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KIVONAT

MIM tipusu szemiempirikus elektronszinképi paraméterek szamitéséara
alkalmas COMMODORE-64 gépre irt programot ismertetink.

AHHOTALNA

JaeTcsa onucaHue nporpammbl,HanMcaHHol gns mawuHel COMMODORE-64, cnyxauwei
ona pacyeTta napameTpoB Tuna MIM nonyamnnpnyeckmx 3/1€KTPOHHLIX CMNEKTPOB.

ABSTRACT

Complete listing for the calculation of the parameters of electronic
spectra by using MIM method.



tok :

A Molecules in Molecules /MIM/ tipusu szemiempirikus elektronszinkép
szamitas elvi ismertetését e sorozat egy korabbi kotetében adtuk meg 11,2].
Az alabbiakban a szamitasnak COMMODORE-64 PC-re alkalmazott BASIC nyelven
irt programjat ismertetjik.

A program interaktiv felépitésl, azaz inditas utan a bemend adatok meg-
adasa kérdés-felelet formaban torténik. A szamitashoz szikséges bemené ada-

9.
10.

11.

12.

13.

14.

15.
16.

17.

18.

19.

20.

Molekula neve /tetsz6leges hosszUsagu szoveg/.

Akceptor részrendszerek szama.

Donor részrendszerek szama.

Alapmolekula neve: a bazisként hasznalt molekularész neve /tetsz6le-
ges hosszusagu szoéveg/.

Akceptor részrendszerek nevei: a 2. pontban megadott szami akceptor-
részrendszer neve /tetsz6leges hosszusagu szoveg/.

Donor részrendszerek nevei: a 3. pontban megadott szamd donor-rész-
rendszer neve /tetsz6leges hosszusagu szoéveg/.

Alapmolekula m-centrumszarna és u-elektronszarna /<l00/.

Akceptor részrendszerek t<centrumszamai és n-elektronszamai /<100/.
Donor részrendszerek n-centrumszamai és n-elektronszamai /<100/.
Alapmolekula kisérleti ionizacios potencialja és elektronaffinitasa
/eV/.

Akceptor részrendszerek kisérleti elektronaffinitasai /eV/.

Donor részrendszerek kisérleti ionizaciés potencialjai /eV/.
Tt-centrumok koordinatdi /a rx-centrumok a megadas sorrendjének megfe-
lel6 szamot kapnak/.

Részrendszerek kapcsolodd atomparjainak megadasa /a kapcsolédd atom-
par 13-ban kapott sorszamai, egymastol - jellel elvalasztva/.

A kapcsolddd atomparoknak megfeleld rezonanciaintegralok /eV/.
Rezonanciaintegral variaci6 esetén a 15. pont megismétlése a kivant
rezonanciaintegral sorozatok szamanak megfelel&en.

Részrendszer alapallapotok molekulapalyainak atomi palyakoefficien-
sei /LCAO/.

Részrendszer gerjesztett allapotok atmeneti energiai és hullamfigg-
vényei /az atmeneti energiak beadasanak befejezése:0 beadasaval;

hul lamfiggvény tagok beadasanak befejezése:0 koefficiens beadasaval;
alap-gerjesztett atmenetek megadasa: a 17-ben megadott molekulapalya
sorszamokkal, azokat egymastol - jellel elvalasztva/.

Figyelembe vett CT atmenetek megadasa /a 17-ben megadott molekulapa-
lya sorszamokkal, azokat egymastol - jellel elvalasztva/.

n-centrumok vegyértékallapotu ionizacids potencialjai és elektronaf-
finitasai /eV/.



A programban el6fordulé fontosabb azonositok jelentését a programlista
elején kommentarok formgjaban adtuk meg.

A PC memdOriakapacitasanak jobb kihasznalasa érdekében a programot tdbb
alprogramra bontottuk, amelyek koézil egyidejlleg mindig csupan az egyik ter-
heli a meméridt. A szamitds inditasdhoz a MIM elnevezésl programrészt kell
beolvastatni a magneslemezr6l. Ez a programrész kéri a fentebb ismertetett
bemen6 adatokat. Az adatok beolvasasa utan ez a MIM nev( alprogram egy, a
tovabbi alprogramok szamara hozzaférhetd ADAT nevli szekvencialis adat file-t
hoz létre a magneslemezen. Az adatok bevitelét és az adatallomany létrehoza-
sat kovetBen a tovabbi alprogramok beolvasasa automatikusan torténik. El8szor
egy PRINT nevil alprogramot hiv be, amely az ADAT file-bdl kiolvasott adatok-
bol elkésziti a bemend adatokat tartalmazé nyomtatasi listat. A nyomtatas be-
fejezését kovetben ez a programrész hivja a szamitasokat végzé CALC nevl al-
programot, amely az ADAT file adatait kiolvasva elvégzi a szamitasokat, és az
eredményeket kinyomtatja.

A program futtatasdhoz - a fentiek értelmében - az alapgéphez csatlakoz-
tatni kell egy nyomtatot és egy diszk meghajtéot, amelybe egy olyan lemezt
kell elhelyezni, amelyen a MIM, a PRINT és a CALC nev(i programok mindegyike
megtalalhatd,és ezen felil elegendd§ Ures hely all rendelkezésre a létesitendd
ADAT nevil adatmez6 részére.

Az alabbiakban megadjuk a fenti harom alprogrambél allé teljes program-
listat, valamint az [I1]-ben kozolt alkalmazasi példa futtatasi listijat.



100
110
120
130
140
130
160
170
180
190
200
210
220
230
240
230
260
270
280
290
300
310
320
330
340
350
360
370
330
390
400
410
420
430
440
450
460
470
480
490

510
520
530
340
550
360
370
380
390
600
610
620
630
640
650
660
670
680
690
700
710
720
730
740
750
760

REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM

ELEKTRONSZINKER SZAMITAS (MIM)

R: RKCEPTOR RESZRENDSZEREK SZRMR
D: DONOR RESZRENDSZEREK SZRMR
VAm MOLEKULA NEVE

BMT: ALRPMOLEKULFI NEVE
R*CR>: A-I1K AKCEPTOR NEVE
DFCD): D-IK DONOR NEVE

BN: RLRPMOLEKULR FF-CENTRUMSZRMR
Pb: RLRPMOLEKULR FF-ELEKTRONSZRMR
RHCFI): R-1K RKCEPTOR TF-CENTRUMSZRMR
PACA?: r-ik RKCEPTOR fF-ELEKTRONSZRMR
DNCD?: D-IK DONOR FF-CENTRUMSZRMR
PDCD?: D-IK DONOR TF-ELEKTRONSZAMR

PN: 0SSZ. TF-CENTRUMSZAM

TR: ATMENETEK MAXIMALIS SZAMA

CN: CT ATMENETEK MAX. SZRMR

AM: LEGNAGYOBB TT-CENTRUMSZAMU RESZRENDSZER TF-CENTRUMRINRK SZRMR
MR: LEGNAGYOBB TF-CENTRUMSZAMU RESZRENDSZER ATMENETEINEK MAX.SZAMA
BT: RLRPMOLEKULR FIGYELEMBEVETT ATMENETEINEK SZAMA

RTCA): R-IK AKCEPTOR FIGYELEMBEVETT ATMENETEINEK SZAMA

AT: OSSZES RKCEPTOR FIGYELEMBEVETT ATMENETEINEK SZAMA

DTCD): D-IK DONOR FIGYELEMBEVETT ATMENETEINEK SZAMA

DT: OSSZES DONOR FIGYELEMBEVETT ATMENETEINEK SZAMA

OT: OSSZES FIGYELEMBEVETT NEM CT ATMENETEK SZAMA

BACA): FIGYELEMBEVETT ALRF— R-1K RKCEPTOR K.0ZTI CT ATMENETEK SZAMA
BECB): FIGYELEMBEVETT D-IK DONOR— ALAP K8ZT1 CT ATMENETEK SZAMA
HACD.A?: FIGYELEMBEVETT D-1K DONOR— R-IK RKCEPTOR CT ATMENETEK SZRMA

N= KOLCSONHRTASI MATRIX MERETE COSSZ. FIGYELEMBEVETT ATMENET + 1)
EDCTR?: ENERGIAK CRLRP-AKCEPTOROK-DONOROK SORRENDBEN)
EDCN): N-1K MATRIXSOR DIAGONALIS CT-BLOKKJR ELOTTI ELEMEK SZAMA

PCTR.MR+1): ATMENETEK HULLAMFUGGVENYEINEK KOEFFICIENSEI

PLCTR/MA+1):  HULLRMFGV.KOEFF.-HEZ TARTOZO ATMENET ALAPALLRPOTU MO-JR
FHCTR.MA+1):  HULLRMFGV.KOEFF.-HEZ TARTOZO ATMENET GERJ. ALLRPOTU MO-JR
CLCCN+TR) - CT ATMENETEK ALAPALLRPOTU MO-JR

CHCCN+TR) : CT ATMENETEK GERJESZTETT ALLAPOTU MO-JA

CCPN/PN): PN-1K MOLEKULRPRLYR LCAO KOEFFICIENSEI

XCPN):  FF-CENTRUMOK X KOORDINATAJA
YCFN):  FF-CENTRUMOK V KOORDINATAJA
ZCPN):  FF-CENTRUMOK Z KOORDINATAJA

RCCR+D): HANY HELYEN KAPCSOLODIK A RESZRENDSZER MASIK RESZR.-HEZ
HLCR+1C3*FIM) m KAPCSOLODO ATOMPAR EGYIK RTOMJR CAKC.-DON. SORRENDBEN)
HHCR+D.3*RM) : KAPCSOLODD ATOMPAR MASIK ATOMJA

EECPN.PN): REZONANCIAINTEGRALOK CELSO  SOROZAT)

BE: REZONRNCIAINTEGRAL VARIACIOK JELZOJE

SO: REZONANCIAINTEGRAL VARIACIOK SZAMA

MT**" REZONANCIAINTEGRALOK OSSZES SZRMR CVARIACIOKKAL EGYUTT)
BSCMD) : REZONANCIAINTEGRALOK CVARIACIOKKAL EGYUTT)

IB: ALRPMOLFKULR KISERLETI 1ONIZACIOS POTENCIALJA

AB: RLRPMOLEKULR KISERLETI ELEKTRONAFFINITRSR

ACA): R IK RKCEPTOR KISERLETI ELEKTRONRFFINITRSR

ICD): -IK DONOR KISERLETI [IONIZRCIOS POTENSIRLJR

I1VCPN) : ff—CENTRUMOK VEGVERTEKRLLRPOTU 10ONIZRCIOS POTENCIRLJRI
RVCPN): fF-CENTRUMOK VEGVERTEKRLLRPOTU ELEKTRONRFFINITRSRI



770
780
730
800
810
820
830
340
830
860
870
880
830
3200
318
920
930
340
350
960
370
380
330
1000
1010
1020
1030
1040
1050
1060
1070
1080
1030
1100
1110
1120
1130
1140
1150
1160
1170
1180
1130
1200
1210
1220
1230
1240
1250
1260
1270
1280
1230
1300
1310
1320
1330
1340
1350
1360
1370
1380
1330
1400
14U
1420
1430

REH

REM LKPH): H PN-1K MOLEKULRPRLVRHOZ TRRTOZO RTOMI PRLVRK SZRVfFl

REM K PH?: R PN-1K MOLKULPRLVRHOZ TRRTOZO ELSO RTOMI PRLVR SORSZRMR
REM SCCN+TR? CT ATMENETEK UP-ER> ERTEKEI

REM BK(TR?"  ATMENETEK HULLRMFUOOVENYEIBEN SZEREPLO TAGOK SZRMR
REM KB: LEGTOBB TAGBOL RLLO HULLRMFUGGVENV TRGSZRMR

REM BEMENO ADA 10K-

POKE 53280..9
POKE 5328b 6
PRINT "n?l110LEKULA NEVE:"

INPUT _MMI

IF MMI="" THEN MMF="MOLEKULA"
PRINT - PRINT

INPUT AKCEPTQR RESZRENBSZEREK SZAMA™ ,A
INPUT ""DONOR RESZRENBSZEREK SZRMR™ B
PRINT

1=0

PRINT "SPORTOK RENDBEN? 9IB3EN VRGV SNEMSI™
GET m < IF R$=""" THEN 1010

IF RT="N" THEN 920

IF R$="1" THEN 1060

1=1+1

GOTO 1000

DIM A$4R >B$,(D>>RN(f|)~DHCD>/RIR)>I(D> RT(R)>DT<D)>PF1iflbPDCD?
DIM BRCFT) «DBI.D? JDR<D;R? >RCIA+D?

PRINT

FOR J=1 TO 1+1

PRINT "TTI

NEXT J

PRINT "RLRPMOLEKULR NEVE:"

INPUT BMT

IF BMF=""" THEN BMf="EAZISMOLEKULR"

PRINT

IF A=0 THEN 1230

PRINT ""RKCEPTOR RESZRENBSZEREK NEVE-"'

FOR 1=1 TO A

INPUT RIU?

IF RTU ?=""" THEN RTU ?="RKCEPTOR"

NEXT 1

PRINT

IF D*O THEN 1300

PRINT "DONOR RESZRENBSZEREK NEVE:"

FOR 1=1 TO D

INPUT DFU?

