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Table S1. Dihedral angle values (in degrees) of all the optimized structures of Ac-azaAsn-Pro-NHMe ANP) at
the B3LYP/6-311++G(d,p) level of theory in the gas phase.

o 01 1 o1 02 W2 2 el Y2 13 Y4 X X Conformer
tttANP-1 -171.3 -62.5 -29.4 177.8 -103.2 17.2 1744 338 -35.6 23.7 -2.3 64.9 167.7 ardR(g")
tctANP-2 -171.5 -126.1 27.7 233 -102.5 -13.7 178.6 313 -385 306 -11.3 69.8 158.7 3rOr(0%)
tttANP-3 -170.9 -77.2 -33.7 -176.2 -90.0 74.2 -173.3 288 -35.8 285 -10.7 65.5 1715 Sry'(gh)
tttANP-4 -173.3 -63.4 -26.9 177.7 -102.3 16.0 1745 342 -35.7 235 -1.8 122.0 78.8 arOR(SY)
ttANP-5 173.2 1185 -29.2 -173.5 -90.2 78.1 -177.0 288 -35.7 285 -10.7 1158 -19.3 Sy'(sh)
CttANP-6 11.8 -124.3 28.5 -175.4 -84.0 73.2 -177.9 343 -39.2 28.3 -7.0 71.7 161.7 Sry'(gh)
tctANP-7 -166.1 102.1 -169.5 30.1 -119.1 -0.6 1775 372 -383 24.7 -1.2 85.7 4.5 edr(g")
tttANP-8 -171.0 -61.6 -32.6 179.5 -101.6 18.4 1741 339 -36.1 244 -3.0 72.3 26.4 ardR(g")

tttANP-9 168.9 -140.4 176.8 178.1 -108.1 24.8 1739 350 -341 202 2.0 70.2 -131.9 Bsdr(g)
CttANP-10 9.5 -128.0 38.9 -173.2 -82.1 69.9 -1789 359 -395 272 -4.7 63.7 50.6 Sry'(g")
CttANP-11 -10.5 119.9 -16.0 -173.2 -88.1 74.5 -177.3 318 -378 286 -8.9 114.9 74.2 3y'(s%)
tttANP-12 -179.0 131.0 -43.7 146.7 -68.1 162.2 -1785 253 -358 322 -17.2 116.2 -21.4 S.Br(s)
tctANP-13 175.3 124.9 -82.5 -7.8 -68.8 136.4 1793 310 -365 273 -8.0 74.9 20.8 ?2Be(9%)
tctANP-14 169.6 133.0 -17.4 -10.8 -60.8 141.1 -1796 201 -36.2 288 -11.0 168.1 -10.8 ?Be(t)
tttANP-15 173.5 -81.0 160.4 170.6 -82.3 156.1 1799 256 -357 317 -16.3 67.1 102.1 BePr(g™)
CCtANP-16 4.7 -88.8 -1.2 -20.0 -52.0 166.2 1795 309 -375 296 -10.6 74.2 17.4 dre"(g")
CCtANP-17 15.7 -121.9 10.4 3.4 -88.4 15.0 1774 361 -387 261 -3.4 76.7 174.0 SrOR(GY)
CtANP-18 7.0 -96.9 -9.8 176.7 -115.1 6.0 1775 352 -36.7 243 -2.1 67.0 179.4 SrOR(GY)
tcANP-19 -175.0 -72.3 -37.2 -24.8 -39.5 -60.9 1773 211 -326 313 -19.2 73.2 16.2 ar?(g%)
CtANP-20 -16.8 -106.7 170.6 -179.1 107.6 17.5 1750 361 -353 209 2.1 71.7 -90.7 £"3.(9")
CCANP-21 11.6 -79.8 -25.9 -33.7 -72.8 78.7 -177.7  36.0 -26.6 6.6 17.0 68.2 -170.7 SrB(")
CCANP-22 21.1 -137.3 41.6 321 -107.6 -13.6 1748 330 -393 303 =919 60.5 49.5 23r(0")
CttANP-23 4.7 -86.7 -18.9 -178.1 -110.3 5.8 1775 344 -372 258 -4.2 111.3 79.7 8rOR(SY)
tctANP-24 -169.7 -73.8 -37.1 -26.8 -51.8 144.7 -1783 314 -365 274 =729 65.6 165.6 arBr(9%)
tctANP-25 173.3 1454 -64.4 -6.3 -85.6 34.5 1749 377 -369 214 2.7 164.4 158.9 28g(t)
CttANP-26 3.9 -79.2 -26.7 -175.9 -108.6 7.3 176.1 345 -376 262 -4.6 71.6 27.6 SrIR(07)
tttANP-27 173.0 136.2 -52.3 -172.3 -89.4 75.9 -1769 278 -352 285 -114 158.7 1544 7'(t)
ttcANP-28 -175.5 -13.7 -28.9 179.1 -118.8 76.5 72 357 -30.7 140 8.8 122.9 78.2 SrE(sY)
tccANP-29 -168.5 -123.2 26.1 22.0 -97.5 -20.1 76 311 -378 297 -105 74.1 95.5 SrIR(0")
tttANP-30 -178.4 148.2 -52.3 150.4 -66.5 161.7 -178.7 270 -360 308 -145 164.1 154.0 Be(t)
CCtANP-31 -19.2 -112.1 163.8 -21.9 -73.8 =55 -1781 341 -365 243 -2.7 69.9 -75.0 £"3r(9")
CCcCANP-32 -1.6 138.0 -38.2 -22.7 -53.0 168.8 1.1 322 -369 272 -7.1 134.2 -0.4 S.e"(s%)

CCCANP-33 -21.6 142.0 -45.7 -10.1 -71.2 -19.1 114 323 -369 268 -6.6 152.4 143.1 dL0R(t)




Table S2. Dihedral angle values (in degrees) of all the optimized structures of Ac-azaAsp-Pro-NHMe (2,
ADP)at the B3LYP/6-311++G(d,p) level of theory in the gas phase.

(o) P1 Y1 1 02 2 (o)) el X2 X3 x4 Xl’ Xzy Conformer
tttADP-1 -173.3 -61.6 -306 1782  -103.4 183 1742 339 357 237 -23 63.8  177.1 ordR(9)(BD
tttADP-2 -172.3 -75.9 350 -176.4 -90.0 750 -1733 289 -357 283 -104 65.1  177.6 ory'(g")
tctADP-3 1725 -125.1 25.7 246  -102.8 -141  -180.0 31.0 -384 308 -117 662 1733 28r(9")
tctADP-4 -167.0 1156  -165.1 244  -1047 1509 -1782 346 -37.0 248 -2.9 93.7 2.8 &Bs(g”)
CttADP-5 101 -1249 308 -175.0 -83.2 735 -1782 348 -395 283 -6 69.2  170.8 (g
tttADP-6 -173.4 -63.1 274 1783  -102.1 16.4 1746 346 -354 224 -04 1312 66.5 3rOR(s")
tttADP-7 1751 1213 295  -174.4 -90.1 790 -1771 284 -358 291 -116 1162 -28.6 2/(s%)
tttADP-8 168.7 -132.1 1783  -179.9  -108.6 261 1734 348 -343 207 1.4 798  -157.8 €"3r(9")
tttADP-9 1780 1367 449 1458 -67.8 1626 -1786 264 -361 315 -157  117.2 -34.4 2Be(s)
CttADP-10 46 918 -136 1782  -1146 62 1773 352 -368 244 23 668  -176.5 3rdr(0")
CttADP-11 9.0 -1267 384  -172.7 -82.7 713  -1792 359 -394 270 45 71.9 58.9 (g
CCtADP-12 153  -121.9 10.2 5.3 -88.4 112 1790 351 -388 272 52 748  179.6 3rOR(T°)
tctADP-13 -1666 1120  -170.7 304  -120.1 16 1770 379 -383 240 -01 92.7 6.4 €dg(s")
tttADP-14 1739  136.0 501 -172.8 -89.5 766 -1769 276 -352 287 -117 1494 1740 7'(s7)
CcCtADP-15 10.3 755 312 -28.0 737 732 -1786 365 -306 123 114 732 -171.1 ory'(g")
tctADP-16 1736 1454 -61.0 6.6 -83.3 271 1738 371 -370 220 1.7 1576 1715 25R(1)
{CtADP-17 1708 738 378  -267 525 1746 -1798 317 -364 268 -7.0 635 1750 arPr(g’)
CcCtADP-18 220  -137.0 413 29.7  -104.8 -157 1758 328 -393 302 -9.9 68.0 59.4 20r(9")
CCtADP-19 31 -81.6 171 -24.9 -45.8 167.4 1777 298 -37.7 311 -12.9 74.6 26.4 dre"(g")
tctADP-20 -176.0 738 373 -24.4 -39.3 695 1769 216 -327 310 -185 78.2 11.3 oror(g)
tttADP-21 1780 1471 522 1499 -66.1 1612 -1785 268 -359 30.8 -146 1569 1729 ?7Be(t)
tctADP-22 1701 133.1 -72.2 -16.6 522 1533 -1784 290 -367 298 -121  166.1 -10.1 Be(t)
CttADP-23 3.6 -85.1 -195 -176.3  -1086 6.0 1769 348 -380 265 -46 1212 66.8 B3rOR(SY)
ttcADP-24 -176.3 711 300 1790  -1173 79.3 79 354 299 129 98 1329 66.0 ar{(s”)
tccADP-25 -169.7  -118.6 22.9 21.1 -95.2 -19.1 40 311 -375 290 -97 85.6 63.2 3rOr(07)
CttADP-26 2199  -1141 1765 1792  -1116 152 1752 363 -351 204 2.6 68.9 -65.1 €"3r(0")
CttADP-27 5.7 -69.3 -338  -1742  -1088 6.2 1766 350 -37.4 253 -32 78.5 256 O0ROR(G)(PD
cccADP-28 0.6 139.0 -380  -24.23 -48.6 170.1 82 310 -372 289 97 126.4 85 3.e"(s")
CCtADP-29 245  -1134 1669 -28.9 -65.7 94 1779 342 -363 238 -2.1 57.3 -47.3 €"0r(0")

ccCADP-30 -21.8 143.7 -42.6 -11.8 -68.5 -20.8 47 311 -360 265 -7.1 143.5 70.9 3L3r(S")




Table S3. Dihedral angle values (in degrees) of all the optimized structures of Ac-azaAla-Pro-NHMe (3, AAP)
at the B3LYP/6-311++G(d,p) level of theory in the gas phase.

