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Figure S1: MALDI-TOF MS spectrum showing 1/Seq-1 adduct mass. Expected mass 5764.12, observed
mass 5763.76
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Figure S2: MALDI-TOF MS spectrum showing 1/Seq-2 adduct mass. Expected mass 5768.04, observed
mass 5767.3
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Figure S3: MALDI-TOF MS spectrum showing 2/Seg-1 adduct mass. Expected mass 5470.8, observed

mass 5466.8
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Figure S4: MALDI-TOF MS spectrum showing 2/Seq-2 adduct mass. Expected mass 5474.72, observed

mass 5472.0



Supplementary Material (ESI) for Organic & Biomolecular Chemistry

This journal is (c) The Royal Society of Chemistry 2011

Miraz-1-975-1 119 (3.178) . -
2

1: Scan ES+
1004 96.03

5.19e6

88.98

%

101.94

158.12

214.02

297.08

279.11 |298.27

mJHm wh S0 L
I T T T T T T T T T

T T
100 200 300 400 500 600 700 800 900 1000

390.16 466.79 716.73 929.49 985.321020.63 1106.85
7 | 594.32613.65 823.71

| 1350.09.1380.541457.40 1544.64 1670.00 1762.23 1893.64 1944.%/2
T T f T T ! T T T T T T T T T T T
1100 1200 1300 1400 1500 1600 1700 1800 1900

Figure S5: EIMS spectrum of RT 29.9 mins peak (Figure 5D, main manuscript) showing m/z

296.03 which corresponds to [M+H'] of C11a-C1 dehydro analogue of anthramycin N10-C11
imine.
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Figure S6: HPLC chromatograms: A, Seq-2, RT at 24.4 mins; B, Seq-2 24 hours after
incubating with 1 showing 1:1 1/Seq-2 adduct at 28.7 mins, the reaction was not complete
even after 24 hours. C, 1:1 1/Seq-2 adduct immediately after heating period showing almost
all adduct has reverted back to Seg-2. D, Chromatogram obtained 26 hours post-heating

period showing slowness of adduct re-formation.
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Figure S7: UV and CD spectra of GWL-78 in phosphate buffer
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Figure S8: UV and CD spectra of anthramycin in phosphate buffer
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Figure S9: UV and CD spectra of Seg-2 as a function of GWL-78 (1) in phosphate buffer
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Figure S10: UV and CD spectra of Seq-2 as a function of anthramycin (2) in phosphate buffer
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Figure S11. A, UV and CD spectrum of the 4:1 1:Seq-2 adduct at 20°C (black), after heating to
90°C (red) and then cooling to 20°C (blue); B, UV and CD spectrum of the 4:1 2:Seq-2 adduct at
20°C (black), after heating to 90°C (red) and then cooling to 20°C (blue). Note that drug-
induced negative CD signal at 305 nm re-appeared after cooling for 1, but the drug-induced CD
signal at 360 nm for 2 did not re-appear post-heating thus confirming permanent detachment of 2
from the DNA.
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