IF D$(1)=""" THEN BSCI1?=""DONOR™

NEXT 1

PRINT

PRINT "SPORTOK RENDBEN? 91RGEN VRGV HA1AEMAr
GET R$ : IF A$=""" THEN 1310

IF fIF=N" THEN PRINT "TT : GOTO 1120

IF fI$="I'" THEN 1350

GOTO 1300

PRINT "JT"

PRINT "SIK A MOLEKULA? A1A0EH VRGV 3UAEM"
GET AT:IF H$=""" THEN 1370

PRINT"TT _

IF R$="I"" THEN Z- : PRINT "SIK MOLEKULA"™ : GOTO 1420
IF AT="N" THEN Z=1 : PRINT "NEM SIK MOLEKULA” : GOTO 1420
GOTO 1360

PRINT

INPUT " RLRPMOLEKULR  #-CENTRUMSZAMA "IBN



1440
1450
1460
1470

1430
1500
1510
1520
1530
1540
1550
1560
1570
1580

INPUT ™ FF-ELEKTRONSZRMR™" iPB
CH=0
RM=EN

M=EN
M1=(EN-PB72)*PB72
nn-m

IF R=0 THEN 1630

PRINT

FOR 1=-1 TO R

PRINT

PRINT 1i;"-1K RKCEPTORH"

INPUT *"»PPPPPPPPBPPPPPP1tr-CENTRUMSZRMR *"IRNCI1J
INPUT **|UREIPKOPIEIPOIBBI*iJiT-HLEKTRONSARriR,,; PRI 1>
IF RNU»RM THEN RP1=RHI ?

M*+FINFI
1330 MI=MI+CRN<1)-PR<1 72>*FRCI>72

1600
1610
1620
1630
1640
1630
1660
1670
1680
1690
1700
1710
1720
1730
1740
1750
1760
1770
1780
1790
1800
1810
1820
1830
1840
1850
1860
1870
1880
1890
1300
1910
1920
1330
1940
1950
1960
1970
1980
1990
2000
2010
2020
2030
2040
2030
2060
2070
2080
2090
2100

IF CRN<I>-PR<I V2>*PRCIV2 > MR THEN MR*CRNCH )-PRCI ?72>»PR(1 >72
CN=CN+PE72*CRNCI>-PRCI>72>

NEXT 1

IF D=0 THEN 1840

PRINT

FOR 1=1 TO D

PRINT

PRINT 1; —1K DONORH"

INPUT "WBPPiPBPBSipppppphr-CENTRUMSZRMFI " iIDNC 1>
INPUT "PPPPPPPPPPPPPPPPIir-ELEKTRONSZRMR" 1PD< I)
IF DNCI )}RM THEN RM=DNCI)

M=M+DNCI1>

M1=M1+CDNa )mPDCI>72>#PD (1>72

IF CDNC 1>-PDC 1>/2>PPDC 1>72 > MR THEN MR*CDNC I>~PD< 1)72>#PIK 1>72
CN=CN+PDCI1>72*CEN-PB72 >

NEXT 1

IF R=0 OR D=0 THEN 1840

H=0

FOR 1=1 TO D

FOR J=1 TO R

H=H+CRN CJ>-PRC J>72)#PD <1>72

NEXT J

NEXT 1

CN=CN+H

FN=M

TP.=M1

PRINT = PRINT

PRINT _""4RDRTOK RENDEEH? 31KEN VFIGV 3HAEMAr
GET HI : IF THEN 1880

IF RF="N"" THEN 1350

IF R$=""I1"" THEN 1920

GOTO 1870

DIM XCPN>,VCFN?>ZCPN>>1VCPN>>RVCPN>>UCPN> >TCPN>>SCCN+TR)
DIM EDCTR>,CCFNjFN> ; RCPIL PN>; PCTR.- Mfl+1) >BKCTR>; HLCR+D; 3#RM> ,HHCR+D/3*RM)
DIM PLCTR,MR+1>,PHCTR,MR+1),CLCCN+TR) ,CHCCN+TR>,BECPN, PN>
PRINT "TT

PRINT ™ KISERLETI IONIZRCIOS POTENCIRLOK"
PRINT ** ES ELEKTRONRFFINITRSOK CEV>:”
PRINT m PRINT

IF f1=0 THEN 2010

INPUT ""RLRPMOLEKULR IP-,M;iB

IF D=0 THEN 2030

INPUT "RLRPMOLEKULR ER:""IRB

PRINT

IF R=0 THEN 2090

FOR 1=1 TO R

PRINT 1>"IS. RKCEPTOR EH:"j

INPUT RU)

NEXT 1

IF D=0 THEN 2150

PRINT



2110
2120
2130
2140
2130
2160
2170
2180
2190
2200
2210
2220
2230
2240
2250
2260
227
2280
2290
2300
2310
2320
2330
2340
2350
2360
2370
2380
2390
2400
2410
2420
2430
2440
2450
2460
2470
2480
2490
2500
2518
2520
2530
2540
2550
2360
2578
2580
2590
2600
2610
2620
2630
2640
2650
2660
2670
2680
698
2700
2710
2720
2730
2740
2750
2760
277

FOR 1=1 TO D

PRINT 1;"4. HONOR IP:";

INPUT K 1>

NEXT |

PRINT )

PRINT " ORDATOK RENDBEN? »IBSEN VRGV iSHEMIl"
GET R$ m IF R*=""' THEN 2170

IF fIF"N' THEN 1930

IF HFE="1" THEN 2210

GOTO 2160

PRINT "TT )

PRINT ""ir-CENTRUMUK XAV..Z KOORDIHRTRI I
EBN

PRINT : PRINT

FRINT "RLRPNOLEKULR:"

PRINT

FOR J=1 TO BN

PRINT- J; "II. CENTRUM :**

INPUT J

INPUT "WWMiI»PMMPLi* | ir»=";V<J> B
IF 200 THEN INPUT "P»»F*»»«P»»»>PE>" ;717>
FRINT

NEXT J

IF fI-0 THEN 2490

FOR 1=1 TO R

PRINT

PRINT 1#;“-1K PKCEPTOR RES2RENDS2ER:"

PRINT

FOR J=1 TO RNU)

PRINT M+J;"I1. CENTRUM <

INPUT ,xr>PPPPPP»*PPPPPPPK«" ; XCn+J)

INPUT ,>PPPPPPPPPPPPPPPrr =" ;V<M+J)

IF 200 THEN INPUT *"I1PPPPPPPPPPPPPPPCI»'";ZCM+J)
PRINT

NEXT J

M=M+RN( 1>

EXT 1

PRINT

IF D=0 THEN 2630

FOR 1=1 TO D

PRINT

PRINT 1;"-1K DONOR RES2RENDSZERM®

PRINT

FOR J=1 TO DN<I)

PRINT N+J, "Il CENTRUM:"

INPUT *"'rPPPPPPBPPPPPPPPPK*"" ; X<M+J?

INPUT ,PPPPDPPPPPPPPPPPYT ;' ;V<ri+J)

IF 700 THEN INPUT "PPPPPPPPPPPPPPPPE®"JZCM+J)
PRINT

NEXT J

M=M+DN<I)

NEXT |

PRINT

PRINT ** 4ARDRTOK RENDBEN? »IBSEN VRGV AXMAL™
CET fif « IF A$=""" THEN 2650

IF fi$-""N” THEN 2210

IF B$=""1" THEN 2690

GOTO 2640

PRINT "TT

PRINT "  RESZRENDSZEREK KHPCSOLODO RTOMPRRJRI"
PRINT ** ES EZEK REZONRHCIRINTEGRALJR:"
FOR 1=1 TO 500 : NEXT 1

PRINT  PRINT

EE=0

PRINT" KIVRNJR-E"

PRINT "™ R REZONRNCIRINTEGRALOKAT VRRIRLNI?™
PRINT : PRINT



2780
2780
2800
2810
2820
2830
2840
2858
2860
2870
2880
2890
2900
2910
2920
2930
2940
2950
2960
2970
2980
2990
3000
3010
3020
3030
3040
3050
3060
3070
3080
3090
3100
3110
3120
3130
3140
3150
3160
3170
3180
3190
3200
3210
3220
3230
3240
3250
3260
3270
3280
3290
3800
3310
3320
3330
3340
3350
3360
3370
3380
3390
3400
3410
3420
3430
3440

7

PRINT " aiBGEN VAGY HN3EM?"

GET Al : IF A*="" THEN 2790

IF fIF*N' THEN 2920

IF A$="1" THEN 2830

GOTO 2780

BE=1

PRINT : FRINT _ )

PRINT - HANYFELE REZONANCIAINTEORHL SOROZATTAL”

PRINT ™ KIVAN FUTTATNI?"
PRINT i PRINT <« PRINT
INPUT SO

IF SOC1 THEN 2850
IF SO=1 THEN BE=0 : GOTO 2920

30*50-1

PRINT 'I3" .

PRINT "™  RESZRENDSZEREK KAPCSOLODO ATOMFARJAI™
PRINT ™ ES EZEK REZONRNCIRINTEGRALJH:"

FOR 1=1 TO 500 : HEXT I

PRINT « PRINT

IF A=0 THEN 3510 o
PRINT " VRN-E 1-NEL TOBB HELYEN KAPCSOLODO !

PRINT ™ AKCEPTOR CSOPORT?""
PRINT = PRINT
PRINT " aiSGEN VAGY 3UNAEM?”

GET Af m IF RFf=""" THEN 3020
IF H$="N" THEN HM=n : PRINT 'Z3" % GOTO 3180
IF R$0™"I" THEN PRINT "TTrrn" @& GOTO 2980

PR INT"IT”

PRINT "  RESZRENDSZEREK KAPCSOLODO ATOMPARJAI™
PRINT ™ ES EZEK REZONANCIAINTEGRALJA:"
PRINT  PRINT

HN=1

PRINT "AZ AKCEPTOR HANY HELYEN KAPCSOLODIK'
PRINT "MASIK RESZRENDSZERHEZ?:"

PRINT

FOR 1=1 TO H

PRINT : PRINT

PRINT i;"11-IK AKCEPTOR:"

INPUT ""n**i»»MMM»iWI";ACCI)

NEXT 1

PRINTIT™ ]

PRINT ™  RESZRENDSZEREK KAPCSOLODD ATOMPARJAI'"
PRINT * ES EZEK REZONANCIAINTEGRHLJA:"
PRINT

PRINT ** 1KARCS. MEGADASI FORMATUMA PL: 2-14)"
PRINT = PRINT

IF BEE1 THEN PRINT " 1. SOROZAT:"

PRINT

FOR 1=1 TO A

PRINT = PRINT

IF HM=0 THEN AC<I)*1 J=1  GOTO 3330

FOR J=1 TO ACID)

Rg=""" . . "

IF JOI THEN PRINT  INPUT ** KOVETKEZO KAPCSOLODAS — :™;R#
PRINT

R$="" ,

PRINT 1;"IF-1K AKCEPTOR— KAPCSOLODD RESZRENDSZER:™

INPUT ** ’KAPCSOLODD ATOMJAI -iRF

IF LENIRI)C3 THEN 3350

IF ASCai IDFIRF.-2,1)K>45 AND ASC(MID$(RF,3/1 )K>45 THEN 3350
MH=LEN<RF)

:{FZASCTMI D$<R$ 2 =1))=45 THEN H=1l : GOTO 3410

HL (L J>=VALCLEFT*<RT ,H))

HHCI,JI>=VAL<RIGHT$(RT, MH-H-1))

INPUT "»EZEK REZONANCIAINTEGRHLJA:"';BEiHLtbJ) ,HH<LJ))

IF Hv=1 THEN NEXT J

: GOTO 3360



3430
3460
3470
3430
3430
3300
3510
3520
3330
3540
3550
3560
3570
3580
3530
3600
3610
3620
3630
3640
3650
3660
3670
3680
3630
3700
3710
3720
3730
3740
3750
3760
3770
3780
3730
3800
3810
3820
3830
3840
3850
3860
3870
3880
3830
3300
3310
3320
3330
3340
3950
3360
3370
3380
3330
4000
4010
4028
4030
4040
4050
4060
4070
4080
4038
4180
4110

NEXT 1

PRINT "TT

PRINT "™ RESZRENDSZEREK KRPCSOLODO RTOMPRRJRI:™
PRINT " ES EZEK REZONRHCIRIHTEG"RFILJFI:"

FOR 1=1 TO 300 : NEXT 1

PRINT : PRINT
IF D=0 THEN 4010

PRINT "™ VRN-E 1-NEL TOBB HELVEN KRPCSOLODO
PRINT * HONOR CSOPORT?"

PRINT : PRINT

PRINT " aiKEN VROV SMSEN?"

