[bookmark: _GoBack] $contrl scftyp=rhf runtyp=optimize coord=fragonly  $end
 $globop nprt=0  scale(1)=5.0,1.0  ngeopt=8000 tempi=300 tempf=250
  movie2=.t. septol=1.6  ifxfrg(1)=1 ntran=50 nrot=50
  mcmin=.f. nstmin=1 optn=.f.
  xmin=-8.0,xmax=8.0,ymin=-8.0,ymax=8.0,zmin=-8.0,zmax=8.0 $END
 $system timlim=9500 memory=2300000 $end
 $basis  gbasis=N31 ngauss=6 npfunc=1 ndfunc=1 $end
 $statpt nstep=195 npun=-1 nprt=0 opttol=0.0001 hess=guess movie=.t. $end
 $scf dirscf=.f. $end
 $efrag

 FRAGNAME=GLYZ1
 C1       .6524145029    .8324229208    .8652036699
 H2       .8031991291   1.8469558481    .5305902900
 C3      -.6942086296    .2701315333    .3783681631
 FRAGNAME=H2OEF4
 O1     -1.6633895199  -2.1909610575  -2.0415421609
 H2     -2.3276648937  -1.6011499965  -2.3731529945
 H3     -1.4570850185  -1.8503404511  -1.1742274184
 FRAGNAME=H2OEF4
 O1      1.6146296718    .3883678922  -2.4615204712
 H2      1.4743613483   -.4699969692  -2.8436703915
 H3       .8826719251    .9402015769  -2.7243889111
 FRAGNAME=H2OEF4
 O1      4.0521092676  -1.4052498143   1.2444354792
 H2      3.6633751077  -2.1437279020    .7860451525
 H3      4.8473744074  -1.6981105367   1.6567514688
 FRAGNAME=H2OEF4
 O1       .9641902225  -2.4757020683  -2.9458661752
 H2      1.0733764338  -3.0176345322  -3.7104259317
 H3       .0245595504  -2.4347631840  -2.7536926178
 FRAGNAME=H2OEF4
 O1      -.8220592443   1.9603983475  -2.7060415428
 H2     -1.5779309758   1.5661890091  -3.1173893985
 H3     -1.0499794607   1.9909117429  -1.7845289549
 FRAGNAME=H2OEF4
 O1      -.2330920251  -3.6137299876   1.2849043020
 H2      -.5792364712  -2.7414386912   1.1225778526
 H3      -.9384223749  -4.2257462734   1.1532147000
 FRAGNAME=H2OEF4
 O1     -3.3218822818    .2875525205  -2.0239494199
 H2     -2.8928508885    .5205768035  -1.2008690906
 H3     -4.2462032791    .4381213208  -1.9136459735
 FRAGNAME=H2OEF4
 O1      2.1289041241  -2.9639558427   -.2049048884
 H2      1.4354469794  -3.4245749444    .2589224795
 H3      1.8915550853  -2.9630842377  -1.1253869684
 $END
~





