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Chemistry structure reports
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– Produced by the chemistry information scientists for attorneys

– Enable Attorneys to strategically draft their patent applications and discover/overcome any 

FTO hurdles 

– Enable Attorneys to achieve best possible protection for GSK’s products

i.e. valid and enforceable patents

– Support the Pharma Consumer  and Vaccines businesses

– Small molecules, formulations, adjuvants



Chemistry Reports
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– Discovery/pre-candidate/candidate selections

– Patentability

– Compounds within Markush

– Compounds peripheral to Markush + similar use

– Any source, anywhere.  Include proprietary databases

– First time in Human, Commit to Medicine Development, Commit to 

Phase 3

– Freedom-to-operate

– Narrow genus around the candidate structure or process intermediates

– Patent claims, patents in-force or pending



– In order to clearly analyse the 

compounds of interest:

– Present them in a table

– No duplicates

– Link the compounds to the references

– In order to view the references

– Provide at least one family member, 

containing the structures (“basic”)

– Provide the journal source

- Reports delivered in a WORD document

Attorney feedback on reports
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Wu C, Kapoor A (2013). "Dutasteride for the 

treatment of benign prostatic hyperplasia". Expert 

Opin Pharmacother. 14 (10): 1399–408. 

doi:10.1517/14656566.2013.797965. 

PMID 23750593.

An oral pharmaceutical composition of 

dutasteride

EP 2395975

https://en.wikipedia.org/wiki/Digital_object_identifier
https://doi.org/10.1517/14656566.2013.797965
https://en.wikipedia.org/wiki/PubMed_Identifier
https://www.ncbi.nlm.nih.gov/pubmed/23750593


– Chemical Abstracts on New STN, STN Classic, STNext

– Compounds found here are the crown jewels or  crown of thorns

– DWPI

– Reaxys Desktop

– Covers PubChem, EMolecules and other substance collections

– Virtual libraries, chemical catalogues , Chemical Repositories

– Zinc, Enamine Real, Pubchem

– Markush Databases

Sources used for Chemistry reports:

6



– If hit structures belong to >1 reference they are repeat displayed

– Compounds that are mixtures are space-consuming

– Split page–compounds are sometimes undecipherable
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Focus on Chemical Abstracts Registry/CA files

– Reporting Option 1:  “BIB ABS HITSTR”



– Impossible to fit-to-size in a report without losing legibility

– Patents and non-patent records mixed together resulting in empty cells

– Hit structures repeat-displayed

Focus on Chemical Abstracts Registry/CA files
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– Reporting Option 2 - TABLE TOOL (STN Express)



– Lots of editing necessary – no saveable custom display format

– Does not overcome repeat-displaying the structures

– The All Hit Structures link doesn’t work in a Word document

– Unless you “associate” the file containing the structures- this becomes 

awkward
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– Reporting Option 3 New STN, Excel output

Focus on Chemical Abstracts Registry/CA files



Enter an IT genius

Maz’s Macro



Fulltext link for 

patents and 

non-patents



– Runs in Word

– Produces a Table of Compounds from the BIB ABS HITSTR display (STN Express, STNext) 

– No duplicates

– Each compound contains hyperlink(s) to references (s)

– References are in BIB ABS HITIND format, in underneath the table

– Each CASRN in the reference is hyperlinked back to the table compound 

Maz’s macro – enables clients to clearly analyse the 

exemplified compounds –GOAL!

– BUT

– Macro written in 2001 for Word 97  – still in use today! (Word 2016)

– It is very tricky to install, and often falls over 

– Still a problem with large structures (pg1a/pg2a) and references look “old-fashioned”

– Does not work at all for New STN output

– GSK needed to seek long-term solution to move forward with post-processing



Enter BizInt!
– Post-search processing market leader

– Highly respected and influential to patent information professionals

– Long-standing relationship with GSK of >10yrs, small organisation, trustworthy, good at listening 

– Patent/Non-Patent Smart Charts extensively used in the GP information team, robust product

– Changes we have requested in the past (example, with Orbit output) have been implemented quickly

– Experienced with STN,  and with working together with database providers

– Strong track record for providing post processing solution from many applications/platforms.

– BizInt is an export option in many databases including those key to our work:

– STN Express/STNext

– New STN

– Orbit

– Cortellis

– BizInt Reference Rows allows merging of the “best” features of databases into one row

– Orbit patent family legal status and claims with Chemical Abstracts  structure displays 



BizInt – Initial Release March 2018  New STN



BizInt – Initial Release March 2018  New STN



Subsquent

releases -

STNext



BizInt – STNext

– Structures can be referenced to one or multiple patents or non patents, along 

with the context in the document (CAS indexing) 

-And the CAS RNs in the indexing of the document hyperlink back to 

the table



Future
HELP US DISPLAY OPEN-SOURCE DATA

- Example PUBCHEM

- Reaxys offers “deduping” of PubChem records against Reaxys retrieval

- BUT some PUBCHEM Records offer unique references to substances



Future
- Export of Markush structures as a table with related references 

- Marpat/DWPIM

- Export the hit Markush structure and reference

- Minimize post-processing and  maximize readability and information content in the Markush

- Use colours to show structure overlap

- New STN has made a good start, but the exportable “hit” Markush not always reflective of the true claim

=hit structure from this claim



Future

- Sequence post-processing

- Registry, DGene, USgene, PCTGen

- GenomeQuest 



Future

- Indexing of structures within patents is changing

- Shift from human-indexed to machine-indexed structures 

- Subscription databases:  Semi-IP.com (Chemanalyser),  PatBase and Orbit 

chemical modules 

- Free databases PatentScope and Espacenet

- Machine-translations improving therefore structures from non-English patents 

indexed faster

- Challenges to the Patent Information Professional

- Markush searching (for now)

- Quality And Time and Trust and Recall

- How do we report multiple source results, without duplicates?



Future
- One search One Report Workflow

- Structure-search value-add and full text databases sequentially or simultaneously and offer a 

similarity-ranked structure output

- 1 Structure Drawing module

- Accessing many structure-searchable databases

- One report:

MOCK UP


