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Table 2 Calculated normal mode wavenumbers (in cm™1) for C60, isolated LDOPAc (I), and the A, B, C, D adsorption geometries of LDOPAc on C60.

Co0 I A B C D Co60 I A B C D
679.8754 678.2636  678.1949  678.6038  678.3103 805.2174 808.2043  808.2039  808.4228  808.6771
676.1770  678.3575  678.2631 678.7589  678.7068 805.2177 808.6788  808.406 808.7051  808.8103
707.3510  709.3435  716.4505  710.199 713.8431 814.66 818.0997  808.5512  809.0547  823.9648
716.744 717.6598  716.8548  716.4187 823.4462  823.9218  819.9511 824.3465
721.0946 717.6522  718.5033  717.7508  716.9791 840.7505 823.6044  824.164 823.4631  824.4301
721.0947 718.7584  719.0792  718.6101  717.9832 840.7508 824.1359  824.2434  824.1006  824.4959
721.0948 719.0509  719.4086  719.6379  718.6538 840.7511 840.13 842.2088  856.78 824.4166  856.728
721.0948 719.5371 719.7116  719.9572  719.3012 874.46 875.8337  897.5765  904.929 874.9041
721.095 721.035 721.6599  721.7757  721.1819 912.4022  913.1188  912.5989  913.295
724.708 722.8063  723.2015  721.8288  723.2277 922.30 9282552 933.0214  944.565 921.9112
724.7081 723.785 723.752 723.5605  723.4148 956.68 956.8207  940.4557  962.2057  942.2686
724.7081 724.281 730.895 724.0494  729.948 967.0287  967.1075  967.1127  967.0336
734.1121 735.1402  736.3578  733.5391 966.2475 967.1305  967.2389  967.2734  967.1302
738.7585 737.9935  735.1739  737.1649  735.7458 977.9638 967.2763  967.4332  967.5645  967.587
738.7587 738.496 736.3064 7382125  736.7303 977.9640 967.3394  967.7666  967.7108  967.7063
738.7588 738.7037  737.0141  738.4487  736.9762 977.9642 967.4528  968.0135  967.744 968.1043
744.1928 739.5183 7379076  739.5331 737.614 983.2239 967.9151 968.1876  968.2224  968.3174
744.193 739.839 738.0928  739.7578  738.0118 983.2240 968.1078  968.3886  968.3919  968.7615
744.1933 740.4162 7389182  740.0393  738.2811 983.2243 970.00 968.3518  988.4353  977.935 998.299
744.1936 740.6513  739.4104  740.4508  739.0488 983.2244 988.91 981.9853 1024.974  1004.835 1005.551
744.1937 741.2464  739.5471  740.7089  739.4236 1050.93 1053.636  1047.257 1051.475 1045.377
753.2669 7414756 740.2036  740.8176  739.8527 1094.8665 1094.974 1095.002 1094.845 1095.265
753.2669 741.5623  740.5295  741.155 740.7797 1094.8666 1095.272 1095.527 1095.362 1095.514
753.2671 7422198  740.8477  742.0085  740.9044 1094.8667 1095.506  1095.756 1095.744 1095.664
753.2671 742.4629  741.4222 7422176  741.9675 1094.8668 1095.569 1095.962 1096.014 1096.195
757.1575 743.0971 742.6912  743.4833  742.5569 1098.892  1099.538 1099.558 1099.768
757.1575 743.5612  748.4798  744.0751 744.6465 1099.505 1099.754 1099.7 1100.056
757.1576  743.9756  744.2414  749.2393  751.3266  747.1019 1099.576 1099.829 1100.092 1100.085
757.1577 766.7031 761.3892  761.419 767.1734 1099.636  1100.454  1100.489 1100.596
767.1193 767.5211  767.6953  768.0593  768.0604 1100.138 1100.701 1100.878 1101.01
767.1194 767.6648  768.0313  768.2394  768.1414 1100.19 1100.468 1106.184  1104.009 1104.142
767.1196 768.0841 768.038 768.3133  768.2182 1127.2449 1133.17 1125.765 1134.705 1121.011 1142.933
767.1198  766.4463  768.4029  768.1312  768.6182  768.4215 1127.2452 1160.79  1157.599 1176.119 1169.074 1161.329
788.1376 7731576 773.2534  773.0669  772.9919 1127.2460 117443 1172.59 1183.495 1181.835 1176.906
788.1378 773.2874  773.469 7733695  773.1421 1127.2467 1179.42  1180.378 1190.973 1188.094 1192.111
788.1381 773.589 773.6642  773.5079  773.3474 1127.2471 1192.01 1192354 1192.141 1192.546
788.1383 773.7738  773.6881 773.6335  773.9946 1192.329 1192.692 1192.712 1192.876
788.1384 773.8555  773.8553 7739913  774.4689 1192.628 1192.793 1193.18 1193.1
784.9099  784.9471 785.0784  783.4884  778.6416 1201.3567 1202.827 1202.71 1202.77 1202.845
805.2172 808.0931 802.1282  803.3857  808.4234 1201.3569 1203.053 1203.361 1203.37 1203.207
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Table 4 Calculated normal mode wavenumbers (in cm ™) for C60, isolated LDOPAc (I), and the A, B, C, D adsorption geometries of LDOPAc on C60.

Co60 I A B C D
3073.3663 3069.949 3041.958 3042.715 3066.595
31323986  3130.928 3098.437 3098.022 3120.262
3149.0499 3146 3126.6 3124.527 3129.83
3185.4488 3182902 3188.898 3180.935 3195.169
3207.0810 3204.918 3210.75  3204.802 3205.184
3218.3035 3217.797 3214.076 3207.011 3209.263
3231.1384  3359.522 3226.892 3375.53  3229.555
3300.7728 3437.278 3305.611 3468.227 3297.559
3663.2523  3663.722 3663.74  3665.342 3663.569
3740.1307 3740.524 3740.659 3740.809 3740.379




