








AMP186
Figure S1. Free energy landscape (FEL) 3D plots generated across four different algorithms for AMP186. PC1 and PC2 were obtained using gmx covar and gmx anaeig whereas the Gibbs’ free energy values were extracted using gmx-sham. The Gibbs’ free energy was plotted against PC1 and PC2 using the OriginPro 2016 64-bit software.





AMP186
Figure S2. Free energy landscape (FEL) 2D plots generated across four different algorithms for AMP186. PC1 and PC2 were obtained using gmx covar and gmx anaeig whereas the Gibbs’ free energy values were extracted using gmx-sham. The Gibbs’ free energy was plotted against PC1 and PC2 using the OriginPro 2016 64-bit software.












Figure S2. Free energy landscape (FEL) 2D plots generated across four different algorithms for AMP186.






























AMP21
Figure S3. Free energy landscape (FEL) 3D plots generated across four different algorithms for AMP21. PC1 and PC2 were obtained using gmx covar and gmx anaeig whereas the Gibbs’ free energy values were extracted using gmx-sham. The Gibbs’ free energy was plotted against PC1 and PC2 using the OriginPro 2016 64-bit software.





















AMP21
Figure S4. Free energy landscape (FEL) 2D plots generated across four different algorithms for AMP21. PC1 and PC2 were obtained using gmx covar and gmx anaeig whereas the Gibbs’ free energy values were extracted using gmx-sham. The Gibbs’ free energy was plotted against PC1 and PC2 using the OriginPro 2016 64-bit software.




AMP218
Figure S5. Free energy landscape (FEL) 3D plots generated across four different algorithms for AMP218. PC1 and PC2 were obtained using gmx covar and gmx anaeig whereas the Gibbs’ free energy values were extracted using gmx-sham. The Gibbs’ free energy was plotted against PC1 and PC2 using the OriginPro 2016 64-bit software.















AMP218
Figure S6. Free energy landscape (FEL) 2D plots generated across four different algorithms for AMP218 PC1 and PC2 were obtained using gmx covar and gmx anaeig whereas the Gibbs’ free energy values were extracted using gmx-sham. The Gibbs’ free energy was plotted against PC1 and PC2 using the OriginPro 2016 64-bit software.




















AMP2410
Figure S7. Free energy landscape (FEL) 3D plots generated across four different algorithms for AMP2410. PC1 and PC2 were obtained using gmx covar and gmx anaeig whereas the Gibbs’ free energy values were extracted using gmx-sham. The Gibbs’ free energy was plotted against PC1 and PC2 using the OriginPro 2016 64-bit software.




AMP2410
Figure S8. Free energy landscape (FEL) 2D plots generated across four different algorithms for AMP2410. PC1 and PC2 were obtained using gmx covar and gmx anaeig whereas the Gibbs’ free energy values were extracted using gmx-sham. The Gibbs’ free energy was plotted against PC1 and PC2 using the OriginPro 2016 64-bit software.








AMP32
Figure S9. RMSD, RMSF, Rg, SASA and PCA plots generated across four different algorithms for AMP32. gmx rms, gmx rmsf, gmx gyrate and gmx sasa were used to obtain the RMSD, RMSF, Rg and SASA  values, respectively. gmx covar and gmx anaeig were used to obtain values for PC1 and PC2. The plots were constructued using the OriginPro 2016 64-bit software.
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AMP32
Figure S10. Free energy landscape (FEL) 2D plots generated across four different algorithms for AMP32. PC1 and PC2 were obtained using gmx covar and gmx anaeig whereas the Gibbs’ free energy values were extracted using gmx-sham. The Gibbs’ free energy was plotted against PC1 and PC2 using the OriginPro 2016 64-bit software.








AMP32
Figure S11. Free energy landscape (FEL) 3D plots generated across four different algorithms for AMP32. PC1 and PC2 were obtained using gmx covar and gmx anaeig whereas the Gibbs’ free energy values were extracted using gmx-sham. The Gibbs’ free energy was plotted against PC1 and PC2 using the OriginPro 2016 64-bit software.

             





AMP43
Figure S12. RMSD, RMSF, Rg, SASA and PCA plots generated across four different algorithms for AMP43. gmx rms, gmx rmsf, gmx gyrate and gmx sasa were used to obtain the RMSD, RMSF, Rg and SASA  values, respectively. gmx covar and gmx anaeig were used to obtain values for PC1 and PC2. The plots were constructued using the OriginPro 2016 64-bit software.








Figure S12. RMSD, RMSF, Rg, and PCA plots generated across four different algorithms for AMP43.





 AMP43
Figure S13. Free energy landscape (FEL) 2D plots generated across four different algorithms for AMP43. PC1 and PC2 were obtained using gmx covar and gmx anaeig whereas the Gibbs’ free energy values were extracted using gmx-sham. The Gibbs’ free energy was plotted against PC1 and PC2 using the OriginPro 2016 64-bit software.


    




AMP43
Figure S14. Free energy landscape (FEL) 3D plots generated across four different algorithms for AMP43. PC1 and PC2 were obtained using gmx covar and gmx anaeig whereas the Gibbs’ free energy values were extracted using gmx-sham. The Gibbs’ free energy was plotted against PC1 and PC2 using the OriginPro 2016 64-bit software.









AMP164
Figure S15. RMSD, RMSF, Rg, SASA and PCA plots generated across four different algorithms for AMP164. gmx rms, gmx rmsf, gmx gyrate and gmx sasa were used to obtain the RMSD, RMSF, Rg and SASA  values, respectively. gmx covar and gmx anaeig were used to obtain values for PC1 and PC2. The plots were constructued using the OriginPro 2016 64-bit software.












AMP164
Figure S16. Free energy landscape (FEL) 2D plots generated across four different algorithms for AMP164. PC1 and PC2 were obtained using gmx covar and gmx anaeig whereas the Gibbs’ free energy values were extracted using gmx-sham. The Gibbs’ free energy was plotted against PC1 and PC2 using the OriginPro 2016 64-bit software.





 


AMP164
Figure S17. Free energy landscape (FEL) 3D plots generated across four different algorithms for AMP164. PC1 and PC2 were obtained using gmx covar and gmx anaeig whereas the Gibbs’ free energy values were extracted using gmx-sham. The Gibbs’ free energy was plotted against PC1 and PC2 using the OriginPro 2016 64-bit software.





 

AMP175
Figure S18. RMSD, RMSF, Rg, SASA and PCA plots generated across four different algorithms for AMP175. gmx rms, gmx rmsf, gmx gyrate and gmx sasa were used to obtain the RMSD, RMSF, Rg and SASA  values, respectively. gmx covar and gmx anaeig were used to obtain values for PC1 and PC2. The plots were constructued using the OriginPro 2016 64-bit software.
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AMP175
Figure S19. Free energy landscape (FEL) 2D plots generated across four different algorithms for AMP175. PC1 and PC2 were obtained using gmx covar and gmx anaeig whereas the Gibbs’ free energy values were extracted using gmx-sham. The Gibbs’ free energy was plotted against PC1 and PC2 using the OriginPro 2016 64-bit software.





AMP175
Figure S20. Free energy landscape (FEL) 3D plots generated across four different algorithms for AMP175. PC1 and PC2 were obtained using gmx covar and gmx anaeig whereas the Gibbs’ free energy values were extracted using gmx-sham. The Gibbs’ free energy was plotted against PC1 and PC2 using the OriginPro 2016 64-bit software.






AMP207
Figure S21. RMSD, RMSF, Rg, SASA and PCA plots generated across four different algorithms for AMP207. gmx rms, gmx rmsf, gmx gyrate and gmx sasa were used to obtain the RMSD, RMSF, Rg and SASA  values, respectively. gmx covar and gmx anaeig were used to obtain values for PC1 and PC2. The plots were constructued using the OriginPro 2016 64-bit software.

