Spectroscopic, molecular docking and semi-empirical studies of the albumin binding
activities of 5-hydroxymethylfurfural and its synthesized derivative, di (5-furfural) ether

Thamas_DEMF_DMSO_proton L1 0
3 3 R 5 - s
o L - ; .- .
! \/ I/ 0.9
|
&~ 4 0.8
| / /
[ |
2 / J 0.7
+0.6
0.5
r04
03
y
l 02
I. 0.3
e -1 — —
8 . = - 0.1
T T T T T T T T T T T T T T r T T T J
9.0 85 80 75 70 65 (X 5.5 50 45 4.0 35 30 25 20 L5 1.0 0s 00
f1 {ppm)

Figure 1 'H NMR of 5, 5’- oxydimethylenebis (2-furfural)
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Figure 2 3CNMR of 5, 5’- oxydimethylenebis (2-furfural)
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Figure 3 Mass spectrum of 5, 5’- oxydimethylenebis (2-furfural)



Figure 4 The optimised geometry and coordinates of HMF complex using the PM6-D3H+ method

NO. ATOM X Y Z

1 H -6.0470 0.1834 4.0341
2 C -5.3354 -0.4160 3.4398
3 0 -5.6359 -1.5704 3.1265
4 C -4.1158 0.2708 3.0873
5 C -3.7342 1.5701 3.3596
6 C -2.4427 1.8411 2.8444
7 C -1.9381 0.7250 2.2140
8 C -0.6575 0.4416 1.3055
9 0 0.4665 -0.5292 1.6030
10 -3.0804 -0.4538 2.4253
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Figure 5 The optimised geometry and coordinates of OMBF complex using the PM6-D3H+ method
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