CET fif « IF R$=""" THEN 3560
IF FIF=N' THEN HM=0 : PRINT 'T3" : GOTO 3720
IF RFO "I'" THEN PRINT "TTTTTT” : GOTO 3520

PRINT'T3"

PRINT " RESZRENDSZEREK KRPCSOLODO RTOMPPRJRI™
PRINT * ES EZEK REZONANCIAINTEGRRLJR:"
PRINT = PRINT

HV=1

PRINT "H DONOR HRNY HELVEN KAPCSOLODIK"

PRINT "MRSIK RESZRENDSZERHEZ?:''
PRINT

FOR 1=1 TO D

PRINT - PRINT

PRINT 1;"IF1K DONOR:"
INPUT """NPPPBael&BOBBBAPPI ;RC< 14R)

NEXT 1

PRINT™3*

PRINT " RESZRENDSZEREK KRPCSOLODO RTOMPRRJRI'
PRINT * ES EZEK REZOHRNCIRINTEGRRLJRe"
PRINT

PRINT " (KHPCS. MEGRDRSI FORMRTUMR PL= 2-14)"

PRINT : PRINT )
IF BE=1 THEN PRINT " 1. SORUZRT

PRINT

FOR 1=1 TO D

PRINT = PRINT

IF HN=0 THEN RC(I+R)=1 J=1 e« GOTO 3870
FOR J=1 TO RCCI+Fl)

RF=""
IF JOI THEN PRINT  INPUT " KOVETKEZO KRPCSOLODRS — :';r$
PRINT

R$=""

PRINT 1, "IFIK DONOR— KAPC-.QLODO RESZRENDSZER:'"

PRINT

INPUT ** KRPCSOLODO RTQMJRI "iRS

IF LEMRIK3 THEN 3300

IF RSC<1VI=%f(Rf,2, 1))045 AND RSC(1IDFCRF>3/1 ))045 THEN 3300
MH--LEN
IF FISC(FLIDS<RF..2,1))=+5 THEN H=1 : GOTO 3960
H=2
L1 1+A,J)=VRL<I :FTFiRF,H))
HHT B, J)=VRLCRIGHTF<RT ,\H--H-1) )

INPUT "IEZEK REZONRNCIRINTEGRRLJR:'';BE<HLU +R,J),HH(I+f,J)>
IF HM=1 THEN NEXT J

HEXT 1

PRINT = PRINT : PRINT : PRINT

PRINT " SEIDRTOK RENDBEN? SIKEN VRGY 3IXIr-fit*
GET RFf : IF Rf=""" THEN 4U30

IF fIF=EN' THEN 2630
IF RF=""1"" THEN 4070
GOTO 4020

IF BEFO THEN 4410

PRINT "riiTKEZOHRNC IMIINTEGRRL VRRIRCIO:"
PRINT

PRINT " 1. SOROZAT (EMLEKEZTETO):"
PRINT

: GOTO 3310



4120
4130
4140
4150
4160
4170
4130
4130
4200
4210
4220
4230
4240
4250
4260
4270
4280
4230
4300
4310
4320
4330
4340
4350
4360
4370
4380
4330
4400
4418
4420
4430
4440
4450
4460
4470
4480
4430
4500
4510
4528
4530
4540
4550
4560
4570
4580
4530
4600
4610
4620
4630
4640
4650
4660
4670
4680
4630
4700
4718
4720
4730
4740
4750
4760
4770
4780

Ha N0

FOR 1=1 TO R+D

FOR J=1 TO RCCI)

print "BETRC" hi<b J )
M=P1+1

NEXT J : NEXT 1
MB=M*30

DIM BSCMB)

PRI

FOR LK*2 TO SO+1

PRINT : PRINT

PRINT LK;'. SOROZRT:"
PRINT

FOR 1=1 TO R+D

FOR J=1 TO ACIM)

PRINT "BETRC"™iHLCI1.J)1 > HHCI>J)1 " 1 TREC17)>

INPUT ™' " >BSCM)
M=n+1
NEXT J m NEXT 1 : NEXT LK

PRINT - PRINT

PRINT ™ 3RDRTOK RENDBEN? 3I5GEN VRGV 3VHEMCT
PRINT "H FIGVELMEZTETES! I"

PRINT ™ N E M VFILRSZ ESETEN RZ RDRTBEVITEL"
PRINT ™ LEGELOLROL KEZDODIKIII™

GET R$ ; IF RF=""" THEN 4360

IF FIF="I"" THEN 4410

IF RF="N" THEN RUN

PRINT "3JHDRTOK RENDBEN? 31«GEN VRGV AMAEMA™
GOTO 4360

PRINT "TT"

PRINT " RLRPRLLRPOTOK MOLEKULRPRLVRINRK ATOMI*
PRINT ** FRLVRKOEFFIC IENSE1 CLCRO)
PRINT

PNBN

PRINT

PRINT ""RLRPMOLEKULR LCRO KOEFFICIENSEI:"
FOR K=1 TO M

UCK>=M

TCK>=1

PRINT

PRINT KIr"-1K MOLEKULRPRLVR;"

FOR J=1 TO M

PRINT " 131 I ATOM:™

INPUT "7PLb<BM*BUBM »M P U **; CCK,J>
NEXT J

NEXT K

PRINT

H=BN+1

IF R=0 THEN 4730

FOR 1=1 TO R

PRINT

PRINT 1i;"-1K RKCEPTOR LCRO KOEFFICIENSEI:"
FOR K=M+1 TO M+RNCI)

UCK)=RNCI Y

T(K)=H

PRINT

PRINT K;"-1K MOLEKULRPRLVR:"

FOR J=M+1 TO M+RNCI)

PRINT ™ ATOM:""

INPUT M: 1 «P»PBW»*PPmilNi»»In; CCKiJ)
NEXT J

NEXT K

M=M+RNC 1>

H=H+RNCI)

NEXT 1

PRINT

IF D=0 THEN 4350

> HHCb j);*)'jtreu/j;-* "WpechlcI>J>,HHCu

»
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4790 FUR 1*1 TO B

4800 PRINT

4810 PRINT 1.;"-IK DONOR LCFIO KOEFFICIENSEI -
4820 FOR K=M+1 TO M+DNCI)

4830 LKK)=DHCI)

4840 T(K)*H

4,30 FRINT

4860 PRINT K;*“-1K MOLEKULRPALVR:"

4870 FOR J=M£l1 TO M+DHCI)

4830 PRINT ~ . RTOH:"

4890 INPUT "'I'BBBMPBBPPPPPPPPBPPBPBBI ; C<K,J)
4900 NEXT J

4910 NEXT K

4920 M=M+DN< 1)
4930 H=H+DNCI>

4940 NEXT |

4950 PRINT

4960 PRINT " VADATOK RENDBEN? SIIBGEN VIOV SKM151"
4970 GET RF  IF AF=""" THEN 4970

4980 IF AF="N" THEN 4410

4990 IF RF*"1" THEN 7010

5080 GOTO 4960

5010 PRINT *TT

5020 PRINT “GERJESZTETT RLLRFOTOK RTMENETI ENERGIRI"

5030 PRINT ™ ES HULLAMFUGGVENYEI:""

5040 PRINT

5058 PRINT" <KILEPES: E=0 ILL. KOEFF.*0 ~VRLI>"
5060 PRINT ™ ATMENET MEGRDHSI FORMRTUMR:'*

5070 PRINT "' RLRP-GERJESZTETT MO SORSZAM <PL: 2-5)"
5080 PRINT  PRINT

5090 Kb-1

5100 PRINT "RLRPMOLEKULRH'

5110 PRINT

5120 M=l

5130 PRINT M>"

5140 E=0

5150 INPUT "TBPBPE(EY) :"'J E

5160 IF E=0 THEN 5390

5170 ED(M>=E

5180 J=1

5190 P=0 B

5200 INPUT " TBPBPBPPBBBPBBBPPKOEFFICIENS : P
5210 IF P=0 THEN 5350

5220 EK(M)=J

5230 Pal-J)=F

5240 p$=""

5250 INPUT *'»PPPPPPPPPPPPPBBPITMEHET "J PS
5260 IF LEN<PFX3 THEN 5250

3270 IF RSCCMID$<P $2, 1))043 AND ASC<MID#<PF,3/1 >X>45 THEN 5250
5280 MH=LENCPF)

gggg AFZASCiMIDfCP$/2>1))=45 THEN H=1 : GOTO 5310
5310 PLIM J >=VAL<LEFTFiPFfjH))

5320 PHIM,J>=VALQRIGHT$ (P$ MA-H-1))

5338 J=J+1

5340 GOTO 5190

5350 PRINT "I

5360 IF BK<M)XB THEN KB*BK(M)

5370 M=M+1

3380 GOTO 5130

5390 BT=M-1

3400 PRINT ™1

5410 PRINT

3420 IF A-O THEN 5800

3430 AT*0

5440 FOR 1*1 TO A

3450 AT<I)=0
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5460 PRINT  PRINT
5470 PRINT 1J"-1K RKCEPTOR:"
5430 PRINT
5430 PRINT Mi"
5500 E=0
5510 INPUT "TBBBPBECEY? =i E
5520 IF E=0 THEN 5760
5530 El.KPI=E
5540 J=1
5550 P-0
5560 INPUT ''»PBBBBPiBBPBPPBBBKOEFFICIENS .-; P
5570 IF F=0 THEN 5710
5580 I'K()=J
5530 P<FbJ>=P
5600 PF*"'
5610 INPUT *'»BBBPBBPBPBBBBBPBPTVIEHET > Pf
5620 IF LENCP¥X3 THEN 5610
5630 IF RSCai IDI4PF,2/ 1>X>45 HND RSCCNIDF(PF.3,1>K>45 THEN 5610
5640 MH-LEN(FF)
5650 IF R3CHICPF/2/1=45 THEN H*1 : GOTO 5670
5660 H=2 B
5670 PL<M,J)“VFILCLEFTI(PF,H)>
5630 PHiM,J?=VRL iRIGHTT PF, 1H-H-1))
5630 J=J+1
5700 GOTO 3550
5710 PRINT'I!
5720 RT(I>=RT(1)+1
5730 IF BKUPKE THEN KB=BK(M>
5740 M=M+1
5730 GOTO 5430
3760 PRINT"'!
5770 RT=RT+RTCI?
3780 NEXT 1|
3790 PRINT
3300 IF B=0 THEN 6180
5810 DT=0
5820 FOR 1=1 TO D
3830 DT<1?7=0
5840 PRINT : PRINT
5850 PRINT 1i;"-1K DONOR:"
5860 PRINT
5878 PRINT MI':"
3880 E=0
5390 IHPUT 'TMIPBBBE<EV> E
5000 IF E=0 THEN 6140
3910 ED(N)=E
~1

5320 J

5330 P=0

5340 INPUT "'IBBBBPPBBPBOSBBBPKOEFF ICIENS :'; P
5350 IF P=0 THEN 6090

5360 BK<M)aJ

5370 PO/ _J?*F

5980 P

5930 INPUT '»BBBBBPBPBPBBPBiPFTMENET "i PF

6800 IF LENCPFX3 THEN 5390

6010 IF RSCai IDFiPF,2/1>x>45 AND RSCCMIDFCPF,3,1)K>45 THEN 5390
6020 MH=LEN<PF)

6030 IF FISCai [DF(PF*2.1)?=45 THEN H=1 " GOTO 6050
6040 H=2

6050 FLa-bJ>=VRL(LEFTF<PF,00 )

6060 PHQ ,J?*VAL(RIGHTFCPT,NA-H-1))

6070 J=J+1

5080 GOTO 5930

6030 PRINT "1

6100 DT(1)=DTa) +1

6110 IF BKacoks THEN KB=BKO1)

6120 =Wl
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6130 GOTO 3870
6140 PRINT"TI

