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Figure S1: Box plots showing comparative analysis of anti–bacterial HDPs versus the negative set of peptides.
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Figure S2: Box plots showing comparative analysis of anti–cancer HDPs versus the negative set of peptides.
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Figure S3: Box plots showing comparative analysis of anti–fungal HDPs versus the negative set of peptides.
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Figure S4: Box plots showing comparative analysis of anti–viral HDPs versus the negative set of peptides.
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Table S7

Frequency count for the amino acid class composition for the twenty most informative DPC descriptors

Bioactivity Hydrophobicity van der Waals Polarity Polarizability Charge Secondary Solvent

volume structure accessibility

Antimicrobial

11 1 2 2 1 0 1 5

12 2 4 1 3 2 3 3

13 3 3 2 3 0 1 0

21 4 3 3 4 3 3 3

22 3 2 2 3 14 3 1

23 2 3 3 3 0 1 2

31 2 0 3 0 1 4 0

32 1 2 2 2 0 2 3

33 2 1 2 1 0 2 3

Anticancer

11 5 2 2 1 2 6 5

12 1 3 1 2 3 1 2

13 1 2 3 2 0 2 1

21 5 0 1 1 4 6 2

22 1 3 1 4 11 0 5

23 1 2 4 2 0 2 0

31 2 1 1 1 0 2 0

32 2 4 1 4 0 0 5

33 2 3 6 3 0 1 0

Antifungal

11 2 3 3 3 2 5 8

12 1 3 1 3 6 4 1

13 5 1 1 0 0 1 0

21 1 1 3 1 1 3 6

22 3 1 3 1 11 2 2

23 3 0 1 1 0 1 0

31 1 3 5 1 0 1 1

32 1 5 1 7 0 2 1

33 3 3 2 3 0 1 1

Antiviral

11 3 3 4 1 1 4 6

12 3 2 1 2 1 3 2

13 1 1 2 1 0 1 0

21 1 4 2 4 3 3 1

22 3 4 3 6 14 1 3

23 2 2 1 2 1 2 3

31 2 1 1 1 0 2 1

32 1 2 3 2 0 3 1

33 4 1 3 1 0 1 3
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Table S8

Amino acid attributes and the division of the amino acids into three groups for each attribute

Group 1 Group 2 Group 3

Hydrophobicity Polar Neutral Hydrophobicity

R, K, E, D, Q, N G, A, S, T, P, H, Y C, L, V, I, M, F, W

Normalized van der Waals volume 0-2.78 2.95-4.0 4.03-8.08

G, A, S, T, P, D, C N, V, E, Q, I, L M, H, K, F, R, Y, W

Polarity 4.9-6.2 8.0-9.2 10.4-13.0

L, I, F, W, C, M, V, Y P, A, T, G, S H, Q, R, K, N, E, D

Polarizability 0-1.08 0.128-0.186 0.219-0.409

G, A, S, D, T C, P, N, V, E, Q, I, L K, M, H, F, R, Y, W

Charge Positive Neutral Negative

K, R A, N, C, Q, G, H, I, L D, E

M, F, P, S, T, W, Y, V

Secondary structure Helix Strand Coil

E, A, L, M, Q, K, R, H V, I, Y, C, W, F, T G, N, P, S, D

Solvent accessibility Buried Exposed Intermediate

A, L, F, C, G, I, V, W R, K, Q, E, N, D M, S, P, T, H, Y
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