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B fox@gromacs: - B Windows Powershell

* Documentation: https://help.ubuntu.com
* Management : https://landscape. canonical . com
* Support: https://ubuntu.com/pro

[

System information as of Thu Jul 17 14:06:20 UTC 2025

System load: .06 Processes: 200
Usage of /: 61.3% of 57.47GB Users logged in i
Memory usage: 0% IPvi address for ethd: 10.129.0.37

Swap usage: 0%

* Strictly confined Kubernetes makes edge and ToT secure. Learn how MicroKss
just raised the bar for easy, resilient and secure K8s cluster deployment.

https://ubuntu. con/engage/secure-kubernetes-at-the-edge
Expanded Security Maintenance for Applications is not enabled.
© updates can be applied immediately.

Enable ESH Apps to receive additional future security updates.
See https://ubuntu.con/esm or run: sudo pro status

Last login: Thu Jul 17 13:48:34 2025 from 109.252.152.214

i~ 1s
C28S.pdb <50 cfuTt fles intel spe216.gro
i :~% gux pdb2gnx —F 1AKT_clean.pdb o 1AKI. processed.gro —mater spce

§ Zoon. gux: error while loading shared libraries: Libiomp5.so: cannot open shared object file: No such file or directory
8- viorkpice :~$ gmx pdb2gnx — C28S.pdb —o 1AKI_processed.gro —water spce
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Now there are 4260 atoms and 280 residues
Total mass in system 28854.720 a.m.u.
Total charge in system 70.000 e

Writing coordinate file...

You have successfully generated a topology from: C28S.pdb.
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Analysing

There are:
There are:

Analysing
Number of

The integrator does not provide a ensemble temperature, there is no system ensemble temperature

residue names:

280 Protein residues
164481 Water residues
Protein...

degrees of freedom in T-Coupling group rest is 999663.00

NOTE 3 [file ions.mdpl:

You are

using a plain Coulomb cut-off, which might produce artifacts.

You might want to consider using PME electrostatics.

This run will generate roughly 38 Mb of data

There were 3 NOTEs

GROMACS reminds you: "Nobody ever complained a seminar was too easy to understand.” (Ken Dill)

fox@gromacs:~$ gmx genion -s ions.tpr -o 1AKI_Jsolv_ions.gro -p topol.top -pname NA -nname CL -neutral
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There were 3 NOTEs

GROMACS reminds you: "Nobody ever complained a seminar was too easy to understand.” (Ken Dill)

fox@gromacs:~$ gmx genion -s ions.tpr -o C28_ions.gro -p topol.top -pname NA -nname CL -neutral
) GROMACS - gmx genion, 2025.2 (-:

Executable:
Data prefix

working dir:

/usr/local/bin/gmx
/usr/local
/home/fox

Command Lline:

gmx genion -s ions.tpr -o C28_ions.gro —p topol.top —pname NA -nname CL -neutral

Reading file ions.tpr, VERSION 2025.2 (single precision)
Reading file ions.tpr, VERSION 2025.2 (single precision)

Will try to add @ NA ions and 76 CL ions.
Select a continuous group of solvent molecules
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+H) has 1430 elements
in) has 2830 elements
-H) has 890 elements
es) has 1260 elements
in) has 493443 elements
er) has 493443 elements
0L) has 493443 elements
er) has 4260 elements

Number of (3-atomic) solvent molecules: 164481

Processing topology

Replacing 70 solute molecules in topology file (topol.top) by © NA and|RENENETYE.

Back OFf! T just backed up topol.top to ./#topol.top.2#

Using ran
Replacing
Replacing
Replacing
Replacing
Replacing
Replacing
Replacing
Replacing
Replacing
Replacing
Replacing
Replacing
Replacing
Replacing
Replacing
Replacing
Replacing
Replacing
Replacing
Replacing
Replacing
Replacing
Replacing
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don_seed
solvent
solvent
solvent
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-1090551
molecule
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913.
39403 (atom 122469) with CL
139203 (atom 421869) with CL
121290 (atom 368130) with CL
59066 (atom 181458)Mwith CL
118603 (atom 360069) with CL
39666 (atom 123258) with CL
115798 (atom 351654) with CL
132560 (atom 401940) with CL
154599 (atom 468057) with CL
13923 (atom 46829) with CL
144525 (atom 437835) with CL
135410 (atom 410490) with CL
162211 (atom 490893) with CL
97160 (atom 295748) with CL
120476 (atom 365688) with CL
62307 (atom 191181) with CL
149366 (atom 452358) with CL
76392 (atom 233436) with CL
58496 (atom 179748) with CL
110735 (atom 336465) with CL
148485 (atom 4U9715) with CL
97315 (atom 296205) with CL
62493 (atom 191739) with CL
23255 (atom 74825) with CL
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