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This Supplementary Material contains coordinates of X3LYP/6-311++G(d,p) optimized 
neutral and protonated proline, cis-4-hydroxyproline, and trans-4-hydroxyproline. 
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proline 
 N                  0.72100637   -1.03203921    0.57335306 
 C                  1.99714556   -0.64096008   -0.07330159 
 C                 -0.13202377    0.16839979    0.74936275 
 H                  2.33951835   -1.42787343   -0.74851992 
 H                  2.78445455   -0.46497527    0.67065780 
 C                  1.65138260    0.66256340   -0.79722124 
 C                  0.68644756    1.34776218    0.18087087 
 H                 -0.39300380    0.33558363    1.79732687 
 C                 -1.46916323   -0.01156857    0.00227489 
 H                  1.14786768    0.44708249   -1.74436554 
 H                  2.53532275    1.26258740   -1.01777117 
 H                  0.04628588    2.10071537   -0.27743589 
 H                  1.24708300    1.82730399    0.98786326 
 O                 -1.58862351   -1.18996985   -0.61849738 
 O                 -2.32236122    0.83612501   -0.01486144 
 H                  0.86886919   -1.52881442    1.44227285 
 H                 -0.73829665   -1.65375690   -0.42854306 
 
 
 
protonated proline 
 N                  0.79232729   -1.03473677    0.57106324 
 C                  2.07891853   -0.55189910   -0.09305186 
 C                 -0.13477417    0.16067517    0.75055197 
 H                  2.45448398   -1.34112042   -0.74155015 
 H                  2.79917444   -0.36001867    0.70217006 
 C                  1.64965635    0.73024645   -0.79717796 
 C                  0.65728280    1.36221050    0.19029966 
 H                 -0.39016710    0.27318398    1.80400948 
 C                 -1.39953490   -0.18432361   -0.03895551 
 H                  1.16969621    0.50332940   -1.75264820 
 H                  2.50379299    1.37563336   -0.99977040 
 H                 -0.00660022    2.09361685   -0.26801961 
 H                  1.18536343    1.85949740    1.00615478 
 O                 -1.49256190   -1.20121077   -0.68220887 
 O                 -2.32040385    0.75487906    0.08264291 
 H                  0.97327641   -1.52039510    1.44991028 
 H                 -3.11461222    0.51406594   -0.42395720 
 H                  0.27373546   -1.68543806   -0.04721178 
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cis-4-hydroxyproline 
 N                 -0.44779969    1.42409608    0.18495136 
 C                 -1.79379403    0.87245843   -0.11122222 
 C                  0.36063891    0.39362545    0.87472179 
 H                 -2.12139704    1.15210363   -1.11358628 
 H                 -2.53973720    1.21932640    0.61249532 
 C                 -1.62695265   -0.64154824    0.00072179 
 C                 -0.59293995   -0.78895914    1.12267753 
 H                  0.77550658    0.77190447    1.81257321 
 C                  1.57804704   -0.01123557    0.01842566 
 H                 -2.57516760   -1.13786642    0.23472917 
 H                 -0.07141625   -1.74717653    1.11434547 
 H                 -1.08756478   -0.68172162    2.09223390 
 O                  1.75450973    0.73975440   -1.06849014 
 O                  2.31618545   -0.90853219    0.33485443 
 H                 -0.50293571    2.28240273    0.71667189 
 H                  0.96618900    1.32912173   -1.09839230 
 O                 -1.12408349   -1.09321138   -1.25655891 
 H                 -0.83176853   -2.00689903   -1.17612022 
 
 
 
Protonated cis-4-hydroxyproline 
 N                 -0.52043487    1.36181816    0.21855059 
 C                 -1.92370197    0.79366928    0.10025544 
 C                  0.36559295    0.30286461    0.86411028 
 H                 -2.41229915    1.21658159   -0.77459261 
 H                 -2.47025011    1.04840533    1.00730488 
 C                 -1.66260910   -0.70236303   -0.01080849 
 C                 -0.54638450   -0.93259403    1.02225105 
 H                  0.72973542    0.67417193    1.82244323 
 C                  1.56429670    0.14202116   -0.07495795 
 H                 -2.56430178   -1.27984218    0.20560009 
 H                  0.00048530   -1.85826711    0.84901289 
 H                 -0.95905289   -0.96877142    2.03260623 
 O                  1.71316676    0.83798518   -1.04584419 
 O                  2.38052605   -0.81212482    0.34430900 
 H                 -0.50279950    2.24580773    0.72779320 
 H                  3.14712396   -0.87688292   -0.24980277 
 H                 -0.09790826    1.53725680   -0.71184243 
 O                 -1.19233027   -0.90739127   -1.33259697 
 H                 -1.22175363   -1.84052749   -1.57042151 
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trans-4-hydroxyproline 
 N                 -0.19931789    1.15878358    0.48853266 
 C                 -1.18124589    1.10717440   -0.61176714 
 C                  0.38649151   -0.20053588    0.58697222 
 H                 -0.66947340    1.26582023   -1.56758326 
 H                 -1.93109951    1.89223748   -0.49702069 
 C                 -1.76204140   -0.31215437   -0.56094645 
 C                 -0.53572384   -1.16060230   -0.21780175 
 H                  0.44711680   -0.49984712    1.63541540 
 C                  1.83218217   -0.19957173    0.06424428 
 H                 -0.03331692   -1.50399901   -1.12343907 
 H                 -0.82385030   -2.03969445    0.35627723 
 O                  2.33185100    1.02574427   -0.14258787 
 O                  2.45903326   -1.20738747   -0.12679556 
 H                 -0.67935196    1.38412709    1.35165195 
 H                  1.59415104    1.64168683    0.06948557 
 H                 -2.22632730   -0.61427736   -1.50572092 
 O                 -2.69252656   -0.44996237    0.51973335 
 H                 -3.50746008    0.00944515    0.29419878 
 
 
 
Protonated trans-4-hydroxyproline 
 N                 -0.32124660    1.13083881    0.50022135 
 C                 -1.39824010    1.12248084   -0.56924585 
 C                  0.35455936   -0.23630555    0.48373024 
 H                 -0.93657573    1.41710787   -1.51192023 
 H                 -2.18289410    1.82557059   -0.29760093 
 C                 -1.82458571   -0.34676391   -0.55459110 
 C                 -0.47931022   -1.07949786   -0.50850484 
 H                  0.31548150   -0.64979808    1.49088530 
 C                  1.80398069    0.00546145    0.07779756 
 H                 -0.01785792   -1.09074711   -1.49793675 
 H                 -0.59019960   -2.10510182   -0.16365336 
 O                  2.21890269    1.10704823   -0.18543088 
 O                  2.49251169   -1.12281346    0.04997224 
 H                 -0.74538680    1.29999008    1.41318677 
 H                  3.41215561   -0.94762764   -0.21243781 
 H                  0.40966965    1.83857449    0.32531273 
 H                 -2.41915826   -0.61391012   -1.42968830 
 O                 -2.49672485   -0.61761836    0.66759894 
 H                 -3.45244850   -0.61511107    0.55006473 
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