SUPPORTING INFORMATION

Figure 7A. Minimized average structure over the last 1 ns of simulation at 298 K for Sakacin P in
water.

Figure 7B.  Minimized average structure over the last 1 ns of simulation at 298 K for Curvacin A in
water.
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Figure 3A. Energy minimized MD simulation structure of Pediocin PA-1 in TFE at 298 K
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ATOM 596 HZ1 LYS A 43 -4.575 -0.653 7.392 1.00 0.00
ATOM 597 HZ2 LYS A 43 -5.960 -0.144 6.698 1.00 0.00
ATOM 598 HZ3 LYS A 43 -4.745 -0.717 5.770 1.00 0.00
ATOM 599 H26 LYS A 43 -3.975 1.232 1.208 1.00 0.00
ATOM 600 H28 LYS A 43 -5. 006 2. 846 2.660 1.00 0.00
ATOM 601 H30 LYS A 43 -6. 225 1.799 2.956 1.00 0.00
ATOM 602 H32 LYS A 43 -4.592 0. 327 3.993 1.00 0.00
ATOM 603 H34 LYS A 43 -3.503 1. 537 3.857 1.00 0.00
ATOM 604 H36 LYS A 43 -4.688 2.876 5.331 1.00 0.00
ATOM 605 H38 LYS A 43 -5.974 1.870 5.299 1.00 0.00
ATOM 606 H40 LYS A 43 -3.422 1.108 6.403 1.00 0.00
ATOM 607 H42 LYS A 43 -4.648 1. 675 7.321 1.00 0.00
ATOM 608 N CYS A 44 -4.135 -1.109 1.555 1.00 0.00
ATOM 609 CA CYS A 44 -4.111 -2.577 1.753 1.00 0.00
ATOM 610 C CYS A 44 -4.668 -3.085 3.100 1.00 0.00
ATOM 611 O CYS A 44 -4.864 -4.319 3.193 1.00 0.00
ATOM 612 CB CYS A 44 -2.670 -3.060 1.585 1.00 0.00
ATOM 613 SG CYS A 44 -2.069 -2.936 -0.137 1.00 0.00
ATOM 614 H CYS A 44 -3.251 -0.702 1.329 1.00 0.00
ATOM 615 OXT CYS A 44 -4.704 -2.277 4.056 1.00 0.00
ATOM 616 H16 CYS A 44 -4.730 -2.956 1.065 1.00 0.00
ATOM 617 H18 CYS A 44 -2.078 -2.505 2.169 1.00 0.00
ATOM 618 H20 CYS A 44 -2.620 -4.017 1.872 1.00 0.00
ATOM 619 H22 CYS A 44 -5.083 -2.731 4.862 1.00 0.00

TER

Figure 4A. Energy minimized MD simulation structure of Enterocin P in TFE at 298 K

