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  REQ-10087864  

  
  九月 25, 2026  

  
  USA  

  
  

  摘要  

Location: Cambridge
#LI-Hybrid 3 days/week in office
138,600.00 - 198,000.00 - 257,400.00 USD Annual

This role within the Applied AI, Low Molecular Weight (LMW) group of AI4R will contribute to the
development, evaluation, and application of AI methods and workflows for LMW drug discovery.
Working closely with multidisciplinary project teams, engineers, and other data scientists, the
successful candidate will build and benchmark the right AI approaches, algorithms, models and
workflows, to maximize impact on key domains areas of biomedical research that will potentially lead
to developing better drugs, faster.

  

  About the Role  

Purpose of the role
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Senior Expert (Applied AI, LMW Drug Discovery):

 

Work within a global team of AI researchers and SME with core domain expertise in applying
AI to low molecular weight drug discovery.
Contribute to the conceptualization of AI methods and their applications for hit generation,
lead optimization, pre-clinical analysis, including safety and PK/PD
Develop, adapt and evaluate state-of-the-art AI/machine learning models, including
foundation models, generative AI, multimodal AI, and agentic systems
Establish rigorous evaluation and benchmarking frameworks to assess the robustness and
scientific validity of models deployed in drug discovery applications
Define translatable metrics that connect model performance to downstream scientific
decisions, including assay-level or prioritization improvements, and experimental efficiency
Help integrate of AI approaches into design-make-test-analyze (DMTA) cycles to accelerate
LMW drug discovery
Facilitate delivery of AI solutions through collaboration with Engineering and Product
Development teams
Communicate progress and impact to stakeholders and multidisciplinary audiences

Collaboration & partnership

 

A respectful team-player attitude is an absolute must
Regularly communicate, engage, align with AI4R teams, broader data science community,
and senior scientists
Collaborate cross-functionally (medicinal chemists, DMPK, structural biology, and disease-
area scientists, engineers and other AI experts) complementing complex projects with AI-
based approaches to LMW drug discovery
Excellent interpersonal and communication skills, with ability to translate analytical concepts
for diverse audience and stakeholders (English is our primary language)

What you’ll bring to the role:

A deep curiosity and passion for biomedical sciences driven therapeutic discovery.
4+ years of significant experience in innovation, development, deployment and continuous
support of Machine Learning data management and modeling
Strong hands-on coding proficiency in Python and deep learning frameworks
Strong understanding and experience in using version control systems for developing
software (e.g. GitHub, git, subversion, bitbucket, etc.)
Demonstrated expertise / experience in several of molecular AI/ML areas, such as generative
chemistry; structure-based drug design across hit finding, hit to lead, lead optimization, and
candidate selection; protein-ligand modelling, co-folding; docking, scoring, and pose
assessment with rigorous model validation and tight coupling to experimental follow up;
QSAR; multi-objective property optimization (uncertainty estimation, active learning
concepts); free energy and affinity prediction
Demonstrated expertise / experience with AI driven molecular design applied to the areas
above·     Experience working in a large Research organization & deep understanding of drug
development a plus
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Passion for understanding emerging technologies with pragmatic insight into where those
technologies can be integrated into business solutions
Ability to balance requirements, manage expectations, and drive effective results using a
proactive attitude towards identifying and resolving issues
Strong organizational and problem-solving skills, with ability to execute and prioritize well in a
complex matrixed environment. 

Relevant areas of desired expertise:

Molecular representation learning for small molecules, graph neural networks, geometric deep
learning, property prediction for ADME PK, physiochemical properties, safety, de novo design,
chemical space exploration, foundation models for chemistry, uncertainty quantification, active
learning, agentic AI, generative chemistry, counterfactuals and explainability, multi-objective
optimization.

  

Why Novartis: Helping people with disease and their families takes more than innovative science. It
takes a community of smart, passionate people like you. Collaborating, supporting and inspiring each
other. Combining to achieve breakthroughs that change patients’ lives. Ready to create a brighter
future together? https://www.novartis.com/about/strategy/people-and-culture

Benefits and Rewards: Learn about all the ways we’ll help you thrive personally and professionally.
Read our handbook (PDF 30 MB)

  

EEO Statement:

The Novartis Group of Companies are Equal Opportunity Employers. We do not discriminate in
recruitment, hiring, training, promotion or other employment practices for reasons of race, color,
religion, sex, national origin, age, sexual orientation, gender identity or expression, marital or veteran
status, disability, or any other legally protected status.