  











AMP207
Figure S22. Free energy landscape (FEL) 2D plots generated across four different algorithms for AMP207. PC1 and PC2 were obtained using gmx covar and gmx anaeig whereas the Gibbs’ free energy values were extracted using gmx-sham. The Gibbs’ free energy was plotted against PC1 and PC2 using the OriginPro 2016 64-bit software.




     






AMP207
Figure S23. Free energy landscape (FEL) 3D plots generated across four different algorithms for AMP207. PC1 and PC2 were obtained using gmx covar and gmx anaeig whereas the Gibbs’ free energy values were extracted using gmx-sham. The Gibbs’ free energy was plotted against PC1 and PC2 using the OriginPro 2016 64-bit software.





AMP239
Figure S24. RMSD, RMSF, Rg, SASA and PCA plots generated across four different algorithms for AMP239. gmx rms, gmx rmsf, gmx gyrate and gmx sasa were used to obtain the RMSD, RMSF, Rg and SASA  values, respectively. gmx covar and gmx anaeig were used to obtain values for PC1 and PC2. The plots were constructued using the OriginPro 2016 64-bit software.










   



   

                                                                                             
AMP239
Figure S25. Free energy landscape (FEL) 2D plots generated across four different algorithms for AMP239. PC1 and PC2 were obtained using gmx covar and gmx anaeig whereas the Gibbs’ free energy values were extracted using gmx-sham. The Gibbs’ free energy was plotted against PC1 and PC2 using the OriginPro 2016 64-bit software.








AMP239
Figure S26. Free energy landscape (FEL) 3D plots generated across four different algorithms for AMP239. PC1 and PC2 were obtained using gmx covar and gmx anaeig whereas the Gibbs’ free energy values were extracted using gmx-sham. The Gibbs’ free energy was plotted against PC1 and PC2 using the OriginPro 2016 64-bit software.

       
                                                                                                 
 










    




















image5.png
(OW\eDN) AGioua 931} . sAAD

T
T

—_
~n
A

_
(=]
1

-
1

AMP186 (AlphaFold)

——__ Gibbs' free energy (kcal/mol

13.10

11.79

10.48

9.170

7.860

6.550

5.240

3.930

2.620

1.310

0.000




image95.png
RMSD (nm)

4.0

AMP43

AlphaFold

35 —— PEP-FOLD
Homology Modeling

304 ——— Threading

2.5

2.0

1.5+

1.0 4 fu M\ \

Time (ns)

100




image96.png
RMSF (nm)

AMP43

25

2.0+

o
I

o
I

0.5+

—— AlphaFold

—— PEP-FOLD

—— Homology Modeling
—— Threading

0.0

12 15 18 21 24
Residues




image97.png
Radius of Gyration

AMP43

3.0
AlphaFold
PEP-FOLD

2.5 Homology Modeling
Threading

2.0

0.0 T T T T

Time (ns)

100




image98.png
AMP43

1
° AlphaFold

PEP-FOLD
Homology Modeling
Threading

12 4





image99.png
AMP43

“ —— AlphaFold
-~ PEP-FOLD
40 -~ Homology Modeling
Threading

W i

1l | \
25 M‘W “m\&“ﬁw’w J WM Nmm‘ I M H'M

20

I T T T T 1
0 20 40 60 80 100
Time (ns)




image100.tiff
AMP43 (AlphaFold) Gibbs' free energy (kcal/mol)

13.10

11.46

- 9.825

- 8.188

- 6.550

4913

3275





image101.tiff
AMP43 (Homology Modeling) Gibbs' free energy (kcal/mol)

13.80
12,08
- 10.35
- 8.625
- 6.900
- 5.175

- 3.450

1.725

0.000





image102.tiff
AMP43 (Threading) Gibbs' free energy (kcal/mol)
16.80

14.70
12.60
10.50
8.400
6.300
4.200
2100

0.000





image103.tiff
Gibbs' free energy (kcal/mol)

AMP43 (PEP-FOLD)

13.30

11.64

F9.975

8313

- 6.650

- 4.988

- 3.325

PC1




image104.png
AMP43 (AlphaFold) Gibbs' free energy (kcal/mol)

13.10

11.46

- 9.825

- 8.188

- 6.550

4913

3275





image6.png
al 12.40
12 1146

Q@ | 9.920

2 |

g 8,680

o, |

o ( 7.440

g |

o ‘ 6.200

3 |

‘.“é 6 4960

< 3720

7

4 2.480

g 1.240

2

= 0.000

AMP186 (Homology Modeling)




image105.png
AMP43 (Homology Modeling) Gibbs' free energy (kcal/mol)

13.80
12,08
- 10.35
- 8.625
- 6.900
- 5.175

- 3.450

1.725

0.000





image106.png
AMP43 (Threading) Gibbs' free energy (kcal/mol)
16.80

14.70
12.60
10.50
8.400
6.300
4.200
2100

0.000





image107.png
Gibbs' free energy (kcal/mol)

AMP43 (PEP-FOLD)

13.30

11.64

F9.975

8313

- 6.650

- 4.988

- 3.325

PC1




image108.tiff
Gibbs'

free energy (kcal/mol)

13.10
11.79

7] 10.48

g 9170

)

= 7.860

8

5 6.550

? 5.240

g

< 3.930

=

0

g 2620

g 1.310

e

- 0.000

AMP43 (AlphaFold)




image109.tiff
13.80

12.42
Q@ 11.04
z 9.660
g .

Ey 8.280
8

° 6.900
3

‘% 5520
< 4140
=

S 2.760
2

% 1.380
2

e 0.000

AMP43 (Homology Modeling)




image110.tiff
12

10

(ow\edn) ABiaud 2901} ,SQAID

AMP43 (PEP-FOLD)

13.30

11.97

10.64

9.310

7.980

6.650

5.320

3.990

2,660

1.330

0.000




image111.tiff
16.80
15.12

g 13.44

g 11.76

L

H 10,08

0

: 8.400

5

: 6.720

g

z 5040

~

i 3.360

2

2 1.680

0

7 0.000

P S

AMP43 (Threading)




image112.png
Gibbs'

free energy (kcal/mol)

13.10
11.79

7] 10.48

g 9170

)

= 7.860

8

5 6.550

? 5.240

g

< 3.930

=

0

g 2620

g 1.310

e

- 0.000

AMP43 (AlphaFold)




image113.png
13.80

12.42
Q@ 11.04
z 9.660
g .

Ey 8.280
8

° 6.900
3

‘% 5520
< 4140
=

S 2.760
2

% 1.380
2

e 0.000

AMP43 (Homology Modeling)




image114.png
12

10

(ow\edn) ABiaud 2901} ,SQAID

AMP43 (PEP-FOLD)

13.30

11.97

10.64

9.310

7.980

6.650

5.320

3.990

2,660

1.330

0.000




image7.png
k\om“eom ABiaua 921} ,saaO

12

~

AMP186 (PEP-FOLD)

T

——__ Gibbs' free energy (kcal/mol)

12.60
11.34
10.08
8.820
7.560
6.300
5.040
3.780
2.520
1.260

0.000




image115.png
16.80
15.12

g 13.44

g 11.76

L

H 10,08

0

: 8.400

5

: 6.720

g

z 5040

~

i 3.360

2

2 1.680

0

7 0.000

P S

AMP43 (Threading)




image116.jpeg
Radius of Gyration

AMP164

2 AlphaFold
PEP-FOLD

2 Homology Modeling
Threading

40 60 80 100

Time (ns)




image117.tiff
RMSD (nm)

AMP164

3.0
AlphaFold
—— PEP-FOLD
2.5 - Homology Modeling

Threading

T T T
40 60 80

Time (ns)

100




image118.tiff
RMSF (nm)

AMP164

2.5
—— AlphaFold
—— PEP-FOLD
50 Homology Modeling
: —— Threading
1.5 4
1.0 4
0.5
0.0 T T T T T T T T

12

T
15 18 21 24
Residues

27 30




image119.tiff
AMP164

AlphaFold
- PEP-FOLD
+  Homology Modeling
- Threading





image120.tiff
SASA (nm?)

