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Figure S1. FRET melting spectra of oligonucleotide sequences (0.25 μM) in 100 mM KCl, alone or in 

presence of compounds (0.5 μM). A) LTR-III, B) LTR-IV, C) F21T, D) dsDNA. 

 

 

Figure S2. FRET competition assay. The fluorescent LTR-III oligonucleotide (0.25 μM) was incubated 

with compounds (0.5 μM) in the absence or presence of unlabeled ds26 (0.25 - 2 μM) and then subjected 

to FRET-melting. Graph represents ΔTm values (°C). 
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Figure S3. CD spectra of Tel22 and F21T oligonucleotides (4 μM) measured by circular dichroism in 

100 mM KCl. 
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Figure S4. CD melting spectra (left) and fitting plots (right) of HIV-1 G4 folding sequence LTR-III 

(4 μM) measured by circular dichroism in 100 mM KCl, alone (A) or in the presence of compounds 

(8 μM) (B-D).  
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Figure S5. CD melting spectra (left) and fitting plots (right) of HIV-1 G4 folding sequence LTR-IV 

(4 μM) measured by circular dichroism in 100 mM KCl, alone (A) or in the presence of compounds 

(8 μM) (B-D).  
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Figure S6. CD melting spectra (left) and fitting plots (right) of Tel22 sequence (4 μM) measured by 

circular dichroism in 100 mM KCl, alone (A) or in the presence of compounds (8 μM) (B-D).  
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Figure S7. Evaluation of compounds’ cytotoxicity. TZM-bl cells were treated with increasing 

concentrations of compounds 5-7. After 24 and 48 h of treatment, cytotoxicity was assessed by MTT 

assay. Cytotoxicity of test compounds was compared with that of the mock-infected control. 
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Figure S8. Evaluation of compounds 5, 6, 7 cytotoxicity and antiviral activity at 24 h.p.i. TZM-bl cells 

were infected with HIV-1 strain NL4-3 (X4) or strain BaL (R5) and treated with increasing 

concentrations of compound administered at the time of infection (panels A, C, E, G, I, K) or at 2 h.p.i. 
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(panels B, D, F, H, J, L). After 24 h of treatment, antiviral activity (purple bars) was assessed following 

the LTR-luciferase signal using the britelite plus Reporter Gene Assay System, while cytotoxicity (blue 

line) was assessed by MTT assay.  
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Figure S9. Evaluation of compounds 5, 6, 7 cytotoxicity and antiviral activity at 48 h.p.i. TZM-bl cells 

were infected with HIV-1 strain NL4-3 (X4) or strain BaL (R5) and treated with increasing 

concentrations of compound administered at the time of infection (panels A, C, E, G, I, K) or at 2 h.p.i. 



S15 

 

(panels B, D, F, H, J, L). After 48 h of treatment, antiviral activity (purple bars) was assessed following 

the LTR-luciferase signal using the britelite plus Reporter Gene Assay System, while cytotoxicity (blue 

line) was assessed by MTT assay.  
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Figure S10. Evaluation of AMD3100 cytotoxicity and antiviral activity. TZM-bl cells were infected with 

HIV-1 strain NL4-3 (X4) or strain BaL (R5) and treated with increasing concentrations of compound 

administered at the time of infection (panels A, C, E) or 2 h.p.i. (panels B, D, F). After 24 h (panels A-
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B, E-F) or 48 h (panels C-D) of treatment, antiviral activity (purple bars) was assessed following the 

LTR-luciferase signal using the britelite plus Reporter Gene Assay System, while cytotoxicity (blue line) 

was assessed by MTT assay.  

 

 

 

 

Figure S11. Evaluation of parental NDI cytotoxicity and antiviral activity. TZM-bl cells were infected 

with HIV-1 strain NL4-3 and treated with increasing concentrations of compound. After 24 h of 

treatment, antiviral activity (purple bars) was assessed following the LTR-luciferase signal using the 

britelite plus Reporter Gene Assay System, while cytotoxicity (blue line) was assessed by MTT assay.  
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Figure S12. Evaluation of CuSO4 cytotoxicity and antiviral activity. TZM-bl cells were infected with 

HIV-1 strain NL4-3 and CuSO4 was added at indicated concentrations after infection. 48 h post-infection 

HIV-1 production was assessed following the LTR-luciferase signal using the britelite plus Reporter 

Gene Assay System, while cytotoxicity was assessed using MTT assay. The activity of CuSO4 was 

compared with that of the negative control. 
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NDI-MOC conjugate incorporating Cu2+ 6 
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NDI-MOC conjugate incorporating Zn2+ 7 

 

HPLC 
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