6130 DT=DT+DT<I)

6160 NEXT |

6170 OT=BT+RT+DT

6130 PRINT B

6180 PRINT * ARDRTOK RENDBEN? STKEN VfiGv SIXMMT
6200 GET Rt : IF A**"' THEN 6200

6210 IF A$="N" THEN 5010

6220 IF fif="1" THEN 6240

6230 GOTO 6190

6240 HV=M
6250 PRINT "TT )

6260 PRINT CT ATMENETEK"

6270 PRINT N

6280 PRINT ™ <KILEPES: RTMENET=0 -VALI)"
6290 PRINT ™ RTMENET MEGRDRSI FORMATUMA

6300 PRINT ' ALAP-GERJESZTETT MO SORSZRM CFL: 10-4)
6310 PRINT

6320 M=HM

6330 IF A=0 THEN 6370

6340 FOR 1=1 TO A

6358 BFI<I)=0

6360 PRINT )

6370 PRINT "RLAPMOLEKULR ;"/1 1"I-IK AKCEPTOR KOZTI CT"

8%9 PRINT

6400 Input "atmenet
6410 IF C$="0"_THEN 6530

6420 IF LENCCIX3 THEN 6400 _

6430 IF RSCailDfCCF ,2,\>>045 AND ASCCMIDI<CF,3/1 >>043 THEN 6400
6440 MH=LENCC$>

6430 IF RSCCMIDFCCFMI>>=45 THEN H=1 : GOTO 6470
6460 H=2

6470 CL<MY“VAL(EFT*(CF,H>>

A .0 CHM>*VRLIRICHT*< s, MH-H-1)>

6490 SiM>=I1B-Aa>

6300 BAVI)=BR<I>+1

6510 M=M+1

6520 GOTO 6390

6530 PRINT ™M

6540 PRINT

6550 NEXT 1

6360 PRINT

6570 IF B=0 THEN 7050

6580 FOR 1=1 TO D

6590 DB(1>=0

6600 PRINT )

6610 PRINT I;“II-IK DONOR : ALAPMOLEKULA KOzTI CT"
6620 PRINT

6638 C$="""

6640 INPUT "ATMENET H'iC$

6650 IF CF="0" THEN 6770

6660 IF LENCCFXS THEN 6640

6670 IF A3Callb%$<C$,2/1>)045 AND ASCCMIDF ,3/1 >>045 THEN 6640
6680 MH=LEN(CT>

6630 IF A5Ca"11BT<C$,2/1 >>=45 THEN H=1 : GOTO 6710
6700 H=2

6710 CL<M>=VRL<LEFT$<C$jH)>

6720 CHM>=VRL<RIGHTI(CF>MH-H-1) >

6730 SiM>=1U)-AB

6740 DB<:i)=DBa>+1

6750 M=M+1

6760 GOTO 6630

6770 PRINT ™M1

6780 PRINT

6790 NEXT 1
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6800 PRINT

6310 IF R=0 OR D=0 THEN 7050

6820 FOR 1=1 TO B

6330 FOR J=1 TO R

6840 DFKI1/3)=0 )

6850 PRINT 1;"II-1K DONOR :"1J1"1I- 1K RKCEPTOR KOZTI CT"
6860 PRINT

6870 CE=""

6880 INPUT "RTMENET :"";C$

6890 IF C*="0" THEN 7010

6900 IF LEN(OFK3 THEN 6880

6310 IF RSCIMIDF-(C$;2*1))045 RND HSCCMIDiCCf,3,1?>043 THEN 6880
6920 MH~LENCCT)

6930 IF RSCailD$<CF,2,1>>=45 THEN H=1 m GOTO 6950
5940 H=2

6350 CL<M>=VRL<LEFT*<C$,H>>

6960 CHWTD=VRL CRIGHT#CC$ ,NH-H-1>)

6970 SO01?=I<1)-R(J>

6380 DRCb JKBRib J)+1

6930 M=n+1

7008 GOTO 6870

7010 PRINT "M

7020 PRINT

7030 NEKT J

7040 NEKT 1

7050 N=n-1

7060 PRINT ™ SRDRTOK RENDBEN? aiBGEN VRGV 91EA™
7070 GET RI m IF fi5=""" THEN 7070

7080 IF R$*''N'" THEN 6250

7090 IF Rfa"I'" THEN 7110

7100 GOTO 7060

7110 PRINT "JT° .
7120 PRINT "ir-CENTRUMOK VEGVERTEKRLLRPOTU IONIZACIOS'>
7130 PRINT "POTENCIRLJIRI ES ELEKTRONRFFINITRSRI <EV>"
7140 PRINT

7150 n=BN

7160 PRINT : PRINT

7170 PRINT ""RLRPMOLEKULR™

7180 PRINT
7190 FOR J=1 TO BN
7200 FRINT CENTRUM:"

7210 INPUT “MIS'SiBSISSiiBifiiiSBIIP*"; 1V<J>
7220 INFUT "'TEISSBOPSIFSISSSIOISHPER="" IRV (J >
7230 PRINT

7240 NEKT J

7250 IF R=0 THEN 7390

7260 FOR 1=1 TO R

7270 PRINT

7280 PRINT 11"-1K RKCEPTOR RESZRENDSZER>"
7290 PRINT

7300 FOR J=1 TO RN(I>

7310 PRINT M+j;"I1. CENTRUM

7320 INPUT *'fPEDBIGKI*FPPISRIPPSESIIP~" j IV<M+J>
7330 INPUT *NESSISESHISP I PBIZPER= SRAMH -
7340 PRINT

7350 NEKT J

7360 M=M+AN(I>

7370 NEKT 1|

7380 PRINT

7390 IF D=0 THEN 7520

7400 FOR 1=1 TO D

7410 PRINT

7420 PRINT i;"-1K DONOR RESZRENDSZER;"
7430 PRINT

7440 FOR J=1 TO BN(I>

7450 PRINT M+j;"Il. CENTRUM:™

7460 INPUT "'riB2ir<io»BPSIib@ail IP=""; 1V<M+I>
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74.-0 INPUT '>*PPPPPPPPPPPPPPIiR*" ;RVCM+J)

7400 PRINT

7490 NEXT J

7500 M=M+DNd)

7510 NEXT 1

7520 PRINT

7530 PRINT ** 4HDRTOK RENDBEN? HISOEN VROV »RFIuGI"
7540 GET RF IF R$=",n THEN 7540

7550 IF HT-YP THEN 7110

7560 IF Rf=""I"" THEN 7580

7570 GOTO 7530

7580 PRINT "XT

7590 FOR 1=1 TO PN

7600 FOR J=1 TO PN

7610 R<1,J)=SQR(<X<1)-X<J) >T2+CYC D-Y(I) )T2+<Z<1)-7Z<I))T2>
7610 NEXT% QR( )-X<J) )-Y(D)) ) ))
7630 NEXT 1

7640 REM SZEKVENCIRLIS RDRTRTVITEL

7650 REM —————— e

7660 PRINT "WLAaWWwBUW RDRTRTVITEL! **
7670 OPEN 2,8,2/'00 :RDRT,S W."

7680 RF=CHRfd3)

7690 PRINT#2,MM* ;RF jEM*

7700 PRInt#2.R r*;D;Rf;bn ;r*;PN;RFjbe ;R*;mr ;RF;rm;RF kb
7710 friInt#2,pe;r*;cn;RFbt;r*;rt;r*;dt;r*;0T;;r*;n
7720 FOR J=1 TO BN

7730 print#2,x<j>;r*;vu >;r*;z<d);r* ivg >;r*;rv(@?;r*iu );r*jt<j ?;r*
7740 NEXT J

7750 M=FN

7760 FOR K=1 TO M

7770 FOR J=1 TO M

7780 FTEINT#2,CXK, J>;R*J

7798 NEXT J

7800 NEXT K

7810 IF 10 THEN 7970

7320 PRINT#2/1B

7830 FOR 1=1 TO R

7340 FRINT#2<Rfd )

7350 PRINT82, RNII%JR# R<D)iR*; PR<I)iRFIRTd)iRf IBR<I ?1Rf j
7360 FOR J=1" TO R

7870 PR INT#2/ X<M+J R* V(M+J2; R* IZ<M+J); R*; IV<M+J)i R*i Rv<M+J); R* 1
7380 PRINT#2>UCM+J ;Rf;TIM+J);r$;

7890 NEXT J

7900 FOR K“M+1 TO M+RN<I)

7910 FOR J=M+1 TO M+RNd)

7920 frint#2,cxk,j>ir™*;

7930 NEXT J

7940 NEXT K

7950 M=M+RH<I)

7960 NEXT 1

7970 IF D=0 THEN 813G

7930 PRINTi-2, RB

7990 FOR 1=1 TO D

8000 PRINT#2,DT(1);RTj

8010 PRINT#2>BN< 1);rt;i<d ;RF;pd<1);RF;DT(i);r*;dbc I>;RF;
8020 FOR J=1 TO DNd)

8030 PRINT#2, X M+J); RF ,VM+I) ;RT;Z<M+J); RF; IVAM+I) i RF;RV M+J),RT;
8040 PR INT#2w<M+J); RF;TOM+J)JIRT,

8050 NEXT J

8060 FOR K=M+1 TO M+DNd

8070 FOR J=M+1 TO M+DNd3

8080 PRINT#2>CCKjJ);RT;

8090 NEXT J

8100 NEXT K

8110 M=M+DNd)

3120 NEXT 1

8130 FOR I=1 TO OT
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8140 PRiIHT#2,EDa);R$;BK<n;RS$;
3150 FOR Jel TO BKCI) )
3160 frint#2,pci/j>;ri;plch,j>;Rf;PHcb j);Rf;
8170 NEXT J

3180 HEXT 1

8130 FOR I=0T+1 TO N

3200 print#2/CL<i>;Rf;cHei);Rf;sei);Rf;
8210 HEXT 1

8220 FOR 1=1 TO PH

8230 FOR J=1 TO PH

3240 PRIHT#2,RCb J)JRFfJ

8250 HEXT J

3260 HEXT 1

3270 FOR 1=1 TO I

8280 FOR J1 TO M

3230 PRIHT#2 ,BKbJ>Rf;

8300 HEXT J

8310 HEXT 1

8320 FOR 1=1 TO 11D

3330 PRIHT#2,RCCI>;Rf;

8340 FOR J=1 TO FICCD)

3350 PRIHT#2,HLCb JJIRFIHHCb J))RFJIBECHLCI, J) ,HHCb J)))RF
8360 HEXT J

3370 HEXT 1

8330 IF BE=0 THEH 3430

8330 PR IHT#2,MB;Rf ;SO

8400 FOR 1=1 TO MB

8410 FRIHT#2,BSCI);Rf;

3420 HEXT 1

3430 CLOSE 2

8440 LOAD "PRIHT"j8

REfIDV
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100 FOKE 4.. £44 : FOKE 46, 50 " RUN 110

110 REM

120 REM KEMENO ADATOK NVOMTATASA:

130 REM ———————mmmmmmmm e

140 REM FROGRRMNEV: PRINT

150 REM "——— e "

160 REM

170 PRINT " */M1WW1WL ADATATVETEL!"
I1SO OPEN 2,8,2,"@0-ADAT,S,R"

190 R$=CHR$C13)

200 INPUT#2,MMF,BMF

210 INPUT#2,A,D.BN,PN,BE,MA,AM,KB,PB,ON,BT,RT,DT,0T N
220 DIM AN<R),BN<D),HCR>, ICD) ,ATCA) ,BTCD) ,PACA) ,PDCD) ,BACA) ,DBCD) ,DACD,A)
230 BIM ACCTi+B), XCPN),VCPN),ZCPN) , 1VCPN),AVCPN),UCPN), TCPN) ,BKCN), EBCN) , SCH)
240 BIM RCPN,PN),CCPN.PN), PCN,KB+1),BECPN,PN)

250 BIM HLCA+B,3*AM),HHCA+D,3#AM),PL.CN,KB),PACN, KB) ,CLCN), CHCN)
268 BIM GA IPN,PN),E<N,N),BECN+1,N+1),QECN+1), QBON+1)
270 DIM RXCN) .AVCN) ,AZ<N),AMCN) ,0SCN)

280 BE~1

290 FOR J=1 TO BN

300 INPUT#2,XCJ),VCJ),ZCJ), IVCI),AViJ),UCI),TCI)

310 NEXT J

320 M=BN

330 FOR K=1 TO M

340 FOR J=1 TO M

350 IfF"UTH2, CCK, J)

360 NEXT J

370 NEXT K

380 IF R=0 THEN 530

390 INFUT#2, IB

400 FOR 1=1 TO A

410 INPUT#2,ATCI)

420 INPUT#2,RNCI),ACI),PRCI),RTCI),BACI)

430 FOR J=1 TO AN<I)

440 INPUT#2, X<M+J),VCM+J) ,ZCM+J) , IV<M+J) ,RV<M+J), U M+J), TCM+J)
450 NEXT J B

460 FOR K=M+1 TO M+HNTID)

470 FOR J=M+1 TO M+ANCI)

480 INPUT#2,C(K,J)

490 NEXT J

500 NEXT K _

510 M=M+RNT1)

528 NEXT |

530 IF B=0 THEN 680

540 INPUT#2,RE

550 FOR 1=1 TO D

560 INPUT#2,BT<I)

570 INPUT#2,DN(1),1U),PIK 1),DT(1),DBCI

580 FOR J=1 TO(Bg<I) ) 2-bTCD )

590 INPUT#2, XCM+J) ,VCM+J) ,ZCM+J?, IVCM+J) ,RVOM+J), UOM+J) , TCM+J)
600 NEXT J

610 FOR K=M+1 TO M+DNCI

620 FOR J=M+1 TO M+DNCI

630 INPUT#2,CCK,J)

640 NEXT J

650 NEXT K

660 M=M+DNCI)

670 NEXT I

680 FOR 1=1 TO OT

690 INPUT#2,EDCI),BKCI)

700 ECI, 1)=EDCI)

710 FOR J=1 TO BKCI)

720 INPUT#2,PCI,J),PLCI,J),PHCI,J)

730 NEXT J

740 NEXT |

750 ECO,0)=0

760 FOR 1=0T+l1 TO N
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770 INPUTUL CLU )/CH< I1>,SC 1)

780 NEXT 1

790 FOR 1=1 TO PH

300 FOR J=1 TO PN

310 INPUT#2,R<b J)

320 NEXT J

330 NEXT 1

340 FOR 1=1 TO D

350 FOR J=1 TO H

360 INPUT#2,PR<bJ)

370 NEXT J

830 NEXT 1

390 FOR 1=1 TO A+D

900 INPUT#2,RCa>

910 FOR J=1 TO RCU)

920 IHPUT#2, HL< 1,J), HHCLJ)< BE(HL<1,J),HHU,J))
930 BEKHHTI1,J) ,HL(1>3)>=BE<HLU, J?>HHCI, J))
940 NEXT J

950 NEXT 1

960 IF BE=0 THEN 1020

970 INPUT#2,MD,SO

930 BIN Bsairo

990 FOR 1=1 TO MD

1000 INPUT#2,BS<I>

1010 NEXT 1

1020 CLOSE 2 .

1030 FRINT X W N M T BEMENO ADATOK KIIRRSR!™”
1040 OPEN 10,4

1050 C/n 10

1060 PRINT

1070 PRINT "ELEKTRON3ZINKER SZAMITAS (I.IJI/I)

1080 PRINT--———————

1090 PRINT

1100 PRINT "MARTIN ANTAL"

1110 PRINT "BME FIZ-KEM. TSZ'

1120 PRINT : PRINT : PRINT

N30 IM-LENCMHI>

1140 FRINT ™'

1150 FOR 1=1 TO IM

1160 PRINT

1170 NEXT 1

1130 PRINT "V;

1190 PRINT CHRTC8>

1200 PRInt chr$<15" I ;mm$;:;"" r ;chrs <s>

1210 PRINT CHRf<1 5) ;

1220 FOR 1=1 TO IM

1230 PRINT

1240 NEXT 1

1250 PRINT

1260 PRINT CHRFC15)

1270 PRINT : PRINT

1280 PRINT ""BEMENO ADATOK

1290 PRINT 'Ge»et«e«e«*O«*M

1300 PRINT l PRINT PRINT

1310 PRINT "X,V,Z KOORDINATAK—

1320 PRINT 'VEGVERTEKRLLAPOTU IONIZACIOS POT. ES ELEKTRONAFFINITRSOK:"
1330 PRINT -————— e F

I340PRINT— """ i i -
1350 PRINT

1360 PRINT ™' NO X \Y 1P
1370 PRINT " —

1330 PRINT

1390 PRINT BMF

1400 FOR J=1 TO BN

1410 PRINT CHRfaG)J 03"j;CHRf(1s); «#15"; x(J>;chria 6>;"25H v<j>;
1420 print CHRfa6>; "35";:zij)jCHRfa 6);' 53" Ivcj >;chr$<16>;"63"; rv<j >
1430 NEXT J
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1440 M=BH

