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Supplementary Figure 1. Structures of Inactive 8-Hydroxyquinoline Analogues Containing C2

and C6 Substitutions.
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Supplementary Figure 2. Molecular Docking Poses of Selected 8-Hydroxyquinolines. Top
compounds exhibited highly similar binding modes, forming H-bonds with IN residues E170 or
H171, in addition to packing variable hydrophobic moieties into the hydrophobic pocket formed

by IN residues Ala 128, Ala 129, GIn 168, Trp 131, and Trp 132.
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Supplementary Table 1. AlphaScreen Data for 8-Hydroxyquinoline Compounds with 1Cs

Values above 5 uM.

Compound IN-LEDGF (ICso, pM)
Q1-13 501
Q1l-14 50%5
Q1-15 57+1.7
Q1-16 70x5
Q1-17 705
Q1-18 70x4
Q1-19 74+29
Q1-20 8.0+6
Q1-21 8.0+6
Q1-22 9.0+£9
Q1-23 99+16
Q1-24 105
Q1-25 11+7
Q1-26 12+5
Q1-27 13+5
Q1-28 13+9
Q1-29 14 £ 10
Q1-30 14+7
Q1-31 14+8
Q1-32 15+0
Q1-33 16+£3
Q1-34 173
Q1-35 19+7
Q2-15 52+33
Q2-16 10.9+3.8
Q3-10 125+49
Q4-2 50%1
Q4-3 6.0+1
Q4-4 10.7+1.8
Q4-5 >20
Q4-6 >20
Q4-7 >20
Q5-3 50%2
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Supplementary Table 2. Hydrogen bond distances between ligand and protein atoms.

Ligand Protein atom Ligand atom Distance (A)
Q B:Q95-side chain NH Quinolino N 2.095
8-OH-Q A:H171-side chain NH 8-0 1.703
A:H171-backbone NH 8-O 2.626
A:E170-backbone NH Quinolino N 1.957
QA A:H171-side chain NH 8-0 1.711
A:H171-backbone NH 8-O0 2.592
A:E170-backbone NH Quinolino N 2.008
QB A:H171-backbone NH 8-0 2.956
A:E170-backbone NH Quinolino N 1.868
QC A:H171-side chain NH 8-O 1.707
A:H171-backbone NH 8-0 2.608
A:E170-backbone NH Quinolino N 1.986
Q1-1 A:H171-side chain NH Quinolino N 2.154
A:H171-backbone NH 8-0 2.847
A:Q168-backbone NH CONH 2.214
Q1-2 A:H171-side chain NH Quinolino N 2.145
A:H171-backbone NH 8-0 2.872
A:E170-backbone NH C=0 2.336
Q2-1 A:H171-side chain NH 8-O 1.882
A:H171-backbone NH 8-0 2.635
A:E170-backbone NH Quinolino N 2.014
Q2-2 A:H171-side chain NH 8-O 2.389
A:H171-backbone NH 8-0 2.497
A:E170-backbone NH Quinolino N 2.059
Q3-1 A:H171-side chain NH 8-O 1.983
A:H171-backbone NH 8-0 2.460
A:E170-backbone NH Quinolino N 2.000
Q3-2 A:H171-side chain NH 8-O 1.980
A:H171-backbone NH 8-0 2.440
A:E170-backbone NH Quinolino N 1.926
Q4-1 A:H171-side chain NH C=0 2.394
A:H171-backbone NH C=0 2.862
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Q5-1
Q5-2

A:E170-backbone NH
B:Q95-side chain NH

A:E170-backbone NH
A:H171-side chain NH

A:H171-backbone NH
A:E170-backbone NH

Quinolino N
S=0

C=0
C=0

C=0
8-S

2.264
2.256

2.005
2.041

2427
2.512
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