Workbench Audited Jobs



Workbench

Workbench is an on-premise Posit product e Sssion
that gives you remote access to you
favorite IDE(s) including:

o)
:@r Jupyter Notebook e JupyterLab @ Positron Pro e RStudio Pro WV VS Code

Session Name

Positron Pro Session 2

RSt u d 10 Session Credentials
Jupyter (a) < (a)

Posit AWS N POSIT_SOFTWARE_PBC_DEV
VS Code
Image
PO Sit ro n . rstudio-workbench-preview:jammy-2025.09.2-412.pro2 -

Cluster Options

When selecting a memory amount, use at least 2.5 GB. See Allocate sufficient memory for your Positron Pro session.
Resource Profile

Small

CPUs Memory (GB)
1 1.95

Auto-join session Enable notifications Cancel




Workbench - On-premise software

The Workbench environment provides a
number of benefits over local development:

® Increased resources

Standardized environments

e Data never leaves the server
environment
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Workbench Jobs - What do they do?

Workbench jobs are asynchronous jobs that can be launched
from an IDE:

* Run in the background while user does other work.
 Runs in a variety of languages: R, python, etc.
* Runs in various environments: locally, slurm, kubernetes.



Workbench Jobs - What’s running?

Console Terminal Workbench Jobs —_

Aﬂ Start Workbench Job i& Sorted by submission time ~

Important.R Running Local 0:06 @

Important.R Succeeded 8:46 PM Local 0:01

Important.R Succeeded 8:45 PM Local 0:00



Workbench Jobs - What was run?

Important.R

CLUSTER Local
STATUS ® FINISHED

EXIT CODE 0
SUBMITTED 5/28/2025, 8:53:24 PM
EXECUTABLE /bin/bash

ARGUMENTS -c cd ~ && /opt/R/4.4.3/1ib/R/bin/R —-no-echo --no-save --no-restore -f ~/Important.R

TAGS rstudio-r-script-job:~/Important.R pwb-audited-job:false

OUTPUT

[1] "This is important."



Audited Jobs - Motivation

Regulated industries usually have a concept like a final run.

Iteration Retention
Never the Same Reproducible

Disposable Verifiable



Audited Jobs - Start Audited Job

Run Script as Workbench Job

Workbench Job Options

Script Paths
R Script:
~/Important.R Browse...

Working Directory:

] Browse...

H
R Version: | Rversion 4.4.3 vl|@
Auditing

Include auditing details with this job

Current Environment
R4.43

Start Cancel



Audited Jobs - What’s running?

Console Terminal Workbench Jobs

* Start Workbench Job {\u} Sorted by submission time ~

Ec:l Important.R Running
Important.R Succeeded 8:54 PM
Important.R Succeeded 8:46 PM

Important.R Succeeded 8:45 PM

Local

Local

Local

Local

0:28

1:00

0:01

0:00

O



Audited Jobs - Enhancements

We build on workbench jobs by having:
* Long(er) retention policy.

e Environment capture.

e Output digital signature.



Audited Jobs - Environment Capture

Important.R
CLUSTER Local
STATUS ® FINISHED

EXIT CODE 0
SUBMITTED  5/28/2025, 8:59:17 PM
EXECUTABLE  /opt/R/4.4.3/1ib/R/bin/R

ARGUMENTS  --no-echo --no-save --no-restore —f ~/Important.R

TAGS rstudio-r-script-job:~/Important.R pwb-audited-job:

Download Audit Details

AUDIT DETAILS
Digital Signature
VERSION 443

BLAS /usr/lib/aarch64-linux-gnu/openblas-pthread/libblas.s0.3

LIBRARIES /home/seansinnott/R/aarch64-unknown-linux-gnu-library/4.4
/opt/R/4.4.3/lib/R/library

PACKAGES ~ KernSmooth=2.23-26
MASS=7.3-64

codetool:

LAPACK /usr/lib/aarch64-linux-gnu/openblas-pthread/libopenblasp-r0.3.20.s0

idited-job-i c8e-c78f-4fc2-b983-80f9cdd8c794

System R Environment

OUTPUT

[1]

s is important



Audited Jobs - Digital sighature.

Important.R

CLUSTER Local Download Audit Details
STATUS ® FINISHED

EXIT CODE 0

SUBMITTED 5/28/2025, 8:59:17 PM

EXECUTABLE  /opt/R/4.4.3/1ib/R/bin/R

ARGUMENTS --no-echo --no-save --no-restore -f ~/Important.R

TAGS rstudio-r-script-job:~/Important.R pwb-audited-job:true pwb-audited-job-id:8d8ecc8e-c78f-4fc2-b983-80f9cdd8c794

AUDIT DETAILS

Digital Signature System R Environment

VERIFIED Yes
ALGORITHM RSA-SHA256
PUBLICKEYID  s/TpYOUGmwCg76kOeRuPGR3jQQ32HQmfeEwZVamQrQs=

SIGNATURE Mbk7uNQ99nDMsvdI9MtJoRWRIIIftPSI7Uzw5vsj+U31+GegnaBMkkPQmGnqvGxZ/WR/kkvBiYuG4QLFPBfmXYx737dsfH4AFSZ /aP9 3pTemdeOHSrAN3DQt94JQVMA+cncr8nFCWa2x
bzh+4AEXfMNPDc/8LNzgGn/e)7knbKQeMuj3unLRA5GqqqdugNeLMCHHHhPr81+jYDngxy8LceF+Zi6i5RUpsH95ftOm5GBYCPpccdD402yTvBkpIXFJ9UMc/EMvréoczgsWhf7mmfg1cX
nlLj55kVrmE6HU7kX9U9urZXgMoq7BkjkqyDsbi+W76TqvZ3/T4TkFVKxsK4ljSOXBy0cgSOTQvngbOafHIKXS+C377FpdKYKMIT1M6BNXXhZQpx+QhiLINcbtdMcAyMSjnbNIR6X9rYaUTd
00fEXfPbkXyeK5CPtYOI7666g)N9zB8e)2ghUZk785puOL+J35uPqzc/pNBAKGUOJCELRDNfUKCCOIFFIfSITtntWnXOKe2ke/21wgT EyFbe3BgcDMtgCOVNAIyOYETg9OpvsLiTp1SHTfSEU
252PX2q+6tK8LOUAjIBJ9FWdegDY+z05dPXJ2HU6Gxtém0au4ZIbOx7d+vw5RI+UHctEHRXV3C5/gEoYK50gdW/Q/QmRatUoS+puiWwn29UH4VcQ=

OUTPUT

[1]

s is importa



Audited Jobs - Bespoke Metadata

AUDIT DETAILS

Digital Signature System R Environment User Defined Data

ASSAY SUMMARY

Assay Data Summary for Compound XDR-47892
Compound Information

Name: XDR-47892 (Azafenoxapril)

Formula: C23H27N305S

Class: Small molecule kinase inhibitor