60

55

50 4

20

AMP164

—— AlphaFold

> PEPFOLD
Homology Modeling
Threading

T T T T
20 40 60 80 100
Time (ns)




image121.jpeg
Radius of Gyration

AMP164

2 AlphaFold
PEP-FOLD

2 Homology Modeling
Threading

40 60 80 100

Time (ns)




image122.png
RMSD (nm)

AMP164

3.0
AlphaFold
—— PEP-FOLD
2.5 - Homology Modeling

Threading

T T T
40 60 80

Time (ns)

100




image123.png
RMSF (nm)

AMP164

2.5
—— AlphaFold
—— PEP-FOLD
50 Homology Modeling
: —— Threading
1.5 4
1.0 4
0.5
0.0 T T T T T T T T

12

T
15 18 21 24
Residues

27 30




image124.png
AMP164

AlphaFold
- PEP-FOLD
+  Homology Modeling
- Threading





image8.png
(oW [YeDN) ABiaue 931} SaalD

L-~)
I\

D

=

~

3

AMP186 (Threading)

D

—__ Gibbs' free energy (kcal/mol)

16.70
15.03
13.36
11.69
10.02
8.350
6.680
5.010
3.340
1.670

0.000




image125.png
SASA (nm?)

60

55

50 4

20

AMP164

—— AlphaFold

> PEPFOLD
Homology Modeling
Threading

T T T T
20 40 60 80 100
Time (ns)




image126.tiff
AMP164 (AlphaFold)

Gibbs' free energy (kcal/mol)
13.30

11.64
- 9.975
- 8313
- 6.650
- 4.988

- 3325

1.663

0.000





image127.tiff
AMP164 (Homology Modeling)  gipbs' free energy (kcal/mol)

I~ 8.250

- 6.875

- 5.500

—4.125

- 2.750





image128.tiff
AMP164 (PEP-FOLD) Gibbs' free energy (kcal/mol)

16.20
14.18
1215
~10.13
- 8.100
- 6.075

— 4.050

2.025

0.000





image129.tiff
pPC2

AMP164 (Threading)

Gibbs' free energy (kcal/mol)
1460

12.78

—10.95

- 9.125

— 7.300

- 5.475

~ 3.650





image130.png
AMP164 (AlphaFold)

Gibbs' free energy (kcal/mol)
13.30

11.64
- 9.975
- 8313
- 6.650
- 4.988

- 3325

1.663

0.000





image131.png
AMP164 (Homology Modeling)  gipbs' free energy (kcal/mol)

I~ 8.250

- 6.875

- 5.500

—4.125

- 2.750





image132.png
AMP164 (PEP-FOLD) Gibbs' free energy (kcal/mol)

16.20
14.18
1215
~10.13
- 8.100
- 6.075

— 4.050

2.025

0.000





image133.png
pPC2

AMP164 (Threading)

Gibbs' free energy (kcal/mol)
1460

12.78

—10.95

- 9.125

— 7.300

- 5.475

~ 3.650





image134.tiff
13.30
1197
g° 1064
&
9.310
g
§ 7.980
8
E 6.650
2
: 5320
g 6
7 3.950
=
: 2.660
: 1.330
g
z
: 0.000
e

AMP164 (AlphaFold)




image9.tif
AMP186 (AlphaFold)

Gibbs' free energy (kcal/mol)
13.10
11.46

- 9.825

- 8.188

- 6.550

- 4.913

- 3.275

1.638

0.000





image135.tiff
QOW[\eIN) ABioua 991} SAAD

ibbs' free energy (kcal/mol)

AMP164 (Homology Modeling)




image136.tiff
(oW \edN) ABioua 991} SAAND

E3

=

=

=3

AMP164 (PEP-FOLD)




image137.tiff
ﬁ;Eibbs‘ free energy (kcal/mol)

(OWINeIN) ABasua 291} SO

AMP164 (Threading)




image138.png
13.30
1197
g° 1064
&
9.310
g
§ 7.980
8
E 6.650
2
: 5320
g 6
7 3.950
=
: 2.660
: 1.330
g
z
: 0.000
e

AMP164 (AlphaFold)




image139.png
QOW[\eIN) ABioua 991} SAAD

ibbs' free energy (kcal/mol)

AMP164 (Homology Modeling)




image140.png
(oW \edN) ABioua 991} SAAND

E3

=

=

=3

AMP164 (PEP-FOLD)




image141.png
ﬁ;Eibbs‘ free energy (kcal/mol)

(OWINeIN) ABasua 291} SO

AMP164 (Threading)




image142.tif
AMP175

—— AlphaFold

—— PEP-FOLD

—— Homology Modeling
—— Threading

2.0

-
o
|

RMSD (nm)
o

B gAML M i M
” M» W 'u ,'WMM W‘ H‘
»‘W ”

e
- W} i w

T T T T T T T T T
0 20 40 60 80 100
Tlme (ns)





image143.tif
RMSF (nm)

2.5

AMP175

2.0

1.5

1.0 4

0.5

0.0

—— AlphaFold

—— PEP-FOLD
Homology Modeling
—— Threading

12 15 18 21 24
Residues




image144.tif
Radius of Gyration
(nm)

AMP175

N w w »
o o o o
| 1 | 1 | 1

N
o
1

1.0

0.5

Ww

b

I )
i

WM

H\I

'”\H

—— AlphaFold
—— PEP-FOLD

—— Threading

—— Homology Modeling

" M

Mwummi b

: w ‘ M{"” Wl

0.0

20

40 60 80
Time (ns)

100




image10.tif
AMP186 (Homology Modeling)

Gibbs' free energy (kcal/mol)

12.40
10.85

- 9.300

- 7.750

- 6.200

- 4.650

- 3.100

1.550

0.000





image145.tif
AMP175

AlphaFold
PEP-FOLD

+ Homology Modeling
Threading

«





image146.tif
SASA (nm?)

50

45 -
40 4

35 H

] ‘ \H
i‘h )“ hh” \“ ‘IW‘ ‘ w “’ ”J\
W, m'. ,,,‘ ) ,‘. |,', | WM M ™ il

30

25

AMP175

— AlphaFold

—— PEP-FOLD

— Homology Modeling
—— Threading

I 1
’ 20 80 100

Time (ns)




image147.png
AMP175

—— AlphaFold

—— PEP-FOLD

— Homology Modeling
—— Threading

2.0

-
o
|

RMSD (nm)
o

B gAML M I M
” M» W 'u ,'WMM W‘ H‘
»‘W ”

e
- W} i w

T T T T T T T T T
0 20 40 60 80 100
Tlme (ns)





image148.png
RMSF (nm)

2.5

AMP175

2.0

1.5

1.0

0.5

0.0

—— AlphaFold

—— PEP-FOLD
Homology Modeling
—— Threading

12 15 18 21 24
Residues




image149.png
Radius of Gyration
(nm)

AMP175

N w w »
o o o o
| 1 | 1 | 1

N
o
1

1.0

0.5

Ww

b

I )
i

WM

H\I

'”\H

—— AlphaFold
—— PEP-FOLD

—— Threading

—— Homology Modeling

" M

Mwummi b

: w ‘ M{"” Wl

0.0

20

40 60 80
Time (ns)

100




image150.png
AMP175

AlphaFold
PEP-FOLD

+ Homology Modeling
Threading

«





image151.png
SASA (nm?)

