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Figure S1. VIS spectra of 4 (40 uM) at pH 7 in the presence of increasing concentration of 1.
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Figure S2. Benesi Hildebrand plot of 4 (40 uM) at pH 7 in the presence of increasing concentration of 1 at
A =425 nm. From slope (a = 1.27 x 10) and intersection (b = 4.31 x 107) Ky is determined as b/a = 3.39 (+
0.41)x103M
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Figure S$3. VIS spectra of 4 (40 uM) at pH 7 in the presence of increasing concentration of 5.
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Figure S4. Non linear regression fit (red curve) of the absorption data (blue) of 4 (40 uM) atpH 7 at A =
370 nm in the presence of increasing concentration of 5. Fitting to the equation A = k1/([5]+Kq4) + kz gave Ky
=8.62 (+ 2.50) x 103 M with a r> = 0.99)



Figure S5.Specifications of pressure cell.
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IH NMR (800 MHz; D,0) of 5

Ceclle danhygre;215fid = =2 b Rl R R Rl R S Sl R bl B R S Bl R b bR
KEHIIRD fiw Gdbd | B o M e e e et e ot S At s L e St B e e A L i B B S U
proton S = S — " R e i s R
{ / (
|
o
T 1 ImEws f
| | | / /
J T T HT T
/ - = / /
R
3.68
B {d) H (m) 1(m) 0 (m) N (dd)
5.12 4.16 4.01 3.80 3.66
F(s) |6 (s) I(dd)|| |K(m)||L(dd)| [P (&} M (dd)
4.30 | 4.23 405 | 304 | 3.85 | (376 3.61

B S/ S A A WA T

~15000000

~14000000

~13000000

~12000000

~11000000

~10000000

—9000000

-8000000

~7000000

~6000000

~5000000

—4000000

~3000000

—2000000

~1000000

—1000000

o i e i i B o R ST o

g g @ & & ¥ & S R = 288anaa

I g g i s 88§ ZodhEEE
T L T ¥ T T T T T T i T T T T T ¥ T X T T T T T
5.3 5.2 5.1 50 49 4.8 4.7 4.6 4.5 4.4 4.3 4.2 4.1 4.0 3.9 3.8 37 3.6 35

f1 (ppm)



13C NMR (800 MHz; D,0) of 5
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Cosy (800 MHz; D,0) of 5
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HSQC (800 MHz; D,0) of 5
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HSQC-Tocsy (800 MHz; D,0) of 5
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Roesy (800 MHz; D,0) of 5
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