1450 PRINT : PRINT

1450 IF f1-0 THEN 1570

1470 FUR 1=1 TO Ml

1480 PRINT fli(D)

1490 FOR J=1 TO fINCI)

1500 PRInt CHR*c16y,"03"; J+M;CHR*a 6>; 15";xcJ+N);chr$a 6>;"25" Jv (J+M);
1510 PRINT CHRF 16>; ""35%ZCJ+M) ; CHR$C16>; "53"*HVCI+M?; CHRSC16>J "'63"";RVCI+11>
1520 NEXT J

1530 M-M+RNCD

1540 PRINT

1550 NEXT 1

1560 PRINT

1570 IF D=0 THEN 1670

1580 FOR 1=1 TO B

1590 PRINT BfCI)

1600 FOR J=1 TO DNCI?

1610 PR Int cHRfc 16y;"03"; j+n;chri Ci6) i"i5"iXCj+pi?;chrsci6>;"25"; vCj+uy;
1620 print CHRF¥cl16);"35";zcj+n);CHRFc16) in53'"; ivcj+n?;cHRSci6>;""63"; FlvCcj+N?
1630 NEXT J

1640 M=F1+DNC1Y

1650 PRINT

1660 NEXT 1

1670 PRINT : PRINT <€ PRINT

1680 PRINT 'RESZRENDSZEREK tr-CENTRUNSZFINFI Ctt=C) ES ir-ELEKTRONSZRMFI Or—E)s
1690 PRINT —————— == — e
1700 PRINT : PRINT

1710 PRINT CHRFC 16); ""151T-C irg’

1720 PRINT CHRfC16)) 15— —"

1730 PRINT

1740 PRINT BMF1CHRFCI6) 115" 1BNICHRF<16) 1'24"" 1PB
1750 PRINT

1760 IF f1=0 THEN 1810

1770 FOR 1=1 TO A

1780 PRINT fliC1) CHRFC 16) 1"15" IRNC1)ICHRFC16) 1'"24" 1PACI)

1790 NEXT 1

1800 PRINT

1810 IF D=0 THEN 1850

1828 FOR 1=1 TO I

1830 PR INT D$CI)ICHRFC16)1 "*15'") DNCD) CHRFC16)) ""24 " )PDCI)

1840 NEXT 1

1850 PRINT  PRINT  PRINT ,

1860 PRINT "RESZRENDSZEREK KAPCSOLODD RTONPFIRJRI ES EZEK REZONFIHCIFIINTEORRLJIR:"
1870 PRINT == = = = — m m o o e e e e e "
1880 PRINT

1890 IF BE=1 THEN PRINT ™ 1. SOROZAT:"

1908 PRINT " —————imm———

1910 PRINT

1920 IF f1=0 THEN 2030

1930 FOR 1=1 TO A

1940 PRINT AfCI))

1950 FOR J-1 TO ACCI)

1960 PRINT CHRFC16)1"'15' %HLCD J (? HCI/UE

1970 PRINT CHRFC16))"30BETA C" Df STRFCHLCbJ)),2,4))" -"ISTRFCHHCDI)) 1')™)
1980 PRINT CHRFC16)1''45™")"= ")BECHLCbJ) ,HHCbJ))

1990 NEXT J

2000 PRINT

2010 NEXT 1

2020 PRINT

2030 IF B=0 THEN 2140

2040 FOR 1=1 TO D

2050 PRINT BfCl))

2060 FOR J=1 TO ACCI+A)

2070 PRINT CHRTC16))"'15")HLCI+FI, 1)) '=“IHHCI+A,J>)

2080 PRINT CHRTC16>)'"30BETA C"1M IDFCSTRFCHLCI+ASD)), 2,4))" -')
2090 PRINT STRFCHHCH1,32))")")

2100 PRINT CHRFCI6), 45" ""YBECHLCI+F1,J) ,HHCI+A, J))
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2110 HEXT J

2120 PRINT

2130 HEXT 1

2140 PRINT : PRINT : PRINT

2150 PRINT RESZRENDSZEREK LOK.RLISRN GERJESZTETT RLLRPOTRINRK "%
2160 PRINT "ENERGIAI ES HULLAMFUGGVENYEI :“

2170 FRINT mmmm— oo J
2180 PRINT —————mmmmmmmmmm "

2180 PRINT

2200 PRINT ™ NO E(EV) HULLAMFUGGVENV""

2210 PRINT ™ — _—_ m—————— "

2220 PRINT

2230 PRINT BMF

2240 IF BT=0 THEN 2380

2250 FOR K=1 TO BT

2260 print cHRfCie?; "03";K;cHRf<i6?; "i5"JED(K?jCHRF<i6) ;" "23ii;
2270 J=1

2280 IF PCK,J)=0 THEN 2360

2230 IF J=1 THEN R$=""" & GOTO 2320

2300 IF PCK, J»O THEN fi=' + " = GOTO 2320

2310 R$=" -

2320 PRINT FIFiMIDF(STRICPCK, J)) 2 5) "'<";MIDF<STRFCPLCK, J)),2/4);
2330 PRINT MIDF(STRF<FH<K,J>>.2.4);")";

2340 J=J+1

2350 GOTO 2230

2360 PRINT

2370 NEXT K

2380 PI1=ET

2330 PRINT

2400 IF R=0 THEN 2600

2410 FOR 1=1 TO R

2420 PRINT R$(1)

2430 IF RT(1)=0 THEN 2570

2440 FOR K=M+1 TO M+RTCI>

2450 PRINT CHRFU 6)j"'03""iK ;CHRF<16); ""15"; ED (K) ;CHRF (16); "25";
2460 J“1

2470 IF P(K>J>=0 THEN 2550

2480 IF J=1 THEN fIF="' GOTO 2510

2430 IF P(KJJ)>O THEN R$=" " 1 GOTO 2510

2500 =’ -

2510 PRINT FIf;MIDF(STRF(P(K, J)/,2,5); "<";MIIFCSTRF(PLCK, J)) ,2,4); ;
2520 PRINT MIDF(STRF(PHCK,J)),2,4)1")";

2530 J-J+I

2540 GOTO 2470

2550 PRINT

2560 NEXT K

2570 N=N+AT<I)

2580 NEXT 1

2530 PRINT

2600 IF D=0 THEN 2730

2610 FOR 1=1 TO D

2620 PRINT 11fd)

2630 IF DTU>=0 THEN 2770

2640 FOR K=N+1 TO N+DT<I)

2650 print CHRfas.)).: ""03'"x; CHRF(16); "i5";ED(K);cHRF(i6>; ""25";
26661 J=1

2670 IF P(K,J)=0 THEN 2750

2680 IF J=1 THEN fi="" : GOTO 2710
2630 IF P(K,J)>0 THEN Rf=" + " : GOTO 2710
2700 A= - 1

2710 PRINT FIf;MIDF<STRF(P<KiJ>>,2,5);"C" IMIDF (STRF(PL(K,J)),2,4);;
2720 PRINT MIDF(STRF(H™-.KjJ) )>2>4);")"

2730 J=J+1

2740 GOTO 2670

2750 PRINT

2760 NEXT K

2770 n=n+nTta)



2730
2730
2800
281U
2820
2830
2840
2850
2860
2870
2880
2890
2900
2910
2920
2930
2940
2950
2960
2970
2980
2990
3000
3010
3020
3030
3040
3050
3060
3070
3080
3090
3100
3110
3120
3130
3140
3150
3160
3170
3180
3190
3200
3210
3220
3230
3240
3250
3260
3270
3280
3290
3300
3310
3320
3330
3340
3350
3360
3370
3380
3390
3400
3410
3420
3430
3440

ne: 1
PRINT : PRINT PRINT
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PRINT "FIGYELEMBEVETT CT ATMENETEK:"
PRINT ~——————— —mm -
PRINT

M“OT

IF A~-O THEN 2940

FOR 1=1 TO A

print bm*;" : "jJAf<I ;CHRFfc16) ;26" ;

FOR J=M+1 TO M+BRCI)
print cl<j?;"-";ch<j);”

NEXT J

M=M+BRCI)

PRINT

NEXT 1

PRINT

IF D=0 THEN 3160

FOR 1=1 TO D

PRINT <I);" : “,bm$;":";chr$a 67;'26";
FOR J=H+1 TO M+DBCI)

PRINT CLCJ); CHCJ);" "i
NEXT J

M=M+BB<I)

PRINT

NEXT 1

PRINT

IF B=0 OR R=0 THEN 3160

FOR 1=1 TO D

FOR J=1 TO R

PRINT D$CI);" : "JRFCJ);":"";CHRiIC16);"26";
FOR K=M+1 TO M+DFICI>J)

print clck);"-"";cHci;"

NEXT K

M=M+DHC I _.J)

PRINT

NEXT J

PRINT

NEXT 1

PRINT : PRINT : PRINT

PRINT “RESZRENDSZEREK MOLEKULAPRLVA INFAIK ATOMI
PRINT <o mmm oo oo -

PRINT
M=BN

PRINT ""MOL.PALYA ATOMI PRLVRKOEFFICIENSEK"

PRINT "'-——————— S

PRINT
PRINT BMF
FOR K=1 TO M

print CHRicie);"03";K;CHRicl16);"10";

FOR J=1 TO M
IF J=1 AND CCK.JKO THEN A$="-"
IF J=1 THEN Rf=" ' = GOTO 3320

: GOTO 3320

IF CCKjJ)>0 THEN R$=" + " : GOTO 3320

Rg="" - ™

PRLYHKOEFFICIENSEI -

print a$;mid$Scstr$cc<k ,j>),2,6);""C'";mid*cstr$cj),2,3);')";

NEXT J

PRINT

NEXT K

FRINT

IF A=0 THEN 3540
FOR 1=1 TO A

PRINT R$CI)

FOR K=M+1 TO M+RNCI)

frint cHRF(16);"03";K;chri<i6);"i0

FOR J=M+1 TO M+RNCI)
IF J=M+1 AND CCK,JXO THEN Af="-"
IF J=M+1 THEN fI=' " : GOTO 3470

: GOTO 3470



3450
3460
3470
3480
3480
3500
3510
3520
3530
3540
3550
3560
3570
3530
3590
3600
3610
3620
3630
3640
3650
3660
3670
3680
3690
3700
3710
3720
3730
3740
3750
3760
3770
3780
3790
3800
3810
3820
3830
3840
3850
3860
3S70
3880
3890
3900
3910
3920
3930
3940
3950
3960
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|$_ C4K,J)>0 THEN F*=" + " : GOTO 3470
o
PRINT R$;NniD$<STRF<C(K/J>)/2/6) ;"< ;MI1)*CSTR»<J).2/3>1""?"]

NEXT J

FRINT

NEXT K

M=n+RHN)

NEXT |

PRINT

IF B=0 THEN 3700

FDR 1=1 TO D

PRINT DF(I) _

FOR K=M+1 TO M+DNII?

