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Table S1: Varied emission ranges inflicted by microenvironment of Trp in a 

protein 

S.No. Trp microenvironment in the protein Emission Range

1 Trp in hydrophilic environment 350-353 nm

2 Trp in a hydrophobic environment 330–332 nm

3 Trp in a limited water accessibility 340–342 nm

Table S2: Change in % -helicity in Hb structure upon increasing concentration of 

Nos

S.No. Samples % - helicity

1 Hb (2.2 M) 19.3

2 Hb + Nos 0.5 M 18.9

3 Hb +Nos 1.5 M 18.9

4 Hb + Nos 2.5 M 18.8

5 Hb + Nos 4.5 M 18.3

6 Hb + Nos 5.5 M 17.9



Table S3. Fluorescence lifetime parameters for Hb and HB + Nos in aqueous medium 
(ex = 280 nm)
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Figure S1: FTIR Spectroscopy: FTIR Spectra of Hb and Hb-Nos Complex (1:1) molar 
ratio.

T1
(ns)

T2
(ns)

T3
(ns)

B1 B2 B3
Average 
Lifetime
av (ns)

Hb 1.2831 0.1948 4.1782 0.0849 0.5299 0.0158 1.56

Hb + 
Nos 0.1934 1.1742 4.1427 0.5798 0.0825 0.01178 1.18



Structural quality assessment of Hb structure 

The structural quality assessment of Hb structure depicted the stable composition of 3D 
structure with minimal variations of residues, in comparison with the native structures 
(0.5-0.9 Å deviations). The differently colored lines are depicting the four chains of Hb 
structure. Also, verify 3D server showed the high quality of Hb structure, which indicated 
more than 80% residues with good 3D/1D profile.  

Figure S2: Ramachandran Plot: (A) 3D crystal structure of Hb retrieved from the protein 
data bank. (B) Stereochemical parameter analysis of Hb structure by Ramachandran 
plot. (C) Local quality estimation of Hb protein for all chains (the different colored lines), 
minima fluctuations of residues (<1 Å ).

Protein-ligand docked file through molecular docking

REMARK    Source: C:\Users\aspire\Desktop\heerak work\FromOB 
NOscapine.pdb
REMARK    Docked ligand coordinates...
REMARK    Solution 1, from model "FromOB NOscapine", ID: 
00e5003a0131000c
REMARK    Energy -2.218015e+002, RMS  -1.00
REMARK    Overlap Volume 0.0, Clash Volume 0.0
REMARK    Box_min: -19.361 -26.843 -16.721
REMARK    Box_max: 49.523 30.722 43.319
REMARK    Cube_min: -19.361 -32.503 -21.143
REMARK    Cube_max: 49.523 36.382 47.741
REMARK    Symmetry Type: Default
REMARK    Symmetry Matrix: 0
HETATM 5922  C   UNL     1      24.054  14.944  15.170  1.00 99.99
HETATM 5923  C   UNL     1      23.719  14.628  15.854  1.00 99.99
HETATM 5924  C   UNL     1      23.199  13.991  15.802  1.00 99.99



HETATM 5925  C   UNL     1      23.012  13.669  15.065  1.00 99.99
HETATM 5926  C   UNL     1      23.347  13.985  14.381  1.00 99.99
HETATM 5927  C   UNL     1      23.868  14.624  14.433  1.00 99.99
HETATM 5928  C   UNL     1      22.492  13.031  15.013  1.00 99.99
HETATM 5929  N   UNL     1      22.305  12.710  14.277  1.00 99.99
HETATM 5930  C   UNL     1      22.639  13.026  13.592  1.00 99.99
HETATM 5931  C   UNL     1      23.161  13.664  13.644  1.00 99.99
HETATM 5932  C   UNL     1      22.157  12.715  15.698  1.00 99.99
HETATM 5933  O   UNL     1      24.545  15.569  15.392  1.00 99.99
HETATM 5934  C   UNL     1      24.515  15.639  16.213  1.00 99.99
HETATM 5935  O   UNL     1      24.004  15.057  16.499  1.00 99.99
HETATM 5936  C   UNL     1      22.291  12.976  16.468  1.00 99.99
HETATM 5937  C   UNL     1      21.847  12.504  16.979  1.00 99.99
HETATM 5938  C   UNL     1      21.438  11.950  16.524  1.00 99.99
HETATM 5939  O   UNL     1      21.630  12.080  15.731  1.00 99.99
HETATM 5940  C   UNL     1      22.759  13.584  16.772  1.00 99.99
HETATM 5941  C   UNL     1      22.784  13.719  17.585  1.00 99.99
HETATM 5942  C   UNL     1      22.340  13.247  18.095  1.00 99.99
HETATM 5943  C   UNL     1      21.871  12.639  17.792  1.00 99.99
HETATM 5944  O   UNL     1      22.364  13.382  18.909  1.00 99.99
HETATM 5945  O   UNL     1      21.427  12.167  18.303  1.00 99.99
HETATM 5946  C   UNL     1      21.452  12.302  19.116  1.00 99.99
HETATM 5947  O   UNL     1      22.864  13.674  16.487  1.00 99.99
HETATM 5948  C   UNL     1      23.050  13.995  17.223  1.00 99.99
HETATM 5949  O   UNL     1      20.928  11.369  16.809  1.00 99.99
HETATM 5950  C   UNL     1      22.833  13.990  19.212  1.00 99.99
HETATM 5951  C   UNL     1      21.786  12.074  14.225  1.00 99.99


