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Hi,

If it's of use, | have created a formula in DataWarrior that calculates the BBB Score using the
methodology from the original published article.

One has to enter or paste values for 'Aromatic Rings', 'Non-H Atoms', 'Molweight', 'H-Acceptors',
'H-Donors', 'Polar Surface Area’, and 'pKa’', and then update the formula and re-calculate the
score.

Regards,

Tim Ritchie.
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1. Enter or paste values for Aromatic Rings, Non-H Atoms, Molweight, H-Acceptors, H-Donors, Polar
Surface Area, and pKa (some examples are shown in rows 1-4).

2. Right-click on column "BBBScore", and select "Re-calculate all columns": BBB Scores >4 represent CNS
drug-like properties.

Calculator by Timothy Ritchie (Zerlavanz Consulting Ltd), using the methodology described in Gupta et al,
1. Med. Chem, 2019, 62, 9824. DOI: doi.org/10.1021/acs.jmedchem.9b01220.

HF ID girrt:;’lsatu: E:};m'; Molweight H-Acceptors H-Donors ﬁ:}eaar Hriace pKa  BBBScore
] Cinnarizine |3 28 368 52 2 0 6.48 8.1 5.04
) Penfluridol 3 36 923 97 2 1 2347 8.96 4 65
5 Tazobactam 1 20 30029 7 1 122 46 2.86 1.62
4 Ibandronate 0 19 31923 8 o 13853 892 1.8
5
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