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Supplementary data

Tablel: The Cartesian coordinates of optimized geometry of Dye-1

ATOM X Y Z
C1 -11.068 3.782 1.155
Cc2 -9.839 1.468 1.179
C3 -7.492 1.128 0.014
C4 -6.425 3.243 -1.159
C5 -7.641 5.567 -1.177
C6 -9.995 5.888 -0.024
N7 -11.217 8.198 -0.049
H8 -12.906 8.401 0.781
N9 -6.254 -1.296 0.037

C10 -7.766 -3.561 0.043
Cl1 -3.591 -1.468 0.021
C12 -10.101 -3.661 -1.189
C13 -11.551 -5.842 -1.215
C14 -10.722 -8.044 -0.015
C15 -8.397 -7.951 1.237
C16 -6.959 -5.761 1.266
C17 -2.063 0.414 1.119
C18 0.539 0.236 1.094
C19 1.753 -1.842 -0.024
C20 0.235 -3.722 -1.125
C21 -2.363 -3.542 -1.106
N22 -12.149 -10.232 -0.059
C23 4.408 -2.066 -0.058
C24 6.663 -2.334 -0.123
C25 9.261 -2.737 -0.235
S26 11.450 -0.445 0.636
ca27 13.980 -2.478 -0.006
C28 13.078 -4.798 -0.894
C29 10.458 -4.952 -1.020
C30 16.576 -1.954 0.331
C31 17.746 0.193 1.193
C32 20.519 0.182 1.414
033 21.814 -1.608 0.874
034 21.639 2.345 2.258
C35 16.426 2417 1.900
N36 15.382 4.249 2.341
H37 -12.882 3.955 2.093
H38 -10.715 -0.071 2.192
H39 -4.646 3.088 -2.147
H40 -6.745 7.149 -2.122
H41 -10.788 -2.039 -2.219
H42 -13.344 -5.836 -2.207
H43 -7.703 -9.609 2.222
H44 -5.213 -5.770 2.323

H45 -2.922 2.006 2.061




H46 1.657 1.707 1.972
H47 1.125 -5.330 -2.023
H48 -3.449 -4.989 -2.047
H49 -11.533 -11.801 0.801
H50 14.335 -6.327 -1.407
H51 9.422 -6.597 -1.640
H52 17.865 -3.474 -0.140
H53 20.378 3.444 3.010
H54 -10.426 9.699 -0.891
H55 -13.817 -10.276 -0.954
Table2: The Cartesian coordinates of optimized geometry of Dye-2
ATOM X Y Z
C1 -5.681 2.005 1.125
C2 -4.976 0.828 0.919
C3 -3.980 0.735 -0.053
C4 -3.722 1.867 -0.829
C5 -4.401 3.058 -0.607
C6 -5.402 3.164 0.379
N7 -6.078 4.363 0.617
N8 -3.317 -0.513 -0.287
C9 -4.148 -1.683 -0.240
C10 -1.932 -0.649 -0.351
Cl1 -5.093 -1.917 -1.235
C12 -5.958 -2.999 -1.160
C13 -5.915 -3.891 -0.070
C14 -4.926 -3.664 0.909
C15 -4.072 -2.574 0.826
C16 -1.053 0.369 0.067
C17 0.315 0.188 0.032
C18 0.882 -1.017 -0.418
C19 0.002 -2.024 -0.858
C20 -1.364 -1.848 -0.832
N21 -6.820 -4.939 0.042
C22 2.277 -1.225 -0.411
C23 3.478 -1.427 -0.372
C24 4.851 -1.664 -0.291
S25 5.954 -0.383 0.112
C26 7.321 -1.475 0.081
C27 6.902 -2.758 -0.263
C28 5.528 -2.869 -0.471
C29 8.657 -1.121 0.387
C30 9.191 0.085 0.745
C31 10.657 0.162 1.015
032 11.400 -0.788 0.939
033 11.145 1.381 1.358
C34 8.433 1.277 0.859
N35 7.894 2.298 0.983




H36 -6.454 2.005 1.876
H37 -5.223 -0.038 1.516
H38 -2.987 1.815 -1.621
H39 -4.168 3.898 -1.243
H40 -5.157 -1.239 -2.076
H41 -6.673 -3.141 -1.955
H42 -4.826 -4.328 1.754
H43 -3.338 -2.410 1.604
H44 -1.455 1.298 0.443
H45 0.964 0.982 0.378
H46 0.414 -2.953 -1.230
H47 -2.009 -2.641 -1.181
H48 7.595 -3.585 -0.335
H49 5.017 -3.786 -0.721
H50 9.381 -1.927 0.331
H51 10.445 2.051 1.373
C52 -6.010 5.417 -0.382
C53 -6.612 -5.953 1.061
C54 -7.302 4,327 1.407
C55 -7.612 -5.326 -1.113
H56 -6.504 5.144 -1.325
H57 -4.974 5.679 -0.599
H58 -6.491 6.310 0.013
H59 -5.691 -6.532 0.905
H60 -7.456 -6.639 1.054
H61 -6.566 -5.502 2.054
H62 -7.117 3.909 2.396
H63 -8.100 3.743 0.926
H64 -7.661 5.346 1.543
H65 -8.277 -6.136 -0.825
H66 -6.994 -5.667 -1.954
H67 -8.234 -4.498 -1.456
Table3: The Cartesian coordinates of optimized geometry of Dye-3
ATOM X Y Z
C1 -5.140 2.115 1.649
C2 -4.547 0.871 1.515
C3 -3.922 0.509 0.320
C4 -3.926 1.413 -0.735
C5 -4.523 2.660 -0.614
C6 -5.128 3.045 0.593
N7 -5.683 4.299 0.774
H8 -6.280 4.403 1.576
N9 -3.297 -0.776 0.182
C10 -4.170 -1.901 0.032
Cil1 -1.915 -0.894 0.145
C12 -5.104 -1.933 -1.004
C13 -5.987 -2.992 -1.129
Cil4 -5.965 -4.064 -0.222
C15 -5.016 -4.031 0.811




