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Table 1.o(r¢p) (au), Vzp(rcp) (au) and Oyn)—e+ (€) of 84 N...H bonds

n N...H* P(rep) Vzp(l’cp) On(N)—so* n N...H* P(rep) Vzp(rcp) On(N)—c*
la..2a 0.01224 0.03273 0.00502 la..2a 0.01606 0.04267 0.00844
2 1b...2b 0.01257 0.03348 0.00526 1b...2b 0.01609 0.04272 0.00846
1c...2c 0.01280 0.03402 0.00541 1c...2c 0.01596 0.04237 0.00834
la..2a 0.01485 0.03942 0.00715 2a..3a 0.01889 0.05062 0.01151
1b...2b 0.01475 0.03916 0.00707 2b...3b 0.01887 0.05058 0.01150
3 1c...2c 0.01468 0.03900 0.00702 2c...3c 0.01879 0.05032 0.01141
2a...3a 0.01481 0.03886 0.00725 3a..4a 0.01983 0.05323 0.01269
2b...3b 0.01414 0.03731 0.00671 3b...4b 0.01982 0.05320 0.01269
2c...3c 0.01432 0.03774 0.00685 7 3c...4c 0.01976 0.05301 0.01262
la..2a 0.01563 0.04155 0.00786 4a...5a 0.01980 0.05302 0.01268
1b...2b 0.01555 0.04135 0.00781 4b...5b 0.01979 0.05301 0.01266
1c...2c 0.01548 0.04114 0.00774 4c...5c 0.01975 0.05289 0.01262
2a..3a 0.01698 0.04515 0.00938 5a...6a 0.01891 0.05034 0.01150
4 2b...3b 0.01728 0.04594 0.00967 5b...6b 0.01891 0.05034 0.01153
2c...3c 0.01698 0.04508 0.00937 5c...6¢C 0.01889 0.05027 0.01153
3a..4a 0.01580 0.04132 0.00823 6a...7a 0.01568 0.04087 0.00823
3b...4b 0.01497 0.03931 0.00753 6b...7b 0.01568 0.04085 0.00825
3c...4c 0.01494 0.03926 0.00751 6c...7c 0.01566 0.04080 0.00823
la..2a 0.01602 0.04266 0.00834 la..2a 0.01621 0.04308 0.00856
1b...2b 0.01597 0.04253 0.00828 1b...2b 0.01620 0.04303 0.00856
1c...2c 0.01584 0.04205 0.00816 1c...2c 0.01621 0.04304 0.00856
2a...3a 0.01827 0.04867 0.01082 2a..3a 0.01898 0.05089 0.01164
2b...3b 0.01860 0.04966 0.01116 2b...3b 0.01899 0.05092 0.01166
5 2c...3c 0.01696 0.04520 0.00956 2c...3c 0.01901 0.05095 0.01166
3a..4a 0.01806 0.04806 0.01062 3a..4a 0.02013 0.05414 0.01304
3b...4b 0.01830 0.04870 0.01085 3b...4b 0.02015 0.05420 0.01307
3c...4c 0.01772 0.04688 0.01024 3c...4c 0.02014 0.05417 0.01306
4a...5a 0.01557 0.04059 0.00809 4a..5a 0.02042 0.05494 0.01338
4b...5b 0.01549 0.04048 0.00802 8 4b...5b 0.02046 0.05504 0.01342
4c...5¢c 0.01531 0.04009 0.00788 4c...5¢c 0.02044 0.05499 0.01340
la..2a 0.01616 0.04300 0.00848 5a...6a 0.02006 0.05377 0.01300
1b...2b 0.01615 0.04297 0.00848 5b...6b 0.02007 0.05381 0.01302
1c...2c 0.01604 0.04267 0.00837 5c...6c 0.02006 0.05377 0.01300
2a..3a 0.01863 0.04988 0.01123 6a..7a 0.01926 0.05145 0.01191
2b...3b 0.01863 0.04986 0.01123 6b...7b 0.01927 0.05148 0.01191
2c...3c 0.01845 0.04936 0.01105 6C...7C 0.01925 0.05141 0.01202
3a..4a 0.01911 0.05102 0.01178 7a...8a 0.01584 0.04133 0.00836
6 3b...4b 0.01909 0.05098 0.01176 7b...8b 0.01586 0.04138 0.00838
3c...Ac 0.01907 0.05093 0.01175 7c...8c 0.01579 0.04120 0.00830
4a..5a 0.01859 0.04946 0.01117
4b...5b 0.01863 0.04958 0.01121
4c...5c 0.01864 0.04960 0.01123
ba...6a 0.01569 0.04098 0.00822
5b...6b 0.01578 0.04120 0.00502
5c...6¢c 0.01572 0.04107 0.00526

* In this column, the N and H are labeled in terms of figure 1 in article, for example, 1b...2b means the HB in the chain “b” constitutes N on

unit 1 and H on unit2.
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Cartesian coordinates (in angstroms) for optimized geometries
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-4.4882893929
-5.4202091798
-5.5390803134
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-0.9549216223
0.3765639141
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-0.6243342751
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-0.6684942519
1.2461664051

0.7114976015
0.1054788006
-0.7467249032
1.0246688635
0.1450552349
-1.091445389
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0.112705818
-0.7348556609
1.0545689202
0.1525714746
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0.7017879975
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0.1196440236



H 0.7158531119 -0.4585432312 -1.1096412323
N -1.3931925431 -0.5828094805 0.6924432831
N -1.4761027879 0.7513162677 0.0894813141
N -1.4066101643 -0.4371427182 -0.7665754982
H -2.3403592634 -0.856512611 0.9958110532
H -2.4594398256 1.0605201544 0.1291931274
H -2.3595790903 -0.647449839 -1.1008983416
N 4.7701361208 -0.2061550874 0.6720368788
N 4.6861915219 1.1286079255 0.0700486928
N 4.7563470799 -0.0593162483 -0.7871087988
H 3.8217909237 -0.4788705488 0.9725867866
H 3.7015286172 1.4335608423 0.1099092531
H 3.8020531908 -0.2686708519 -1.1182520343
N 7.8781614703 -0.0152494046 0.6625650455
N 7.7939672374 1.3199602749 0.06004393

N 7.8646537875 0.1313458546 -0.7972182019
H 6.9285798442 -0.2863392186 0.960361423

H 6.8083338273 1.621497617 0.0993597633

H 6.9092508651 -0.0769365458 -1.1255968106
N 11.0889664493 0.1861347061 0.6553879493
N 11.0040292153 1.5214647069 0.0502807692
N 11.0767372755 0.33060499 -0.8061913329

H 10.135447749 -0.0790816232 0.942484336

H 10.0154401752 1.8096457466 0.0890538089
H 10.1180286414 0.12672555 -1.1243135902
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