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AL 26.9815400000 0.90920 1

CL 35.4530000000 -0.47730 4

bonds 4

harm 1 2 485.34000 2.1700
harm 1 3 485.34000 2.1700
harm 1 4 485.34000 2.1700
harm 1 5 485.34000 2.1700
angles 6
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harm 4 1 2 209.20 109.5000
harm 5 1 2 209.20 109.5000
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harm 5 1 3 209.20 109.5000
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CR CR 1j 0.29288000 3.55000000
CR NA 1j 0.45642051 3.39669000
CR cw 1j 0.29288000 3.55000000
CR HCR 1j 0.19173497 2.93104100
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CR HC 1j 0.19173497 2.97909400
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