PRINT- CHRFU6>1 031 CHR$< 16) 1'"10"1
FOR J=n+1 TO M+DNU)

IF J=M+1 AND C<K,JKO THEN fIf='-" & GOTO 3640

IF J=\+1 THEN H$=" " :"GOTO 3640
IF C<K, 350 THEN 0= + ™ = GOTO 3640
Rg=" -

PRINT RF;riIDF<STRTCC<K>J))/2/6);"'<";MID$(STRFCIb2y3?;,)d
NEXT J

PRINT

NEXT K

M=M+BN< 1%

NEXT 1

PRINT : PRINT e PRINT i ]

PRINT "CENTRUMOK KOZTI TAVOLSAG MRTRIX®"
PRINT———— e
PRINT

ni=7

NM® INTCPN/DI)

IF NIKI THEN 4020

FOR K=1 TO NM

u«“8

PRINT " ““i

FOR 1=DI*K-DI+1 TO DI*K

IF K 10 THEN PRINT * 111 = GOTO 3840
PRINT ™ "i

PRINT ™ i N

NEXT 1

PRINT

FOR 1=1 TO PN

PRINT

U=3

XX=1

GOSUE 4498

print XXI;n

U=8

FOR J=DI*K~DI+1 TO DI*K

XX=RCI,J)

GOSUE 4490

PRINT XX$;™ “i

3970 NEXT J : NEXT 1

3980 PRINT : PRINT : PRINT : PRINT
3990 NEXT K

4000 IF EN/BI=INT(PN/DI) THEN 4200
4010 PRINT"

4020 FOR I=DI*NM+1 TO PN

4030 IF K 10 THEN PRINT ™ “ili = GOTO 3840
4040 PRINT" 'j =

4050 PRINT ™ "Hi

4060 NEXT 1

4070 PRINT

4080 FOR 1=1 TO PN

4938 AT

4110

XX=1
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4120 GO3UE 4430

4130 PRINT XXfN

4140 0=3

4150 FOR J=DI*NN+1 TO PH

4160 XX=R(bJ)

4170 GOSUE 4430

4180 print mi "

4130 NEXT J : NEXT |

4200 PRINT : PRINT =z PRINT : PRINT

4210 PRINT "RESZRENDSZEREK KISERLETI [IONIZRCIOS FOTENCIRLJR ES ELEKTEONRFFINI™
4220 PRINT 'TRSFI:"

4230 PRINT———————— e -
4240 FRINT ———— -

4250 PRINT

4260 PRINT ™ IP <EV) ER (EV)"
4270 PRINT "™  ———_—— e "
4280 PRINT

4230 IF R=0 THEN 4310

4300 FRINT EM*;CHRF(16)1'20"N1B;

4310 IF D=0 THEN 4340

4320 IF R=0 THEN PRINT BHtICHR$(16)iH20"iRB;

4330 PRINT CHRF(16?/''35"">RE

4340 PRINT

4350 IF R=0 THEN 4400

4360 FOR 1=1 TO R

4370 PRINT Rf(I>;CHRF(16); "35"IR (D)

4380 NEXT 1

4330 PRINT

4400 IF D=0 THEN 4440

4410 FOR 1=1 TO D

4420 FRINT Df<I1?;CHRF(16>;,20"; K1)

4430 NEXT 1

4440 PRINT

4450 PRINT#10

4460 CLOSE 10

4470 PRINT " X « « « CRLC FR. BEOLVRSRSR!"
4480 LORD '"CRLC'>8

4430 REN FORMRTUM SZUBRUTIN

4500 REM "———————————————

4510 REN XXCO.00005 ESETEN XX*0 !

4520 XX=XX+.00005

4530 IF RES(XX)>10000000 THEN XXF=STF. f(XX) - RETURN

4540 IF RES(XX?<0.0001 THEN XXS=" " 2 GOTO 4760
4550 XXF=STRF(XX?

4560 IF RES(XX)=>0.01 THEN GOTO 4650

4570 Nf=NIDf (XXf,4,1>

4580 IP RBS(XX)>=0.001 THEN Zf=""_00":Vf="0"2ZV$=NIBF(XXF/4/1? GOTO 4600

4590 Zf=".000" e V$=""" : ZVF=""" : Nf=""

4600 IF LENCXXF)>6 THEN GOTO 4630

4610 XXF=" "+LEFTS(XXFuL)+Z$+FLIDF(XX$/2/) +YS
4620 RETURN

4530 XX$="" +LEFTF<XXF/D)+ZF+NIDF(XXF,2, 12+2VF
4640 RETURN

4650 IF RES(XXX1 THEN DI=" " : GOTO 4680

4660 IF RES(XX)<10 THEN Df=" " : GOTO 4680

4670 1"

4680 HF=""'

4630 IF LEN(XXF»U~1 THEN GOTO 4750
4700 Q=8-LEN(XXF)

4710 HF="

4720 FOR W=1 TO Q

4730 HF=HFf+" "

4748 NEXT bl

4750 XX$=DF+XXF+HF

4760 XXF=LEFTFQXXF>U)

4770 RETURN

4780 REN



4730
4S00
4810
4820
4830
4840
4850
4860
4870
4880
4590
4300
4310
4320
4330
4340
4350
4360
4370
4380
4330
5000
3010
5020

REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM
REM

REM

REM
REM
REM
REM
REM
REM
REM
REM
REM
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PROGRRMVEGE MUTATO ATRLLITRSFI ES R KORRBBI VRLTOZOK TORLESE:

CELJR: FROGRRMVEO MUTRTO RTRLLITRSR R BEHIVO <MIM) PROORRMNRK MEG-
FELELO ERTEKROL R LORB-RL BEHIVOTT CPRINT-1) PROGRRMHRK MEGFELELORE!
(RTRLLITRS HELKUL R BEHIVO PROORRM VEGMUTRTOJR RTRDODIK H LORB-RL
BEHIVOTT PROGRRMHRK! — ENNEK KOVETKEZMENYEI =

1. HOSSZRBB BEHIVO PROGRRM ESETEN RZ EREDETI FELESLEGESEN NRGY BRSIC
TERULETFOGLRLRS MRRRD MEG! _

2. ROVIDEBB BEHIVO PROGRRM ESETEN R BEHIVOTT PROGRRM VEGE "'RTLOG™ R
VRLTOZOK TERULETERE ES R FROGRRMVEZERLES "ELTEVED"D)

R PROGRRM BRRMELV MOBOSITRSR ESETEN R PROGRRMVEG MUTRTOT RTRLLITRNIIII
PROGRRMVEG MUTRTO RTRLLITRSRNRK 5 LEPESE:

1. PRINT-1 PROGRRM BEOLVRSRSR!

2. RUN 5020 )

3. RETURN BILLENTYUVEL ELFOGADTATNI RZ UTRSITRS HRTRSRRR KURT SORT!
4. RUN 5020 <EZ RZ ITERRCIO RZ ELOZO UTRSITRSHOSSZRL KORRIGAL!)

RZ 5020 SOR RUN UTRSITRSFI R VRLTOZOK KORRBBI ERTEKET TORLI ES EGYUTTAL
VISSZARU-I1TJR R DATA MUTATOT RZ UJ PROGRAM VEGERE! -

PRINT 100 POKE 45,"JPEEKC43)1": POKE 46,"JPEEKI46?1' RUN 110"



100
110
120
1SO
140
1SO
160
170
180
100
200
210
220
230
240
250
260
270
280
230

310
320
330
340
350
360
370
380
330
400
410
420
430
440
450
460
470
480
430
500
510
520
530
540
550
560
570
580
530
600
610
620
630
640
650
660
670
680
630
700
710
720
730
740
750
760

24

POKE 45, 64 POKE 46, 54 : RUN 110

REN

REN SAJATERIEK-SRIHTVEKTQR-OSZCILLRTOREROSSEG SZRMITRS:
REN -—————— —— - - — - — - —_—— - v
REN PROGRAWE""/ CRLC

REN -

REM Lo . - -
PRINT "NWWHAWLKAL RDRTRTVETEL I'"

OPEN 2,8,2,"00"RDRT,S ,R"

R$=CHR$C13)

INPUTEE2,NMF , EMF

INPIJT#2,R ,D ,BN,PN ,BE ,MR ,AM,KB ,PB,CN ,BT ,RT ,DT,0OT ,N

DIM RNCFI) ,DNCD) ,RCR?, 1CD) ,RTCR) ,DTCD) ,PRCR) ,PDCD) ,BRCR?,DBCD) ,DRCD, fl)
DIM RCCR+D) ,XCPN),YCPN) ,ZCPN) , 1VCPN) ,RVCPN) ,UCPH) ,TCPN) ,BKCN) ,EOCN) ,SCN)
DIN RCPH,PN), CCPN,PN?, PCN, KB) ,BE<PN,PN)

DIN HLCR+D,3*RM), HHCR+D, 3*RM),PLCN,KB) ,PHCN, KB)>CLCN?,CHCON)
DIN GRCPN,PN>, EfN, N>, DE (N+1, N+1), QECN+1), QBCN+1)

DIM RXCN) ,RVCN) ,RZCN) ,RMCN) ,QSCN)

FOR J=1 TO BN

INPUT#2, XCJ),VU) ,Z2(J),MCI),RVCI),UCI),TCI)

NEXT J

M=BN

FOR K=1 TO M

FOR J=1 TO M

INPUT#2,C(K,J)

NEXT J

NEXT K

IF A=0 THEN 520

INPUT#2, 1B

FOR 1=1 TO R

INFUT#2 ,R$C I

INPUT#2,RNCI) ,RCI),PRCI),RTCI) ,BRU) e *
FOR J-1 TO RNCI)
JE§¥T§2,XCM+J),V(M+J>,ZCM+J),IVCM+J),AVCM+J),UCM+J),TCM+J)
FOR K-M+1 TO M+RNCI>

FOR J=M+1 TO MHFINCI)

INPUT#2,CCK, J)

NEXT J

NEXT K

M=M+RNC1)

NEXT 1 -

IF D=0 THEN 670

INPUT#2,RB

FOR 1=1 TO D

INPUT#2, DF-CI)

INPUT#2,UNC I>, ICI>,PDCI),DTCI),DEC 1)

FOR J=1 TO DNCI>

INPUT#2 ,XCM+J>,VM+J) ,Z<M+J) , IVOM+J >, RVCM+J) ,UCM+J >, TCM+J )
NEXT J

FOR K=M+i TO M+DNCI)

FOR J=M+1 TO M+DNCI)

INPUT#2,CCK,J)

NEXT J

NEXT K

M-M+DNC1)

NEXT |

FOR 1=1 TO OT

INPUT#2,EDCI) ,BKCID)

EC1 A)=EDC 1%

FOR J=1"TO BKCI)

INPUT#2,PCI,J),PLCI1,J?,PHCI ,J>

NEXT J

NEXT 1

ECO,0>=0

FOR 1=0T+1 TO N

INPUT#2,CLCI>,CHCI),SC)



770
780
780
800
810
820
830
840
850
860
870
880
880
800
810
820
830
840
850
860
870
880
880
1000
1010
1020
1030
1040
1050
1060
1070
1080
1080
1100
1110
1120
1130
1140
1150
1160
1170
1180
1190
1200
1210
1220
1230
1240
1250
1260
1270
1280
1280
1300
1310
1320
1330
1340
1350
1360
1370
1380
1390
1400
1410
1420
1430
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MEHT 1

FOR 1=1 TO PH

FOR J*1 TO PH

INPUT#2,R<b J)
NEXT J
NEXT 1
FOR 1=1 TO D
FOR J=1 TO R

INPUT#2>BR<1>J)
HEXT J
NEXT 1
FOR 1=1 TO R+D

INPUT#2,RCU?
FOR J=1 TO fiC(h)

INPUT#2/HL<b J>,HH<bJ>*BE<HLCb JbHHCb J?)
BECHHCb JMHLCb JJ)=BECHL<b JbHHCb
HEXT J
NEXT 1

IF EE=0 THEN 1010

INPUT#2 ; MD>S0O
DIM ESCMD)
FOR 1=1 TO MD

INPUT#2/BS<I)

NEXT 1

CLOSE 2

PRINT "™ X W * NE KRPCSOLD KI I'
T1¥="000000"

Z7=T1/3600 _

PRINT "m”~MMIPROORRMFUTRS RLLRSR:"
PRINT "o~ "

IF BEOI OR SO=0 THEN 1080

PRINT * 1. SOROZRTD"

PRINT "MHTRIXELEMEK SZRMITRSR:"

REM KETCENTRUMOS TRSZITRSI INTEGRRLOK:
REM " "
FOR 1=1 TO PN-1

FOR J=1+1 TO PN _

HR=2*14.398/ (1VU)-RVI 1?+1VU?*RVC]))

GR<b J<=14.399/CRR+RC1,J) >

GAiJ, 1)=GR<b J>

NEXT J

NEXT 1

REM

REM CT ENERGIRK

REM "= —— "

FOR I1=0T+l1 TO N

M=0

FOR K=TCCLCI>5 TO T<CL(imiKCLC I)>-I

FOR L=T<CHCI)> TO TiCHCI)?+LKCH<I))-I
M=M+C<CL <1>,K) T2*C<CH<1J,U T 2*GR <K ,L)

NEXT L

NEXT K

EDT1)=SCI)-M

E<b)=EB<M

NEXT 1

REM CT RLLFIPOTOK KOZT1 KOLCSONHRTRSI ELBVEK.:
REM - - -
K=GT

TT=0T-I

H=0

IF f1=0 THEN 1600

REM RLRP— RKCEPTOR CT-K KOZT1 RTMENETEK;
REM " — -
FOR 1=1 TO R

|FOBR| D=0 THEN 1590

M=

TT=TT+BRCI)
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1440 IF ERCI?»1 THEN K=K+1 : GOTO 1570
1450 FOR K=K+1 TO TT