®o P Y1 1 073 2 (o)) X1 x2 X3 X4 Conformer
tttAAP-1 -175.5 -57.8 -35.1 -179.9 -102.9 19.4 173.9 338 -36.0 24.4 -3.2 ardr(BI)
tttAAP-2 -174.9 -69.3 -40.6 -175.4 -90.2 74.3 -173.3 285 -355 284 -10.8 oRY'
tttAAP-3 170.4 129.7 -37.9 -172.8 -90.4 76.6 -176.7 278 -353 288 -11.6 oy'
tttAAP-4 170.2 -125.2 169.6 -179.1 -88.0 77.2 -176.3 241 -359 333 -19.0 ey
tctAAP-5 169.6 136.8 -65.9 -17.4 -69.2 113.0 -178.2 328 -33.6 20.9 -0.1 oe"
CttAAP-6 -10.9 131.9 -35.3 -173.4 -88.6 75.9 -176.9 292 -36.7 296 -11.6 oy'
CttAAP-7 114 -131.9 40.4 -174.3 -81.1 70.7 -178.6 356 -39.5 27.5 -5.2 '
tctAAP-8 -171.6 -123.6 24.1 27.3 -104.8 -15.0 -178.3 30.8 -38.6 315 -12.6 ORrOR
tttAAP-9 170.3 -128.4 173.1 -176.5 -116.6 133 174.6 354 -36.1 23.2 -0.9 BsOr
tctAAP-10 -176.2 -73.3 -35.7 -14.8 -46.3 -47.9 176.2 199 -329 33.0 -21.7 OROR
CttAAP-11 2.6 -77.9 -29.8 -175.5 -111.6 8.2 176.7 348 -37.2 25.4 -3.5 OrOR
tctAAP-12 -170.5 129.7 -173.2 32.3 -119.9 -2.4 179.3 36.3 -38.2 25.6 -2.8 €0r
CCtAAP-13 24.3 -142.0 43.1 31.3 -108.0 -14.9 175.2 321 -389 30.7 -10.8 ?0gr
tttAAP-14 179.0 141.6 -44.3 148.6 -67.3 159.5 -178.6 253 -358 322 -17.2 7Bp
CCtAAP-15 -2.7 -109.0 17.6 -2.5 -80.7 144.2 178.5 336 -364 24.9 -3.7 OrPp
CttAAP-16 -14.9 -103.1 170.0 -174.7 -110.6 13.2 173.9 349 -36.8 24.7 -2.7 €"0g
CCtAAP-17 -15.2 -112.2 163.1 -20.7 -74.9 -3.7 -178.9 350 -36.2 22.9 -0.7 BsOr
ttcAAP-18 -178.6 -67.2 -35.2 179.7 -117.7 79.8 -7.8 348 -30.1 13.9 8.3 orE
CCtAAP-19 15.3 -69.9 -43.4 -13.0 -75.0 53.0 -179.1 36.0 -36.0 21.6 1.2 oRY'
cccAAP-20 -13.6 123.9 -15.0 1.7 -76.0 163.5 -11.7 342 -374 26.0 -4.5 S Be
tccAAP-21 -170.7 -124.2 25.0 23.7 -99.5 -18.1 15 308 -37.7 299 -109 OrOR
CCCAAP-22 -21.5 144.4 -49.6 -13.2 -69.9 -19.9 04 312 -352 25.3 -5.8 SL0r




Table S4. Dihedral angle values (in degrees) of all the optimized structures of Ac-azaAsn-Pro-NHMe at the
SMD/B3LYP/6-311++G(d,p) level of theory in water.

o 01 1 o1 02 W2 2 el Y2 13 Y4 X X Conformer
tttANP-1 -178.5 -61.7 -331  -179.6 -925 2.9 1759 318 -366 271 -7.2 66.4  -165.3 ardr(g)(PD)
tctANP-2 -1695  -129.9 31.9 205  -101.1 -112  -1799 334 -390 293 -85 75.7 167.1 28r(9%)
tttANP-3 -1775 -70.7 340  -1715 923 746  -1750 291 -365 293 -115 641  -158.1 Sry'(g")
tttANP-4 -178.4 -67.3 -309 -1786 -98.7 4.4 1776 342 -356 231 -14 123.9 63.1 ardr(s")(BL)
ttANP-5 175.8 113.2 -147  -174.1 -89.5 714 -177.3 305 -375 295 -10.8 124.0 -32.7 3uy'(s?)
CttANP-6 6.7  -122.7 299  -1732 -84.5 594  -1792 360 -409 292  -6.9 76.9 165.3 7'(g)
tctANP-7 -172.9 96.1 168.6 268  -111.0 -133  -1793 349 -381 264 -45 82.0 34 &dr(9%)
tttANP-8 -178.8 -61.2 -362  -179.3 -96.4 7.0 1774 335 -357 238 -3.0 76.3 16.6  ordr(9M)(BD)
tttANP-9 1771 -123.9 173.5 179.1 -96.0 12.4 1752 324 372 2714 1.2 749  -1481 BsSr(g)
CttANP-10 71 -126.1 384  -1717 -82.2 56.4 1785 365 -415 296 6.9 64.1 52.2 By'(g")
CttANP-11 7.4 112.6 98 -1735 -89.0 696 -1770 320 -382 290 -93 112.7 51.0 duy'(s")
tttANP-12 -179.8 79.0 142 -177.4 -62.8 149.1 1756 338 -369 255 -4.2 102.4 -19.9 3LBr(s")
tctANP-13 173.5 124.6 -20.5 277 -63.2 175.2 177.4 375 -345 181 5.9 126.9 -33.6 3.e"(sY)
tctANP-14 172.3 134.2 -38.8 -25.5 595  -179.9 -1794 374 -363 209 3.0 137.9 -10.3 2Be(g*)
tttANP-15 175.3 -92.2 161.5 170.3 -71.6 148.6 175.7 243 -353 321 -17.7 61.9 82.6 £"Br(0")
CCtANP-16 7.9 -96.1 9.4 211 -58.0 174.9 1789 348 -366 241 -2.1 91.2 6.6 Sre"(s%)
CCtANP-17 135  -124.4 21.4 8.9 -86.9 -12.9 1774 319 -380 291 93 78.2 170.1 drdr(9")
CtANP-18 6.7 -107.6 9.3 179.9 -84.8 -8.1 179.7 314 -373 284 -89 80.9 175.5 drdr(9")
tcANP-19 -177.7 -63.3 -44.8 -16.8 -62.7 -22.8 180.0 305 -354 262 -7.1 77.7 17.4 arSR(9Y)
CtANP-20 -8.1 -95.3 171.2 179.2 -95.3 125 1758 325 -375 278 -75 749  -146.3 £"3(g")
cCANP-21 8.4 -85.6 -27.0 -40.8 -69.9 86.1 -1762 307 -144 -7.8 286 63.7 -163.1 dry'(g")
CCANP-22 137  -1304 30.3 17.0 -95.0 -140 -1789 326 -380 284 -82 66.9 55.8 28r(0")
CttANP-23 0.5 -84.4 -18.7  -177.9 -97.3 0.6 1786 332 -364 254 45 111.2 54.4 SrOR(SY)
tctANP-24 -177.3 -64.9 -40.3 221 -59.8 151.4 1756 324 -349 236 -3.1 612  -153.2 arBr(gY)
tctANP-25 173.2 133.9 -40.0 -10.3 717 -11.7  -1798 331 -360 245 -3.7 152.6 151.9 28r(t)
CttANP-26 0.2 -81.6 -20.9 179.1 -96.5 -1.4 1793 323 -357 251 -4.8 94.9 5.0 SrdR(S")
tttANP-27 174.9 129.1 361 -174.2 -92.0 803 -1756 282 -356 288 -115 148.2 153.8 duy'(s®)
ttcANP-28 -179.1 -76.3 279  -1794  -1191 80.0 28 350 -290 118 106 120.5 66.4 SRE(sY)
tccANP-29 -168.0  -128.8 32.6 19.0 -95.3 -17.5 58 329 -383 286 -81 70.2 54.0 BOr(GY)
tttANP-30 173.3 131.6 428  -175.7 -79.5 145.7 1781 238 -349 320 -17.8 155.5 151.9 B(t)
CCtANP-31 0.7  -119.0 165.6 -26.2 -68.5 -13.7 1786 346 -349 212 0.9 614  -157.2 Bsdr(97)
CCCANP-32 -6.8 140.9 -43.9 -23.7 -58.6 168.2 83 340 -357 233 -17 146.8 -13.8 ve"(s")
cccANP-33 -8.3 134.1 -35.0 -7.8 -71.6 -18.7 20 321 -347 236 -33 149.1 152.6 3L.0(s")




Table S5. Dihedral angle values (in degrees) of all the optimized structures of Ac-azaAsp-Pro-NHMe at the
SMD/B3LYP/6-311++G(d,p) level of theory in water.

