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TITL MAC2 in P2(1)/c

CELL 0.71073  14.085  16.710   8.752  90.00  97.22  90.00

ZERR    4.00   0.003   0.003   0.002   0.00   0.03   0.00

LATT  1

SYMM -X, .5+Y, .5-Z

SFAC C H N I

UNIT 80 160 16 4

V =  2043.54      F(000) =   964.00      Mu =    1.58 mm-1

HKLF 4 1   0 0 1   0 -1 0   1 0 0

  3469 Reflections read, of which  120 rejected

Residuals before cycle  16 for  MAC2 in P2(1)/c                        

R =  0.0688     Rw =  0.0692     Rg = wR =  0.0880     Rm =  0.0880

N = 1792     NP = 236     Max(NP) = 360     Total NP =  236     S = Goof =  2.1937

Weight =    1.0000 / ( Sigma**2(F) + 0.001000 F*F )

      8.6 seconds elapsed time