ATOM 1 N ALA 1 15.962 44.789 45.228 1.00 0.00
ATOM 2 HL ALA 1 16.496 45.296 45.905 1.00 0.00
ATOM 3 H2 ALA 1 16.205 43.840 45.027 1.00 0.00
ATOM 4 H3 ALA 1 16.038 45.312 44.378 1.00 0.00
ATOM 5 CA ALA 1 14.561 44.762 45.669 1.00 0.00
ATOM 6 CB ALA 1 14.388 44.212 47.086 1.00 0.00
ATOM 7 C ALA 1 14. 015 46.187 45.564 1.00 0.00
ATOM 8 O ALA 1 14.867 47.031 45.292 1.00 0.00
ATOM 9 N THR 2 12. 709 46.375 45.735 1.00 0.00
ATOM 10 H THR 2 12.088 45.595 45.810 1.00 0.00
ATOM 11 CA THR 2 12.011 47.634 45.435 1.00 0.00
ATOM 12 CB THR 2 11.943 48.582 46.634 1.00 0.00
ATOM 13 OGl THR 2 13.228 49.085 47.008 1.00 0.00
ATOM 14 HGl THR 2 13.233 49.203 48.001 1.00 0.00
ATOM 15 C&Z THR 2 11.329 47.881 47.848 1.00 0.00
ATOM 16 C THR 2 12.370 48.274 44.093 1.00 0.00
ATOM 17 O THR 2 11.860 47.866 43.051 1.00 0.00
ATOM 18 N ARG 3 13.277 49.247 44.085 1.00 0.00
ATOM 19 H ARG 3 13.681 49.583 44.936 1.00 0.00
ATOM 20 CA ARG 3 13.896 49.889 42.916 1.00 0.00
ATOM 21 CB ARG 3 14.387 51.298 43.254 1.00 0.00
ATOM 22 CG ARG 3 13.346 52.402 43.059 1.00 0.00
ATOM 23 CD ARG 3 13.980 53.791 43.155 1.00 0.00
ATOM 24 NE ARG 3 12.894 54.716 43.510 1.00 0.00
ATOM 25 HE ARG 3 12.456 54.511 44.386 1.00 0.00
ATOM 26 CZ ARG 3 12.583 55.784 42.762 1.00 0.00
ATOM 27 NH1 ARG 3 13.016 56.031 41.518 1.00 0.00
ATOM 28 HH11 ARG 3 13.694 55.467 41.047 1.00 0.00
ATOM 29 HH12 ARG 3 12.509 56.720 41.000 1.00 0.00
ATOM 30 NH2 ARG 3 11.822 56.757 43.281 1.00 0.00
ATOM 31 HH21 ARG 3 11.431 56.719 44.200 1.00 0.00
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ATOM 392 CB ALA 40 56.990 29.475 24.784 1.00 0.00
ATOM 393 C ALA 40 58.820 29.332 23.076 1.00 0.00
ATOM 394 O ALA 40 59.148 30.002 22.098 1.00 0.00
ATOM 395 N Q@Y 41 59.651 28.676 23.880 1.00 0.00
ATOM 306 H QY 41 59.378 28.262 24.749 1.00 0.00
ATOM 397 CA QY 41 61.108 28.750 23.704 1.00 0.00
ATOM 3908 C @Y 41 61.859 27.438 23.469 1.00 0.00
ATOM 399 O Q@Y 41 62.998 27.228 23.884 1.00 0.00
ATOM 400 N  MET 42 61.055 26.518 22.943 1.00 0.00
ATOM 401 H  MET 42 60. 168 26.782 22.565 1.00 0.00
ATOM 402 CA MET 42 61.504 25.185 22.515 1.00 0.00
ATOM 403 CB MET 42 60.499 24.101 22.913 1.00 0.00
ATOM 404 CG MET 42 60.176 24.066 24.408 1.00 0.00
ATOM 405 SD WMET 42 61.389 23.256 25.513 1.00 0.00
ATOM 406 CE MET 42 61.131 24.152 27.030 1.00 0.00
ATOM 407 C  MET 42 61.564 25.193 20.986 1.00 0.00
ATOM 408 O  MET 42 62.661 24.998 20.466 1.00 0.00
ATOM 409 N QY 43 60.463 25.409 20.271 1.00 0.00
ATOM 410 H QY 43 59.575 25.377 20.729 1.00 0.00
ATOM 411 CA QY 43 60.340 25.573 18.815 1.00 0.00
ATOM 412 C QY 43 58.954 25.948 18.289 1.00 0.00
ATOM 413 O Q@Y 43 58.124 25.070 18.059 1.00 0.00
ATOM 414 N HS 44 58.729 27.257 18.210 1.00 0.00
ATOM 415 H HS 44 59.379 27.940 17.878 1.00 0.00
ATOM 416 CA H'S 44 57.366 27.754 17.974 1.00 0.00
ATOM 417 CB H'S 44 56.771 28.248 19.294 1.00 0.00
ATOM 418 CG H'S 44 55.265 28.502 19.387 1.00 0.00
ATOM 419 ND1I H' S 44 54,338 27.993 18.580 1.00 0.00
ATOM 420 HD1 H' S 44 54.443 27.388 17.792 1.00 0.00
ATOM 421 CD2 H' S 44 54.571 28.932 20.437 1.00 0.00
ATOM 422 CE1 H S 44 53.117 28.009 19.109 1.00 0.00
ATOM 423 NE2 H S 44 53.286 28.636 20.269 1.00 0.00
ATOM 424 C HS 44 57.363 28.746 16.809 1.00 0.00
ATOM 425 O1L HS 44 56.277 28.987 16.238 1.00 0.00
ATOM 426 2 H'S 44 58.490 29.205 16.522 1.00 0.00
TER