1460 FOR L=K+1 TO TT+1

1470 FOR KINTCCLCK?) TO TCCLCK?>+UCCLCK>>-1
1480 FOR L1=TCCHCK>) TO TCCHCK) )HKCHCH >1
1498 M=M+C(CLCKbK [?#C(CL(L>; K1 }#CCCH(KbLI?iHCCCHCLbLI?*GRCK1>LI 3
1500 NEXT LI

1510 NEXT K1

1520 ECK BL2=M

1530 IF CHCI0=CHa> THEN ECK,L>=-E<K,L>
1540 ECL..K>=ECK,L>

1550 NEXT L

1560 NEXT K

1570 IF H=0 THEN 1590

1580 RETURN

1590 NEXT |

1600 IF D=0 THEN 1830

1610 H=1 o

1620 REN DONOR— RLAP CT-K KOZTI ATMENETEK:
1630 REM "= ——mmmm e ¥

1640 FOR 1=1 TO D

1650 IF BECI)=0 THEN 1700

1660 M=0

1670 TT=TT+DBCI)

1680 IF DEC 17=1 THEN K=K+1 « GOTO 1700
1690 GOSUB 1450

1700 NEXT 1

1710 IF R=0 OR D=0 THEN 1S30

1720 REM DONOR— RKCEPTOR CT-KKOZTI RTMENETEK!
1730 REM "= mmmmm e &
1740 FOR 1=1 TO D

1750 FOR J=1 TO R

1760 IF DACbJ>=0 THEN 1810

1770 M=0

1780 TT=TT+BACI,J>

1790 IF DR<I,J?=1 THEN K=K+1 = GOTO 1810
1800 GOSUB 1450

1810 NEXT J

1820 NEXT | )

1830 REM REZOHRNCIR INTEGRALOK:

1840 REM "————————mm—mm -

1850 IF BE=O THEN 1960

1860 Mv=1

1870 LK=1

1880 IF LK=1 THEN 1960

1890 FOR 1=1 TO A+D

1900 FOR J=1 TO AC(I?

1910 BECHLCbJbHHCbJ)?=BS(MM?

1920 BECHWCb J)<HL (L J?)=BECHLCb JbHHCbJ?)
1930 MM-MM+1

1940 NEXT J

1950 NEXT |

1960 H=0T

1970 IF A=0 THEN 2050

1980 FOR 1=1 TO A

1990 IF BAC 1)=0 THEN 2040

2000 FOR J=1"TO BACI)

2010 EDCH+J?=H

2020 NEXT J

2030 H=H+BRCI)

2040 NEXT I

2050 IF B=0 THEN 2230

2060 FOR 1=1 TO D

2070 IF DEC 1)=0 THEN 2120

2080 FOR J=1 TO BBCI)

2090 EDCH+J)=H

2100 NEXT J
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2110 H=H+BBCI)

2120 NEHT 1

2130 IF R=0 OR B=0 THEN 2230

2140 FOR 1=1 TO D

2100 FOR J=1 TO R

2160 IF BR<bJ?=0 THEN 2210

2170 FOR K=1 TO BRCbJ?

2180 EBCH+0=H

2130 NEXT K

2200 H=H+BRCI,J>

2210 NEXT J

2220 NEXT 1

2230 P<0,1>=1

2240 FOR K=0T+1 TO N

2250 BKCi =1

2260 plcioi)=CLCK>

2270 PH<KN1>=CH<I0

2280 P(K/mM=1

2230 FOR =0 TO EBCH

2300 N“O

2310 IF LOO THEN : FI=0 « GOTO 2360
2320 71=CL<K>

2330 Z2=CH<K?

2340 H=SQR<2>

2350 FI=1 : 1=1 : GOTO 2420

2360 FOR 1=1 TO BKCL)

2370 IF CL<K>0OPL<bl> RNB CHCHOPHCH) THEN ECK,L)=0 « GOTO 2540
2380 IF C1 Cl0=P1_<bl> THEN Z1=CHCK> * Z2=PHCL,I> : H=1 « GOTO 2420
2330 ZI-CLCK)

2400 Z22=PL-:.L,n

2410 H=-1

2420 FOR J1=TCZ1? TO TCZI 7+UCZ1>-1

2430 FOR J2=TCZ2) TO TiZ2)+1J<z2)-1

2440 FOR H =1 TO R+B

2450 FOR 12=1 TO RCCI1)

2460 IF JI=HLCIbI2> RNB J2=HHCIbI2) OR J1=HH(I11,12) RNB J2=HLCIbl2) THEN2480
2470 GOTO 2430

2480 n=H+P<bl)*C<zbJl)*C<z2,J2>*BECJbJ2>*H : GOTO 2530
2430 NEXT 12

2500 NEXT 1

2510 NEXT J2

2520 NEXT J1

2530 IF FI-1 THEN. 2550

2540 NEXT 1

2550 E<K =L %M

2560 ECL,K>=ECK,L>

2570 NEXT L

2580 NEXT K

2530 REN R KOLCSONHRTRSI MATRIX:

2600 REM -———————— e '

2610 FOR 1=1 TON+I

2620 FOR J=1 TOI

2630 BEC I>J7=E< I-123-1)

2640 DE§J#!])»BECI/J?

2650 NEXT

2660 NEXT |

2670 VY=TI173600-2Z

2680 Zz=T1/3600

2630 PRINT "M"TRBC25?1INTCYV+0.5)1 TAB<30?>""PERC"
2700 PRINT "MRTRIX BIRGONRLIZRCIO *
2710 REM MRTRIX BIRGONRLIZRCIO:

2720 REM "= "

2730 N=N+1

2740 FORNM=2TON+1 1=N+2-NM:1=1-2 F=BECbl-1 >:G=0 :1FLOOTHEN2760
2750 FORK=1TOL G=G+BE<I1 l0#BE Cb K):NEXT«
2760 H=G+F*F:1FG-1E-10>0THEN2780

2770 QBCI =F H=060T02830

»



2780 L =L+1:1FF<OTHEH2800

2730 QBC Igs—SQRCH) G=QBCD- GOT02S10

2800 QEC I)=SQRCH) :G*QB<l)

2810 H=H~F*G DECbHl - 1 )=F-G F#*0

2820 FORJ=I1TOL DECJN )»BECb J?/H 5=0

2330 FORK,-1TOJ :G=0+DECLK) *BECb K) NEXTK

2840 I1FJ+1~L:0THFH2360

2850 FORK=J+1TOL G=G+DECK, J)*BECbK) NEXTK

2860 QB<J)~G/H"F«F+GfDE<J, D :NEXTJ

2870 HH=F/CH+H>#O0RJ* 1TOL :F=BECI ,J) :QECJ)=QBCJ)-HHFF G=QBCJ)
2880 FORK*1T0J :BECJ,K)=DECJ,K?-F*QBCK)-G*1JECbK) NEXTK NEXTJ
2830 QECI)““H :NEXTNM

2300 QEC1)*0:0BC1)=Q:FOR1=1TON:L”1-1:1FQECI)«0THEN2340

2310 IFLC=0THEN2340

2320 FORJ=1TOL :G=0:FORK* 1TOL :G=G+BECI X)#BECK; J) NEXTK

2330 FORK*1TOL :BECK>J)=BECK/J?-OfDECK>1) NEXTK :NEXTJ

2340 QECD*DEC bl >:BEC bl )=1:1FLOOTHEN2360

2350 FORJ-1TOL BECb J)*0BECJ, 1)*0:NEXTJ

2360 NEXTI

2370 FORI=2TON:QBCI~1>“QBCI) :NEXTI

2330 F--0:B=0 ¥BCN)=0

2330 FORL*1TON:J=0:EF=1E-06 H=EFFfCRBSCQECL?)+RBSCQBCL))) : IFB-H<OTHENB*H
3000 FORM-LTON ::IFRBSCQBCM))-E>0THENNEXTM

3010 IFM-L*““OTHEN3150

3020 [1FJ-30=0THEN3240

3030 J=J+1:p*CQECL+I>-QETL)VC2#QB(L?>:R*SQR<P#P+1) : IFP>*0THEN3050
3040 H=QECL )-QBCL >/CP~R):GOTO3060

3050 H=QECL)-QBCL)/CP+R)

3060 FORI*LTON QECI)“QEU )-HNEXT I

3070 F=F+HP*QEM) C*1:S*0M1*M-1:1F N1-LCOTHEN3140

3080 FORLM=LTOM1:1=L+M1-LMG=C*QBCI1>H=CFP:I1FRBSCP)-RBSCQB<I)KOTHEN3100
3030 C=0QB<I1)/P R*“SQR(C*C+1) QBC1+1)*“SFP#R:S“C/RC=1/R:00T03110
3100 C=P/QBCI): R*SQRCC#G+1) :QBCI+1) “S*QBCI>HiRsS=1/R C~C/R
3110 P*CHQECI)-8*0: QECI+1)=H+S*CC*0+S*QECD)

3120 FORK* 1TON:H=FECK #1+1) DECK, 1+1)=S*DECK/1 >+C*H;DECK, 1IN)=C*DECK>1)*‘S#H
3130 NEXT K * NEXT LM

3140 QBCL?*S#P:QE<L)*C#P: IF RBSCQBCL))-B>0THEN3020

3150 QECL)*QECL)+F :NEXTL

3160 FOR1*1TONXK»I1 :P=QECD [IFN-1<=0THEN3210

3170 FORJ=I+1TON :HH=N &l FJ>NHTHEN3240

3180 I1FQECJI)*“P>*0THEN3200

3130 K=J:P=QECJ)

3200 NEXTJ

3210 I1FK-1““0OTHEH3230

3220 QECK)*QECD :QECI)=P:FORJ*1TON:P=DECJ, 1) DECI>1)“DECI ,K>BECIX )*“P NEXTJ
3230 NEXTI

3240 REM

3250 VW=T1/3600-ZZ7

3260 ZZ*T1/3600

3270 FOR 1=1 TO N

3280 QEC1-1)=QECI)

3230 FOR J=1 TO H

3300 BECI-1,J-1)*DECb J)

3310 NEXT J

3320 NEXT 1

3330 H=N-1

3340 PRINT 'TI"";TABC25)1INTCYV+0.5) iTHBC30)J"'PERC"

3350 PRINT "OSZCILLRTOREROSSEGEK  :

3360 REM OSZCILLRTOREROSSEG:

3370 REM "= "

3380 BKOD)=1

3330 FOR 1=0T+1 TO N

3400 EKCI)=1

3410 PLC1)1)=CLCI)

3420 PHCbI)=CHC1)

3430 HEXT 1

3440 FOR i-1 jo N
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M0 - MI=0 :- M2=0 : N3=0
FOR J=0 TO N

FOR K=0 TO H

FOR LI=1 TOBKCJ?

FOR L2=1 TOBKCI0

IF K=0 HMD J=0 THEN 3770
U1=PL""K, 2>

U2=FL(J,L1?

U3=PHCK/L2>

Ud«

IF K=0 THENH=SQR<2> : Z1=U2 » 72-U4 i GOTO 3640
IF J=0 THENH=SQR<2> : Z1=Ul : z2=U3 : GOTO 3640
IF 1J10U2 RND U30U4 THEN 3750

IF U1=U2 RND U3004 THEN = H=l - Z1=U3 : 72=U4 . GOTO 3640
IF U10U2 FIND U3-U4 THEN : H=-1 : Z1=Ul1 r Z2«U2 : GOTO 3640
IF U1=U2 RND 03»U4 THEN HH=1

[EL T ZIFUS W23 T G0TO 3640

He-1 = Z1=U1 : 72=U2

FOR J1=T<z1> TO T(ZL)+1J(Z1)-1

FOR J2=TCZ2) TO T<z2?+LKz2?-1

IF J1-J2 THEN 3680

GOTO 3720

M**PCJ , LIJ*PCK/L2)»C<Zb J1)*C<Z2iJ2) IHDE<Kj O>*DE<JI>1)
ML=MLAPXCIL>

M2=N2+HWAV<J1)

M3=M3+WZ<J1>

NEXT J2

NEXT J1

IF HH=1 THEN 3620

NEXT L2

NEXT LI

NEXT K

PRINT '0'";

NEXT J

RX(1>=M1

RVa?=N2

RZCI>=N3

RHT M1 T2HI2T2+M3 T2

0S1172=0.0875*QE< I )#RM<I>

FRINT 'TT"

PRINT ™

PRINT TFIEd-IX

PRINT "TTTT

NEXT |

PRINT “q]

W=T1/3600-2Z

7Z=T1/3600

PRINT “TTTT";TAB(25); INT(VV+0.5); TRB30>1""PERC"
PRINT "OSSZES SZRNOLRSIDO -"'-TAB<25?, INT<T1/3600+0.5? TRBI30) ;"PERC"*
REV EREDVENVEK NVOMTRTRSR;

OPEN10,4

CMD10

PRINT : PRINT : PRINT : PRINT

PRINT v o—

PRINT - PRINT - PRINT

PRINT ""EREDMENVEK:"

PRINT

PRINT - PRINT : PRINT

IF BEFO THEN 4190

I;RRIII\I’;II'TMID$iSTR$<LK),2,4);". KOLC8ONHRTRS1I MRTRIX:"
PRINT

FOR 1-1 TO R+B



4120
4130
4140
4130
4160
4170
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FOR J=1 TO fIC<I>

