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approaches:

similarity
Parent – transformation 
product (TP)

U. Dahal, et al. Drug Metab. Dispos. 39 (2011) 2355. 4
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RF-IE : molecular & eluent 
descriptors

Quantification 
approaches:

ionisation 
efficiency (IE )

5

IEpred

J. Liigand, et al. Sci. Rep. 10 (2020) 5808.



2023-10-19

RF-IE : molecular & eluent 
descriptors
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descriptors
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approaches:

ionisation 
efficiency (IE )

5

IEpred

R. Aalizadeh, et al. Anal. Bioanal. Chem. (2022) 
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Fold error, reported data

𝑓𝑜𝑙𝑑 𝑒𝑟𝑟𝑜𝑟 =

𝑐𝑝𝑟𝑒𝑑

𝑐𝑠𝑝𝑖𝑘𝑒𝑑
, 𝑖𝑓 𝑐𝑝𝑟𝑒𝑑 > 𝑐𝑠𝑝𝑖𝑘𝑒𝑑

𝑐𝑠𝑝𝑖𝑘𝑒𝑑

𝑐𝑝𝑟𝑒𝑑
, 𝑜𝑡ℎ𝑒𝑟𝑤𝑖𝑠𝑒.
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Fold error, reprocessed data
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log error, reprocessed data
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