Supporting Material to accompany “Enhanced Thompson Sampling by Roulette Wheel Selection for Screening Ultralarge Combinatorial Libraries”
	Reaction ID
	Number of Components
	Reaction Name
	Source
	Internal ID

	2cmp_01
	2
	Amide coupling
	eMolecules cookbook
	rxn101 

	2cmp_02
	2
	Buchwald Hartwig cross-coupling
	eMolecules cookbook
	rxn102a

	2cmp_03
	2
	Sonogashira cross-coupling
	eMolecules cookbook
	rxn108b

	2cmp_04
	2
	Heck cross-coupling
	eMolecules cookbook
	rxn111b

	2cmp_05
	2
	Urea formation
	eMolecules cookbook
	rxn114b

	2cmp_06
	2
	Secondary amine urea
	eMolecules cookbook
	rxn203

	2cmp_07
	2
	Mitsunobu aryl
	eMolecules cookbook
	rxn205

	2cmp_08
	2
	Mitsunobu sulfonamide
	eMolecules cookbook
	rxn206

	2cmp_09
	2
	Reductive amination
	eMolecules cookbook
	rxn207

	2cmp_10
	2
	SNAR
	eMolecules cookbook
	rxn208

	3cmp_01
	3
	Amide-Suzuki reaction
	eMolecules cookbook
	amide-suzuki

	3cmp_02
	3
	Betti reaction
	Graziano
	betti

	3cmp_03
	3
	Doebener reaction
	Graziano
	dobener

	3cmp_04
	3
	Groebke-Blackburn-Bienayme reaction
	Graziano
	groebke-blackburn-bienayme

	3cmp_05
	3
	Mannich reaction
	Graziano
	mannich

	3cmp_06
	3
	Niementowsi quinazoline
	Graziano
	niementowski

	3cmp_07
	3
	Orru reaction
	Graziano
	orru

	3cmp_08
	3
	Passerini reaction
	Graziano
	passerini

	3cmp_09
	3
	Petasis reaction
	Graziano
	petasis

	3cmp_10
	3
	Poparov reaction
	Graziano
	poparov



Table S1. Reactions used in this study.  In the source column, “eMolecules cookbook” refers to https://www.emolecules.com/products/explore, and “Graziano” refers to Graziano G, Stefanachi A, Contino M, et al (2023). Multicomponent reaction-assisted drug discovery: A time- and cost-effective green approach speeding up identification and optimization of anticancer drugs. Int J Mol Sci 24:6581.

