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Figure S1 – Dixon plot of the assay results from compound 5 with type II dehydroquinase (S. coelicolor).
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Figure S2 – Dixon plot of the assay results from compound 7 with type II dehydroquinase (S. coelicolor).
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Figure S3 – Results from the docking experiments with GOLD1.2: positions of the ligands in the active-site of type II dehydroquinase (S. coelicolor), compared with the positions of glycerol (purple) and 3 (dark green). (a) 5 (dark blue) and 7 (light green), (b) 6 (two diastereomers, R – pink, S – yellow) and 8 (two diastereomers, R – light blue, S – orange), (c) 9 and 10 (two diastereomers, R – dark blue, S – orange) and (d) 11 and 12 (two diastereomers, R – light green, S – yellow).
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Sheet1

		Inhibition Studies on Type II DHQase with MT2

		4/5/97

		Stock sol. of enzyme: 5.1 mg/ml						buffer: Tris-HCl 0.5M (pH 7)

		Stock sol. of MT2: 5.7 mM

		Stock sol. of DHQ-NH4+: 14905.8 mM

		Code		[ ] of subs/mM		Vol of subs/ ml		[ ] of inhib/mM		Vol of inhib/ml		Vol of enz/ml		Vol of buffer/ml		Vol of water/ml		Initial rate (Abs/min)		Initial rate (mM/s)		Initial rate-1

				149.06		10		0		0		10		100		880		0.1509		0.2236		4.473

				149.06		10		0		0		10		100		880		0.1524		0.2258		4.429

				149.06		10		57		10		10		100		870				0.0000		0.000

				149.06		10		57		10		10		100		870		0.1318		0.1953		5.121

				149.06		10		114		20		10		100		860		0.1188		0.1760		5.682

				149.06		10		114		20		10		100		860		0.1139		0.1687		5.926

				149.06		10		171		30		10		100		850		0.0992		0.1470		6.804

				149.06		10		171		30		10		100		850		0.0989		0.1465		6.825

				149.06		10		285		50		10		100		830		0.0815		0.1207		8.282

				149.06		10		285		50		10		100		830		0.0799		0.1184		8.448

				223.59		15		0		0		10		100		875		0.182		0.2696		3.709

				223.59		15		0		0		10		100		875		0.181		0.2681		3.729

				223.59		15		57		10		10		100		865		0.1601		0.2372		4.216

				223.59		15		57		10		10		100		865		0.1595		0.2363		4.232

				223.59		15		114		20		10		100		855		0.141		0.2089		4.787

				223.59		15		114		20		10		100		855		0.1449		0.2147		4.658

				223.59		15		171		30		10		100		845		0.132		0.1956		5.114

				223.59		15		171		30		10		100		845		0.138		0.2044		4.891

				223.59		15		285		50		10		100		825		0.115		0.1704		5.870

				223.59		15		285		50		10		100		825		0.1114		0.1650		6.059

				298.12		20		0		0		10		100		870		0.2141		0.3172		3.153

				298.12		20		0		0		10		100		870		0.2057		0.3047		3.281

				298.12		20		57		10		10		100		860		0.1903		0.2819		3.547

				298.12		20		57		10		10		100		860		0.1911		0.2831		3.532

				298.12		20		114		20		10		100		850		0.1758		0.2604		3.840

				298.12		20		114		20		10		100		850		0.1743		0.2582		3.873

				298.12		20		171		30		10		100		840		0.1623		0.2404		4.159

				298.12		20		171		30		10		100		840		0.1611		0.2387		4.190

				298.12		20		285		50		10		100		820		0.1361		0.2016		4.960

				298.12		20		285		50		10		100		820		0.1324		0.1961		5.098

				372.65		25		0		0		10		100		865		0.2274		0.3369		2.968

				372.65		25		0		0		10		100		865		0.2371		0.3513		2.847

				372.65		25		57		10		10		100		855		0.2124		0.3147		3.178

				372.65		25		57		10		10		100		855		0.2164		0.3206		3.119

				372.65		25		114		20		10		100		845		0.2003		0.2967		3.370

				372.65		25		114		20		10		100		845		0.1882		0.2788		3.587

				372.65		25		171		30		10		100		835		0.1763		0.2612		3.829

				372.65		25		171		30		10		100		835		0.1827		0.2707		3.695

				372.65		25		285		50		10		100		815		0.1579		0.2339		4.275

				372.65		25		285		50		10		100		815		0.1584		0.2347		4.261
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Sheet1