®o D1 Y1 1 02 \73 (o)) el X2 13 Y4 le XZ’ Conformer
tttADP-1 1787  -617 336  -1795 918 2.8 1763 318 -369 275 -76 699  -170.1 arOR(Y)
tttADP-2 1768  -70.1 352  -171.6  -920 695  -1764 299 -369 291 -106 659  -169.7 ary'(g")
tctADP-3 -169.2  -131.0 333 212 -1015 -129  -1798 332 -388 -292 -86 728 175.9 28r(9")
tctADP-4 -1734 1163  -1620 231  -1050 1540 -179.7 346 -374 253 -35 892 5.1 &Bs(g”)
CttADP-5 5.5 41218 299  -1728  -843 59.4  -1795 359 -41.0 294 71 777 170.6 7'(g")
tttADP-6 1770 -69.0 282  -1784 947 31 1780 341 -358 234 -19 1347 59.9 3rOR(S")
tttADP-7 41791 80.1 254  -1712  -814 49.0 1775 374 419 294 61 1046 -31.6 3LB(s")
tttADP-8 1773 -1219 1737 1792  -976 2.6 1781 326 -363 258 53 733  -1725 €"r(07)
tttADP-9 1789 822 217  -1785 612 1489 1756 336 -37.1 258 -46 106.1 32,5 3.Be(s")
CttADP-10 6.4 -99.2 2.2 -1790  -87.4 -4.6 1785 307 -368 284 -93 910 179.7 3rOR(S")
CttADP-11 6.3 -125.8 40.3 -1705  -82.9 56.4 178.3 363 -414 296 7.1 745 55.1 By'(g")
CCtADP-12 132  -1239 213 9.1 -87.4 -133 1783 320 -381 290 -92 772 175.8 26r(9")
tctADP-13  -1734 1145  -1660 272  -1120 -11.3  -1791 357 -380 255 -30 913 7.6 &dr(s")
tttADP-14 175.5 128.0 339  -1746  -920 80.0 -1753 283 -356 286 -113 1418 167.0 (s%)
cctADP-15 7.3 -86.9 -25.2 -39.8 -69.4 97.4  -1750 303 -150 -63 268 655  -173.1 dre"(g")
tctADP-16 1711 1323  -39.8 -12.2 -73.2 -6.6 1781 345 -355 224 -05 1478 1641 3L3R(SY)
tctADP-17  -1748  -674  -396  -234  -598 1538 1755 339 343 212 04 680  -170.9 arPr(g”)
CcCtADP-18 129  -1281 302 13.6 91.1 -140 1781 336 -381 274 -64 805 57.2 26r(9)
CcCtADP-19 7.0 -93.0 -14.4 -21.2 557  -1798 -1792 349 -380 263 -44 901 10.0 3re'(g")
tctADP-20  -1775  -67.0 -47.6 -215 -45.8 -67.9 1791 244 -325 275 -128 746 17.6 oroR(9")
ttADP-21 1740 1294  -392  -1766  -80.1 1460 1780 249 -349 310 -160 1477 1629 SuPe(s”)
tctADP-22 1724 1337 -40.6 -25.6 574  -1742  -1784 372 -371 225 12 1377 9.3 3ue(s”)
CttADP-23 7.1 -1276 378  -1746  -69.1 232  -1786 314 375 284 -89 744 58.4 26r(9°)
ttcADP-24  -1756 1276 416  -1780  -632 1527 2.7 321 -376 279 79 747 54.8 3.Br(g")
tccADP-25  -1685  -129.1 345 16.2 -92.9 -17.9 49 331 -37.7 273 65 787 56.4 Bor(9)
CttADP-26 -8.3 -93.0 1671  -1786  -96.7 1.7 1779 323 -364 263 -61 687  -169.4 €"3r(9")
CttADP-27 0.9 -76.2 287  -1784 974 1.3 178.6 329 -361 250 -43 799 187  OSr3R(@)(BD
cccADP-28 7.8 140.0 -49.1 -25.2 -55.0 176.5 3.7 345 -363 237 -1.8 150.1 -11.2 2"(s")
CcCtADP-29 -15 -1147 1650  -26.8 -67.3 -146 1780 339 -344 210 07 660  -172.6 Bsdr(g7)
cccADP-30  -10.4 98.8 217 237 -95.6 -22.4 47 319 -368 271 7.2 1022 51.1 3LOR(SY)




Table S6. Dihedral angle values (in degrees) of all the optimized structures of Ac-azaAla-Pro-NHMe at the
SMD/B3LYP/6-311++G(d,p) level of theory in water.

o ¢1 Y1 01 02 W2 2 Y1 %2 13 Y Conformer
ttAAP-1 -178.0 -60.3 377  -1783  -948 4.9 1780 335 365 251  -4.0 orSR(BL)
tAAP-2 -177.9 -66.4 376 -171.9 917 713  -1784 304 -358 269 8.1 Ry’
ttAAP-3 173.6 130.4 -415 1742  -918 761  -1754 284 -356 286 -11.3 1
ttAAP-4 177.2 -90.8 1637 1786  -782 1433 1762 242 -354 324 -180 BrPe
tCAAP-5 170.8 136.5 467 -246  -689 1255  -179.9 322 -275 119 91 dug"
CtAAP-6 -5.9 126.1 297 -1714 912 69.1  -1768 305 -37.0 287 9.9 3y’
CtAAP-7 7.6 -130.1 389 -1735  -815 48.6 176.7 376 -415 287 52 i
tcAAP-8 -168.3  -132.7 339 201  -101.1  -133  -1790 326 -383 291 -88 Pdr
ttAAP-9 -1780  -1125 1669 1769  -915 2.1 1793 309 -369 282 9.0 £"0g
tcAAP-10 -175.5 -67.7 408 -132 626  -206 -1795 306 -360 271 -81 0RR
CtAAP-11 2.9 776 296 -1775  -944 -1.3 1778 316 -360 263 -65 drdR
tcAAP-12 177.0 1229 -1709 240  -1112 133  -1800 353 -37.9 257 34 &dr
ccAAP-13 15.5 -136.7 360 203 -99.4 -144  -1798 323 -385 295 95 28g
ttAAP-14 171.6 1345 -444 1759  -837 1461 1758 248 -350 313 -16.4 31Be
cCAAP-15 16.0 -136.6 327 122 928 1697 1759 352 -392 279 -59 %"
CtAAP-16 6.3 938 1656 1783  -89.9 -4.7 1787  30.0 -36.7 288 -10.3 €"0r
CCAAP-17 5.1 -129.2 1605 -154  -691  -188 1787 324 -357 246 -4.2 Psdr
ttAAP-18 -1785 -64.7 -432 -1773  -864 1588 1.7 300 -355 270 -82 arpe
CCAAP-19 75 731 328 -156  -742 -84  -1783 347 -342 201 21 Br0r
cCAAP-20 -8.3 139.1 416 -249 -64.1 166.9 3.4 355 -342 194 34 8"
tcAAP-21 -167.2  -133.0 358 154 945  -17.8 6.3 324 -37.8 282 80 70r
CCAAP-22 -10.4 139.8 481  -120  -703  -185 0.6 31.7 351 246 -47 RS




Table S7. Dihedral angle values (in degrees) of all the optimized structures of Ac-azaAsn-Pro-NHMe at the
B3LYP-D3/6-311++G(d,p) level of theory in the gas phase.

