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coordinates in Angstrom (cont. 1)
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Table 2: coordinates in Angstrom (cont. 2)

Aceton-nitromethane

H 1.811829 0.246785 1.837687
C 2.341053 0.546375 0.917315
H 3.348706 0.098100 0.941832
H 2.413351 1.642596 0.878699
C 1.569262 0.038569 -0.286392
O 1.118023 0.805512 -1.143722
C 1.383099 -1.464592 -0.377435
H 0.813573 -1.715706 -1.283526
H 2.363599 -1.969922 -0.390703
H 0.830656 -1.814945 0.510807
C -1.970874 1.149505 -0.504785
H -1.152760 1.388024 -1.196400
H -2.893231 0.879281 -1.034661
H -2.130317 1.966927 0.210009
N -1.514242 -0.049172 0.261983
O -0.842687 0.159540 1.295692
O -1.782949 -1.169899 -0.222646

Ammonia-oxigen-difluorid

N -2.420290 -0.000734 -0.132257
H -1.815288 -0.803134 0.063560
H -1.818726 0.804803 0.061262
H -3.083243 0.003370 0.647931
O 0.983746 0.000141 -0.561705
F 0.656308 -1.133526 0.264727
F 0.655717 1.133681 0.264666

Ammonia-pyrazine

N 0.551070 1.435370 0.000026
C 0.551176 0.702702 1.134927
C 0.551384 -0.702642 1.134899
N 0.551493 -1.435265 -0.000032
C 0.551386 -0.702589 -1.134927
C 0.551179 0.702756 -1.134889
H 0.551093 1.259441 2.080741
H 0.551464 -1.259418 2.080691
H 0.551470 -1.259320 -2.080746
H 0.551098 1.259531 -2.080682
N -2.516082 -0.000399 -0.000002
H -2.940485 0.466335 -0.807243
H -2.940280 -0.932952 0.000820
H -2.940487 0.467759 0.806414



Table 3: coordinates in Angstrom (cont. 3)

Pyrrole-pyrazine (H-bond)
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Pyrrole-pyrazine (stacked)
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Table 4: coordinates in Angstrom (cont. 4)

Tetrafluor-ethylene-ethylene (3.5 A)

F -1.394866 -1.110938 -0.741831
F -1.394866 1.110938 -0.741831
F 1.394866 -1.110938 -0.741831
F 1.394866 1.110938 -0.741831
C -0.667784 0.000000 -0.759941
C 0.667784 0.000000 -0.759941
H -1.244242 0.935429 2.658551
H -1.244242 -0.935429 2.658551
H 1.244242 0.935429 2.658551
H 1.244242 -0.935429 2.658551
C -0.674558 0.000000 2.662317
C 0.674558 0.000000 2.662317

Tetrafluor-ethylene-ethylene (5 A)

F -1.394866 -1.110938 -1.070259
F -1.394866 1.110938 -1.070259
F 1.394866 -1.110938 -1.070259
F 1.394866 1.110938 -1.070259
C -0.667784 0.000000 -1.088369
C 0.667784 0.000000 -1.088369
H -1.244242 0.935429 3.830123
H -1.244242 -0.935429 3.830123
H 1.244242 0.935429 3.830123
H 1.244242 -0.935429 3.830123
C -0.674558 0.000000 3.833889
C 0.674558 0.000000 3.833889



