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NMR spectral data
All NMR spectra were recorded at 25°C in DMSO-d6 with TMS as an internal standard. Chemical shifts are reported in ppm (δ) and referenced to TMS (δH = 0 ppm) in 1H NMR spectra or to residual DMSO-d6/13CD3SOCD3 (δH = 2.50 ppm, δC = 39.52 ppm) in heteronuclear 2D spectra. Scalar couplings are reported in Hertz. 20 mg of sample was dissolved in 1 ml of DMSO-d6, and 0.7 ml of the solution transferred into a 5 mm Wilmad, 528-TR-7 NMR tube. 

The 1H and 13C NMR spectra of synthesized compound were recorded on a Bruker Avance III 400 MHz NMR spectrometer (1H at 400 MHz, 13C at 100 MHz), equipped with a 5-mm dual 13C/1H probe head. The 1H spectra were recorded with 16 scans, 1 s relaxation delay, 4 s acquisition time, 0.125 Hz digital FID resolution, 51 280 FID size, with 6410 Hz spectral width, and an overall data point resolution of 0.0003 ppm. The 13C spectra were recorded with Waltz 161H broadband decoupling, 1024 scans, 0.5 s relaxation delay, 1 s acquisition time, 0.5 Hz digital FID resolution, 65 536 FID size, 31 850 Hz spectral width, and an overall data point resolution of 0.005 ppm. 

Standard pulse sequences were used for 2D spectra. COSY and NOESY spectra were recorded at spectral widths of 5 kHz in both F2 and F1 domains; 1 K × 512 data points were acquired with 32 scans per increment and the relaxation delays of 2.0 s. The mixing time in NOESY experiments was 1 s. Data processing was performed on a 1K × 1K data matrix. Inverse-detected 2D heteronuclear correlated spectra were measured over 512 complex points in F2 and 256 increments in F1, collecting 128 (HSQC) or 256 (HMBC) scans per increment with a relaxation delay of 1.0 s. The spectral widths were 5 and 27 kHz in F2 and F1 dimensions, respectively. The HSQC experiments were optimized for C–H couplings of 145 Hz; the HMBC experiments were optimized for long-range C–H couplings of 10 Hz. Fourier transforms were performed on a 512 × 512 data matrix. π/2 Shifted sine-squared window functions were used along F1 and F2 axes for all 2D spectra.

The 1H NMR spectrum of 3-nitro-4-((6-nitrobenzothiazol-2-yl)amino)-2H-chromen-2-one
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The 13C NMR spectrum of 3-nitro-4-((6-nitrobenzothiazol-2-yl)amino)-2H-chromen-2-one
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The NOESY spectrum of 3-nitro-4-((6-nitrobenzothiazol-2-yl)amino)-2H-chromen-2-one
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The HSQC spectrum of 3-nitro-4-((6-nitrobenzothiazol-2-yl)amino)-2H-chromen-2-one
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The HMBC spectrum of 3-nitro-4-((6-nitrobenzothiazol-2-yl)amino)-2H-chromen-2-one
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