50

45 -
40 4

35 H

] ‘ \H
i‘h )“ hh” \“ ‘IW‘ ‘ w “’ ”J\
W, m'. ,,,‘ ) ,‘. |,', | WM M ™ il

30

25

AMP175

~— AlphaFold

— PEP-FOLD

— Homology Modeling
—— Threading

I 1
’ 20 80 100

Time (ns)




image152.tif
AMP175 (AlphaFold) Gibbs' free energy (kcal/mol)
13.10
l 11.46

- 9.825

- 8.188

- 6.550

- 4.913

- 3.275

1.638

0.000





image153.tif
AMP175 (Homology Modeling) Gibbs' free energy (kcal/mol)
13.60
l 11.90

- 10.20

- 8.500

- 6.800

- 5.100

- 3.400

1.700

0.000





image154.tif
PC2

AMP175 (PEP-FOLD)

Gibbs' free energy (kcal/mol)

B 13.00

- 11.38

- 9.750

8.125

6.500

4.875

3.250

1.625

0.000





image11.tif
AMP186 (PEP-FOLD)

Gibbs' free energy (kcal/mol)
12.60
11.03

- 9.450

- 7.875

- 6.300

- 4.725

- 3.150

1.575

0.000





image155.tif
AMP175 (Threading)

Gibbs' free energy (kcal/mol)
11.90
10.41

- 8.925

- 7.438

- 5.950

- 4.463

- 2.975

1.488

0.000





image156.png
AMP175 (AlphaFold) Gibbs' free energy (kcal/mol)
13.10
l 11.46

- 9.825

- 8.188

- 6.550

- 4.913

- 3.275

1.638

0.000





image157.png
AMP175 (Homology Modeling) Gibbs' free energy (kcal/mol)
13.60
l 11.90

- 10.20

- 8.500

- 6.800

- 5.100

- 3.400

1.700

0.000





image158.png
PC2

AMP175 (PEP-FOLD)

Gibbs' free energy (kcal/mol)

B 13.00

- 11.38

- 9.750

8.125

6.500

4.875

3.250

1.625

0.000





image159.png
AMP175 (Threading)

Gibbs' free energy (kcal/mol)
11.90
10.41

- 8.925

- 7.438

- 5.950

- 4.463

- 2.975

1.488

0.000





image160.tif
(1OW [\EDN) ABaoua 331} SAAD

D
T

—_
~
A

_
(=]
A

-
1

AMP175 (AlphaFold)

——__ Gibbs’ free energy (kcal/mol)

13.10
11.79
10.48
9.170
7.860
6.550
5.240
3.930
2.620
1.310

0.000




image161.tiff
13,60
1224

) - 1088

&

g 9.520

Ed - 8.160

8

° 6.800

2

% 5.440

< 4.080

(3

a

8 2720

3 1.360

g

= 0.000

AMP175 (Homology Modeling)




image162.tif
\\om“\a:w\\ ABioua 231y ,sAAO

—_
~N
1

-
o
\

-]
\

D
\

=
\

AMP175 (PEP-FOLD)

—

\Gibbs' free energy (kcal/mol)

13.00
11.70
10.40
9.100
7.800
6.500
5.200
3.900
2.600
1.300

0.000




image163.tif
\\ouu\e:w\\ ABasue 921} saao

b
\\Gmfree energy (kcal/mol)
11.90
10.71
9.520
8.330
7.140

5.950

(=2
\

4.760
3.570
2.380
1.190

0.000

AMP175 (Threading)




image164.png
(\OW \EDN) ABaoua 331} SAAID

T
T

—_
~
A

_
(=]
A

-
1

AMP175 (AlphaFold)

——_ Gibbs’ free energy (kcal/mol)

13.10
11.79
10.48
9.170
7.860
6.550
5.240
3.930
2.620
1.310

0.000




image12.tif
PC2

AMP186 (Threading)

Gibbs' free energy (kcal/mol)
16.70

14.61
12.53
10.44
8.350
6.263
4175
2.088

0.000




image165.png
13,60
1224

) - 1088

&

g 9.520

Ed - 8.160

8

° 6.800

2

% 5.440

< 4.080

(3

a

8 2720

3 1.360

g

= 0.000

AMP175 (Homology Modeling)




image166.png
\\om“\a:w\\ ABioud 221} ,sAAO

—_
~N
1

-
o
\

-]
\

D
\

=~
\

AMP175 (PEP-FOLD)

—

\Gibbs' free energy (kcal/mol)

13.00
11.70
10.40
9.100
7.800
6.500
5.200
3.900
2.600
1.300

0.000




image167.png
\\ouu\e:w\\ ABasue 921} saao

b
\\Gmfree energy (kcal/mol)
11.90
10.71
9.520
8.330
7.140

5.950

(=2
\

4.760
3.570
2.380
1.190

0.000

AMP175 (Threading)




image168.tif
RMSD (nm)

AMP207

3.0

2.5 4

N
o
1

-
o
|

-
o
|

0.5

—— AlphaFold
—— PEP-FOLD

—— Threading

—— Homology Modeling

0.0

Time (ns)

100




image169.tif
RMSF (nm)

3.0

AMP207

2.5 4

2.0 1

1.5

1.0

0.5 +

0.0

—— AlphaFold

—— PEP-FOLD
Homology Modeling

—— Threading

1|2I1|5I1|8I2|1

Residues




image170.tif
w
o

AMP207

Radius of Gyration

(nm)
o = on > o
) © o < i
1 L I I I

o©
o

..,»1 ‘uw WM

@ ‘

—— AlphaFold

-~ PEP-FOLD

— Homology Modeling
—— Threading

‘M -

!‘\“ Mu ‘M "MI ‘U .f ?IJ‘ l M\H

o

T
20

T ' y I I I
e 60 80 100
Time (ns)




image171.tif
15

AMP207

12

>

«

AlphaFold
PEP-FOLD
Homology Modeling
Threading





image172.tif
SASA (nm?)

AMP207

60 ] —— AlphaFold

] — PEP-FOLD
_ — Homology Modeling

] —— Threading

45

40

35

) W\ ‘ W M “” ” l“ ’
* “ “‘ ‘:‘ “ “ J ’HW .““ .[ ﬂi” “‘ “‘H\l‘ t M M " ‘

) [“Mw“ ‘ \wl“ )* iy! \1

20 | I I . | . T T T 1
; - - 60 80 100

Time (ns)




image173.png
RMSD (nm)

AMP207

3.0

2.5

N
o
1

-
o
|

-
o
|

0.5

—— AlphaFold
—— PEP-FOLD

—— Threading

—— Homology Modeling

0.0

Time (ns)

100




image174.png
RMSF (nm)

3.0

AMP207

2.5

2.0 1

1.5

1.0

0.5

0.0

—— AlphaFold

—— PEP-FOLD
Homology Modeling

—— Threading

1|2I1|5I1|8I2|1

Residues




image13.png
AMP186 (AlphaFold)

Gibbs' free energy (kcal/mol)
13.10
11.46

- 9.825

- 8.188

- 6.550

- 4.913

- 3.275

1.638

0.000





image175.png
w
o

AMP207

Radius of Gyration

(nm)
o = on S o
) © o i i
] L I I I

o©
o

..,»1 ‘uw WM

@ ‘

—— AlphaFold

-~ PEP-FOLD

— Homology Modeling
—— Threading

‘M -

!‘\“ Mu ‘M "MI ‘U .f ?IJ‘ l M\H

o

T
20

T ' ! I I I
e 5 80 100
Time (ns)




image176.png
15

AMP207

12

>

«

AlphaFold
PEP-FOLD
Homology Modeling
Threading





image177.png
SASA (nm?)

