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ATOM 6 COMMENT C327 c-Ch-c

NEIG 3 TYPE 2 RING 1 MEMB 6 SYMM m PLAN t

TYPE 1 ATOM 5 NUMB 1

TYPE 2 ATOM 6 NUMB 2

EXCEPT GROUP C-b-f3

PVAL 3.980 KAPPA 1.092 KPRIM 0.875 SIGPV 0.040
PLMS1 1 -0.094PLMS 2 0 -0.260 PLMS 2 2 0.085 PLMS 3 3 -0.249
PLMS 4 0 0.039

ATOM 6 COMMENT C456 cC-f3

NEIG 4 TYPE 2 RING 0 MEMB 0 SYMM 3m PLAN f

TYPE 1 ATOM 6 NUMB 1

TYPE 2 ATOM 9 NUMB 3

PVAL 3.935 KAPPA 0.988 KPRIM 0.898 SIGPV 0.032
PLMS1 0 0.152PLMS2 0 0.168 PLMS 3 0 0.388 PLMS 3 3 0.271
PLMS 4 0 0.059 PLMS 4 3 -0.205

ATOM 9 COMMENT F04 c-F
NEIG 1 TYPE 1 RING 0 MEMB 0 SYMM m
TYPE 1 ATOM 6 NUMB 1

PVAL 7.124 KAPPA 0.994 KPRIM 1.205 SIGPV 0.008
PLMS1 1 -0.067 PLMS2 0 0.055PLMS2 2 -0.088 PLMS 2 -2  0.002
PLMS3 1 -0.010PLMS3 3 0.010 PLMS 4 0 0.003 PLMS 4 2 -0.006

PLMS 4 4 0.007

ATOM 9 COMMENT FO03 b-F
NEIG 1 TYPE 1 RING 0 MEMB 0 SYMM m PLAN t
TYPE 1 ATOM 5 NUMB 1

PVAL 7.259 KAPPA 0.986 KPRIM 1.28 4 SIGPV 0.017
PLMS1 1 -0.040PLMS2 0 0.024 PLMS 2 2 -0.041 PLMS 2-2 0.003
PLMS3 1 -0.004 PLMS3 3 0.004 PLMS 4 0 0.002 PLMS 4 2 -0.003

PLMS 4-2 0.001 PLMS 4 4 0.004

ATOM 5 COMMENT B02 c-B-f3

NEIG 4 TYPE 2 RING 0 MEMB 0 SYMM 3m

TYPE 1 ATOM 6 NUMB 1

TYPE 1 ATOM 9 NUMB 3

PVAL 2.745 KAPPA 1.010 KPRIM 0.981 SIGPV 0.041
PLMS2 0 0.027 PLMS3 0 0.312PLMS3 3 0.257 PLMS 4 0 0.054
PLMS 4 3 -0.156

e wa " (
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ATOM 6 COMMENT C328 c-Cb-c

NEIG 3 TYPE 2 RING 1 MEMB 5 SYMM m PLAN t
TYPE 1 ATOM 5 NUMB 1

TYPE 2 ATOM 6 NUMB 2

EXCEPT GROUP C-b-f3

PVAL 3.875 KAPPA 1.004 KPRIM 0.87
PLMS1 1 -0.108 PLMS1-1 0.012PLMS2 0O
PLMS2-2 0.000PLMS3 1 0.015PLMS3-1
PLMS 3-3 -0.006 PLMS4 0 0.021 PLMS 4 2
PLMS 4 4 -0.026 PLMS 4 -4 -0.001

ATOM 6 COMMENT C397 nsp2(2)-=Co=-nsp2(2) AROMATIC

NEIG 3 TYPE 2 RING 1 MEMB 6 SYMM m

TYPE 1 ATOM 7 NUMB 2

TYPE 2 ATOM 8 NUMB 1

PVAL 4.129 KAPPA  0.999 KPRIM 0.85
PLMS1 1 0.128PLMS1-1 0.016 PLMS2 O
PLMS 2-2 -0.010PLMS3 1 0.016 PLMS3-1
PLMS 3-3 -0.011PLMS4 0 0.061 PLMS 4 2
PLMS 4 4 0.056 PLMS 4 -4 0.012

