Table S1. Outlying compounds as deduced from the Williams plot.
	Compound No. 
	Structure

	997
	[image: ]

	1829
	[image: ]

	62
	[image: ]

	1096
	[image: ]

	13
	[image: ]

	677
	[image: ]

	1567
	[image: ]
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	[image: ]

	1644
	[image: ]

	1098
	[image: ]

	2022
	[image: ]

	1447
	[image: ]

	322
	[image: ]

	2116
	[image: ]

	2120
	[image: ]

	2388
	[image: ]

	2117
	[image: ]

	2392
	[image: ]

	2323
	[image: ]

	2423
	[image: ]

	2424
	[image: ]

	2507
	[image: ]

	2219
	[image: ]

	2422
	[image: ]

	2486
	[image: ]

	2353
	[image: ]

	2130
	[image: ]

	2553
	[image: ]

	2389
	[image: ]

	2072
	[image: ]

	2103
	[image: ]

	2125
	[image: ]
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