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“Step 01: Input pdb file

HEWL PDB ID: 4LZT

Dolinsky TJ et al. 2007
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“Step 02: Titrable residues & Parameters
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Single conformation
Multiple Sites
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“PB/MC
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“DelPhi4Py: a simple to use python wrapper for DelPhi
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“Step 02: Titrable residues & Parameters
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SITE pKmod pKcomp pKexp Δ

ASP 18 3.8 2.9 2.7 0.2

GLU 35 4.2 4.6 6.2 -1.6

ASP 48 3.8 1.4 1.6 -0.2

ASP 66 3.8 1.3 0.9 0.4

CTR 129 3.0 2.9 2.8 0.1



“
anisotropic and isotropic systems

Main Features

easy to use and incorporate in existing scripts

GROMOS 54A7 validated parameters

CPU & GPU parallel computing

optional proton tautomerism

open source project



Future Development

1. Parameter calibration

a. Dieletric constant

b. Radii

c. DelPhi Settings

2. Extensive benchmarking

3. Support more Force Fields

4. Online server

5. CpHMD integration



https://github.com/mms-fcul/DelPhi4Py        https://github.com/mms-fcul/PypKa    
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