

Table S1. Definition of covariates. Variables i and j denote drugs;  denotes the set of neighbors of node i in the DDI network; S(i) denotes the set of substructures of node i. Definition of taxonomic covariates relies on the pre-computed ATC-based distances  discussed in the paper.
	Covariate ID
	Covariate name
	Covariate definition
	Additional information

	1
	jackard
	

	


 denotes the Jackard coefficient between the neighborhood sets  and 

	2
	jackard_max2_mean
	

	

	3
	jackard_max2_prod
	

	

	4
	degree_prod
	

	

	5
	cccnw_max
	

	

denotes the clustering coefficient of node ; see e.g. [33]

	6
	betw_prod
	

	

betweeness of node  is the number of shortest paths passing through ; see [33]

	7
	atc_min
	

	

	8
	atc_min2_prod
	

	

	9
	atc_mean2_prod
	

	

	10
	str_jackard
	

	

denotes the Jackard coefficient between the substructure sets S(i) and S(j)

	11
	str_max2_prod
	

	

	12
	str_mean2_prod
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