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#% EHMO 7k, it H T ROHBBRREMANT &4 P & R EARR
AR AMBHRE, FARATIEATR, TEEELAIL, REHSAZIT
3%, BAFHIRA RO LRI K A LARRA A% R TR,

EERERYT, FERNEFANEECHIIRKINT. XTHEPHNS FREE-#
FEXNEMRERBERZE LANER,URETANGTRREREDFTA-NERHE
. Keller™ AHKRSFREBFRANITENTTE. Kay EVRNHTRAER (Cule) #
WHITT X-HETHER I, EHTIHEROANFTERRY, REREY EMES T
HEEMNFTERERC Y, KrimmBED RBRARCBMERCRCHHERERD
BRBLIMINT, EHEWHA . Keller > g2 B TIBA/NA T FHE (SANS)
R RHBITE (superfolding) #&,FFHE & Flory™ Fr{EfY Monte Carlo JHE 447,80
ERE—EEPFEELSITEHNME (Stem dilution), X HERRY Keller EINRRET
ZREBITA, BERFINAZRENESTANRE. Guuman™ HBKREZRIHH
SANS #iEHh#1TT Monte Carlo W ELINAERKERNIRBEFIESBITA L 60—80%.
ifi Flory &I RE R ZMEZ RN SANS HER, FINESITANTE, BRA
WAL AR (Switchboard) A2, D) Je g i A B AB RFAO IR IR 45 S RIS,

RFBEHRHSFESRETHRRENGARFEZZANERKR. Koy FURERRA
HRRANTRSEARCA=ZMBENLRS L, MIANERCHFRhRIEE
EXRRAEESETEESANTERE (B ). RUFBHRERD TEREETERX
BRI BT A, MR B T X M IT R MBS, ARSI BRTFIERE,RIE
EHMO (Extended Hiickel Molecular Orbital) J5#:%!, HHE T #BEGXMiTERRNER
DRAENRENERRERABRWER, #7 T RS,

EHMO J
B FRERRBERAN AN FHIE Slater ERBHLHAE:
qf,~=Z¢‘,-pr (P=1:2"":N> (1)
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ﬁEP, gp = Ar"_‘e—“'yL,,,(e, d’) (2)
XHE, n BERTH, o RIEER, Yin(6, ¢) BRIRIEEE, 4 BA—HLRE.
RFHEKEAEERI . BRFREMHEA:
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AT EA: |[H — eS| =0 €))
A H — S BREMHNKIESEM:. & EHMO 5, ¥ HWER L LY.
{pr =—1I, 5)
Hyy = KSp,(Hpy + Hygy)/[2
I, R¥EBEY, K& Wolfsberg-Helmholz HH(, S,, B FHENEEHS:
Spq = S bodgdy (6)
BREE:
E = i\ n;€; (7)
& BH i M FHENER, » BE M TFHE LB TEER.
KT A48 PAIME LR EHRE:
NA(P) = Zﬂ;t‘;‘,( Cip + *Z) Z C,'ps‘pq) (8)
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R, D) FRNETF BH—E#E 7 KA D) RARKMETF 40— 8 » KA; D)
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B4
#RXBE B RFINAl. AX.RA “EHMO-FD1978” BERERFHE ER B(4, B),
Bl K=1.75; ¥ 8% ¥ cBH Clementi®? BT Hartree-Fock B R, % H(ls) #
&, a=1.15, % C(25) #il, o =1.6083, 3 C(2p) #Li> o = 1.5679; I, ERTF
feR R, 3 H(1s) 33, 1, = 0.500au (FFHAL), 3 C(25) #i¥, Ip = 0.7154au,
%t C(2p) $i, Ip = 0.3919au,

& TR BT Hidw

L SE B3 IR 5 0 B

B 1 BIRRAE R R AT SRUITERE, Key SIHTER C1)~CA7) B
BEFRNER FESHRRERAPHSR, HEFLRE XY, XZ FEREETA
XEFRFILRE (—4.086, 05 0), REK—EMREFRIRAE EHMO HE, FE=MBHR
(v v+ 2) ERREA LR (275 95 2), HBRESEY o, 8. 7, BEITAIELHXA:
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1 0 0
(#'vy's 2') = (xv 9. 2) | —0.27676  0.96094 0 (10)
—0.09005 0.02309  0.99567

H(RI)

B1 A& RE B2 2RABAR

FAR (103 Hrh 8 KB R T AR 2E sk B A Aebr, H T R EUR F 361,

2. RRABE

SRABWBME 2R, RC—C—CH% 112°, H—C—H % 109°28', C—C
@K 1544, C—HBEE % 1.094, &—C—C—EFHEME XZ FH F, R =
FAL¥E C(7)—C(8) BhLABRERM L, EHEBmETFMER TR, IFEE
JRFBahr.
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#: c(18)—C(17), C(17)—C(16), C(15)—C(14), C(14)—C(13), HWHRUHT ik
E C(13)_C(18)(CsHu) E"Jﬁﬁﬁ- Xﬂ'ﬁT@ 1 EP%& C(ll)—C(ZO)(CmH,o) DL X g
Bt C(9)—C(22)(CuHy) WyRER. FNBIHHTHE 2 hEN KEHBNER. HRIT
1,

B 17, KX C(13)—C(18) WikRILERAWEEN KE#BRNERT S
29%. MEREABANEFETHAX, HET AN NS REMK,. 8BS & (AE)
AX. BRNEX.EBNENTE (AE/E) B/0MT 3%.