ENDIMDL

Figure 4C. Energy minimized MD simulation structure of Sakacin P in TFE at 298 K

ATOM 1 N LYS 1 37.301 26.135 40.431 1.00 0.00
ATOM 2 CA LYS 1 36.871 27.402 39.800 1.00 0.00
ATOM 3 C LYS 1 36.734 27.311 38.260 1.00 0.00
ATOM 4 O LYS 1 37.679 26.974 37.544 1.00 0.00
ATOM 5 CB LYS 1 37.878 28.489 40.195 1.00 0.00
ATOM 6 CG LYS 1 37.346 29.904 39.951 1.00 0.00
ATOM 7 CD LYS 1 38.414 30.942 40.292 1.00 0.00
ATOM 8 CE LYS 1 37.891 32.360 40.064 1.00 0.00
ATOM 9 NZ LYS 1 38.985 33.337 40.163 1.00 0.00
ATOM 10 1H LYS 1 36.664 25.397 40.211 1.00 0.00
ATOM 11 HZ1 LYS 1 38.618 34.262 40.067 1.00 0.00
ATOM 12 HZ2 LYS 1 39.447 33.248 41.045 1.00 0.00
ATOM 13 HZ3 LYS 1 39.641 33.172 39.420 1.00 0.00
ATOM 14 2H LYS 1 38.220 25.887 40.101 1.00 0.00
ATOM 15 3H LYS 1 37.346 26.251 41.424 1.00 0.00
ATOM 16 N TYR 2 35.591 27.787 37.769 1.00 0.00
ATOM 17 CA TYR 2 35.230 27.658 36.346 1.00 0.00
ATOM 18 C TYR 2 35.401 28.981 35.589 1.00 0.00
ATOM 19 O TYR 2 34.900 30.029 35.994 1.00 0.00
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ATOM 380 CE3 TRP 41 28.596 36.466 19.658 1.00 0.00
ATOM 381 CZ2 TRP 41 29.819 36.898 17.202 1.00 0.00
ATOM 382 CZ3 TRP 41 28.909 35.387 18.841 1.00 0.00
ATOM 383 CH2 TRP 41 29.518 35.604 17.610 1.00 0.00
ATOM 384 H TRP 41 26.191 41.006 20.001 1.00 0.00
ATOM 385 HD1 TRP 41 29.080 40.992 19.078 1.00 0.00
ATOM 386 HE1l TRP 41 30.062 39.748 17.093 1.00 0.00
ATOM 387 HE3 TRP 41 28.260 36.294 20.679 1.00 0.00
ATOM 388 Hz2 TRP 41 30.287 37.064 16.232 1.00 0.00
ATOM 389 HZ3 TRP 41 28.678 34.372 19.167 1.00 0.00
ATOM 390 HH2 TRP 41 29.750 34.759 16.961 1.00 0.00
ATOM 391 N ASN 42 24.447 38.227 22.043 1.00 0.00
ATOM 392 CA ASN 42 23.557 37.812 23.146 1.00 0.00
ATOM 393 C ASN 42 24.241 36.740 24.037 1.00 0.00
ATOM 394 O ASN 42 25.458 36.761 24.211 1.00 0.00
ATOM 395 CB ASN 42 22.269 37.338 22.459 1.00 0.00
ATOM 396 CG ASN 42 21.049 37.424 23.375 1.00 0.00
ATOM 397 OD1 ASN 42 20.770 36.540 24.173 1.00 0.00
ATOM 398 ND2 ASN 42 20.338 38.526 23.295 1.00 0.00
ATOM 399 H ASN 42 24.105 38.027 21.123 1.00 0.00
ATOM 400 1HD2 ASN 42 19.539 38.599 23.885 1.00 0.00
ATOM 401 2HD2 ASN 42 20.597 39.253 22.661 1.00 0.00
ATOM 402 N LYS 43 23.483 35.800 24.603 1.00 0.00
ATOM 403 CA LYS 43 24.038 34.692 25.422 1.00 0.00
ATOM 404 C LYS 43 24.955 33.700 24.670 1.00 0.00
ATOM 405 O LYS 43 25.972 33.273 25.266 1.00 0.00
ATOM 406 CB LYS 43 22.918 33.933 26.148 1.00 0.00
ATOM 407 CG LYS 43 21.883 33.284 25.217 1.00 0.00
ATOM 408 CD LYS 43 20.887 32.396 25.972 1.00 0.00
ATOM 409 CE LYS 43 21.513 31.117 26.547 1.00 0.00
ATOM 410 NZ LYS 43 21.943 30.178 25.499 1.00 0.00
ATOM 411 H LYS 43 22.479 35.839 24.547 1.00 0.00
ATOM 412 HZ1 LYS 43 22.333 29.358 25.926 1.00 0.00
ATOM 413 HZ2 LYS 43 21.156 29.911 24.944 1.00 0.00
ATOM 414 HZ3 LYS 43 22.632 30.604 24.910 1.00 0.00
ATOM 415 OXT LYS 43 24.636 33.393 23.501 1.00 0.00
TER

