 $contrl scftyp=rhf runtyp=OPTIMIZE ICHARG=-1  maxit=50 NPRINT=-5  $end

 $system mwords=55  timlim=999999.0 $end

 $statpt nstep=95 $end

 $basis  gbasis=N31 NGAUSS=6  NDFUNC=1 NPFUNC=1 DIFFS=.T. DIFFSP=.T. $end

 $data

 F-(H2O)6 OPT OF STRUCTURE 1

 C1

 F1          9.0  -0.3707192122   1.6668356050  -0.0894183738

 $END

 $efrag

 FRAGNAME=H2OEF2

 ZO1               3.8410111810  -0.0985998042   0.4503221860

 ZH2               3.4031939814   0.5300516335  -0.1010324401

 ZH3               3.1969766912  -0.4180273923   1.0619299409

 FRAGNAME=H2OEF2

 ZO1               2.2050227367   1.8466541538  -0.9192086665

 ZH2               1.2990743243   1.6875215046  -0.7075184963

 ZH3               2.3821088346   2.7461685123  -0.6947250664

 FRAGNAME=H2OEF2

 ZO1              -2.3861228432  -0.3561461979   0.1910569420

 ZH2              -1.5661742036   0.0899955738   0.0513422251

 ZH3              -3.0581262611   0.1852460083  -0.1912836646

 FRAGNAME=H2OEF2

 ZO1              -2.9314197263   2.3813531327  -1.1812919089

 ZH2              -2.0339641669   2.1013916361  -1.0971876080

 ZH3              -3.0779904086   3.0279220571  -0.5094704183

 FRAGNAME=H2OEF2

 ZO1              -1.6470592699   3.8186039932   1.2698567948

 ZH2              -1.7883945802   3.3273929738   2.0633393205

 ZH3              -1.1031651852   3.2844163366   0.7133487300

 FRAGNAME=H2OEF2

 ZO1              -1.0769704108   1.0620723042   2.6186194167

 ZH2              -1.7495055522   0.4503551914   2.3648929664

 ZH3              -0.6068245501   1.2898238964   1.8325083965

 $END