[l D1 Y1 1 P2 2 2 bl X2 X3 Y4 1 %2 Conformer
tttANP-1 -1736 -60.3 316 1781  -1032 176 1748 356 -364 232 -0.7 643 171.2 ordR(0")
tctANP-2 -1730  -127.0 304 228 -100.4 -135 1762 316 -395 319 -125 716 157.6 28r(9")
tttANP-3 -175.0 -63.6 410 1737 -87.8 745 -1658 301 -366 285 -99 641 1735 ory'(g")
tttANP-4 -177.1 -60.2 287 1778  -103.0 172 1748 359 -362 226 02 1237 77.8 3rOR(s")
ttANP-5 175.2 112.8 255 -173.6 -90.5 775 -1755 302 -371 293 -10.6 1187  -22.0 3LY'(s")
CttANP-6 8.6 -122.6 301 -176.1 -83.3 732 -176.7 352 402 291 71 735 159.8 (g
tctANP-7 -167.7 1063  -163.6  39.2 -116.4 52 1716 363 -406 291 64 1018  -152 &dr(s")
tttANP-8 -172.9 -59.9 -333 1790  -1021 183 1745 358 -366 233 -06 684 27.2 3rOR(0%)
tttANP-9 1702  -1462 1760 1771  -107.1 241 1741 362 -356 213 17 663  -122.3 Bsdr(g")
CttANP-10 7.0 -126.9 401 -174.1 -81.7 706 -177.7 366 -406 283 -54 619 488 py'(g")
CttANP-11 5.2 77.0 225 -171.1 -82.2 685 -1782 379 -40.7 271 -34 -839 70.9 3y'(g)
tHANP-12  -177.1 128.8 -448 1417 -59.0 1554 -179.2 242 -371 354 214 1773  -219 2Be(t)
tctANP-13  -179.1 1777  -1025  -12 -62.3 1446 1794 284 -382 326 -155 681 23.4 eBp(9")
tctANP-14  169.8 135.2 734  -15.8 573 1362 -1770 306 -372 288 99 1670  -104 Be(t)
tttANP-15 171.0 -74.6 1584  170.8 -80.0 1536 -1799 262 -367 327 -171 672 101.3 BeBr(9%)
CcCtANP-16 -4.6 -85.6 43  -164 -53.1 1543 -177.5 307 -386 315 -127 674 15.5 3re"(g")
CCtANP-17 14.4 -120.5 13.9 2.9 -84.8 99 1759 360 -398 279 54 768 170.7 3rOR(T°)
CtANP-18 -23.4 -66.6 -11.4 1696  -1237 17 -1783 377 -356 202 3.7 691  -178.3 3r3R(0%)
tcANP-19 -177.8 -66.5 371 -27.8 -35.1 551 1752 208 -332 327 -208 711 18.6 oroR(TY)
CtANP-20 -16.2 -106.7 1685 1797  -107.1 173 1750 371 -367 222 15 724 84.3 €"3r(0%)
cCANP-21 7.7 -71.0 284  -31.2 -70.0 748 -1776 372 -323 145 95 682  -170.7 3ry'(g")
cCANP-22 15.1 -134.4 450 332 -106.0 -129 1707 333 -406 321 -115 5638 473 20r(9")
CttANP-23 -26.7 543 277 1755  -1168 09 -1783 371 -362 216 20 1212 74.8 B3rOR(SY)
tctANP-24  -171.7 743 372 -27.8 425 1391 -1744 291 -380 322 -145  66.1 168.0 arBe(g7)
tCtANP-25  -178.7 1224  -165  -23 662  -113 1753 311 -391 317 -126 1003  -162.8 B8R (S")
CttANP-26 -20.3 57.3 -30.8 1798  -1124 35 1777 366 -37.0 233 -02 705 275 3rOR(0%)
tttANP-27 174.4 133.3 529 -171.9 -90.5 751 -1755 293 -363 287 -10.6 1582 1557 YY'(t)
ttcANP-28  -179.6 -70.1 284 1792  -1182 749  -65 366 -320 152 81 1231 76.3 SrY(s")
tccANP-29  -169.1  -1235 277 189 -92.7 -180 122 315 -392 314 -121 722 98.7 3rOR(0%)
tttANP-30  -176.3 144.8 532 1464 -61.0 1587 -179.2 271 -374 330 -168 1653  153.6 Be(t)
CCtANP-31  -188 -1103 1634  -276 -62.9 -11.8 -1787 335 -37.8 270 60 710 -75.3 Bsdr(g")
ccCANP-32 45 130.8 302  -233 -48.7 166.4  -7.4 317 -385 304 -108 1286 1.0 3.e"(s")
ccCANP-33  -20.3 1415 429  -104 -66.2 -17.8 9.9 324 -383 290 -89 1478 1230 318r(s")




Table S8. Dihedral angle values (in degrees) of all the optimized structures of Ac-azaAsp-Pro-NHMe at the
B3LYP-D3/6-311++G(d,p) level of theory in the gas phase.

®o P \Z1 1 [073 /7] O] X1 X2 x3 X4 X X2 Conformer
tttADP-1 -175.7 -59.2 -324 1783 -103.4 185 1745 357 -364 231 -0.5 63.2 178.0 orOR(97)
tttADP-2 -176.8 -62.3 -415 1737 -87.9 751 -166.1 302 -364 281 -9.4 63.8 1775 oRry'(g")
tctADP-3 -173.7 -127.3 29.9 24.2 -101.5 -139 1773 316 -396 321 -126 67.8 171.2 28r(0%)
tctADP-4 -166.9 110.9 163.6 24.9 -104.1 1518 -1775 351 -383 264 -4.2 92.8 0.0 ePs(s”)
CttADP-5 6.4 -123.3 324  -175.9 -82.6 734 -177.0 356 -40.2 287 -6.6 70.1 170.2 By'(g?)
tttADP-6 -177.0 -60.1 -29.1 1785 -102.0 17.0 1749 36.2 -36.2 222 08 1328 66.3 3rOR(S)
tttADP-7 177.2 113.1 -235 -1744 -90.4 786 -1756 300 -371 295 -11.0 1175 -29.4 duy'(s%)
tttADP-8 169.1 -134.2 1789 1793 -108.6 26.7 1734 36.1 -353 210 2.0 80.5 -160.8 €"3r(g%)
tttADP-9 -176.3 133.7 -458 1420 -61.1 1578 -1794 257 -37.3 343 -193 1182 -34.6 3.Br(s")
CttADP-10 -25.3 -62.3 -16.1 170.7 -122.9 11 -1784 376 -356 203 3.6 68.7 -175.8 drORr(0%)
CttADP-11 6.2 -124.4 382 -1738 -82.3 721 -178.0 365 -404 281 4.3 71.7 59.0 '(g%)
CCctADP-12 12.9 -119.3 12.8 3.2 -84.3 91 1776 355 -398 284 -6.2 74.3 178.9 drORr(0%)
tctADP-13 -168.3 118.8 167.8 36.8 -120.1 15 1699 384 -401 263 -21  105.0 -21.0 edr(S%)
tttADP-14 175.4 131.5 -48.7  -172.0 -90.9 75.7 -1755 29.2 -36.2 287 -10.7 1475 174.6 duy'(s%)
cctADP-15 51 -67.6 -31.4 -25.6 -71.0 69.1 -178.6 373 -350 187 5.2 71.9 -171.4 orY'(g")
tctADP-16 -179.3 120.8 =150 -3.9 -65.8 -122 1749 311 -390 314 -123 1049 -169.5 3L8r(S7)
tctADP-17 -172.8 -75.2 -37.0 -27.2 -42.1 1405 -176.2 288 -381 326 -151 64.5 176.2 arPr(g*)
cctADP-18 15.2 -133.9 454 314 -103.8 -141 1712 333 -406 319 -113 63.9 58.6 28r(9%)
CctADP-19 -9.9 =6515 -20.7 -28.6 -38.7 153.0 1779 278 -384 343 -176 68.9 335 3re"(g")
tctADP-20 -178.9 -66.5 -38.0 -21.7 -33.8 -60.0 175.0 203 -330 328 -212 76.4 13.0 aror(9)
tttADP-21 -175.9 143.9 -53.2 1459 -60.2 1573  -179.0 269 -374 331 -171 1587 173.3 SBe(t)
tctADP-22 170.5 134.4 -68.4 -20.8 -49.2 150.7 -176.3 308 -380 302 -112 1654 -9.8 ?Be(t)
CttADP-23 -21.9 -59.1 -26.1  178.6 -113.7 -0.1 1794 369 -371 231 03 1283 66.3 3rOR(S)
ttcADP-24 179.5 -67.5 -29.7 1793 -116.8 77.0 -7.0 36.4 -313 142 9.1 1332 65.8 3RE(SY)
tccADP-25 -170.6 -121.0 26.8 18.4 -91.6 -17.2 7.3 31.8 -390 307 -111 80.1 64.2 3rOr(g%)
CttADP-26 -19.1 -114.4 1746 1778 -110.3 158 1751 372 -365 217 19 69.2 -66.1 €"5r(0%)
CttADP-27 -33.0 -47.0 -36.8 1772 -112.9 -20 -1793 371 -36.2 215 2.0 76.4 26.2 orOR(97)
cccADP-28 6.9 130.9 -29.7 -25.2 -44.9 167.4 -8.0 306 -386 317 -129 1218 8.1 d.e"(s)
cctADP-29 -29.9 -114.0 164.1 -32.6 -48.4 -254 1778 309 -376 292 -10.2 57.3 -45.1 €"5r(0%)
cccADP-30 -16.6 135.8 -27.8 -10.7 -65.2 -19.0 7.4 321 -380 288 9.0 1279 67.6 3LOR(ST)




Table S9. Dihedral angle values (in degrees) of all the optimized structures of Ac-azaAla-Pro-NHMe at the
B3LYP-D3/6-311++G(d,p) level of theory in the gas phase.

o 01 (T 1 02 1) 2 o %2 13 Ya Conformer
ttAAP-1 1796  -554 356 1797  -1038 202 1741 356 -364 232 0.7  ordr(BD)
ttAAP-2 1775  -56.3 -436 1750  -888 752  -1660 305 -358 269 -7.9 oRy'
ttAAP-3 1721 1260  -37.7  -1722 914 758  -1752 296 -362 283 -100 ay'
ttAAP-4 1710 -1239 1678 1791  -88.1 770  -1748 251 372 344 -194 Bsy'
tcAAP-5 1703 1374  -635 -20.4 -66.7 1092 -1765 335 -339 207 07 ve"
CtAAP-6 7.3 1274  -329  -1732  -89.0 756  -1757 309 -379 298 -107 ay'
CtAAP-7 7.2 -1286 393  -1752 811 718 -1773 364 -404 282 -54 i
tcAAP-8 -1732  -1245 264 289  -1045  -14.8 1790 312 -398 329 -13.7 20R
ttAAP-9 166.6 770 1567 1751  -1243  12.7 1748 372 -368 228 06 Bep
tcAAP-10 179.7 -64.3 -35.9 -16.1 -44.0 -46.5 1743 209 -341 339 -21.9 OROR
CtAAP-11 -28.4 -50.7 338 1775  -1155 0.5 1795 369 -362 218 16 OROR
tcAAP-12 -171.2 1286  -1720 325  -1186 -4.7 1782 367 -398 277 47 €0R
cCAAP-13 166  -1372 456 338  -107.0 -139 1708 325 -404 327 -12.6 Pdr
ttAAP-14 1786 1393  -459 1428  -596 1555  -179.0 259 -374 342 -189 3.pe
cCAAP-15 5.4 -126.7 30.4 75 835 1618  -1727 345 -392 286 -6.9 ?Be
CtAAP-16 -14.5 -98.3 1669  -176.4  -107.5 10.8 1739 349 -386 274 56 £"3r
CCAAP-17 -159  -1103 1639  -29.8 -62.0 -12.9 179.7 351 -372 245 2.2 €"3r
ttAAP-18 176.6 -63.2 346  -1800 -1174 783 7.6 358 -31.3 149 80 RS
cCAAP-19 5.4 -59.1 -42.2 -13.4 -72.8 557  -1778 365 -378 239 -0.8 oRY'
cCAAP-20 -10.7 125.9 -18.0 -4.7 -67.9 161.7 -7.0 344 -383 272 56 d.pp
tcAAP-21 1718 -1240 266 235 975 -16.0 3.1 315 -389 312 -118 70r

