F: {00} + cESllcorona sid=20.00 det=1106.00 Full ms [100.00-1000.00]
24922

Relative Abundance
—
L (%) A I (5] n (=] on == == (=] [=2] o [l=] =
=1 n =] on =] o =] o (=] tn =] n [=] n =1
|

]
n

13718

M2
=

49779

169.20

—
m

-k
=

n

- =
=
(=)

200 300 400 500 600 700 800 Q00 1000

Figure S1. The MS spectrogram for Intermediate I.
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Figure S2. The MS spectrogram for Intermediate II.
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Figure S3. The alignment of the lowest energy conformations of MB and hapten TM. Color scheme:
C, cyan; N, blue; S, yellow; O, red, and hydrogen is omitted for brevity.
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Figure S4. Calculated partial atomic charges of common structure atoms of MB and hapten TM.