Accessibility & Reasonable Accommodations

The Novartis Group of Companies are committed to working with and providing reasonable
accommodation to individuals with disabilities. If, because of a medical condition or disability, you
need a reasonable accommodation for any part of the application process, or to perform the essential
functions of a position, please send an e-mail to us.reasonableaccommodations@novartis.com or call
+1(877)395-2339 and let us know the nature of your request and your contact information. Please
include the job requisition number in your message.
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  部门 
  Biomedical Research  

  Business Unit 
  Information Technology  

  地点 
  USA  

  �� 
  Massachusetts  

  站点 
  Cambridge (USA)  

  Company / Legal Entity 
  U175 (FCRS = US175) Novartis Institutes for BioMedical Research, Inc.  

  Functional Area 
  Data and Digital  

  Job Type 
  Full time  

  Employment Type 
  Regular  

  Shift Work 
  No  

  
  
  var kPlayer = KalturaPlayer_55802022 || KalturaPlayer; var config = { targetId:
"kaltura_player_6ab6ac34ae23a315764074", provider: { widgetId: "1_0m7rm1pm", partnerId:
"2076321", uiConfId: "55802022" }, playback: { autoplay: false, autopause: false, muted: false, loop:
false }, sources: { options: {}, startTime: 0 }, disableUserCache: "true", plugins: {}, sources: { options:
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{}, startTime: 0 }, ui: { showCCButton: false, settings: { showQualityMenu: true, showSpeedMenu:
false }, components: { fullscreen: { disableDoubleClick: false } }, uiComponents: [ { presets:
['Playback', 'Live'], area: 'BottomBarRightControls', replaceComponent: 'Fullscreen', get:
kPlayer.ui.components.Remove } ] } }; // Check and add plugins only if they exist if
(kPlayer.plugins["download"]) { config.plugins.download = { disable: true }; } if
(kPlayer.plugins["transcript"]) { config.plugins["playkit-js-transcript"] = { position: "right", // Default:
bottom;('left', 'right', 'top', 'bottom') to enable transcript. expandMode: "over", // Default:
alongside;('alongside', 'hidden', 'over') expandOnFirstPlay: false, showTime: true, downloadDisabled:
false, printDisabled: false, disable: true }; } if (kPlayer.plugins["preventSeek"]) {
config.plugins.preventSeek = { preventSeekForward: false, preventSeek: false }; }
config.plugins.floating = { disable: true }; if (kPlayer.plugins["navigation"]) { config.plugins.navigation =
{ position: "right", expandMode: "over", expandOnFirstPlay: false, visible: false }; } if
(kPlayer.plugins["hotspots"]) { config.plugins['playkit-js-hotspots'] = { disable: true }; } if
(kPlayer.plugins["moderation"]) { config.plugins['playkit-js-moderation'] = { disable: true }; } if
(kPlayer.plugins["info"]) { config.plugins['playkit-js-info'] = { disable: true }; } if
(kPlayer.plugins["share"]) { config.plugins.share = { disable: true }; } config.ui.uiComponents = []; if
(kPlayer.plugins["googleAnalytics"]) { config.plugins.googleTagManager = {};
config.plugins.googleTagManager.customEventsTracking = {};
config.plugins.googleTagManager.containerId = 'GTM-57RJQ5';
config.plugins.googleTagManager.customEventsTracking.custom = [];
config.plugins.googleTagManager.customEventsTracking = { preset: { coreEvents: true, UIEvents:
false, playlistEvents: false, castEvents: false } }; } 
  

// Ensure the global player registry array always exists, regardless of embed type.
window.kalturaPlayerVideos = window.kalturaPlayerVideos || []; try { var thumbEmbedPromise =
__thumbnailEmbed({config, mediaInfo: {entryId: "1_dgfvmafo"}}); // __thumbnailEmbed() returns a
Promise that resolves with the player instance // when the user clicks the thumbnail. Use .then() to
capture the player directly. thumbEmbedPromise .then(function(player) {
window.kalturaPlayerVideos.push(player); // Notify kaltura_datalayer.js that a new player is ready so
it can // attach custom event listeners immediately, regardless of when // the user clicked the
thumbnail relative to page load. document.dispatchEvent(new CustomEvent('kalturaPlayerReady', {
detail: { player: player } })); }) .catch(function(error) { console.error(error); }); } catch (e) {
console.error(e.message) }  
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https://novartis.wd3.myworkdayjobs.com/en-US/Novartis_Careers/job/Cambridge-USA/Senior-Specialist--Data-Science---AI_REQ-10087864-2
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