CCAAP-22 -20.5 143.2 -50.1 -12.4 -66.6 -16.8 2.9 319 -375 282 -8.3 8.8r




Table S10. Dihedral angle values (in degrees) of all the optimized structures of Ac-azaAsn-Pro-NHMe at the

SMD/B3LYP-D3/6-311++G(d,p) level of theory in water.

o 01 i o 02 V2 w2 1 1 1 X4 o y,  Conformer
tttANP-1 -1788  -57.9 367 -1800  -95.3 6.7 1770 347 -368 245 26 604  -1506 o=d=(@)(BD
tctANP-2 -169.7  -1304 342 20.1 -98.0 128 1753 331 -393 301 -96 723 169.9 28r(9")
tttANP-3 1791 -63.4 382 1742  -919 701  -1751 316 -364 267 7.1 594  -1535  oRy'(g")
tTtANP-4 1793  -614 315 1799  -947 55 1774 349 361 233 -11 1253 578 OR3P
ttANP-5 1791 104.2 9.6 -173.9  -895 706  -1765 317 -390 306 -111 1207  -304 3Ly'(s")
CttANP-6 5.7 1225 309  -1748  -835 59.2  -1799 370 -416 295 -65 757 167.8 7'(g")
tctANP-7 -1730 916  -1654 266  -1083  -157 1791 348 -392 283 -65 844 1.3 &dr(0")
tttANP-8 1788  -586 364 -179.9  -96.6 79 1769 349 -363 235 -14 738 20.7 RO
tttANP-9 21792 -1201 1734 1780  -96.6 13.6 1751 344 375 260 -44 746  -1505  &€"3r(9")
CttANP-10 45 1200 320  -1728  -834 57.1 1796 374 420 296 -63  67.7 49.1 3rY'(g")
CttANP-11 -0.4 80.5 228  -1691  -828 54.1 1785 378 -428 306 -7.1  86.2 62.4 3.B(g")
tTtANP-12 -176.0 65.4 235 -1775  -615 1485 1765 333 -384 283 -75 94.6 -14.6 3LPBp(s™)
tctANP-13 1747 1280  -675 -20.2 580 1480 -1776 317 -361 262 -64 854 14.9 Be(s")
tctANP-14 1787 1329  -30.0 -22.9 512 1614 -1763 331 -378 278 72 1326  -139  Op(S)
tttANP-15 173.2 -81.8 159.4 170.1 -71.3 149.9 1758 258 -369 332 -178 624 85.0 BeBr(9")
CcCtANP-16 75 -96.2 -3.8 -15.5 584 1743  -1794 348 -386 273 55 926 0.8 dre"(s")
CCtANP-17 124  -1299 278 12.3 -88.3 -12.9 1737 329 -389 295 -92 73.7 1715 20R(9")
CtANP-18 -15 -89.9 -11.8 1753 -99.7 0.1 1788 347 -368 246 -27 745  -1698  9rr(9")
tcANP-19 1795  -64.0 -38.9 -14.6 54.2 320  -1797 283 -361 296 -123 732 209  oror(gY)
CtANP-20 -10.6 905 1692 1774  -951 13.2 1750 332 -382 281 74 741  -1444  €"S()
cCANP-21 5.4 -80.2 -26.4 -40.8 -68.1 849  -1742 318 -159 -63 278 629  -1638  OrY(g)
cCANP-22 117 1321 341 21.7 -96.0 -14.9 1738 329 -395 305 -102 638 52.8 B3r(g")
CttANP-23 -3.2 -79.5 209  -1785  -949 -1.3 1790 339 371 258 -45 1131 55.6 BrOR(S")
tctANP-24  -178.2  -64.9 -38.4 -22.8 -50.1 1475  -1793 302 -367 289 -103 626 -159.1  orPe(g7)
tctANP-25 1766 1263  -255  -11.0  -630  -152 1733 328 -37.3 271 -66 1343 1501  Oudw(S)
CttANP-26 -3.2 -76.4 251 1771 -98.0 1.3 1782 342 -363 242 26 851 12.8 3r0r(9")
tttANP-27 176.7 1239  -329  -1721  -925 724 1760 303 371 290 -104 1449 1538  d'(s)
ttcANP-28 1783  -74.4 241  -1790 -1191 688 0.3 375 334 165 73 1179 53.9 SrU(s")
tccANP-29  -167.8  -127.6 33.0 16.5 -92.0 -18.4 73 325 -385 293 91 66.3 44.2 Bor(9)
tttANP-30 176.6 1265  -393  -1758  -89.7 1475 1755 304 -355 265 -75 1496  153.0  OuBs(s’)
CCtANP-31 3.0 -117.0 1635 278 -62.4 187 -1789 343 -357 228  -10 60.9  -160.7  Bsdr(9")
ccCANP-32 -4.6 138.1 -41.0 -23.8 -55.6 168.1 93 347 372 252 32 1432 -10.8 de"(s")
ccCANP-33 -84 1334  -373 -12.5 -67.6 -18.0 0.1 324 364 259 56 1471 1514  S8R(SY)




Table S11. Dihedral angle values (in degrees) of all the optimized structures of Ac-azaAsp-Pro-NHMe (ADP) at
the SMD/B3LYP-D3/6-311++G(d,p) level of theory in water.

o 01 v o 02 v2 2 xu % xa X x v, Conformer
tttADP-1 -179.3 -57.8 -36.7 180.0 -94.4 5.9 1769 346 -36.7 244 -25 649  -172.0 orOR(@)(BD
tttADP-2 -179.1 -64.0 375 -1729 -92.3 667 -1766 321 -369 269  -7.0 65.9  -172.1 ory'(g")
tctADP-3 1701 -1304 348 19.8 -97.9 -130 1755 332 -393 298  -9.2 714 1742 28r(9")
tctADP-4 -1725 1066  -161.8 260 -1041 1519 -1780 338 -389 287 -7.6 87.5 0.8 &Bs(g”)
CttADP-5 47  -1227 319  -174.6 -83.3 588 1799 371 -418 296 -6.6 740 1743 7'(g")
tttADP-6 -179.9 -62.2 -30.0 1795 -92.2 37 1777 349 361 231 -10 1364 59.6 3rR(s")
tttADP-7 -176.7 77.2 242  -1725 -82.3 581  179.4 371 -426 308 -7.8 1048 311 SLar(s")
tttADP-8 172.0 -884 1778  -1777 -94.2 50 1767 350 -363 235 -14 88.4  -179.9 €"r(0")
tttADP-9 -174.8 72.0 233  -177.6 -61.7 1486 1765 332 -383 282 -7.6 1028 -28.9 3.Pe(s")
CttADP-10 -2.6 -82.9 -19.0 1775  -100.8 05 1787 348 -366 241 -21 726  -174.4 3r0r(g")
CttADP-11 46  -126.4 426  -170.9 -83.1 56.2 1789 375 -421 297 6.3 71.9 56.4 7'(g")
CCtADP-12 120  -1295 28.1 11.8 -88.0 -126 1740 330 -389 293  -88 729 1758 20r(9")
tctADP-13 -1731 1090  -164.6 289  -108.9 2131 1771 352 -395 284  -6.4 93.2 9.0 &dr(s")
tttADP-14 1775 1218 -29.0  -1725 -92.4 721 -1762 304 -37.3 292 -105 1374 1659 31y'(s")
CcCtADP-15 48 -79.1 -275 -39.3 -68.5 870 -1738 320 -169 -49 264 675  -172.6 3ry'(g")
tctADP-16 1762 1238 -20.0 -135 -62.0 -16.4 1736 327 373 271 -67 1200 -179.4 3L3r(sY)
tctADP-17  -1789 644 -390  -229  -497 1476 -1790 300 -368 291 -107 673  -1723 arPe(9”)
CcCtADP-18 105  -1345 40.7 19.2 -94.5 -159 1743 333 -391 293 -85 705 58.4 26r(9%)
CcCtADP-19 42 -86.9 -16.5 -22.9 530 1774  -1792 344 -388 281 6.7 79.7 18.6 dre"(g")
tctADP-20 178.4 -61.5 -46.6 -22.3 -40.6 577 1760 238 -334 296 -154 703 19.2 oror(9")
ttADP-21 1774 1261 -390 -1755  -89.4 1476 1755 304 355 265 -7.5 1468 1644 SuPpe(s”)
tctADP-22 1763 1294 -28.9 -26.2 -51.0 1753 -1761 352 -385 268 -48 1253 7.1 3.Br(s")
CttADP-23 42  -126.1 389  -175.0 -67.9 237 -1788 323 -389 297 9.6 72.9 57.2 26r(9%)
ttcADP-24 178.4 -72.9 247  -1783  -1181 68.9 07 377 -333 160 80 1308 58.9 SrU(s")
tccADP-25  -168.6  -126.9 35.8 15.0 -90.8 -18.4 74 329 387 290 -86 76.9 56.4 28r(0")
CttADP-26 -10.8 -89.1 1685 1772 -97.8 36 1779 337 372 262 -50 741 -1795 €"3r(9")
CttADP-27 -3.2 726 -30.3 179.4 -96.4 1.2 1782 341 -364 243 -2.8 80.1 189 Sr3R(GH(BD
cccADP-28 35 138.6 417 -24.6 51.1 169.0 96 335 -37.9 274 6.4 142.7 -10.6 31e"(s")
CcCtADP-29 27 -1178 1622 271 -63.4 -17.8  -1790 343 -358 229  -12 646  -174.9 Bsdr(g")
cccADP-30 -8.3 90.7 26.5 20.3 -92.2 -23.9 37 324 -371 2710 -6.7 94.3 53.7 SLR(S")