AMP207

60 _ —— AlphaFold

. — PEP-FOLD
_ — Homology Modeling

N —— Threading

45

40

35

) W\ ‘ W M “” ” l“ ’
* “ “‘ ‘:‘ “ “ J ’HW .““ .[ ﬂi” “‘ “‘H\l‘ t M M " ‘

) [“Mw“ ‘ \wl“ )* iy! \1

20 | I I . : . T T T 1
; - - 5 80 100

Time (ns)




image178.tif
AMP207 (AlphaFold) Gibbs' free energy (kcal/mol)
17.40
l 15.23

- 13.05

- 10.88

- 8.700

- 6.525

- 4.350

2175

0.000





image179.tif
AMP207 (Homology Modeling) Gibbs' free energy (kcal/mol)

14.10
12.34

- 10.58

- 8.813

- 7.050

- 5.288

- 3.525

1.763

0.000





image180.tif
AMP207 (PEP-FOLD) Gibbs' free energy (kcal/mol)

B 15.50

- 13.56

- 11.63

9.688

7.750

5813

3.875

1.938

0.000





image181.tif
AMP207 (Threading) Gibbs' free energy (kcal/mol)

13.70
11.99
10.28
8.563
6.850
5.138
3.425
1.713

0.000





image182.png
AMP207 (AlphaFold) Gibbs' free energy (kcal/mol)

17.40

15.23

- 13.05

- 10.88

- 8.700

- 6.525

- 4.350

2175

0.000





image183.png
AMP207 (Homology Modeling) Gibbs' free energy (kcal/mol)

14.10
12.34

- 10.58

- 8.813

- 7.050

- 5.288

- 3.525

1.763

0.000





image184.png
AMP207 (PEP-FOLD) Gibbs' free energy (kcal/mol)

B 15.50

- 13.56

- 11.63

9.688

7.750

5813

3.875

1.938

0.000





image14.png
AMP186 (Homology Modeling)

Gibbs' free energy (kcal/mol)

12.40
10.85

- 9.300

- 7.750

- 6.200

- 4.650

- 3.100

1.550

0.000





image185.png
AMP207 (Threading) Gibbs' free energy (kcal/mol)

13.70
11.99
10.28
8.563
6.850
5.138
3.425
1.713

0.000





image186.tif
R
\\leree energy (kcal/mol)
17.40
15.66
13.92
12.18
10.44
8.700
6.960
5.220
3.480

1.740

0.000

AMP207 (AlphaFold)




image187.tif
\\o\n“e:»\\ ABioua aal) ,SAAO

———____ Gibbs' free energy (kcal/mol)

e —

T 14.10
14 -

12.69
11.28

12

9.870

10 8.460

7.050

5.640
4.230
2.820

1.410

0.000

AMP207 (Homology Modeling)




image188.tif
\\o\m\em\\ ABisue 991} SAAO

14

=S
~n
1

10

xR
\

D
A

>
\

e

AMP207 (PEP-FOLD)

——____ Gibbs' free energy (kcal/mol)

15.50

13.95

12.40

10.85

9.300

7.750

6.200

4.650

3.100

1.550

0.000




image189.tif
\\O\uwe:w\\ ABiouS 231} sAAlO

__———— Gibbs' free energy (kcal/mol)

T
W 13.70
12.33

10.96

-
S
A

9.590

8.220

xR
\

6.850

5.480

4.110

2.740

1.370

0.000

AMP207 (Threading)




image190.png
R
\\leree energy (kcal/mol)
17.40
15.66
13.92
12.18
10.44
8.700
6.960
5.220
3.480

1.740

0.000

AMP207 (AlphaFold)




image191.png
\\o\n“e:»\\ ABioua aal) ,SAAO

~———____ Gibbs' free energy (kcal/mol)

e

T 14.10
14 -

12.69
11.28

12

9.870

10 8.460

7.050

5.640
4.230
2.820

1.410

0.000

AMP207 (Homology Modeling)




image192.png
\\o\m\em\\ ABisue 991} SAAOD

14

=S
~n
1

10

xR
\

D
A

>
\

e

AMP207 (PEP-FOLD)

——____ Gibbs' free energy (kcal/mol)

15.50

13.95

12.40

10.85

9.300

7.750

6.200

4.650

3.100

1.550

0.000




image193.png
\\O\uwe:w\\ ABiouS 231} sAAlO

__———— Gibbs' free energy (kcal/mol)

T
W 13.70
12.33

10.96

-
S
A

9.590

8.220

xR
\

6.850

5.480

4.110

2.740

1.370

0.000

AMP207 (Threading)




image194.tif
RMSD (nm)

w
o

N
o
1

N
o
1

-
o
|

o
o

o
o

AMP239

-
o
| 1

—— AlphaFold

—— PEP-FOLD

—— Homology Modeling
—— Threading

T T T T T T T T T
0 20 40 60 80 100

Time (ns)




image15.png
AMP186 (PEP-FOLD)

Gibbs' free energy (kcal/mol)
12.60
11.03

- 9.450

- 7.875

- 6.300

- 4.725

- 3.150

1.575

0.000





image195.tif
RMSF (nm)

3.0

AMP239

2.5 4

2.0 1

1.5

1.0 1

0.5 +

—— AlphaFold

—— PEP-FOLD
Homology Modeling
—— Threading

0.0

3 6 9 12 15 18
Residues





image196.tif
Radius of Gyration
(nm)

AMP239

Jih M W‘W'

— AlphaFold
~ PEP-FOLD
~ Homology Modeling
— Threading

H

i

W

P

i

i

T
20

0 60
Time (ns)

T
80

100




image197.tif
12

AMP239

AlphaFold
PEP-FOLD

Homology Modeling

Threading

10




image198.tif
SASA (nm?)

AMP239

50
—— AlphaFold
—— PEP-FOLD

45 - —— Homology Modeling
—— Threading

40 H

T T T T T T T T T 1
0 20 40 60 80 100
Time (ns)




image199.png
RMSD (nm)

w
o

N
o
1

N
o
1

-
o
|

o
o

o
o

AMP239

-
o
| 1

—— AlphaFold

—— PEP-FOLD

—— Homology Modeling
—— Threading

T T T T T T T T T
0 20 40 60 80 100

Time (ns)




image200.png
RMSF (nm)

3.0

AMP239

2.5

2.0 1

1.5

1.0

0.5 +

—— AlphaFold

—— PEP-FOLD
Homology Modeling
—— Threading

0.0

3 6 9 12 15 18
Residues





image201.png
Radius of Gyration
(nm)

AMP239

ey M W‘W'

— AlphaFold
~ PEP-FOLD
~ Homology Modeling
— Threading

H

i

W

P

i

i

T
20

0 60
Time (ns)

T
80

100




image202.png
12

AMP239

AlphaFold
PEP-FOLD

Homology Modeling

Threading

10




image203.png
SASA (nm?)