Figure 4E. Energy minimized MD simulation structure of Curvacin A in TFE at 298 K

ATOM 1 N ALA 1 44,100 35.584 35.110 1.00 0.00
ATOM 2 CA ALA 1 45.485 35.697 34.604 1.00 0.00
ATOM 3 C ALA 1 46.269 34.369 34.620 1.00 0.00
ATOM 4 O ALA 1 46. 059 33.529 35.496 1.00 0.00
ATOM 5 CB ALA 1 46.231 36.755 35.422 1.00 0.00
ATOM 6 1H ALA 1 43.686 34.744 34.757 1.00 0.00
ATOM 7 2H ALA 1 44.105 35.534 36.110 1.00 0.00
ATOM 8 3H ALA 1 43.556 36.366 34.791 1.00 0.00
ATOM 9 N ARG 2 47.138 34.208 33.614 1.00 0.00
ATOM 10 CA ARG 2 47.913 32.982 33.296 1.00 0.00
ATOM 11 C ARG 2 46.990 31.863 32.767 1.00 0.00
ATOM 12 O ARG 2 47.122 31.427 31.625 1.00 0.00
ATOM 13 CB ARG 2 48.767 32.535 34.496 1.00 0.00
ATOM 14 CG ARG 2 49.763 31.417 34.183 1.00 0.00
ATOM 15 CD ARG 2 50.514 31.034 35.460 1.00 0.00
ATOM 16 NE ARG 2 51.519 29.997 35.172 1.00 0.00
ATOM 17 CZ ARG 2 52.834 30.081 35.392 1.00 0.00
ATOM 18 NH1 ARG 2 53.404 31.165 35.904 1.00 0.00
ATOM 19 NH2 ARG 2 53.610 29.036 35.149 1.00 0.00
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. 209
. 532
. 560
. 063
. 641
. 615
. 086
. 655
. 173
. 232
. 776
. 332
. 567
. 462
. 579
. 629
. 985
. 862
. 139

28.
32.
29.
29.
28.
28.
29.
27.
26.
25.
25.
25.
23.
22.
. 950
21.
21.
23.
20.
22.
21.
27.
23.
21.
24,
19.
22.
20.
26.
25.
26.
25.
26.
26.
27.
28.
27.
28.
29.
30.
28.
29.
26.
26.
24,
23.
26.
25.
23.
22.
21.
24,
25.
26.
25.
25.
22.
21.
20.
19.

22

941
395
790
923
644
682
966
519
167
811
423
174
705
971

797
744
200
768
226
010
537
277
108
155
832
419
251
074
830
490
827
302
425
734
432
827
002
940
226
284
536
853
235
904
835
397
021
921
701
596
469
577
260
019
893
940
891
890
745

PR RPRRPRRPRPRPRRPRPRPRPRPRRPRRPRPRPRPRRRREPRPRPRRRPRREPRPRPRRPRRPRREPRPRPRRPRRPRREPRPRPRRRPRREPRPEPRPRRRPREPRPRPRRRRERRR

.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00

COOOO0O0000000000000000000000000000000000000000000000000000000

00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00



ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
TER

380
381
382
383
384
385
386
387
388
389
390
391
392
393
394
395
396

ALA
ALA
ay
ay
Gay
ay
Ay
MET
MET
MET
MET
MET
MET
MET
MET
MET
OXT MET

I98880092I0092I8

39
39
40
40
40
40
40
41
41
41
41
41
41
41
41
41
41

17.
15.
16.
16.
17.
18.
15.
17.
18.
17.
18.
18.
19.
19.
20.
16.
16.

305
266
192
533
548
586
736
196
038
418
207
317
181
538
675
340
171

[N
[N

=
WOONNOINWUIOWWO O NWO

. 459
. 960
. 613
. 401
. 506
. 148
. 422
. 124
. 257
. 873
. 915
. 939
. 198
. 998
. 837
. 441
. 814

22.
23.
21.
20.
21.
20.
22.
22.
23.
23.
23.
24,
24,
26.
26.
22.
23.

558
859
352
578
306
756
232
532
391
662
816
735
607
216
944
949
758

RPRRPRRPRPRPRRRREPREPRPRRRRER

.00
. 00
. 00
. 00
.00
.00
. 00
.00
. 00
.00
.00
. 00
. 00
. 00
.00
.00
. 00

COOOLOOOLO0O0O0O0000000

00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
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