Table S12. Dihedral angle values (in degrees) of all the optimized structures of Ac-azaAla-Pro-NHMe at the
SMD/B3LYP-D3/6-311++G(d,p) level of theory in water.

o 01 (T 1 02 1) 2 o %2 13 Ya Conformer
ttAAP-1 179.2 -56.1 374 -1788 945 6.2 1769 345 -368 246 -2.8  Oor3R(PD
ttAAP-2 179.3 -62.0 384  -1725 914 69.3  -1756 315 -366 271 -75 oY’
ttAAP-3 1756 1283 -39.2  -1727 935 708  -1759 308 -367 280 -89 ay'
ttAAP-4 1736 -79.3 1637  -1766  -88.2 730  -1758 289 -381 320 -145 Bry'
tcAAP-5 1717 1357 -48.0 -27.6 -65.3 1154  -1762 327 -268 101 113 2Bs
CtAAP-6 5.3 128.4 334 -1727 918 69.9  -1764 312 -379 294 -102 ay'
CtAAP-7 49 -1255 352 -1743  -82.8 57.6 179.7 372 419 298 6.6 By'
tcAAP-8 1703 -1315  36.1 20.0 -98.7 -13.2 1758 332 -392 300 -94 78R
ttAAP-9 1734 -80.4 1645  176.6 -85.8 6.5 1796 298 -379 310 -12.7 Prdr
tcAAP-10 1789  -64.6 -38.1 -10.6 -58.7 267  -1787 296 -36.7 292 -110 OrdR
CtAAP-11 2.4 -70.5 311 -1786 965 1.4 1784 340 -366 250 -35 OrOr
tcAAP-12 1781 1271 -1744 215 -106.6 75 1774 360 -394 274 -48 €0R
cCAAP-13 145  -1368 37.8 218 97.4 -15.2 1742 324 -393 307 -10.7 28R
ttAAP-14 176.3 128.6 -408  -1753  -88.7 145.0 1760 296 -355 274  -9.0 3.Ps
ccAAP-15 155  -1396 39.0 228 -96.9 1535 -1789 318 -393 315 -11.9 ?Be
CtAAP-16 6.8 -92.4 1626  177.7 917 0.5 1791 318 -382 296 -9.9 £"3r
CCAAP-17 5.7 -1263 1598 -19.3 -66.0 -193  -1783 329 -363 251 -43 Psdr
ttAAP-18 178.0 -67.1 327 1777 -1186 72.9 0.0 369 -31.8 146 88 arG
ccAAP-19 2.4 -68.6 -33.7 -13.2 57.4 283  -1791 287 -366 299 -12.3 ORdR
ccAAP-20 -8.8 1305 -23.0 -12.8 -63.6 163.9 -4.4 347 -371 250 -31 3.Be
tcAAP-21 -168.2  -130.6 36.2 14.8 925 -18.4 7.0 325 -385 293 91 20g

cCAAP-22 9.7 136.3 432 114 67.8 -16.7 0.4 325 -367 264 -6.0 S.0r




Table S13: NBO orbital interactions, E(2) value, corresponding to hydrogen bond for the model ANP at the
B3LYP/ method.

Donor —» Acceptor cycle E(2) (Kcal/mol) XEus (Kcal/mol)
Tco——» G NH 1.43
No — G 'NH Cwo 1.98 4.22
tHtANP-1 n'o —» o' nH 0.81
Nop —p» G*NH 0.53
n'o —» G Ce 1.60 2
No —p G*NH 0.53
tCtANP-2 o — b o' Ce 157 2.10
NN — G NH Cs 1.15 1.15
Tco——p G*NH 1.02
tTANP-3 n,o —p> GiNH Cs 1.11 3.42
nNo —» G NH 1.29
n'o —> G*NH Ce 1.00 1.00
Tco——p G*NH 1.27
Np —p (S*NH Cuwo 1.64 3.55
Il,o —> G*NH 0.64
ttANP-4 Tco—— G NH 1.09
Nop —p G*NH Cs 1.32 3.80
Il,o —> G*NH 1.39
nN —p G*NH Cs 0.51 0.51
No —p G*NH 1.41
; ) Cr 3.18
tANP-5 I;]O > O NH ;g;
o —» O NH .
Mo — b " Cs 4.40 6.47
Tco—p G*NH 0.73
CtANP-6 n,o —> G*NH Cs 3.01 7.73
nNo —» G NH 3.99
no —» G*NH Cs 1.01 1.01
Tco—p» G*NH 0.90
tcANP-7 Np —p GZNH Cs 2.56 9.34
no —» O NH 5.88
NN —» o'NH Cs 1.08 1.08
Tco——p G*NH 1.27
ttANP-8 No —» G'NH Cuo 1.75 3.69
no —p» G*NH 0.67
Nno —» G*NH 2.74
‘ ] Cio 5.76
tANP-9 rrllo > O NH gg;
0O —» G NH .
o > 6 Cs 2.65 3:34
Tco—p G*NH 0.89
No —p G*NH Cs 3.33 8.52
CtANP-10 o ——% O 4.30
TTco——» O NH 1.22
Nnp —» G*NH Cs 1.33 4.43
1’1'0 —> G*NH 1.88
Tco—p G*NH 0.96
No —p G*NH C7 2.01 5.05
CtANP-11 o ——» O N 2.08
TIco—» O NH 0.94
No —p G*NH C7 1.92 4.77
n'o —» G*NH 1.91
No —p G*NH 1.75
( K Cs 3.63
tANP-12 Irllo > O NH ;23
(0] G NH .
o — > o Cs 5.90 ol
tcANP-13 Tco——» G NH Cs 0.81 3.50




Nno —» G*NH 0.63
n'o —p G*NH 2.06
No —» G'NH 1.94
Mo — b & Cuwo 114 3.08
Tlco—» O NH 3.73
tcANP-14 No ——» G c gjg o
No —» O NH .
Mo — b Cuwo 1.85 5.34
Tlco—» O NH 1.37
ttANP-15 Nno —p» G*NH Cuo 3.08 5.46
n'o —> G*NH 1.01
Tco—p» G*NH 1.95
ANP-16 *
CC. No — & 6"\ Clo 227 422
No —p G*NH 1.00
ANP-17 *
CC. Il’o 6 NH Clo 094 194
CtANP-18 NN —» 6'NH Cs 1.56 1.56
Tco——p G*NH 2.02
tcANP-19 No — % G'NH Cio 0.60 2.62
no —» o'n\H Cuwo 1.01 1.01
Nno —» (S*NH 2.56
tANP-20 *
¢ n'o —» O NH Clo 2.94 5.50
Nno —» (S*NH 2.25
ANP-21 *
cc 1o — > o Cuwo 343 5.68
Tco——p O NH 1.41
cCANP-22 No —» G NH C; 1.28 4.96
Il,o —> G*NH 2.27
Tco—— O NH 0.75
CtANP-23 Nop —» G*NH Cs 1.00 2.69
Il,o —P» O NH 0.94
nN —» G*NH Cs 1.30 1.30
Nnop —» G*NH 0.58
tcANP-24 *
¢ n'o —» O nH Cs 1.83 241
Nno —p» G*NH 2.78
tcANP-25 *
¢ l’l'o —P» O NH Clo 4.16 6'94
CtANP-26 NN — G'NH Cs 1.17 1.17
Tco—P O NH 0.84
ttANP-27 No — % G'NH C; 1.33 4.03
no —p (S*NH 1.86
Tco——p (S*NH 1.17
ttANP-28 No —» G'NH Cs 1.21 3.61
no —p» (S*NH 1.23
No —p G*NH 0.75
tcANP-29 *
¢ I‘l'o —p» O NH C7 1.39 2.14
No — G NH 1.48
ttANP-30 *
I‘l'o —p» O NH C8 1.69 3.17
CcCANP-31 n'o —» O NH Cs 0.95 0.95
Tco—— O NH 1.37
ANP-32 *
CC. o 6 NH Clo 181 318
cCANP-33 No interaction




Table S14: NBO orbital interactions, E(2) values, corresponding to hydrogen bond for ADP with B3LYP method.

