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Scheme S1 Digestion of a TXT trimer by Micrococcal (MC) or P1 nuclease (P1).
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Table S1 Retention times (for HPLC conditions see the Chromatography section) for dimers
(pXT/TXp) and monomers (pT/Tp) obtained by enzymatic digestion with Micrococcal

Nuclease (A) and P1 nuclease (B)

A

Retention time [min.]

Name
TAT
TCT
TTT
TUT
TGT

noTr
7,3-9,3

7,2-7,8

B

o T Xp
10,8-11,4
10,3-10,9
11,7-12,3
11,4-12,1

9,4-10,0

Retention time [min.]

Name

TAT
TCT
TTT
TUT
TGT

rlon
5,0-5,8
4,9-5.5
5,1-5,8
5,1-5,8

rXTon

9,8-11,2
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Table S2 Stable fragments obtained after gamma irradiation of modified trimmers in 30 mM

Tris
_ _ HoXTon/ abasic
dT=0  woTon rTon noTr 1oTX=0  poTXp XTon  TuoXT  ToxoXT : TXT TYT
HoTXon site

TBrUT + + + + + + - + + +
TBrCT + + + + + + - + + +
TBrAT - + + + - + + + - - - + +
TBrGT - + + + - + + + - + - + +
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Table S3 Molar absorption coefficients!

TYT TXT dilng“" pXTon ‘:{‘(’f&‘;‘{/ ‘;{TOOT';/ woTon  noTX=0  dT=0 A;i‘:ic TuoXT  ToxoXT
TBrAT

30200 30800 28400 22800 23400 8700 8700 23400 8700 16800 n/a 26500
TBrCT

19300 23600 21200 15200 16200 8700 8700 16200 8700 16800 19600 n/a
TBrUT

21300 26432 24032 18332 18332 8700 8700 18332 8700 16800 21100 n/a
TBrGT

27300 27500 25100 20000 19000 8700 8700 19000 8700 16800 n/a 21900

TTT
n/a 24800 22400 n/a n/a n/a n/a n/a n/a n/a n/a n/a

labsorption coefficient, €TXT, calculated using the nearest neighbor model (Biophys. Chem.
2008, 733, 66-70; http://biophysics.idtdna.com/UV Spectrum.html);

Absorption coefficient, £¥, taken from http://www.glenresearch.com/Technical/Extinctions.html;

=¢ =
PTou  “onTon

_ € =¢ =¢ € = £
Eryr = Erxr — Ex t €y, PXTor— “on*Ton AT, oHTP T,

£, _ =¢ _ _ B € =Enpm—Ey+ &
0=XToy "TX . &ar=0=&r . Eabasicsite = ETXT ~ X TyoXT — “TXT =X

M

HO HoX,
& =& -&yt & —
T oxoXT TXT =X oxoX ; €dihydro - TXT = €TxT ~ €T + €dihydro-T
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Table S4 Molar contribution (in %) of individual products generated by irradiation of 3 x 103
M TBrAT solution containing various amount of Tris with 140 Gy (for individual molar
absorption coefficients see Table S3 and for product symbols see Fig. 2).

Product 0?2 602 2002
plon 1.19 0.27 0.19
noTou/noTp 1.65 0.55 0.52
HoTAon/
noATon 8.75 2.65 2.52
pATon 7.67 1.60 1.49
ToxoAT 1.03 - -
TAT 29.83 11.94 14.2

2 Tris concentration in mM

S7



ntens. | 2 lntensti *3 intens.
2500 X0 3
- ) -thymine PTOH H)*l -thymine HDTP 4000 ; 24 1 0 HOTOH
] - 08 o 3000 $
1500 1048 06: 19489
moa; . 2o
| 13210 o 3210
5007 0.2- ‘L 1o00-
i L& 1252 | ]
et P : : LI il o : - !
200 400 800 800 iz 200 400 &0 200 mz 200 400 600 00 mz
frtens. | Inters, intens,
xi0% 5 -sugar — - xm5'12
1o -phosphate PATOH adenine HOAI OHI! & -stigar TAT
1 group 5000 -adening and SUZAr i
081 32,_040,;’20«., . b 1o 1 Ao . S ediz 858.0
; 1.0 -adening ]
05 ; 634.0 4000 -suga ~phosph te732 |
0.4+ pooAEet . -thymine_— - 2rou “thymine
] i 2000 3710 554.0 3208
02 616.3/ | 9eo [dott 16,2
l A & 518.1 | O s |
00 it el : o L I | IS i _
200 400 500 800 iz 200 400 BCO 800 mz 200 400 500 800 mz
Intens. 1 3 ~§Uear
X105 ;_/f".‘
| -phosphate TBrAT
B 8P 937.0
1 3240 Ssugar ’
4 . .
] -thymine -adenine
5 and bromine
1 B go01 s973 Tanasina +
] “ i 1 A ‘I - ;
200 400 600 800 iz

Fig. S1 MS/MS (in the negative ionization mode) spectra of gamma irradiated aqueous solution
of TBrAT (the arrows indicate the mass of pseudomolecular anions; for species symbols see

Fig

.2).
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Fig. S2 MS/MS (in the negative ionization mode) spectra of gamma irradiated aqueous solution
of TBrCT (the arrows indicate the mass of pseudomolecular anions; for species symbols see
Fig. 2).
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Fig. S3 MS/MS (in the negative ionization mode) analysis of gamma irradiated aqueous

solution of TBrGT (the arrows indicate the mass of pseudomolecular anions; for species

symbols see Fig. 2).
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