$Appendix C, Assessed Ag-Zn database

TEMP-LIM 298.15 6000.00 !

$

$ ELEMENT STABLE ELEMENT REF.              MASS     H298-H0       S298

ELEMENT VA   VACUUM                    0.0000E+00  0.0000E+00  0.0000E+00!

 ELEMENT AG   FCC_A1                    1.0787E+02  5.7446E+03  4.2551E+01!

 ELEMENT ZN   HCP_A3                    6.5390E+01  5.6568E+03  4.1631E+01!

$PHASE NAME TYPE NR OF SUBL. SITES IN EACH SUBL

PHASE FCC_A1  % 2 1.0  1.0  !

CONSTITUENT FCC_A1  :AG ZN : VA: !

PHASE BCC_A2  % 2 1.0  3.0  !

CONSTITUENT BCC_A2  :AG ZN : VA: !

$

$

PHASE HCP_A3  %  2  1.0  0.5 !

CONSTITUENT HCP_A3  :AG ZN : VA: !

DEFAULT-COMMAND DEF-SYS-ELEMENT VA !

TYPE-DEFINITION % SEQ * !

$

$============== V O L U M E D A T A==============================

$ DUMMY DATA

PARAM VS(FCC_A1) 0 1.0E-5; 6000 N!

PARAM VS(HCP_A3) 0 1.0E-5; 6000 N!

$

$============== D I F F U S I O N D A T A ========================

$

ZEROVOLUME_SPECIES VA !

$

$ ======================== P A R A M E T E R S ====================

$

$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$

$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$$

PARAM MQ(FCC_A1&Ag,Ag:VA) 298.15 -1.758920E+05+R*T*ln(1.306E-5); 6000 N!

PARAM MQ(FCC_A1&Ag,Zn:VA) 298.15  -76569+R*T*LN(3.14E-5); 6000 N!

$interactions

PARAM MQ(FCC_A1&Ag,Ag,Zn:VA;0) 298.15   9.1056989E+03; 6000 N!

PARAM MQ(FCC_A1&Ag,Ag,Zn:VA;1) 298.15  -1.44454032E+04; 6000 N!

PARAM MQ(FCC_A1&Zn,Zn:VA) 298.15  -76569+R*T*LN(3.14E-5); 6000 N!

PARAM MQ(FCC_A1&Zn,Ag:VA) 298.15  -1.74580330E+05+R*T*ln(5.37E-5); 6000 N!

$interactions

PARAM MQ(FCC_A1&Zn,Zn,Ag:VA;0) 298.15     -9.16766256E+03; 6000 N!

PARAM MQ(FCC_A1&Zn,Zn,Ag:VA;1) 298.15      -7.88886614E+03; 6000 N!

