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Figure S1. The parameterization of the carbinolamine and the pyrimidopurinone

crosslinks for the AMBER 8.0 forcefield.

(O)-0.5699 (0O)-0.5699
-0.5725 (C)0-4918 (H)o:s20 0.3520(H) (C)04918 -0.5725
g S kyoses ososNay” GE N
H5)—(CK CK)—(H5
0(1992 0(0736)\ (C|B) (CA)O 2817 (H)o.3068 (H) 0640(3CA|) (|C|)B) (0.0726 E).199)7
(N*Y 01814~ / 032”\ \ 01814 (N*)

(NC (N2) 0.5916 N2)

NCg
/o 0577 0663 \ 08371 B 0-0577\
0.3760 0.1792 /

H2)»™ CD~ (CT)’(CT)\(m)omm

o.o9;(;ggH)\‘ $ /(CT) 0.2946
| 89 e S |

o(.ﬂ(%) 00745 00745 00745
(O)-O.5699

05725 (H) 0.3520
C 0.4918

(NB)\o.199/( )\ 4
// (CB) (NA)-0.5053

(H5)— (CK) |

0.1997 0.0736\ |06078 (H)O.2802

OB (A,
(N*) oas1dN (NC) (N2)02889 (0)-0.5247

0.0577
-0.6636 /o 1579 ||

3563 -0.5725
0.0SGS(HC)\ /g?(;l;)g\ /(C \o 1615 (NB)
we(CT) (N¥) (CB)~
0.0869 (HC)\! [0.1 442 |0.0620 | | (CK)— (H5)
0.0456(HC)\(CQI;3962 0.0736 0.1997
-0. 14(28_'_)\\\\" (NZ)/O 31 O7\(NC 0. 093°(N ) 0.0577
(HO) // 0 3768| -0.4657
0.0458 '
H
0(0458) (HC) (H)
0.0458 0.2825