AMP239

50
—— AlphaFold
—— PEP-FOLD

45 - —— Homology Modeling
—— Threading

40

T T T T T T T T T 1
0 20 40 60 80 100
Time (ns)




image204.tif
AMP239 (AlphaFold) Gibbs' free energy (kcal/mol)

B 13.70

~ 11.99

- 10.28

8.563

6.850

5.138

3.425

1.713

0.000





image16.png
PC2

AMP186 (Threading)

Gibbs' free energy (kcal/mol)
16.70

14.61
12.53
10.44
8.350
6.263
4175
2.088

0.000




image205.tif
AMP239 (Homology Modeling) Gibbs' free energy (kcal/mol)
11.50
l 10.06

- 8.625

- 7.188

- 5.750

- 4.313

- 2.875

1.438

0.000





image206.tif
PC2

AMP239 (PEP-FOLD)

Gibbs' free energy (kcal/mol)
18.80

16.45
14.10
11.75
9.400
7.050
4.700
2.350

0.000




image207.tif
AMP239 (Threading)

Gibbs' free energy (kcal/mol)
12.10

10.59

- 9.075

- 7.563

- 6.050

- 4.538

- 3.025

1.513

0.000





image208.png
AMP239 (AlphaFold) Gibbs' free energy (kcal/mol)

B 13.70

~ 11.99

- 10.28

8.563

6.850

5.138

3.425

1.713

0.000





image209.png
AMP239 (Homology Modeling) Gibbs' free energy (kcal/mol)
11.50
l 10.06

- 8.625

- 7.188

— 5.750

- 4.313

- 2.875

1.438

0.000





image210.png
PC2

AMP239 (PEP-FOLD)

Gibbs' free energy (kcal/mol)
18.80

16.45
14.10
11.75
9.400
7.050
4.700
2.350

0.000




image211.png
AMP239 (Threading)

Gibbs' free energy (kcal/mol)
12.10

10.59

- 9.075

- 7.563

- 6.050

- 4.538

- 3.025

1.513

0.000





image212.tiff
s' free energy (kcal/mol)

T e 1 13.70
| 12.33
|

[o] 2 | 10.96

g |

7 | 9590

5 ! 8.220

o 3

s 6.850

5 . 5.480

< 4410

P

=
i 4 2.740
% ; 1ar0
2
= 0.000

o

AMP239 (AlphaFold)




image213.tiff
Gibbs' free energy (kcal/mol)

i 11.50
“ 1035

0 1 | 9.200

g 8.050

0. g |

Py | 6.900

% |

L] 5750

g s |

3 | 4.600

a

< 3.450

=

’q: 2.300

3, 1.150

g

= 0.000

AMP239 (Homology Modeling)




image214.tif
\\o\.u|\e:»\\ ABisua @21} saald

-
*®
1

-
(-1]
\

-
=
1

12

-
(=]
\

<«
\

D —
I

AMP239 (PEP-FOLD)

Gibbs' free energy (kcal/mol,

18.80
16.92
15.04
13.16
11.28
9.400
7.520
5.640
3.760
1.880

0.000




image17.tiff
Gibbs' free energy (kcal/mol)

13.20
11.88

Q
i 10.56
I3
@ 9.240
>
° 7.820
F g
)

6.600
g

5.280
F]
=
z 2.960
8
g 2.640
el 1320

0.000

AMP21(AlphaFold)




image215.tiff
(OW\eIN) ABioua 2213 ,SAAD

127

e

.

<

AMP239 (Threading)

free energy (kcal/mol)

1 12.10
10.89
9.680
8.470
7.260
6.060
4.840
3.630
2.420
1.210

0.000




image216.png
s' free energy (kcal/mol)

T e 1 13.70
| 12.33
|

[o] 2 | 10.96

g |

7 | 9590

5 ! 8.220

o 3

s 6.850

5 . 5.480

< 4410

P

=
i 4 2.740
% ; 1ar0
2
= 0.000

o

AMP239 (AlphaFold)




image217.png
Gibbs' free energy (kcal/mol)

i 11.50
“ 1035

0 1 | 9.200

g 8.050

0. g |

Py | 6.900

% |

L] 5750

g s |

3 | 4.600

a

< 3.450

=

’q: 2.300

3, 1.150

g

= 0.000

AMP239 (Homology Modeling)




image218.png
\\o\.u|\e:»\\ ABisua 321} saald

-
*®
1

-
(-1]
\

-
=
1

12

-
(=)
\

<«
A

T
—

AMP239 (PEP-FOLD)

Gibbs' free energy (kcal/mol|

18.80
16.92
15.04
13.16
11.28
9.400
7.520
5.640
3.760
1.880

0.000




image219.png
(OW\eIN) ABioua 2213 ,SAAD

127

e

.

<

AMP239 (Threading)

free energy (kcal/mol)

1 12.10
10.89
9.680
8.470
7.260
6.060
4.840
3.630
2.420
1.210

0.000




image18.tiff
Low|yen) ABaoua 231} SAAO

Gibbs' free energy (kcal/mol)

e 13.70

1233

=

10.96

3

/ 9.590
| 8.220

6.850

5.480

ES

4110

2.740

1.370

0.000

AMP21(Homology Modeling)




image19.tiff
(oweow) KBiaus 021} SAAID

AMP21(PEP-FOLD)

12.50
1.25
10.00
8750
7.500
6.250
5.000
3.750
2.500
1.250

0.000




image20.tiff
(oW 1eM) £Bi1oua 291} SAAD

3

3

-
Y

ES

N

AMP21(Threading)

14.00

12.60

11.20

9.800

8.400

7.000

5.600

4.200

2.800

1.400

0.000




image21.png
Gibbs' free energy (kcal/mol)

13.20
11.88

Q
i 10.56
I3
@ 9.240
>
° 7.820
F g
)

6.600
g

5.280
F]
=
z 2.960
8
g 2.640
el 1320

0.000

AMP21(AlphaFold)




image22.png
Low|yen) ABaoua 231} SAAO

Gibbs' free energy (kcal/mol)

e 13.70

1233

=

10.96

3

/ 9.590
| 8.220

6.850

5.480

ES

4110

2.740

1.370

0.000

AMP21(Homology Modeling)




image23.png
(oweow) KBiaus 021} SAAID

AMP21(PEP-FOLD)

12.50
1.25
10.00
8750
7.500
6.250
5.000
3.750
2.500
1.250

0.000




image24.png
(oW 1eM) £Bi1oua 291} SAAD

3

3

-
Y

ES

N

AMP21(Threading)

14.00

12.60

11.20

9.800

8.400

7.000

5.600

4.200

2.800

1.400

0.000




image25.tiff
PC2

AMP21 (AlphaFold)

Gibbs' free energy (kcal/mol)
13.20

11.55
9.900
8.250
6.600
4.950
3.300
1.650

0.000




image26.tiff
AMP21(Homology Modeling) Gibbs' free energy (kcal/mol)

13.70
11.99
10.28
8.563
6.850
5.138
3425
1713

0.000





image27.tif
AMP21(PEP-FOLD)

Gibbs' free energy (kcal/mol)
12.50
10.94

- 9.375

- 7.813

- 6.250

- 4.688

- 3.125

1.563

0.000





image28.tiff
AMP21(Threading)

Gibbs' free energy (kcal/mol)
14.00

12.25
- 1050
- 8.750
- 7.000
- 5.250

- 3.500

1.750

0.000





image29.png
PC2

AMP21 (AlphaFold)

Gibbs' free energy (kcal/mol)
13.20

11.55
9.900
8.250
6.600
4.950
3.300
1.650

0.000




image30.png
AMP21(Homology Modeling) Gibbs' free energy (kcal/mol)

13.70
11.99
10.28
8.563
6.850
5.138
3425
1713

0.000





image31.png
AMP21(PEP-FOLD)

Gibbs' free energy (kcal/mol)
12.50
10.94

- 9.375

- 7.813

- 6.250

- 4.688

- 3.125

1.563

0.000





image32.png
AMP21(Threading)

Gibbs' free energy (kcal/mol)
14.00

12.25
- 1050
- 8.750
- 7.000
- 5.250

- 3.500

1.750

0.000





image33.tif
\\O\u“e:»\\ ABisue a1} saao

—_
~
A

_
(=]
1

-
1

—___ Gibbs' free energy (kcal/mol)

R ——
—

13.90
12.51
11.12
9.730
8.340

6.950
5.560

4.170

2.780

1.390

0.000

AMP218 (AlphaFold)




image34.tif
(W \eDN) ABious 921} SaAD

- Gibbs' free energy (kcal/mol)

e —
e —

T
15.10
13.59
14
12.08
12 10.57
9.060
10
7.550
$ 6.040
61 4.530
3.020
4 -
1.510
0.000

AMP218 (Homology Modeling)




image35.tif
. Gibbs' free energy (kcal/mol)

