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Figure S1: The chemical space of all 1020 DICTrank compounds and the remaining 546 unique compounds in SIDER as defined by FragFP
fingerprints (chemical fingerprints) in a principal component analysis. SIDER and DICTrank compounds fairly overlap (with the PCA explained

variance of 21.47%).

prednisolone acetate

['Cardiac disorders']

Additional Data: ["approved']

ciclesonide

['Cardiac disorders']

Additional Data: ['approved', 'investigational']

N 0]
A . T
OH
ipratropium
['Cardiac disorders']
Additional Data: ["approved', 'experimental']

flunisolide

['Cardiac disorders']

Additional Data: ["approved', 'investigational']



prednisone

['Cardiac disorders']

Additional Data: ["approved']

triamcinolone

['Cardiac disorders']

Additional Data: ["approved']

hydrocortisone

['Cardiac disorders']

Additional Data:

lercanidipine

['approved'

['Cardiac disorders']

Additional Data:

['approved'

]

4

'investigational']



dihematoporphyrin ether nystatin

['Cardiac disorders'] ['Cardiac disorders"']

Additional Data: ['investigational'] Additional Data: ['approved']

tibolone

cabazitaxel ['Cardiac disorders']

] o o ]
['Cardiac disorders'] Additional Data: ['approved', 'investigational']

Additional Data: ['approved']



OH OH

methylprednisolone budesonide

['Cardiac disorders'] ['Cardiac disorders']

Additional Data: ['approved'] Additional Data: ["approved']

betamethasone phosphate gemeprost

['Cardiac disorders'] ['Cardiac disorders']

Additional Data: ["approved'] Additional Data: ["approved', 'withdrawn']



dinoprostone fluticasone

['Cardiac disorders'] ['Cardiac disorders']

Additional Data: ['approved'] Additional Data: ['approved', 'experimental']

HO 0

butylscopolamine

fluticasone furoate

['Cardiac disorders'] } }
['Cardiac disorders']
Additi 1D : ! ', 'd i i 1 .
dditiona ata ['approved investigational'] Additional Data: ["approved']



cortisone

['Cardiac disorders']

Additional Data: ["experimental']

fludrocortisone

['Cardiac disorders']

Additional Data: ['approved', 'investigational']

tiotropium
['Cardiac disorders']

Additional Data: ['approved']

‘fﬁ“&wfg | NG

&

mivacurium
['Cardiac disorders']

Additional Data: ["approved']



mivacurium

['Cardiac disorders']

Additional Data: ["approved']

Figure S2: Hits from DrugBank compounds containing structural alerts from the top 6 presented in Figure 4(b).
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Figure S3: Evaluation metrics for models developed in this study using a larger external test set of 90 compounds evaluated using (a) AUCPR
and (b) F1 scores, and for models using a subset of the external test set with 78 compounds evaluated using (c) AUCPR and (d) F1 scores






