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Comprehensive study of the adsorption of an acylhydrazone

derivative by serum albumin: An unclassical static quenching
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Figure 1. The '"H NMR for NCH.
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W _.Q1: 20 MCA scans from Sample 1 (TuneSamplelD) of MT20101006155849.wiff (Turbo Spray)

4.4e6

4.286

4.0e6

3.8e6

3.6e6

3.4e6

3.2e6

3.0e6

2.8e6

2.6e6

2. 4e6

228

Intensity, cps

2.0e6

1.8e6

1.6e6

1.4e6

1.2e6

1.0e6

8.0e5

6.0e5

4.0e5

2.0e5

0.0

_209.4

2303

273.4

271.3
~275.4

269/4 32286
289.3 3092 5115
A G, T &

Max. 4.4e6 cps.

2383, 363.4.356.3

o, LW,

210

220

230

240

250 280 290

m/z, Da

300 310 320

330

340 350 360

W +Q1: 20 MCA scans from Sample 1 (TuneSamplelD) of MT20101006155953.wiff (Turbo Spray)
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Figure 2. The ESI-MS spectra of NCH.

Up: the negative mode; Down: the positive mode.
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Figure 3. The IR spectrum of NCH.
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Figure 4. The addition UV-visible spectra of HSA-NCH[A] and BSA-NCH|[B]
system.
c(HSA) = ¢(BSA) = 10uM, the concentration of NCH from A to F: 0, 2.5, 5, 10, 15, 20uM.
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Figure 5. The Langmuir isotherm plots for HSA-NCH[A] and BSA-NCH|[B] system.
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Figure 6. 3D fluorescence spectra of HSA[A], NCH-HSA[B], BSA[C] and BSA-
NCHJ[D].

c¢(HSA) = c¢(BSA) = ¢(NCH) =2 uM; Aoy = 200 — 350 nm, Aep, = 200 — 500 nm.
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Figure 7. The detailed docking results of NCH and BSA.
[A]: The configuration of NCH in binding site of BSA. NCH is shown in ball-stick model, while
Trp237 we concerned are showed in the red circle. All hydrogen bonds are showed as yellow
dashed lines. [B]: The illustration of hydrogen bonds and the conformation of Trp237 and NCH.
NCH is shown in ball-stick model. [C]:The align of NCH with the protomol. There are three kinds
of probe: CH, for the hydrophobicity, C=0 for hydrophilicity and hydrogen bond acceptor and N-
H for hydrophilicity and hydrogen bond donor and acceptor. [D]:The illustration of the obstacle

(blue dot ARG218 and GLU315 surface ) in the entrance pathway of NCH into the binding site.



