The file si2h2-pot.f is the FORTRAN source code for the fitted Si 2H2
potential energy surface reported in

M M Law, J. T. Fraser-Smith and C. U. Perotto,
Phys. Chem Chem Phys. (2012)

The user nust supply as an argunent to the subroutine SI2H2POT an
array of 6 internuclear distances (in units of angstrons); the
potential energy is returned in cm1 units.

The el enents of the R array are nunbered such that

R(1)=D13
R( 2) =D24
R( 3) =D34
R( 4) =D14
R(5) =D23
R(6) =D12

where Dij is the internuclear distance between atons i and j, nunbered
as follows:

H1, H2, Si3, Sid4.

Note that the energy of the dibridged mninumon this surface is
+1.6 cm1

Al so supplied is a file si2h2-test.f which is the source code for a
test main program conpile using (sonething Iike):

f77 -0 si2h2-test si2h2-test.f si2h2-pot.f

si 2h2-test.data contains the six internucl ear distances for each of
the four isonmers and the dibridged-nonobridged transition state.



