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ENTITY MOLEFET 15

Generic (--==};

Port(----- bi

End Entity MOLEET:

ARCHITECTURE bLehawv OF MOLEET 12

-=-Declaration of Quantities

begin

== DL _ESCF (diacrete molecular level=- zelf consziatent
field}) function call.

1 == DL_SCF(EF,E0,U00,51,52,A,V,VE1, Va5l _back);
END ARCHITECTURE behav;

=== Function OL_SCF is defined in a package

FURCTIOHN 0L =CF [EE,EErL"ErGl,GE,A,‘-.-':‘."IEIr‘-.-'q,‘-.-'q_ha.c“]’.:EEhL}
EETUREN EEAL 15 VARIAELE Ids:EEAL;

====Yariahle Declarationg=-=-=-=======

==== Hers all the variables used in the code are
declared

BEGIN

== gelf consistent calculatiocns=--

G t= Gl4E2; UL]1 1= =A%vgp UL2 := =A*Vg back: UL :=
UL1+UL2 ;

El := EO+UL; FO := 1.0/( 1.0 + exp((EQl=EF}/KET}} ;

WO 2= 2.0 * FO; == pnumber of selectrons
Ul := EF = ((1.0 = VDF}*Vda}; U2 :2= EF + VDE*Vds;
while 4dU0 > 1.0e=& loop

El := EQ+Uaci+UL; === Hew molecular energy levels
Fl := 1.0/¢ 1.0 + exp( (E1=U1}/KET}};

F2a= 1.0/ 1.0 + exp((E1=-0U2}/KT}}:

W oz= 2.0%((G1*F1} + (G2*F2) } /53 == Electron population
Uo = 00* (H=H0} ; == EBECF energy

4l := ABS (Uscft = Uc):

Uacf := Uact + O0.1*{Uc=Uact);

end loop;

== ghifting of transmissicon function--

TQ SHIFT = shift(TQ,H SHIFT)}) =~-- function for
caleulating the shift in transmissicn function

== galculating current--

for i in 0 to 100 loop

Fllgijz:= 1.0/(1.0+exp( (E(i}=U1}/ KT} };

F22(i}:= 1.0/(1.0+exp( (E(1}=U2}/ KT} };

FT (i} 2= F22(i}y=F11(i};

SUM1:= SIM14 [TQ_E-I'[IET[i}*ET[iH; SUM = dE#S1MI;

Idag := (2.0%Q*Q/H} *51M;

end loop;

BETURH Ida;

END FUNCTIOH DL SCE;
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