CORRECT     OMIT DU   BEG

  0.0000

   1  DUMM  DU    M    0  -1  -2     0.000      .0        .0      .00000

   2  DUMM  DU    M    1   0  -1     1.449      .0        .0      .00000

   3  DUMM  DU    M    2   1   0     1.522   111.1        .0      .00000

   4  N1    n2    M    3   2   1     1.540   111.208   180.000   0.00000

   5  H1    hn    E    4   3   2     1.006    69.643   108.608   0.00000

   6  C1    c2    M    4   3   2     1.246    45.672   -56.435   0.00000

   7  H2    h4    E    6   4   3     1.079   118.672  -165.213   0.00000

   8  C2    c3    M    6   4   3     1.518   126.013    14.246   0.00000

   9  H3    h1    E    8   6   4     1.080   111.117    -5.195   0.00000

  10  H4    h1    E    8   6   4     1.080   109.553  -127.276   0.00000

  11  S1    s     M    8   6   4     1.856   106.419   113.919   0.00000

  12              X    1   0   1     1.517       nan     0.000   0.00000

  13              X    1   0   1     1.517       nan     0.000   0.00000

  14              X    1   0   1     1.517       nan     0.000   0.00000

LOOP

IMPROPER
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