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Table S1: Comparison of the Bond Lengths with e.s.d.'s in Parentheses of Thiouracil Derivatives and MMTU

	Atom type
	5,6-Dihydro-2 thiouracil
	5,6-Dihydro uracil
	2,4-Dithio uracil
	Uracil
	6-Amino-2-thiouracil Monohydrate
	Present Dimeric structure

	
	
	
	
	
	
	A
	B

	N1-C2
	1.317(4)
	1.335(5)
	1.342(8)
	1.371(2)
	1.358(8)
	1.360(8)
	1.356(9)

	C2-N3
	1.376(4)
	1.395(5)
	1.406(7)
	1.376(2)
	1.347(7)
	1.376(7)
	1.342(7)

	N3-C4
	1.374(4)
	1.364(5)
	1.358(7)
	1.371(2)
	1.393(6)
	1.388(9)
	1.406(9)

	C4-C5
	1.489(5)
	1.515(6)
	1.414(8)
	1.430(2)
	1.397(9)
	1.502(9)
	1.402(9)

	C5-C6
	1.474(5)
	1.507(6)
	1.365(9)
	1.340(2)
	1.374(8)
	1.339(8)
	1.359(9)

	C6-N1
	1.454(5)
	1.464(5)
	1.360(8)
	1.358(2)
	1.361(6)
	1.368(10)
	1.356(10)

	C2-O2
	-
	1.222(4)
	-
	1.215(2)
	-
	-
	-

	C2-S7
	1.676(3)
	-
	1.645(6)
	-
	1.680(5)
	1.657(7)
	1.664(7)

	C4-O8
	1.21694)
	1.211(5)
	-
	1.245(2)
	1.241(7)
	1.190(7)
	1.247(7)

	C4-S4
	-
	-
	1.68496)
	-
	-
	-
	-