Table 5: all calculated excitation energies and characters

Assignment of the excitation

Excitation energy / eV

TheoDORE characters

system CC2 CCSD
# [affected molecules |CC2 cCsb CCsD(2) _[cc3 CCSD(T)(a)* [CCSDT-3_[CCSDT __ [STEOM-CCSD_[ADC(2) _|POS PR POS PR PRI PRF
TE 252 738 7.08 .06 7.00 3.99 2.00 397 2.07 727 158 1.03 0.03 1.59 102 .00 1.05 0.02
ammonia-fluorine [2 AL T>2(1) 597 6.90 6.72 6.53 6.63 6.62 6.64 6.43 5.99 147 1.16 0.86 141 1.29 107 151 0.76
3A1 1>1(2) 7.96 8.04 7.92 7.97 7.92 7.99 7.98 7.95 7.95 1.04 1.08 0.07 1.09 1.20 1.06 134 0.17
2A 2->2 4.43 4.27 4.23 4.20 4.19 4.20 4.18 4.20 4.45 2.00 1.01 0.01 2.00 1.00 1.00 1.00 0.00
acetone-fluorine 1LA" 252 244 127 4.24 4.20 219 421 2.19 421 445 2.00 1.00 0.00 2.00 1.00 1.00 1.00 0.00
2A" 11 454 4.44 433 241 241 4.42 4.39 427 432 1.00 1.00 0.00 1.00 1.00 1.00 1.00 0.00
3A" 152 518 6.28 6.10 575 583 5.90 585 585 513 1.49 1.03 0.97 148 1.04 1.00 1.08 0.96
2A1 252 741 725 122 718 717 2.19 716 117 743 2.00 1.01 0.01 2.00 1.01 101 1.00 0.01
181 252 4.4 4.8 4.24 4.20 4.20 421 4.19 4.20 4.46 2.00 1.00 0.00 2.00 1.00 1.00 1.00 0.00
3A1 1>1 430 2.44 462 428 434 433 2.28 422 432 1.00 1.00 0.00 1.00 1.00 1.00 1.00 0.00
. [281 1>1 514 514 537 5.01 5.06 5.04 2.99 4.70 518 1.00 1.00 0.00 1.00 1.00 1.00 1.00 0.00
pyr e Taz 11 2.93 525 533 5.03 5.08 512 5.04 4.97 4.95 1.00 1.00 0.00 1.00 1.00 1.00 1.00 0.00
182 1>1 6.02 6.10 6.25 5383 595 5.90 581 5.80 6.03 1.00 1.00 0.00 1.00 1.00 1.00 1.00 0.00
282 152 562 6.77 6.82 6.15 6.30 633 6.28 634 575 1.50 1.00 1.00 151 1.02 1.04 .01 0.98
2A2 1252 6.28 6.73 6.76 6.40 6.49 6.46 6.45 6.56 6.37 151 1.03 0.97 1.68 1.42 184 1.00 0.64
A 252 7.26 733 436 720 724 723 7.20 .10 729 2.00 1.00 0.00 2.00 1.00 1.00 1.00 0.00
TA" 2->2 2.98 5.04 5.05 2.93 2.97 4.95 2.93 473 2.99 2.00 1.00 0.00 2.00 1.00 1.00 1.00 0.00
2A" 252 6.84 6.78 6.66 6.68 6.68 6.70 6.64 6.68 6.67 2.00 1.01 0.01 2.00 1.00 1.00 1.00 0.00
difluori d;" A 2->2 7.23 7.01 6.91 7.01 6.91 6.90 6.83 6.88 7.10 1.99 1.02 0.02 1.96 1.09 1.18 1.01 0.08
IA 152 633 733 7.14 6.83 7.03 7.09 7.04 7.06 6.30 151 1.03 0.97 152 1.15 121 1.10 0.86
3A" 252 7.8 7.51 7.42 7.13 7.24 721 7.1 7.30 7.1 2.00 1.01 0.01 2.00 1.01 102 1.00 0.01
SA 1>1 7.98 7.98 7.87 7.96 7.93 7.98 7.96 7.93 7.99 1.00 1.01 0.01 1.02 1.05 101 1.09 0.04
2A 252 7.10 2.08 429 7.02 7.07 2.04 3.83 3.79 1.99 101 0.01 2.00 .01 1.00 1.02 0.01
3A 151 451 444 434 241 241 442 430 4.28 101 1.02 0.02 1.01 1.01 1.00 1.02 0.01
e e |4A 2->2 457 450 471 4.40 4.46 443 428 4.28 1.99 1.02 0.02 1.99 1.02 102 1.02 0.02
SA 1(2)>2 6.06 6.75 6.77 6.28 6.42 6.42 633 575 147 1.07 0.94 1.55 1.23 136 111 0.80
6A 2(1) >2 6.87 6.62 6.65 6.53 6.56 6.58 6.20 6.29 197 1.06 0.05 1.89 1.26 145 1.08 0.20
A 2>2 737 751 469 735 741 2.40 735 229 7.40 2.00 1.00 0.00 2.00 1.00 1.00 1.00 0.00
A" 2->2 514 514 537 501 5.06 5.03 4.99 4.70 518 2.00 1.00 0.00 2.00 1.00 1.00 1.00 0.00
