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PCBDEFREZL R ILF—DAD initio MOEFHE

B B OUNRZRZR TEERD), A% BT OUNKRZERZERE N T
FHD, A KRS OUNKRFRF B Lar5eke)

B=
HFE & CISIEIZ X D= v —FHHE & & B = v X — o IE R 2 H
W5HE, S1S00-0 BT RNV X —%HKI2% L FOBRAETHEAE TE £
3. PCBY T DOIRNA L= R VX — 34 MEERIIKE T2 &
RENGMY E L.

1. [FL®HIC

RV 7 ==/ (PCB) IHMIERREEGEROEEYED 1oL LT, i,

X IMEDFRRME L LTHOLNTWET. K1IZRT X9, PCBIZ2-o0
RUBUVBRPEALIZE 7 ==/ (BP) #RHKL LT, BPOKZERTNHEER
FICERINHEEEZ > TWVWET. E7 2=l EIN 1 OT R TOXBHDO L FT
b, £72. HlziE, 2,4-DCBIFEX2:X4MCloy /a7 = =)L, —#&
12, PCBIX 2 2DEMNCI-CT A FE LV ITIENTHEIZ/R> TWET. A0k
g (K1 D2,6,2, 6DONE) OHEFELn-a 185 25V ixE e OPCBILR A%
E (a7 7HHE) 2L ENTE, RIS - T - XA FF
(PCDD) 7¢ & L REEONDWIREMEEZ LS EEZ BN TWET. AL MLED
WERIF T NZOPCBIZ DWW T IIM#RE:, MIaE TH D EDZHOMENRH D £
I E TIZEEOPCBIZOWT, JEERFES) & b kiES: O DE T EK D A
7 FUVMREMPIE CHIE SN TWET. 9 Z OREMPIE 7% Y615 Tl E)
BREEDRD 000 ETEREZHBEICHECEET, AW @ CTlEI24FED
PCBIZ DWW, S1So BB ) EE b L i =k VX —ICBT 57 71
= A5y #GE (ab initio MO) VERHR 21TV E Lz, FHEFSIZIREMPLIE D5
B R e < —FH L TnET.

X3 X2 X2' X3

X5 X6 X6 X3'

X1 : PCBOH#EE. 1,2, ++ ¢, 6DFFILIRFEFET-C
oL, XIZKFERFHE - I3EZR FClE2 - LET.
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2. HEAE

PCBDSo fRHE & St RBEDHEE & — 2L X —ZHFE, CISiE, CIS(D)E%f#H
LCROFE L7z, HFVE & CISIEIZRIRRE ORI iE DT, =¥ —oit
FLIZBER L CTIESo tRRE L St IRFEEDZE DR N S HREWFHF T 9. HFEL
CISIEIZ L G & = R VX — DO EREZHN 572D, BPIZ DWW TCASSCF
WL D EEZITWE L. BPOHF#EIZCASSCF# & & IRITIEMIC—E L EL
7. CISIEIFEWGWEIRFETT R, phikEBo=x ¥ —Efi2EL < 5%
BRWGENRDLHZ L, RRLBEBFREORT vz F—ihim (PES)
MRZZLRLT NI L2 ERMLNTWET. FEOA%E ® TliE, CISIEEFEZL< D
GEIIFITELVHEEEZEZ 5 LW ORRMGELNTHET. EEE, BPOCISH
1 IZCASSCF#EE & 27 K< —ELE L. LL, CISIETROH7-PCBDS:
REEDOPESIZITEAE DR/ S W FF 05, D55+ O E O NHHERE DR E
(ZIXCISD)EE WD MBERNH D £ LT, @

Ab initio MOEFHRE TN R FE IR & > ¥ — o @ MERE i & Y — N IBM
eServer p5& A% 7 — i FH— SCOMPAQ AlpherServer GS320% |/ L TAT
WE L7, BHE L% Y 7 MidGaussian 98 & Gaussian 03% W E L7=. © B4
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Number of chlorine atoms

2 RNA L n, noa & OBMR. So fREEICR L T, Oldnea =
0, Al¥nmea=1, Olin-a>2 %#FRLFET. S REIZHLTUL, O
13m0 =0, Hima=1, Viina=2, H+FiEna=3, Xiima
=4 K LET.
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JE O @S VEREH R — NI K D EHEITERERIEIR S/ 244 7 8CPUZFIHLE L
720, SFEOERX v L _X—2Tlx, 4CPUL 2CPUTEE DS T 44T L Caf
HWLEL.