Donor —» Acceptor Cycle E(2) (Kcal/mol) XEus (Kcal/mol)
Tco —— G NH 1.37
tADP-1 No —}GZNH Cuwo 1.70 3.71
n'o —» G NH 0.64
no —p» G*NH Cs 0.59 0.59
Tco —— PO NH 0.93
ttADP-2 No — PG NH C; 1.04 3.21
n'o —> G*NH 1.24
{cADP-3 NN —PGiNH Cs 1.20 1.20
no —» 0o NH Ce 0.67 0.67
Tco —}G*OH 0.84
tcADP-4 No —»GoH Cs 5.24 22.59
n'o —> G*OH 16.51
Tco —}G*NH 0.60
CtADP-5 No —— G NH C; 3.04 7.75
no —» G*NH 411
Tco —VG*NH 1.21
No —PG*NH Cuw 1.60 3.40
ttADP-6 n'o ——» oy 0.59
Tco —» G0 OH 3.44
No —}G*OH Cs 5.05 15.67
Il’o —p G*OH 7.18
No —}G*OH 3.99
Aop o — » G:OH Cs 110.2047 14.06
No —»GC NH .
Il,o —> G*NH C7 1.58 2.82
Tco —— G NH 0.68
No —»G NH Cwo 1.59 3.34
ttADP-8 no —»G'nH 1.07
No —PG*NH 0.56
no —» G*NH C5 2.20 2.76
No —PG*NH 2.46
ttADP-9 rrlllo ——> 0 = égg o
o —»O0 oH .
n'o —»con Ce 14.42 19.71
CtADP-10 NN —P»G6 NH Cs 1.49 1.49
No —}G*NH 3.59
CtADP-11 o —— 0 © égg o
No —»GCoH .
n'o —> G*OH C7 9.88 14.90
cCADP-12 No interaction
Tco ——»G OH 0.94
tcADP-13 No — G oH Cs 4.99 20.46
n'o —p G*OH 14.53
Tco —— G NH 0.72
ttADP-14 No —}G*NH Cs 1.27 3.81
1’1'0 —p G*NH 1.82
cCADP-15 No —»C Cuo 1.18 3.58
n'o —P» G NH 2.40 )
tcADP-16 o ——»0 N Cio 1.97 5.08
no —» 0 NH 3.11 )
tcADP-17 n'o —»G'NH Cs 0.80 0.80
Tico —}G*OH 2.15
ccADP-18 No — »G oH Cs 4.65 17.93
no —» G*OH 11.13
Tco —}G*OH 3.32
CCADP-19 o o on Cio 405 7.37
tcADP-20 co —— PG oH Co 2.49 3.27




No —»GC oH 0.78

ttADP-21 o —»0 NH Cs 1.59 3.37
no —» 0 NH 1.78 )
TTco ——» G OH 5.98

tcADP-22 No — »6 ok Co 4.22 10.20
No —P»GCNH Cuo 1.04 1.04
Tco —»GC OH 3.66

CtADP-23 No —»GC oH Cs 4.26 13.16
no ——» G0 oH 5.24
NN —»GC NH Cs 1.11 1.11
Tco —» 0 OH 4.02

ttADP-24 No —»GC oH Cs 477 15.26
n'o —» G oH 6.47
Gco —P» G oH 0.71
Tico —» G OH 1.23

tcADP-25 Mo — G o Cs 4.74 18.12
no —» G0 oH 11.44

CtADP-26 no —» o NH Cs 1.84 1.84
NN —»GC oH Cs 4.49 4.49

CtADP-27 NN —»GC oH Cs 2.49 2.49
NN —»G NH Cs 1.04 1.04
Tlco —» G OH 1.82

ccADP-28 No —»GC oH Cwo 2.72 5.05
Il’o —» 0 OH 0.51

cCADP-29 NN —»0C oH Cs 9.75 9.75
co ——» G OH 4.25

ccADP-30 No —»G oH Cs 5.59 16.76
Il’o —» 0 OH 6.92




Table S15. NBO orbital interactions, E(2) values, corresponding to hydrogen bond for AAP at the B3LYP/6-
311++G(d,p) level of theory.

Conf. Donor —» Acceptor Cycle E(2) (kcal/mol) YEns (Kcal/mol)
Tlco——» G NH 141
ttAAP-1 No —p G*NH Cuwo 1.68 3.62
Il'o —> G*NH 0.53
Tlco——» G NH 1.05
ttAAP-2 No —p G*NH Cs 1.02 3.36
Il'o —> G*NH 1.29
Tlco——» G NH 0.71
ttAAP-3 No —p G*NH Cs 1.35 3.81
Il'o —> G*NH 1.75
Tco—» O NH 0.88
No —p G*NH Cs 1.09 3.26
ttAAP-4 o — o' 129
Il'o —> G*NH C5 1.31 1.31
Tlco—» O NH 0.64
tcAAP-5 Nno —p 0 NH Cuwo 3.70 8.68
no —» G'AH 4.34
Tlco—» O NH 0.65
CtAAP-6 No —» G'NH Cs 1.62 4.19
Il'o —> (S*NH 1.92
Tco—» O NH 0.83
ctAAP-7 No — % G'NH Cs 3.47 9.35
Il'o —> (S*NH 5.05
tcAAP-8 NN —» O NH Cs 1.34 1.34
nN —p» G*NH Cs 1.34 1.34
(AAP-9 n'o —» o' Cs 1.58 1.58
tcAAP-10 No interaction
CtAAP-11 NN — G NH Cs 1.35 1.35
tcAAP-12 NN — G NH Cs 1.47 1.47
CCAAP-13 No interaction
tAAP-14 Mo —» O NH Ce 110 238
n'o —» O nNH 1.28
Tco—» O NH 1.07
ccAAP-15 Nno —p G*NH Cuwo 0.61 2.47
no —» G'nH 0.79
CtAAP-16 NN — G NH Cs 1.05 1.05
cCAAP-17 No interaction
ttAAP-18 No interaction
cCAAP-19 NN —» G NH Cs 3.56 3.56
CcCAAP-20 No interaction
tcAAP-21 No interaction
cCAAP-22 No interaction




Table S16: NBO orbital interactions, E(2) values, corresponding to hydrogen bond for ANP with B3LYP-D3

method.

Donor —» Acceptor Cycle E(2) (Kcal/mol) YEns (Kcal/mol)
Tlco— O NH 1.95
No — O'NH Cuwo 2.60 5.39
ttANP-1 no —» G'NH 0.84
nN —p» G*NH Cs 0.55 0.55
n'o —» G'NH Cs 1.26 1.26
nN —» o'nH Cs 1.19 1.19
tcANP-2 No —» O'NH 0.51
o — oy Cs 1.46 1.97
Tco——» G NH 1.40
HANP-3 No —p G:NH Cs 0.68 2.73
Il'o —P» O NH 0.65
n'o —» o'\H Ce 0.96 0.96
Tco—» G NH 1.77
No —p G*NH Cuwo 2.27 4.68
tANP-4 o ——% o 0.64
Tco——» O NH 1.18
No —p G*NH Cs 1.40 4.03
Il'o —p G*NH 1.45
No —p G*NH 2.18
tANP-5 o > 0 = i"i o
No —» O NH .
o — b Oy Cs 178 3.19
Tlco—» O NH 0.90
CtANP-6 No —p GiNH Cs 3.13 8.14
Il'o —p» O NH 411
n'o —» G'NH Cs 0.89 0.89
Tlco—» O NH 0.71
tcANP-7 No —» G'NH Cs 2.98 9.98
n'o —» G*NH 6.29
Tco—» O NH 1.75
ttANP-8 Nnop —p G*NH Cuwo 2.44 4,94
n'o —p G*NH 0.75
No —p G*NH 3.28
ttANP-9 ' o Cio 431 7.59
Tlco—» O NH 1.28
No —p G*NH Cs 1.17 4.25
CtANP-10 no —» G:NH 1.80
TTco——» G NH 0.95
No —p G*NH C; 3.34 8.62
n'o —> G*NH 4.33
Tco— G NH 0.83
No —p G*NH C; 3.69 9.11
CtANP-11 n'o —» G NH 459
No —p» G*NH 2.48
n'o —» G nH © 3.10 >
No —p G*NH 2.72
tANP-12 n'o > O & g;g o
No —» G NH .
n'o —» G Ce 3.05 025
Tco—» G NH 1.06
tcANP-13 No —» G NH Cs 0.70 3.83
n'o —» G*NH 2.07
Tlco—» O NH 0.62
tcANP-14 No —» G'NH Co 4.78 8.65
n'o —> G*NH 3.25




Tlco—» O NH 411
No — % O N Cio 0.81 4.92
Tco—» O NH 1.93
HANP-15 No —p GiNH Cuwo 3.61 6.40
no —» O nNH 0.86
Gco—— G NH Ce 1.09 1.09
Tco—» O NH 1.80
ANP-16 *
cc. o o Cuwo 195 3.05
No —p G*NH 1.00
ANP-17 *
cc. Mo — > Cuwo 0.88 1.88
CtANP-18 NN —» G NH Cs 1.22 1.22
Tco— G NH 2.34
tcANP-19 No — % G'NH Cio 0.69 3.57
Il'o —> G*NH 0.54
Tlco——» O NH 0.78
CtANP-20 No —p G:NH Cuwo 2.73 6.77
no —» O NH 3.26
n'o —» O'NH Cs 0.57 0.57
No —p G*NH 2.08
ANP-21 *
CC. II’O — > &' Clo 383 591
Tco—» O NH 1.41
CCANP-22 Nno —p G*NH Cs 1.12 476
Il'o —> G*NH 2.23
Tlco—» O NH 1.31
CtANP-23 Nno —» GiNH Cs 1.03 3.30
n'o —» O NH 0.96
ON —» G*NH C5 0.92 0.92
No —p G*NH 0.51
tcANP-24 *
¢ n'o — O NH Cs 1.53 3.04
No —p G*NH 2.15
tcANP-25 *
C. II’O 6 NH Clo 2.10 4.25
CtANP-26 NN — G NH Cs 1.28 1.28
Tco——p G*NH 0.85
ttANP-27 No —» G NH C; 1.22 3.85
Il'o —> G*NH 1.78
Tco—» O NH 1.30
ttANP-28 No —» G'NH Cs 1.32 3.97
n'o —p G*NH 1.35
No —p G*NH 0.61
tcANP-29 *
C o o Cs 0.69 1.78
No —p G*NH 2.76
ttANP-30 *
Il'o —p» O NH C8 2.81 5.57
cCANP-31 No interaction
Tco——» G NH 1.25
ANP-32 *
cc. o o Cuo 207 3.52
CCANP-33 No interaction




Table S17: NBO orbital interactions, E(2) values, corresponding to hydrogen bond for ADP with B3LYP-D3

method.