2A" 252 4.98 530 538 5.07 512 5.16 5.08 5.01 4.99 2.00 1.00 0.00 2.00 1.00 1.00 1.00 0.00
) EREDS 252 6.09 6.17 632 5.90 6.02 5.98 5.88 5.87 6.10 2.00 1.00 0.00 2.00 1.00 1.00 1.00 0.00
"pyrazine ;o 252 6.80 7.20 7.26 6.84 6.94 6.97 6.83 5.90 6.80 2.00 1.00 0.00 2.00 1.00 1.00 1.00 0.00
IA 252 7.05 7.13 7.19 7.02 7.06 7.04 7.04 7.14 7.01 2.00 1.00 0.00 2.00 1.00 1.00 1.00 0.00
SA 1521 731 7.93 7.90 7.46 773 753 7.49 7.38 7.28 145 1.26 0.78 138 1.45 115 174 0.63
6A 1512 7.74 7.59 7.50 7.78 7.59 7.83 7.80 772 772 1.08 1.19 0.14 115 137 1.06 167 0.27
182 252 734 7.49 7.68 733 739 738 726 737 199 1.02 0.02 1.99 1.02 103 .00 0.02
181 252 512 511 536 4.99 5.03 5.01 4.68 5.16 199 1.01 0.01 2.00 1.00 1.00 1.00 0.00
1A2 252 5.03 536 545 514 519 522 5.07 5.05 1.99 1.02 0.02 1.99 1.02 103 1.00 0.02
pyrrole-pyrazine [2B1 152 5.07 5.60 5.80 515 525 527 530 512 151 .01 0.99 1.50 1.00 1.00 1.00 1.00
(H-bond)  [2A1 152 575 632 6.52 5.86 5.98 6.00 5.00 575 1.50 1.01 0.99 1.49 1.04 101 1.06 0.97
282 252 6.10 6.20 6.36 593 6.05 6.01 5.87 6.10 1.98 1.04 0.04 1.98 1.03 1.06 1.00 0.03
3AL 152 503 6.47 6.55 6.05 6.14 6.17 6.19 595 1.50 1.00 1.00 1.50 1.01 1.00 .01 0.99
2A1 1 >1 6.66 6.65 6.74 6.44 6.50 6.50 6.34 6.65 1.00 1.01 0.00 1.02 1.04 1.00 1.08 0.04
A 252 730 744 264 728 734 133 122 732 2.00 1.01 0.01 2.00 1.01 1.00 1.01 0.01
3A 252 5.05 5.08 533 4.95 4.99 4.98 4.64 5.07 192 118 0.13 1.95 111 119 1.04 0.08
1A 252 2.89 522 531 5.00 5.05 5.09 493 791 2.00 1.01 0.01 2.00 1.01 1.00 1.02 0.01
pyrrole-pyrazine =
olepyra 2A 152 533 5.68 5.84 5.40 547 5.48 5.40 533 1.49 111 0.90 1.50 118 118 1.19 0.84
{ U VS 2->2 6.00 6.10 6.26 582 5.94 5.90 579 6.00 1.99 1.03 0.02 1.97 1.06 1.09 1.02 0.05
7y 1T>21 503 6.22 631 6.00 6.05 6.07 595 591 147 121 0.81 139 1.41 113 1.68 0.66
SA 1521 6.23 652 6.65 6.25 633 6.34 6.18 6.21 1.46 1.40 0.66 138 1.47 117 1.77 0.61
182 151 738 7.52 7.48 7.42 7.44 7.44 7.43 736 7.40 1.00 1.00 0.00 1.00 1.00 1.00 1.00 0.00
tetrafluor-  |1B1 252 8.62 873 8.44 8.60 8.59 8.61 8.61 8.49 8.54 1.89 1.25 0.00 1.96 1.08 1.08 1.08 0.00
ethylene-ethylene [2 B2 252 8.92 3.83 853 8.79 877 8.80 8.77 8.80 8.92 2.00 1.00 0.00 2.00 1.00 1.00 1.00 0.00
(5A) 281 1 >1 8.86 5.14 8.92 8.95 5.98 8.99 8.96 8.949 871 111 1.25 0.00 1.03 1.07 1.07 1.07 0.00
5B1 152 1016  1087| 1074| 1046 1052] 1056|1057 10616 1028 1.49 1.02 0.98 1.50 1.01 1.00 1.01 0.99
182 151 733 7.47 743 737 739 739 738 7.26 735 1.00 .01 0.01 1.00 .01 101 .00 0.01
tetrafluor- 181 12->2(1) 7.99 8.24 8.02 8.05 .08 8.09 8.08 8.00 7.97 1.58 1.81 037 1.68 1.75 191 1.59 0.24
ethylene-ethylene [2 B2 252 8.83 8.76 8.46 871 .70 872 8.70 8.67 8.83 1.99 1.02 0.02 1.99 1.01 1.00 1.03 0.01
(3.5A) 281 12)>1.2 877 5.05 8.92 878 8.81 8.84 8.81 8.86 8.79 1.49 1.82 0.38 134 1.72 1.44 2.00 034
381 1(2)>1.2 8.93 9.19 .98 8.98 .00 9.02 9.00 8.97 8.81 1.28 1.68 0.02 1.26 1.64 1.59 1.69 0.05