I
o

12.00
10.80
o 10- 9.600
%’ 8.400
o,
o 8- 7.200
]
o 6.000
3
2 6 4.800
|
< 3.600
~
= A
4 2.400
-
1.200
~ 0.000

AMP218 (PEP-FOLD)




image36.tif
\\om|\e<»\\ ABasua 9901} saaro

——_ Gibbs' free energy (kcal/mol)

T
T

13.40

12.06

—_
~
A

10.72

_
(=]
A

9.380

8.040

<«
1

6.700
5.360
4.020
2.680
1.340

0.000

AMP218 (Threading)




image37.png
\\O\u“e:»\\ ABisue a1} saao

—_
~
A

—
(=]
1

-
1

—__ Gibbs' free energy (kcal/mol)

S
P

13.90
12.51
11.12
9.730
8.340

6.950
5.560

4.170

2.780

1.390

0.000

AMP218 (AlphaFold)




image38.png
(W \eDN) ABi1ous 921} SaAD

- Gibbs' free energy (kcal/mol)

e —
e

T
15.10
13.59
14
12.08
12 10.57
9.060
10
7.550
$7 6.040
61 4.530
3.020
4 -
1.510
0.000

AMP218 (Homology Modeling)




image39.png
. Gibbs' free energy (kcal/mol)

—
T

12.00
10.80
o 10- 9.600
%’ 8.400
v,
o 8 7.200
]
o 6.000
3
2 6 4.800
|
< 3.600
~
= A
4 2.400
-
1.200
= 0.000

AMP218 (PEP-FOLD)




image40.png
\\om|\e<»\\ ABasua 9901} saaro

——_ Gibbs' free energy (kcal/mol)

T
T

13.40

12.06

—_
~n
A

10.72

_
(=]
A

9.380

8.040

-
1

6.700
5.360
4.020
2.680
1.340

0.000

AMP218 (Threading)




image41.tif
AMP218 (AlphaFold)

Gibbs' free energy (kcal/mol)
13.90
12.16

- 10.43

- 8.688

- 6.950

- 5.213

- 3.475

1.738

0.000





image42.tif
AMP218 (Homology Modeling)  Gijpbs' free energy (kcal/mol)

2.0

1.5 1

1.0 1

0.5

~ |
O 0.04
D_ -
-0.5
—-1.0 1

-1.5

-2.0

"

B 15.10

—13.21

- 11.33

9.438

7.550

5.663

3.775

1.888

0.000




image43.tif
AMP21 (PEP-FOLD) Gibbs' free energy (kcal/mol)

12.00
10.50

- 9.000

- 7.500

- 6.000

- 4.500

- 3.000

1.500

0.000





image44.tif
AMP218 (Threading) Gibbs' free energy (kcal/mol)
B 13.40

~11.73

- 10.05

8.375

6.700

5.025

3.350

1.675

0.000





image45.png
AMP218 (AlphaFold)

Gibbs' free energy (kcal/mol)
13.90
12.16

- 10.43

- 8.688

- 6.950

- 5.213

- 3.475

1.738

0.000





image46.png
AMP218 (Homology Modeling)  Gijpbs' free energy (kcal/mol)

2.0

1.5 1

1.0 1

0.5

~ |
O 0.04
D_ -
-0.5
—-1.0 1

-1.5

-2.0

"

B 15.10

- 13.21

- 11.33

9.438

7.550

5.663

3.775

1.888

0.000




image47.png
AMP21 (PEP-FOLD) Gibbs' free energy (kcal/mol)

12.00
10.50

- 9.000

- 7.500

- 6.000

- 4.500

- 3.000

1.500

0.000





image48.png
AMP218 (Threading) Gibbs' free energy (kcal/mol)
B 13.40

~ 11.73

- 10.05

8.375

6.700

5.025

3.350

1.675

0.000





image49.tiff
7~ Gibbs'

ree energy (kcal/mol)
0w .

1 .70
10.53

¢ 9.360
g 8.190
o,
i 7.020
z
o
s 5.850
]
3 4.680
7]
3 3510
)
g 2.340
3
a 1.170
2
7 0.000

P S

AMP2410 (AlphaFold)




image50.tiff
~———-____Gibbs' free energy (kcal/mol)

] 12.30

12 | 11.07
|

o] | 9.840

g |

g1 | 8610

o, |

-4 7.380

§ 0 |

° 6.150

H

5 ’ 4920

g

f‘ 3.690

3

[

3 2.460

3 1.230

E

0.000

AMP2410 (Homology Modeling)




image51.tiff
( 14.10
* 12,69
@ } 11.28
7 12 ‘
g 2870
a, |
A I 8.460
] |

| 7.050
gt |
4 5.640
]
f- f 4220
(3
3 2.820
2
% 1410
g
” 0.000

AMP2410 (PEP-FOLD)




image52.tiff
r

—____Gibbs' free energy (kcal/mol)

12 -

T 170
10.53

0 9.360
g 8,190
w.
= 7.020
)
0 5.850
$
] 4680
8
< 3510
~
H 2.340
2
3 1470
P
z 0.000

AMP2410 (Threading)




image53.png
7~ Gibbs'

ree energy (kcal/mol)
0w .

1 .70
10.53

¢ 9.360
g 8.190
o,
i 7.020
z
o
s 5.850
]
3 4.680
7]
3 3510
)
g 2.340
3
a 1.170
2
7 0.000

P S

AMP2410 (AlphaFold)




image54.png
~———-____Gibbs' free energy (kcal/mol)

] 12.30

12 | 11.07
|

o] | 9.840

g |

g1 | 8610

o, |

-4 7.380

§ 0 |

° 6.150

H

5 ’ 4920

g

f‘ 3.690

3

[

3 2.460

3 1.230

E

0.000

AMP2410 (Homology Modeling)




image1.tif
(OW\eDIN) AGioua 931} . saAD

D
T

—_
~
A

_
(=]
1

<«
1

AMP186 (AlphaFold)

——_ Gibbs' free energy (kcal/mol

13.10

11.79

10.48

9.170

7.860

6.550

5.240

3.930

2.620

1.310

0.000




image55.png
( 14.10
* 12,69
@ } 11.28
7 12 ‘
g 2870
a, |
A I 8.460
] |

| 7.050
gt |
4 5.640
]
f- f 4220
(3
3 2.820
2
% 1410
g
” 0.000

AMP2410 (PEP-FOLD)




image56.png
r

—____Gibbs' free energy (kcal/mol)

12 -

T 170
10.53

0 9.360
g 8,190
w.
= 7.020
)
0 5.850
$
] 4680
8
< 3510
~
H 2.340
2
3 1470
P
z 0.000

AMP2410 (Threading)




image57.tiff
AMP2410 (AlphaFold) Gibbs' free energy (kcal/mol)

11.70
10.24
- 8775
7313
- 5.850
- 4.388

- 2.925

1.463

0.000





image58.tiff
PC2

AMP2410 (Homology Modeling)

Gibbs' free energy (kcal/mol)
12.30

10.76
9225
- 7.688
- 6.150
4613

- 3.075

1.538

0.000




image59.tiff
AMP2410 (PEP-FOLD) Gibbs' free energy (kcal/mol)

14.10

12.34

- 10.58

- 8.813

- 7.050

- 5.288

- 3.525





image60.tiff
AMP2410 (Threading)

Gibbs' free energy (kcal/mol)
11.70

10.24
- 8.775
- 7.313
- 5.850
- 4.388

- 2.925

1.463

0.000





image61.png
AMP2410 (AlphaFold) Gibbs' free energy (kcal/mol)

