eneHas crpenka Mmoka3bplBacT NpaBUIIBHOE HANPaBICHUE, TI€ MOXKET HAXOAUTHCS BTOPOH y3€ CETKH

Boponoro Ha naHHOM KaHaie, KpacHasl IOKa3bIBaeT HENpaBUJIbHOE HalpaBieHue. MHTepcTuiumanbHas chepa

KacaeTcs CBOMX aroMoOB B Toukax Pi1, P> u P3 . Bekrop tr3 BbluenseT HampaBiicHHE Ha KaHalie, a BEKTOp la1
LAl

MOKa3bIBaeT HaIlpaBJIEHHUE, IJI€ PAaCIOJIOKEH aToM, "3aKpbIBIIMKA" JaHHBIA KaHan. HanpaBieHue, BOOJIb KOTOPOTO
HY’)KHO MCKaTh HOBBIU y3el1, onpesessiercs ycnoueM (ts-ls1) < 0.

Ha puc. 2 nokasan ciyyaif, Korjaa CUMILTUIIMAIbHAS KOHQUTypaIusl UMEEeT JBE HHTEPCTUIIUATBHBIX
chepnl. [lanHbiil ciocod BbIOOpa HampaBiieHUsl paboTaeT u B 3TOM ciiydae. Ha pucyHke BUIHO, YTO
YCIIOBHE TOTO, YTO aTOM "3aKpbIBaeT" IaHHOE HAIpaBJI€HUE MO KaHay, ONPENEseTCs HE MOJIOKEHUEM
LEHTPOB IIapOB, a B3aMMHBIM pACIOJOKEHUEM TOUEK KacaHUs C HHTEPCTULHAIBHON cdepoil, cMm.
MOJIOKEHUE aToMa A1 OTHOCUTENbHO KaHana (C23.

Puc. 2. Cnywaii JIBYX WHTEPCTUIHMAIBHBIX chep y OJHON CHUMIUMIMAILHOH KoHpurypamuu. [loamucu wu
0003HaYeHUsI COOTBETCTBYIOT pHC. 1.