C16
C17
C18
C19
C20
cz21
N22
C23
C24
C25
S26
c27
C28
C29
C30
C31
C32
033
034
C35
N36
H37
H38
H39
H40
H41
H42
H43
H44
H45
H46
H47
H48
H49
H50
H51
H52
H53
C54
C55
C56
C57
H58
H59
H60
H61
H62
H63
H64
H65
H66
H67

-4.145
-1.086
0.287
0.912
0.084
-1.291
-6.899
2.315
3.525
4.903
6.042
7.399
6.946
5.559
8.762
9.372
10.857
11.539
11.430
8.702
8.265
-5.615
-4.565
-3.444
-4.507
-5.142
-6.707
-4.965
-3.433
-1.537
0.897
0.541
-1.894
-7.395
7.628
5.022
9.456
10.769
-5.848
-4.563
6.681
-5.654
-6.609
-6.247
-3.762
-4.216
-4.731
-7.651
-6.404
-5.961
-5.546
-4.674

-2.958
0.176
0.073
-1.104
-2.176
-2.080
-5.085
-1.210
-1.319
-1.511
-0.268
-1.321
-2.556
-2.669
-1.023
0.067
0.023
-0.903
1.085
1.235
2.243
2.383
0.173
1.139
3.331
-1.116
-2.995
-4.833
-2.943
1.091
0.908
-3.092
-2.917
-5.074
-3.355
-3.552
-1.810
1.749
5.272
6.025
-6.424
-7.265
5.980
4.785
5.342
6.599
6.711
-6.927
-6.339
-7.412
-8.249
-6.783

0.940
0.544
0.492
0.040
-0.341
-0.295
-0.342
-0.034
-0.112
-0.204
0.229
-0.106
-0.565
-0.616
0.130
0.684
0.856
0.486
1.476
1.123
1.501
2.586
2.342
-1.665
-1.459
-1.713
-1.940
1.533
1.755
0.898
0.808
-0.693
-0.610
-1.221
-0.823
-0.926
-0.147
1.726
-0.293
-0.637
0.191
-0.568
0.035
-1.193
-0.921
0.223
-1.470
0.183
1.242
-1.606
-0.106
-0.571




Table4: The Cartesian coordinates of optimized geometry of Dye-4

ATOM X Y Z
C1 -5.422 2.088 1.439
C2 -4.848 0.839 1.258
C3 -3.913 0.621 0.241
C4 -3.603 1.678 -0.611
C5 -4.151 2.940 -0.419
C6 -5.084 3.170 0.605
N7 -5.639 4.418 0.805
H8 -6.381 4.499 1.479
N9 -3.296 -0.662 0.072
C10 -4.140 -1.816 -0.012
Cl1 -1.911 -0.788 -0.030
C12 -5.204 -1.857 -0.918
C13 -5.981 -2.996 -1.051
C14 -5.697 -4.157 -0.308
C15 -4.659 -4.094 0.634
C16 -3.907 -2.934 0.786
C17 -1.040 0.218 0.437
C18 0.329 0.077 0.346
C19 0.910 -1.085 -0.194
C20 0.040 -2.082 -0.673
c21 -1.329 -1.940 -0.602
N22 -6.448 -5.306 -0.495
C23 2.308 -1.258 -0.248
C24 3.513 -1.431 -0.302
C25 4.890 -1.655 -0.285
S26 6.003 -0.367 0.066
C27 7.370 -1.459 0.015
C28 6.942 -2.747 -0.303
C29 5.564 -2.859 -0.478
C30 8.707 -1.102 0.314
C31 9.247 0.110 0.641
C32 10.705 0.182 0.943
033 11.441 -0.775 0.924
034 11.192 1.410 1.260
C35 8.514 1.323 0.681
N36 8.005 2.365 0.710
H37 -6.139 2.235 2.240
H38 -5.118 0.024 1.917
H39 -2.901 1.520 -1.419
H40 -3.871 3.737 -1.092
H41 -5.418 -0.988 -1.528
H42 -6.804 -3.003 -1.756
H43 -4.436 -4.947 1.258
H44 -3.103 -2.912 1.511
H45 -1.450 1.111 0.884
H46 0.969 0.862 0.726
H47 0.458 -2.975 -1.119
H48 -1.961 -2.720 -0.996
H49 -6.961 -5.347 -1.360
H50 7.631 -3.577 -0.378
H51 5.046 -3.779 -0.702

H52 9.423 -1.917 0.298




H53
C54
C55
C56
C57
C58
C59
H60
H61
H62
H63
H64
H65
H66
H67
H68
H69
H70
H71
H72
H73

10.499
-5.389
-6.200
-5.879
-6.059
-6.882
-6.554
-5.626
-4.322
-5.996
-7.267
-6.083
-4.825
-6.475
-6.200
-4.993
-6.703
-7.945
-5.498
-7.144
-6.759

2.087
5.550
6.773
7.990
-6.592
-7.735
-9.084
5.292
5.802
7.006
6.538
7.786
8.267
8.856
-6.566
-6.787
-7.790
-7.512
-9.336
-0.888
-9.069

1.225
-0.066
0.341
-0.527
0.063
-0.520
0.124
-1.106
-0.040
1.391
0.269
-1.581
-0.441
-0.233
1.149
-0.113
-1.599
-0.385
-0.008
-0.318
1.197