11.70
10.24
- 8775
7313
- 5.850
- 4.388

- 2.925

1.463

0.000





image62.png
PC2

AMP2410 (Homology Modeling)

Gibbs' free energy (kcal/mol)
12.30

10.76
9225
- 7.688
- 6.150
4613

- 3.075

1.538

0.000




image63.png
AMP2410 (PEP-FOLD) Gibbs' free energy (kcal/mol)

14.10

12.34

- 10.58

- 8.813

- 7.050

- 5.288

- 3.525





image64.png
AMP2410 (Threading)

Gibbs' free energy (kcal/mol)
11.70

10.24
- 8.775
- 7.313
- 5.850
- 4.388

- 2.925

1.463

0.000





image2.tiff
al 12.40
12 1146

Q@ | 9.920

2 |

g 8,680

o, |

o ( 7.440

g |

o ‘ 6.200

3 |

‘.“é 6 4960

< 3720

7

4 2.480

g 1.240

2

= 0.000

AMP186 (Homology Modeling)




image65.tiff
RMSD (nm)

AMP32

2.0
—— AlphaFold
PEP-FOLD
~—— Homology Modeling
154 Threading
1.0 4 ‘
M T
054 M\”W AW} w"“ MH M i I}
0
0.0 T T T

40 60 80 100
Time (ns)




image66.tiff
RMSF (nm)

AMP32

3.0

2.5

g
o
1

o
1

o
L

0.5+

—— AlphaFold

—— PEP-FOLD

—— Homology Modeling
—— Threading

0.0

Residue




image67.tiff
Radius of Gyration

AMP32

3.0

AlphaFold
PEP-FOLD

Threading

-~ Homology Modeling

Time (ns)

100




image68.tiff
AMP32

AlphaFold
PEP-FOLD
Homology Modeling|
Threading





image69.png
RMSD (nm)

AMP32

2.0
—— AlphaFold
PEP-FOLD
~—— Homology Modeling
154 Threading
1.0 4 ‘
M T
054 M\”W AW} w"“ MH M i I}
0
0.0 T T T

40 60 80 100
Time (ns)




image70.png
RMSF (nm)

AMP32

3.0

2.5

g
o
1

o
1

o
L

0.5+

—— AlphaFold

—— PEP-FOLD

—— Homology Modeling
—— Threading

0.0

Residue




image71.png
Radius of Gyration

AMP32

3.0

AlphaFold
PEP-FOLD

Threading

-~ Homology Modeling

Time (ns)

100




image72.png
AMP32

AlphaFold
PEP-FOLD
Homology Modeling|
Threading





image73.tiff
35

AMP32

304

—— AlphaFold
PEP-FOLD

—— Homology Modeling
Threading

20

40 60 80
Time (ns)

100




image74.tiff
AMP32 (AlphaFold)

Gibbs' free energy (kcal/mol)

14.70
12.86
11.03
9.188
7.350
5513
3675
1.838

0.000





image3.tif
k\om“eom ABiaua 921} ,saAaO

12

~

AMP186 (PEP-FOLD)

e

——__ Gibbs' free energy (kcal/mol)

12.60
11.34
10.08
8.820
7.560
6.300
5.040
3.780
2.520
1.260

0.000




image75.tiff
AMP32 (Homology Modeling) Gibbs' free energy (kcal/mol)

13.10

11.46

- 9.825

- 8.188

- 6.550

- 4.913

- 3275





image76.tiff
AMP32 (PEP-FOLD) Gibbs' free energy (kcal/mol)

12.30

10.76

- 9.225

- 7.688

- 6.150

4613

- 3.075





image77.tiff
PC2

AMP32 (Threading)

Gibbs' free energy (kcal/mol)
14.80

12.95
11.10
9.250
7.400
5.550
3.700
1.850

0.000




image78.png
AMP32 (AlphaFold)

Gibbs' free energy (kcal/mol)

14.70
12.86
11.03
9.188
7.350
5513
3675
1.838

0.000





image79.png
AMP32 (Homology Modeling) Gibbs' free energy (kcal/mol)

13.10

11.46

- 9.825

- 8.188

- 6.550

- 4.913

- 3275





image80.png
AMP32 (PEP-FOLD) Gibbs' free energy (kcal/mol)

12.30

10.76

- 9.225

- 7.688

- 6.150

4613

- 3.075





image81.png
PC2

AMP32 (Threading)

Gibbs' free energy (kcal/mol)
14.80

12.95
11.10
9.250
7.400
5.550
3.700
1.850

0.000




image82.tiff
14.70

13.23
g 11.76
g
g 10.29
g 8.820
8 .
]
2 7.350
3
g 5.880
f— 4.410
H
H 2.940
‘3’ 1.470
z

0.000

AMP32 (AlphaFold)




image83.tiff
- bs' free energy (kcal/mol)
wr IR

N 13.10
11.79
@ 1 1048
g
g 2470
Ed 7.860
H
) 6.550
2
‘% 5.240
f_ 3.930
z
8 2620
3 1.310
E
0.000

AMP32 (Homology Modeling)




image84.tiff
7~ Gibbs'free energy (kcal/mol)

12.30

)

11.07

=3

| 9.840

\\om“znyn ABisue 221} SAAO
ES

Pra N

AMP32 (PEP-FOLD)




image4.tif
(oW [YeDN) ABiaue 931} SaalD

L-~)
3

D

=

~

3

AMP186 (Threading)

T

——__ Gibbs' free energy (kcal/mol)

16.70
15.03
13.36
11.69
10.02
8.350
6.680
5.010
3.340
1.670

0.000




image85.tiff
(oW {\eIN) ABisua 2913 SaAD

AMP32 (Threading)

14.80
13.32
11.84
10.36
8.880
7.400
5.920
4.440
2.960
1.480

0.000




image86.png
14.70

13.23
g 11.76
g
g 10.29
g 8.820
8 .
]
2 7.350
3
g 5.880
f— 4.410
H
H 2.940
‘3’ 1.470
z

0.000

AMP32 (AlphaFold)




image87.png
- bs' free energy (kcal/mol)
wr IR

N 13.10
11.79
@ 1 1048
g
g 2470
Ed 7.860
H
) 6.550
2
‘% 5.240
f_ 3.930
z
8 2620
3 1.310
E
0.000

AMP32 (Homology Modeling)




image88.png
7~ Gibbs'free energy (kcal/mol)

12.30

)

11.07

=3

| 9.840

\\om“znyn ABisue 221} SAAO
ES

Pra N

AMP32 (PEP-FOLD)




image89.png
(oW {\eIN) ABisua 2913 SaAD

AMP32 (Threading)

14.80
13.32
11.84
10.36
8.880
7.400
5.920
4.440
2.960
1.480

0.000




image90.tiff
RMSD (nm)

4.0

AMP43

AlphaFold

35 —— PEP-FOLD
Homology Modeling

304 ——— Threading

2.5

2.0

1.5+

1.0 4 fu M\ \

Time (ns)

100




image91.tiff
RMSF (nm)

AMP43

25

2.0+

o
I

o
I

0.5+

—— AlphaFold

—— PEP-FOLD

—— Homology Modeling
—— Threading

0.0

12 15 18 21 24
Residues




image92.tiff
Radius of Gyration

AMP43

3.0
AlphaFold
PEP-FOLD

2.5 Homology Modeling
Threading

2.0

0.0 T T T T

Time (ns)

100




image93.tiff
AMP43

1
° AlphaFold

PEP-FOLD
Homology Modeling
Threading

12 4





image94.tiff
AMP43

“ —— AlphaFold
-~ PEP-FOLD
40 -~ Homology Modeling
Threading

W i

1l | \
25 M‘W “m\&“ﬁw’w J WM Nmm‘ I M H'M

20

I T T T T 1
0 20 40 60 80 100
Time (ns)