PRINT "BETR (";NIDfCSTRf(HL(bJ?),Z,4?3" ;STRfCHHCbJ))1")";
PRINT CHRfi16?:"15">"= " IBEJHLCI >J )>HHCI *J) >

NEXT J

NEXT |

PRINT

41 pft GOTO 4220

4190
4200
4210
4229
4230
4240
4230
4260
4270
4280
4290
4300
4319
4320
4330
4340
4330
4360
4370
4380
4390
4400
4410
4420
4430
4440
4450
4460
4470
4489
4490
4500
4310
4520
4530
4549
4550
4560
4570
4530
4599
4600
4610
4620
4630
4640
4650
4660
4679
4680
4690
4700
4710
4720
4730
4740
4730
4760
4770
4780

PRINT "KOLCSONHfITRSI MRTRIX:"
PRINT "
PRINT
n =8 REN EGVNRSMELLE NVONTRTOTT NRTRIXDSZLOPOK SZRHR
NN INT(iN+1)/T 1)

IF NNC1 THEN 4380

FOR K=1 TO NN

FOR 1=CK-i;**ni TO N

PRINT )

FOR J-IUIK-BI TO DI*K-1

IF J>I THEN 4330

XX=ECbJ>

GOSUB 5160

PRINT XXf; " J

NEXT J

NEXT |

FRINT ' PRINT

NEXT K

IF (H+1)/DI=INTC<N+I)/m THEN 4470

FOR I|=DI#NM TO N

PRINT

FOR J=BI*NH TO N

IF J>1 THEN 4430

XX=E(bJ)

GOSUB 3160

PRINT XXf

NEXT J

NEXT |

PRINT = PRINT PRINT ¢ PRINT : FRINT

PRINT “SRJIJRTERTEKEK-SRIJRTVEKTOROK" OSZCILLITOREROSSEGEK'"
PRINT -
PRINT * PRINT

IF NN<1 THEN 4760

FOR K=1 TO NN

FOR I=BI*K-DI TO DI#K-1

XX=QEil)

008UB 5160

PRINT XXf; "

NEXT |

PRINT

FOR 1=0 TO N

PRINT

FOR J=DI#K-ni TO D IfK-1

XX=BE<I, J>

GOSUB 5160

PRINT XXf; "

NEXT J

NEXT |

PRINT PRINT

FOR I=DI*K-DI TO DI#K-1

XX=0S<| >

GOSUB 5160

PRINT xxf;H

NEXT |

PRINT : PRINT : PRINT PRINT

NEXT K

IF IN+1)/DI:INT(f.N+1)XDI) THEN 4960

FOR I=UI#NN TO N

XX=QE<I>

GOSUB 5160
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4790 print xxF;"

4800 NEXT 1

4810 PRINT

4820 FOR 1=0 TO N

4830 PRINT

4840 FOR J=DIfHM TO N
4850 XX=DE(l,J>

4880 GOSUE 5150

4870 PRINT xxf;"

4880 NEXT J

4890 NEXT 1

4900 PRINT : PRINT
4910 FOR I=BI*NM TO N
4920 XX=0S(1?

4930 GOSUB 51%0

4940 PRINT XX

4950 NEXT 1

4960 PRINT : FRINT : PRINT
4970 IF BE=0 THEN 5090
4980 LK=LK+1

4990 IF LK>SO+1 THEN 5090
5000 PRINT#10

5010 CLOSE 10

5028 PRINT "'I3lWWWBA, NE KAPCSOLD KI!"
5030 PRINT 'K?k{4J! dPRORRAIFUTAS FILLRSR -
5040 FRINT "—-———ommmmmm

5050 PRINT U(, . SOROZAT»"*

5060 PRINT "MATRIXELEMEK SZAMITASR:'

5070 ZZ=T1/3600

5080 GOTO 1880

5090 PRINT == PRINT : PRINT

5100 FRINT "FUTRSIDO:"1 INT(T1/3600+0.5)j" PERC"
5110 PRINT#10

5120 CLOSE 10

5130 PRINT "M MM i « FUTRS BEFEJEZVE!™
5140 PRINT ™A (KIKRPCSOLHRTO DHHA O
5150 STOP

5160 REM FORMATUM SZUBRUTIN

5170 REM "-——————————————

5180 REM XXCO.00005 ESETEN XX=0 !

5190 XX=XX+.00005

5200 U=S ' REM KIIRT KARAKTEREK SZAMA

5210 IF ABS(XX»10000000 THEN XXf—STRf(XX> m RETURN

5220 IF ABS(XX)C0.0001 THEN XXF=" .0 " 1 GOTO 5440
5230 XXF=STRF(XX

5240 IF ABS(XX»>0.01 THEN GOTO 5330

5250 MF=MIDT(XXF.4Nn ?

5260 IF RBS(XX» 0. 881 THEN Zf="". OO" V$="0" «ZVF=MIDF (XXF, 4.. 1) :GOTO 5280
5270 Z$="".000" : VF=""" : ZY$="M : MF=""

5280 IF LENIXXf»6 THEN GOTO 5310

5298 XXF="" "+LEFTF(XXF, 1>+ZF+MIDF(XXF,2,1>+YF

5380 RETURN

5310 XX$="" "+LEFTI (XXF>1>+ZF+MI DF (XXF/2 1) +ZYT
5320 RETURN

5330 IF AES(XXXI THEN DF*" ' = GOTO 5360

5340 IF RES(XXX10 THEN DFf=" " : GOTO 5360

5350 Df="""

5360 Hf="""

5370 IF LEN(XXf>>U~1 THEN GOTO 5430
5380 0=8-LEN(XZ$>

5390 H$=""

5400 FOR W=1 TO Q

5410 Hf=Hf+"

5420 NEXT W

5430 XXF=DF+XXF+H$

5440 XXF=LEFTFQXF>U)

5450 RETURN
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3460 R@\{JlPROGRRM\/EG MUTRTO RTRLLITRSR:,

3480 REM H PROGRAM BRRMELV MODOSITRSR ESETEN R PROGRMVEG MUTATOT RTRLLITRNI!!!:
3430 REM RTRLLITRS- LRSD R "PRINT" PROGRAM VEDEN LEIRTRKRT!!!
3300 PRINT "100 POKE 43;"i PEEKC45)>": POKE 46;"'=PEEKI46) 1"z RUN 110

RERDY .
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ELEKTRONSZINKEP SZRMITRS (MIM)

MRRTIN RHTRL
BME FIZ-KEM. TSZ

(NITRQFENQL)

BEMENO RDRTOK:

K,V,Z KOORBINRTRK— VEGVERTEKRLLRPOTU IONIZRCIOS POT. ES ELEKTROHRFFINITRSOK :

HO ¥ Vv z IP ER,
BENZOL

1 0 1.397 0 11.16 .03

1.2098 -6983 0 11.16 .03

¢ 1.2098  -.6985 0 11.16 .03

4 0 -1.397 0 11.16 .03

5 -1.2098  -.6983 0 11.16 .03

6 -1.2098 -6985 0 11.16 .03
-NITRO

7 0 2.837 0 25.727  3.97

3 1.0479  3.462 0 17.697  2.471

-1.0479  3.462 0 17.697  2.471

-OH

10 2.3876 1.3785 0 30.07 10.83

RESZRENDSZEREK tr-cENTRijnszflm <ir-c: =8 -ELEKTROHSZRMFI CFFE> :

ir-C n-l

BENZOL 6 6
-NITRO 3 4

-MH 1 2
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RESZRENDSZEREK KAPCSOLODD ATOMPARJAI ES EZEK REZQNANCIRI,NTEGRALJA:

1. SOROZAT-'
-NITRO 7 - 1 BETA (7 - 1? * -4
-OH 10 - 2 BETA (10 - 27?7 « -2.

RESZRENDSZEREK LOKALISON GERJESZTETT ALLAPOTAINAK ENERGIAI ES HULLOHFUGGVEHVEI=

NO E(EV? HULLRMFUGGVENV
BENZOL
1 4.8811  .7071(2-4? - .7071(3-57
2 6.0774  .7071(3-4? + .7071(2-5?
0 -10 .7871(2-4? + .7071(3-57
4 Ga1e .7071(2-5? - .7071(3-4?
-NITRO
5 6.2616  1(80?

-OH

FIGVELEMBEVETT CT ATMENETEK:

BENZOL -NITRO:
-OH : BENZOL: 10-4 10-5

-OH : -NITRO: 10 -3

RESZRENDSZEREK MOLEKULAROLVAINAK ATOMI PALVAKOEFFICIENSEI :
MOL.PALVA ATOMI PALVAKOEFFICIENSEK

BENZOL
1 0(1? _ 0(2? - 0(3? - 0(4? - 0(5? - 0(6?
=y 0(1? - .5(2? . .5(3? - 04? _ .5(? - .5(6?
o _57735(1? . .28863(2? - 28868(37 . .57735(4? - .23868(5? . .28868(6)
4 57735C17 - . @EEaoovi.  28868(37 . .57735(4? _ .28868(57 - .28868(6)
o 0(1? - .5(2? . .5(3? - 0(4? _ .5(5? . .5(67

s 0(1? - 0(2? - 0(3? - 0(4? - 0(5? - 0(6?
-NITRO

7 73(7? + .A84(8? + .48407?

8 0(7? - .707(8? + .70707?

3 .684(7? - .516(82 - .51607?

10 1(10?



CENTRUMOK KOZTI

=

O ©o~NOWhA

=

B oo epwhwn e

2sz RENDSZEREK KISERLETI

BENZOL
-NITRO

1

-0
1.3070
2.4197
2.7940
2.4197
1.3970
1.4600
2.3157
2.3157
2.3877

8

2.3137
2.7682
4.1636
4.9707
4.7336
3.5685
1-%100

2.0958
2.4770

TAVOLSAG MATRIX:

2 3
1.3970 2.4197
.0 1.3970
1.3970 .0
2.4197 1.3970
2.7939 2.4196
2.4196 2.7939
2.4744 3.7557
2.7682 4.1636
3.5685 4.7336
1.3600 2.3877
9 10
2.3157 2.3877
3.5685 1.3600
4.7336 2.3877
4.9707 3.6612
4.1636 4.1539
2.7682 3.6611
1.2100 2.8083
2.0958 2.4770
.0 4.0179
4.0179 .0

IF <EV>

9 241

10.83

4

2.7940
2.4197
1.3970

1.3970
2.4197
4.2540
4.9707
4.9707
3.6612

ER (EV>

-1.1
-.56

2.4197
2.7939
2.4196
1.3970

1.3970
3.7557
4.7336
4.1636
4.1539

1.3970
2.4196
2.7939
2.4197
1.3970

2.4744
3.5685
2.7682
3.6611

1.4600
2.4744
3.7557
4.2540
3.7557
2.4744

1.2100
1.2100
2.8083

ION1ZACIOS POTENCIALJA ES ELEKTRONAFFIN ITAISA:



EREDNENYEK :

1. KOLCSONHRTRSI MATRIX:

BETR <7-17? = -4
BETFT <10 - 2? = -2.4
0
0 4.8811
0 .0 6.0774
0 .0 .0 6.7380
0 .0 .0 .0 6.7380
0 .0 .0 .0 .0 6.2616
0 -1.1169 0 -1.1169 .0 6.5397
.0 -1.1169 .0 1.1170 .0 .0 6.2195
9793 .8485 .4893 .8485 -.4893 .0 .0 .0
6971 -.4838 .8485 .4899 .8485 .0 .0 .0
0 .0 .0 0 0 .0 1.2000 .6928
0749
2338 7.8049 -
5795 .0 T Ut
SRIRTERTEKEK-SRJRTVEKTOROK-0SZCILLFITOREROSSEGEK :

1.1655 3.6777 5.0029 5.4962 5.9083 6.2616 7.0386 7.2573
.9258 .0763 2459 .0615 -.0353 .0 - .0040 -.0326
.0030 -_7050 2695 rnen L4471 .0 - . 1055 -. 0560
.0745 -.0584 -.5723 -.2909 .6181 .0 -.0149 ~. 1005
.0243 -.2409 .0188 -.5055 -.2597 .0 -.5918 -.3007

- .0300 . 1087 .4199 -.4004 .3827 .0 3352 . 1520
.0 .0 .0 .0 .0 -.9999 .0 .0
.0110 -.4880 .0725 -.3350 -.2083 .0 -.0314 .5993
.3001 -.0836 -.5594 .1786 -.0412 .0 -.0714 .3596

- .1093 .2920 .0955 .0721 . 1233 .0 -.2804 .6183

- . 1776 -.1132 -.0668 3928 -.2486 .0 .0509 -.0233

-.0453 —i-3 . 1755 . 1886 .2840 .0 -.6622 .0262
.0 .0622 .5111 .6397 .2363 .5491 .3958 .2286

8.1588 8.3576  10.4173

1510 .1657 -. 1418
-1229 -.1615 -.1364
-.2960 .2640 -.1792
e .0814 -.2560
5035 .3199 .1132
.0 .0 .0
-.3775 -1461 2767
- 8(1)%91 -.0621 .2382
- -. -.6362
-.0534 8§4q -.1900
-.0936 2075 .5287

.1158 .1092 .0287
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