®1 FEARNERABNAN KREMERER

R - can—cas) cay—can) ooy
i —21.3093286 —35.7406778 —50.0723382
U C5)=Cl10) oG)—c12) o)—C(14)

?ﬁﬁﬁ?g&ﬁﬂ —21.9523903 —36.6275412 —51.3095470

AE =E, ~ E; —0.6430617 —0.8868634 —1.2372088
AE/E, 2.9% 2.49% 2.4%

& &, BMEHETRLE, &0 =¢'/a = 4.36X 107" /Rig :

AT TRFTEX ML R BRI ENRE, GE—F T RLE R TR 2%, Bk 2
EIHL@ 1 CP%& C(4)_C(11)(C8Hxs) E@ﬁ&ﬁ*ﬂ%& 0(22)—0(29)(CBH16) H@ﬁEEZ
M5&& 0(4)_C(11) """ C(ZZ)—C(29)(C“H32) R B R RN (0-02 %)9 HLEAE 1
HR KL FTREZ R RFES TRNEEEHEEER, FAFERERER. HLE

®2 H1hE#BSREMELER

c2D—Cc(29) C(4)—C(11)--- C(22)~ C(29)

. CsHig CiHsz

HERH BB ChaD

f8 X (&o)

L ESBMYRERNTE, SERAY C-—CENEA, BRSHENENMEETH
B, B AABREHRETERE 112°, 1.544,
ARNOHETRENEHEERK. BERAIBH. BRARLHBRBOKE,TTH
RBZRAR N HPETHRNRBEE, CEXW MR TFNETHENE FREEEX .51
FITHR 3. 2RAMBEBREZALITEHRBEEN KENERNBAZNER, XS
ERAMEERNEEREENNG. ERghid, BREEERAE, HPARI R
C(10)—C(11), C(15)—C(16) @F B/, BE, YBARREBRTH , BENSRKE
X BI% R, BAK, BEA/D. MEFEHR D, BR.BABRETHE, X_ETRE
WHESRETRNB FEER, FUBERNTEERARSRRABRIRESS. £ Kay®
HRiEH, c(10)—Cc(11), c(15)—C(16) FANMREBARERKAN, WREENIVR x4k

—28.7453014 —28.8595834 —57.6180373
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*x3 @BE
& RAWDH-BRE # o o7 4 MR- RS " &
c(1)—C(2) 0.7818121 c(9)—C(10) 0.9022423
c()—Cc(3) 0.6970618 c(10)—c(11) 0.4923453
c(3)—c(4) 0.7455116 c(11)—c(12) 0.6696992
c(H—Cc(5) 0.7434730 c(12)—Cc(13) 0.7178065
c(5)—C(6) 0.7472202 c(13)—C(14) 0.5552004
c(6)—c(7) 0.7478428 c(14)—c(15) 0.7680517
c(7)—c(8) 0.7478425 c(15)—Cc(16) 0.4429335
c(8)—C(9) 0.7478428 : c(16)—c(17) 0.7222077
C(9)—C(10) 0.7472202 c(17)—Cc(18) 0.6157830
c(10)—c(11) 0.7434728 c(18)—c(19) 0.8775035
c(11)—Cc(12) 0.7455114 C(19)—C(20) 10.6532989
c(12)—c(13) 0.6970595 c(20)—c(21) 0.6391562
c(13)—c(14) 0.7818143 c(21)—c(22) 0.8091048

W AR RO R F AR FRER FZERED. ARE K™ RiEh, &l
AR (R = 0.16) R, HBEFLFEHIEEARER. RELRTELR.RE
1 BPREE SR SRR ERFA B RE 2.9%, Hit, RUHERERY THRN, R4E
AL SHNITEMER EZBARATHEN. BM Koy TR T R AHRRANER
SHTBRE THTRMBLLE, Keller™ EEFESHNITEMER EZBER RN, EHE
MRBUXFITEABPNRERSE, RUFBKREXRD TEENNRARRIREZIMITE. K
X RS R BFHEE T XMRE, K2 FREFLSANTERENERT®H
AEK.

— R UL, I G B, RIRERE KO TRIRDEL; ZRIRBEENRMRK, X
S FHABRKRNBIE N HE RS HRRIESNHES , B0 2.2 435 BH T EH 7] e
RR. BEERN, R RETSHNF &, BABRRT XS FHETREXNRLT TE
3). Wunderlich SURFER LB ORERAR . INNERI R EBELE RN, KO TH#E
RERAED TEF. Gl HINARLHE. RRBEEENES TB3IMAR LTS
A MRBERE R, BER AR ESRNITE, XRBERT Flory ks BT HTHE
HMR RZAS FRREAFOREE, B-, ERER, RO THHELRFHEE—
2, DA R 7 KR AS DA SE 3L A BN B 6 0 DUB S R E B T IR RO A1

BiM: EHFETEPAINIER BHEK, HBSREOHE, EB0R .
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ENERGY STATE OF CHAIN FOLDING IN
POLYETHYLENE LAMELLA

Bu Haishan and Yu Tongyin
(Institute of Material Science, Fudan University)

ABSTRACT

The energy of regular adjacent reentry conformations as well as that of all trans-
conformation in polyethylene chain segment was calculated by means of EHMO meth-
od. Their results were compared and discussed. In comparison with the latter, the ele-
vation of energy in the former case is less than 3%. Thus, the authors believe that it
is quite possible for polyethylene to have regular adjacent reentry.





