 $contrl scftyp=rhf mplevl=0 runtyp=optimize coord=unique  maxit=50 $end        

 $system mwords=55  timlim=999999.0 $end                                        

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

 $guess  guess=huckel $end                                                       

 $scrf   dielec=80 radius=4.90 $end                                              

 $PCM SOLVNT=WATER ICOMP=0 IEF=3 $END                                            

 $PCMCAV ALPHA=1.5 $END                                                          

 $SCF DIRSCF=.T. $END                                                           

 $STATPT NSTEP=200 opttol=0.0001 $END                                           

 $data                                                                          

 glycine (H2O)8 solvated by PCM water                                          

 Cn 1                                                                            

 C           6.0   1.1051276310   -.0561743247    .0842868065                   

 O           8.0   2.1613089492   -.7945125469   -.0939731157                   

 H           1.0   2.9854530609   -.2872143006   -.1645823058                   

 O           8.0   1.1245386573   1.1454640958    .1566666966                   

 C           6.0   -.1542703512   -.8969354115    .1824053850                   

 H           1.0   -.2186331787  -1.4676445797   -.7383371001                   

 H           1.0    .0097848506  -1.6201880773    .9738163865                   

 N           7.0  -1.3863045760   -.1878157278    .4077975108                   

 H           1.0  -1.3735998770    .3254234062   1.2685494935                   

 H           1.0  -1.5813155145    .4668669455   -.3257321856                   

 O           8.0   4.5262022386    .4976253588   -.3435912274                   

 H           1.0   4.4506562251   1.4451117260   -.3285353879                   

 H           1.0   5.0795291516    .2541515139  -1.0751943479                   

 O           8.0   3.3193002334   3.0858833657   -.3194467448                   

 H           1.0   2.5117200977   2.6084700791   -.1681416467                   

 H           1.0   3.2417566153   3.9209456765    .1123732725                   

 O           8.0  -4.1707791005  -1.2362351856    .5221153667                   

 H           1.0  -4.3326136228  -1.9974689206   1.0537522219                   

 H           1.0  -3.2275301359  -1.0902069858    .4950171975                   

 O           8.0  -4.5315290692   1.6369164683    .9960871122                   

 H           1.0  -4.1776355470   1.9908522607    .1890720996                   

 H           1.0  -4.6677362006    .7077617511    .8495865791                   

 O           8.0  -2.7492180471   2.6424278015  -1.1351089020                   

 H           1.0  -2.8805420421   3.1771358085  -1.9002115102                   

 H           1.0  -2.0770687042   3.0593410972   -.5992531173                   

 O           8.0   -.7531013952   3.3696285406    .7353798951                   

 H           1.0  -1.2007407744   3.1446717906   1.5428753657                   

 H           1.0   -.1175401653   2.6806797099    .5887042589                   

 O           8.0  -2.3848257619   2.0395644180   2.7652584639                   

 H           1.0  -2.6149926714   2.2235857334   3.6608607016                   

 H           1.0  -3.1999688220   1.9230949327   2.2750398543                   

 O           8.0   6.0636157401   -.4289784631  -2.6777375277                   

 H           1.0   6.6654434005  -1.1543005148  -2.6391755803                   

 H           1.0   5.6829187058   -.4203674415  -3.5408039686                   

 $END                    

