
Generating data…

1.0 M lithium diisopropyl
amide in THF/hexanes :
MInChI=0.00.1S/
C4H8O/c1-2-4-5-3-1/h1-
4H2&
C6H12/c1-6-4-2-3-5-6/h6H,2-
5H2,1H3&
C6H14/c1-3-5-6-4-2/h3-
6H2,1-2H3&
C6H14/c1-4-5-6(2)3/h6H,4-
5H2,1-3H3&
C6H14/c1-4-6(3)5-2/h6H,4-
5H2,1-3H3& 
C6H14N.Li/c1-5(2)7-
6(3)4;/h5-6H,1-4H3;/q-1;+1
/n{6&{1&{2&3&4&5&nc}}
/g{1mr&{1vp&{1-2vf-1&5-
7vf-1&1-5vf-2&1-5vf-2&} 
7vp}}

Isomers!
- exemplar structure
- truncated InChI as 
a flag for ‘as similar’
- Markush…?

Input! 
- many formats
- carry minimum 
required data types 
- JSON ‘low barrier’
- capture hierarchy
- ?external naming 
systems (e.g. INCI)? 

Use Cases!
- inventory
- (meta)data 
management in 
lab notebooks
- matching 
ingredients 

Sources!
- Solubility 
Data Series
- inventories
- catalogs
- regulatory
- elns

Bonus! Boolean 
Future: roles, properties, process
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