3. S IREELS, KREEDIBE

BP L PCBO#N M & ¥ FE S na, 4V MEFEEn-a OEZRAZXK 2 1R L £ 7.
2 B35 X 91T, RBIEIREES) DPCBIX, mea=0, n-a=1, BEFn-a>
2 D3ODTN—TITHT B, ZOFRERIIMOPIERER @ L —ELET. b
EIRAES: OPCBIZnec IZJS U725 2D 7 N —7127:0) £9°. So IRFEE Sy fRAEIC
BIFAPCBOBRENAIT Dl IZE -2 TIREDZENGNV ET. 2D Z L 1ESo IRKE
225 St REEA~DFHE I ) = x VX —ZAVAE DBnea EBRFITENDZ &%
L CUVWET.

4. $,<S$,0-0 EFETARILF—

FhE TR —DOHEREEZmD D ICIEEBE AT R F—2EEIC AN D LE
NHY ET. KEREDOBEFHHE- RV —ITEO =X VX —EHFZ XL X —0D%E
ELTERSINTWET. AT, BiEREOEFHBE-= L —2EDOT RV
F—LCIST R F—DELEXRLET. ZOFETHRERICLIEBEBFHEZ RLX
—IIEOEHE= AL —DOREByE G EEZ 2 b, EHEMIZIT S TT.

%< OO OEEIT, KERE 69 L FhEikig @102 oWnF ik Ty,
BB R —ZIIINERR R Y L E, ST OB EZORS O E LTE
FHHBET VX =2 KT Z LN TE £9. PCBOEFHE T L X —3/HADBP,
AV MEEOHEIR 38 LAV MIEDANOEFEIRFOFENPOM D EHE XD
NET. TPz, Si1So0-0 E L= RV —AE [FRO X HIcFRDLT &
MTEET.

AE=AFECSHF + App + no-c1 Abo-c1+ 1n-c1 Abn-cr. (1)

Z ZIZ, AECISHF [FHFE & CISIETRHAE L7 it = r v ¥ — (FAIRE = R L%
—FE & GTe), Abee IZTRHMABPDS: RREL So IREEICHB T HE M= R L X —0D
72, Aboct & Abn-cl IZTENENA N MLEDHEFRIFRT & A4V MiiE LSO FRIR T
WX 2B RV X —DETT. £72, mea 1TV MIEUSOEFERTT.
BP, 2,4-DCB, 4,4-DCBDO 3Dy T DOFERT —H © Zffi> TROZAb(a =
BP, 0-CL, n-Cl) Ofiiz# 112k LE9. K3i1%, (DRXNZFH L CTHE L7ZBP,

F1 BB RLX—E

Aba (cm™)
A bsp -5723.8
Abo-c1 -1170.6
Ab,-c1 29.5
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Number of ortho-chlorine atoms

3 1 8180 0-0 =R/ F— L& neat DR, OIFFHEMEAE,
OIZAECSHE, XOTHEE A~ L ET.

HAFELL7ZBP, BLO24FEDPCBMDS1S0 0-0 EF i — RV ¥ —% no-a 1T
LTy hLEZBEDOTT. ZOX3IDBRTEIE, AE & nea OFICIEZEWD
MERHY £9. 2,2-DCBEZT A My &35 L, HEMEITHIEHE ® L=
0.01%T—H L%x7. £7/-, 2,2-DCB, 2,4-DCB, 4,4-DCBDOAE DOFHEAfH DK
/B IT FERRE D K /NEIR & —F L TV E 1. BPRRPCBDOE Tl 21 5 i M4
DEAD0-0 B EZRXLX—DOHEZFHE L LTWHWETHR, ® ZE TITH
HEENTODERER 02 LHAEEREDOZEIT2%LL FTT.

5. ¥&H

FLECIREE & R EE O W RICEB W T S, PCB@TEM%J:I?/V? ESZIZAN
WHEREIEF LT ET. PCBDOS1—S 0-0 E = /¥ —IZxf3 5 &E 7+
B L XF—HHElX, T& LTRADOE 7 ==L & AL MEZEF OB~
DEFHIZEY FF. EFHE= 2 AT —OMERZRHTHZ itk D, PCBDO
S1—So 0-0 FEAFIE = RV —%K2%LL FOREETRD DL Z ENTEE L.
AWFFE D FEAFhiE = %L X — G RE T & E O Post-HF B i o0 1t F 23 TR 70 K & 7
LAWK L CTERTHD EEZLNET.

HiEE
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