		Inhibition Studies on Type II DHQase with MT1

		3/15/97

		Stock sol. of enzyme: 5.1 mg/ml						buffer: Tris-HCl 0.5M (pH 7)

		Stock sol. of MT1: 10.32 mM

		Stock sol. of DHQ-NH4+: 16858.8 mM

		Code		[ ] of subs/mM		Vol of subs/ ml		[ ] of inhib/mM		Vol of inhib/ml		Vol of enz/ml		Vol of buffer/ml		Vol of water/ml		Initial rate (Abs/min)		Initial rate (mM/s)		Initial rate-1

				168.6		10		0		0		10		100		880		0.1423		0.2108		4.743

				168.6		10		0		0		10		100		880		0.1451		0.2150		4.652

				168.6		10		103.2		10		10		100		870		0.1329		0.1969		5.079

				168.6		10		103.2		10		10		100		870		0.1225		0.1815		5.510

				168.6		10		206.4		20		10		100		860		0.1024		0.1517		6.592

				168.6		10		206.4		20		10		100		860		0.1054		0.1561		6.404

				168.6		10		309.6		30		10		100		850		0.0924		0.1369		7.305

				168.6		10		309.6		30		10		100		850		0.0986		0.1461		6.846

				168.6		10		516		50		10		100		830		0.0769		0.1139		8.778

				168.6		10		516		50		10		100		830		0.0774		0.1147		8.721

				252.9		15		0		0		10		100		875		0.1925		0.2852		3.506

				252.9		15		0		0		10		100		875		0.1909		0.2828		3.536

				252.9		15		103.2		10		10		100		865		0.161		0.2385		4.193

				252.9		15		103.2		10		10		100		865		0.1606		0.2379		4.203

				252.9		15		206.4		20		10		100		855		0.1445		0.2141		4.671

				252.9		15		206.4		20		10		100		855		0.1412		0.2092		4.780

				252.9		15		309.6		30		10		100		845		0.1224		0.1813		5.515

				252.9		15		309.6		30		10		100		845		0.1276		0.1890		5.290

				252.9		15		516		50		10		100		825		0.1017		0.1507		6.637

				252.9		15		516		50		10		100		825		0.101		0.1496		6.683

				303.5		18		0		0		10		100		872		0.2019		0.2991		3.343

				303.5		18		0		0		10		100		872		0.2039		0.3021		3.310

				303.5		18		103.2		10		10		100		862		0.1846		0.2735		3.657

				303.5		18		103.2		10		10		100		862		0.1783		0.2641		3.786

				303.5		18		206.4		20		10		100		852		0.1557		0.2307		4.335

				303.5		18		206.4		20		10		100		852		0.1578		0.2338		4.278

				303.5		18		309.6		30		10		100		842		0.1387		0.2055		4.867

				303.5		18		309.6		30		10		100		842		0.1432		0.2121		4.714

				303.5		18		516		50		10		100		822		0.1151		0.1705		5.864

				303.5		18		516		50		10		100		822		0.1145		0.1696		5.895

				421.5		25		0		0		10		100		865		0.2663		0.3945		2.535

				421.5		25		0		0		10		100		865		0.236		0.3496		2.860

				421.5		25		103.2		10		10		100		855		0.211		0.3126		3.199

				421.5		25		103.2		10		10		100		855		0.211		0.3126		3.199

				421.5		25		206.4		20		10		100		845		0.1914		0.2836		3.527

				421.5		25		206.4		20		10		100		845		0.1842		0.2729		3.664

				421.5		25		309.6		30		10		100		835		0.1733		0.2567		3.895

				421.5		25		309.6		30		10		100		835		0.1719		0.2547		3.927

				421.5		25		516		50		10		100		815		0.1457		0.2159		4.633

				421.5		25		516		50		10		100		815		0.1424		0.2110		4.740





Sheet1

		0		0		0		0

		0		0		0		0

		0		0		0		0

		0		0		0		0

		0		0		0		0

		0		0		0		0

		0		0		0		0

		0		0		0		0

		0		0		0		0

		0		0		0		0



[S] = 0.1686 mM

[S] = 0.2529 mM

[S] = 0.3035 mM

[S] = 0.4215 mM

[11] (mM)

1/v (s/mM)

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0

0



Sheet2

		





Sheet3

		






_1089291555

_1089291711

_1089291822

_1089291114