ATOM 6 COMMENT C409 b-Ch2-0

NEIG 4 TYPE 3 RING 0 MEMB 0 SYMM m
TYPE 1 ATOM 1 NUMB 2

TYPE 2 ATOM 5 NUMB 1

TYPE 3 ATOM 8 NUMB 1

PVAL 3.778 KAPPA 1.005 KPRIM 0.8
PLMS1 1 -0.080PLMS1-1 0.119PLMS2 0O
PLMS 2-2 -0.061 PLMS3 1 -0.166 PLMS 3 -1
PLMS 3-3 -0.062 PLMS4 0 0.016 PLMS 4 2
PLMS 4 4 0.089 PLMS 4 -4 -0.001

ATOM 35 COMMENT Br02 c-Br

NEIG 1 TYPE 1 RING 0 MEMB 0 SYMM m PLAN t
TYPE 1 ATOM 6 NUMB 1

EXCEPT GROUP Ph-Br

PVAL 17.011 KAPPA 0.966 KPRIM 0.457 SIGP
PLMS1 1 -0.049PLMS2 0 0.090 PLMS2 2
PLMS3-1 0.008 PLMS3 3 0.055PLMS4 0

ATOM 6 COMMENT C347 c-=Cbr=-c

NEIG 3 TYPE 2 RING 1 MEMB 6 SYMM m

TYPE 1 ATOM 6 NUMB 2

TYPE 1 ATOM 35 NUMB 1

PVAL 4.081 KAPPA 0.990 KPRIM 0.863 SIGPV
PLMS1 1 0.126 PLMS2 0 -0.110 PLMS 2 2
PLMS3 1 0.033PLMS3-1 -0.019 PLMS3 3
PLMS 4 2 -0.032 PLMS 4 4 0.035PLMS 4 -4

9 SIGPV 0.1

-0.181 PLMS 2 2 0.088
0.006 PLMS 3 3 -0.224
-0.007 PLMS 4 -2 -0.004

4 SIGPV 0.1

-0.226 PLMS 2 2 -0.113
-0.001 PLMS 3 3 -0.446
0.002 PLMS 4 -2 -0.001

96 SIGPV 0.100

-0.005 PLMS 2 2 -0.172
-0.221 PLMS 3 3 0.232
-0.073PLMS 4-2 0.121

VvV 0.101
-0.165PLMS 3 1 -0.065
-0.004 PLMS 4 -4 -0.011

0.033
-0.166 PLMS 2 -2 0.010
-0.320 PLMS 3 -3 0.032
-0.021
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ATOM 6 COMMENT ZN1 cl4-ZN

NEIG 4 TYPE 1 SYMM -42m

TYPE 1 ATOM 17 NUMB 4

PVAL 10.0649 KAPPA 0.992328 KPRIM 1.000
PLMS2 0 0.002 PLMS 2 2 -0.027 PLMS3 0 0.
PLMS 4 0 0.006 PLMS 4 2 -0.004

ATOM 6 COMMENT CL15 zn-CL

NEIG 1 TYPE 1 SYMM m

TYPE 1 ATOM 30 NUMB 1

PVAL 7.9838 KAPPA 1.007141 KPRIM 1.00
PLMS1 1 0.001PLMS1-1 0.037PLMS2 0O
PLMS 2-2 0.002PLMS3 1 0.002PLMS 3-1
PLMS4 0 0.004 PLMS4 2 0.006 PLMS 4 -2

e wa " (

SIGPV 0.1
006 PLMS 3 2 -0.027

0 SIGPV 0.1

0.002 PLMS 2 2 0.003
-0.022 PLMS 3 -3 -0.030
-0.001 PLMS 4 4 0.007