Donor —» Acceptor Cycle E(2) (Kcal/mol) YEns (Kcal/mol)
Tco—» O NH 191
Nno —» G*NH Cuwo 2.37 4.97
ttADP-1 no —» G'NH 0.69
no —» G*NH Cs 0.54 0.54
nN —» o'nH Cs 0.51 0.51
Tco—» O NH 1.29
ttADP-2 No — % G'NH C; 0.65 2.59
no —» G*NH 0.65
tcADP-3 NN —» G NH Cs 1.22 1.22
Tco—» G*OH 0.85
tcADP-4 No —» G oH Cs 5.14 21.92
no —» G*OH 15.93
Tco—» G*NH 0.74
CtADP-5 No —» G'NH Cy 3.12 8.05
Il'o —p G*NH 419
Tco— G NH 1.66
No — O'NH Cuwo 2.20 4.46
ttADP-6 n'o —p G:NH 0.60
Tco—— G OH 3.47
No —» G OH Cs 5.02 15.74
n'o —p G*OH 7.25
n? —> GiNH C, 1.27 2.90
tADP-7 No —» OnNH 1.63
o —— O ou Cs 3.99 14.14
no —» G oH 10.15
Tlco— O NH 0.99
Nno —p» G*NH Cuo 2.09 4.26
ttADP-8 n'o —» G*NH 1.18
Nno —p G*NH 0.52
o — > &' Cs 204 2.56
No — o'nH Cs 3.89 7.86
ttADP-9 1o —% O NH 3.97
o ——» 0 ox Cs 512 19.41
n'o —p» O OH 14.29
CtADP-10 nN — G NH Cs 1.13 1.13
nP —> GiNH C; 3.58 6.41
CtADP-11 o —— % ONH 2.83
No —» O oH 470
/ * Cs 14.09
nNo —» G oH 9.39
ccADP-12 No interaction
Tlco— O oH 0.58
tcADP-13 No — G oH Cs 5.70 22.26
n'o —p G*OH 15.98
n'o —» G*NH Cs 1.00 1.00
Tlco— O NH 0.72
ttADP-14 Nno —p» 6 NH Cs 1.17 3.63
no —» G*NH 1.74
Nno —» G*NH 1.05
ccADP-15 ' o Cuwo 541 3.46
Nno —» G*NH 1.08
tcADP-16 o — > &' Cuo 139 2.47
tcADP-17 n'o —» o'\H Cs 0.68 0.68
Tlco—» O oH 2.01
ccADP-18 No —» G OoH C 431 17.43
n'o —» G*OH 11.11




Tico——» O OH

4.44

ccADP-19 No —» G*OH Cuwo 2.95 7.39
Tlco—» O NH 0.52
Nno —» G*NH Cs 0.60 2.48
n'o —» G*NH 1.36

tcADP-20 Tco——p G OH 2.59
No — G oH Cuwo 0.64 3.73
no —» G oH 0.50
NN — G oH Cs 1.53 1.53
Nno —» G*NH 291

ttADP-21 o o Cs 289 5.80
Tco—» G*NH 0.59

tcADP-22 o —> G:NH c 5132; 22
Tico—» O OH .
No —» Gon Cuwo 4.43 11.08
Tlco——» G oH 3.74

CtADP-23 No — G oH Cs 3.90 12.64
n'o —p» G*oH 5.00
nN —» G NH Cs 1.07 1.07
Tco—» G OH 3.80

ttADP-24 No —» 6 oH C; 4.73 15.29
n'o —> G*OH 6.76
Tlco— G oH 0.57

tcADP-25 No —» G oH C; 4.26 15.83
n'o —p G*OH 10.55

CtADP-26 nNn —» G:NH Cs 0.59 0.59
nN —» G oH Cs 4.34 4.34

CtADP-27 nNn —» G:NH Cs 0.82 0.82
NN — G oH Cs 3.00 3.00
Tlco——» G oH 1.75

ccADP-28 No —» G oH Cuo 3.28 5.67
Il'o —> G*oH 0.64

CCADP-29 NN —» G oH Cs 10.90 10.90
Nno —p G*OH 5.23

ccADP-30 Mo > oo C, 729 12.52




Table S18: NBO orbital interactions, E(2) values, corresponding to hydrogen bond for AAP with B3LYP-D3

method.

Donor —» Acceptor Cycle E(2) (Kcal/mol) YEns (Kcal/mol)
HAAP-1 Tco—— 0w Cio 1.94 4.15
No —» O NH 2.21
Tco—» O NH 1.24
ttAAP-2 Nno —p G*NH Cs 0.63 2.55
Il'o —> G*NH 0.68
Tco—» G*NH 0.68
ttAAP-3 Nno —p» G*NH Cs 1.29 3.70
no —» G*NH 1.73
Tco—» G*NH 0.96
HAAP-4 Nno —p» G:NH Cs 0.98 3.08
no —» O NH 1.14
n'o —» o'\H Cs 0.96 0.96
Tco—» G*NH 0.68
tcAAP-5 Nno —p G*NH Cuwo 4.07 10.12
n'o —p G*NH 5.37
Tco— G NH 0.61
CtAAP-6 Nno —p G*NH Cs 1.67 4.27
n'o —p G*NH 1.99
Tco— G NH 0.86
CtAAP-7 Nno —p O NH Cs 3.45 9.25
no —» G'AH 4,94
tcAAP-8 NN ——» G'NH Cs 1.44 1.44
ttAAP-9 NN —» G NH Cs 1.80 1.80
tcAAP-10 Tco—P G NH Cs 0.88 0.88
CtAAP-11 NN —» G'NH Cs 1.15 1.15
n'o —> G*NH C5 143 143
(CAAP-12 N —» o' Cs 1.48 1.48
cCAAP-13 NN —» G NH Cs 1.11 1.11
HAAP-14 Mo — O N Cs 2.77 5.56
no —» O NH 2.79
cCAAP-15 No interaction
CtAAP-16 NN —» G NH Cs 1.01 1.01
cCAAP-17 No interaction
ttAAP-18 No interaction
CCAAP-19 NN —» G NH Cs 4.86 4.86
cCAAP-20 No interaction
tcAAP-21 No interaction
cCAAP-22 No interaction
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Figure S1. Hydrogen bonds (red dashed line) stabilizing the 33 optimized structures of Ac-azaAsn-Pro-NHMe
calculated in the gas phase at the B3LYP/6-311++G (d,p) level of theory.
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Figure S2. B3LYP/6-311++G(d,p)-optimized structures of Ac-azaAsp-Pro-NHMe. Hydrogen bonds are shown
in red dashed line.
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Figure S3. Hydrogen bonds (red dashed line) stabilizing the 22 optimized structures of Ac-azaAla-Pro-NHMe
calculated in the gas phase at B3LYP/6-311++G (d,p) level of theory.
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Figure S4. Hydrogen bonds (red dashed line) stabilizing the 33 optimized structures of Ac-azaAsh-Pro-NHMe
calculated in the gas phase at the B3LYP-D3/6-311++G (d,p) level of theory.
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Figure S5. Hydrogen bonds (red dashed line) stabilizing the 30 optimized structures of Ac-azaAsp-Pro-NHMe
calculated in the gas phase at B3LYP-D3/6-311++G (d,p) level of theory.
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Figure S6. Hydrogen bonds (red dashed line) stabilizing the 22 optimized structures of Ac-azaAla-Pro-NHMe
calculated in the gas phase at B3LYP-D3/6-311++G (d,p) level of theory.
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Figure S7. Hydrogen bonds (red dashed line) stabilizing the 33 optimized structures of Ac-azaAsn-Pro-NHMe
calculated in water at the SMD/B3LYP/6-311++G (d,p) level of theory.
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Figure S8. Hydrogen bonds (red dashed line) stabilizing the 30 optimized structures of Ac-azaAsp-Pro-NHMe

calculated in water at the SMD/B3LYP/6-311++G (d,p) level of theory.
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Figure S9. Hydrogen bonds (red dashed line) stabilizing the 22 optimized structures of Ac-azaAla-Pro-NHMe
calculated in water at the SMD/B3LYP/6-311++G (d,p) level of theory.
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Figure S10. Hydrogen bonds (red dashed line) stabilizing the 33 optimized structures of Ac-azaAsn-Pro-NHMe
calculated in water at the SMD/B3LYP-D3/6-311++G (d,p) level of theory.
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Figure S11. Hydrogen bonds (red dashed line) stabilizing the 30 optimized structures of Ac-azaAsp-Pro-NHMe
calculated in water at the SMD/B3LYP-D3/6-311++G (d,p) level of theory.
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Figure S12. Hydrogen bonds (red dashed line) stabilizing the 22 optimized structures of Ac-azaAla-Pro-NHMe
calculated in water at the SMD/B3LYP-D3/6-311++G (d,p) level of theory.



