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SI. 1 Computational Details 

 
Naph2T4  - Global minimum (B3LYP/6-311G+(3df,3pd) // B3LYP/6-31G(d,p) 

 

C          1.51700       -1.11800        1.67200 

C          0.86000       -1.55500        0.49200 

C         -0.14400       -0.74300       -0.21000 

C         -0.03100        0.73700       -0.19100 

C         -1.09400        1.67300       -0.56800 

C         -1.99700        1.45000       -1.63600 

C         -2.99600        2.35200       -1.94900 

C         -3.15600        3.53500       -1.20000 

C         -2.23000        3.84000       -0.22700 

C         -1.15300        2.96300        0.05700 

C         -0.05100        3.40100        0.83900 

C          1.11500        2.68800        0.78400 

C          1.18200        1.39200        0.18900 

C         -1.18100       -1.52300       -0.81000 

C         -0.88100       -2.85200       -1.23600 

C          0.28700       -3.48600       -0.91000 

C          1.12500       -2.89900        0.07400 

C          2.13500       -3.66100        0.71600 

C          2.79800       -3.17100        1.81800 

C          2.44500       -1.90300        2.32400 

H          1.25400       -0.15700        2.09500 

H          2.90200       -1.54000        3.23900 

H          3.55300       -3.77000        2.31900 

H          2.33500       -4.66300        0.34800 

H          0.50000       -4.48700       -1.27400 

H         -1.64600       -3.38100       -1.79500 

H         -1.87000        0.57900       -2.25800 

H         -3.65200        2.15000       -2.79000 

H         -3.96300        4.22400       -1.42900 

H         -2.27200        4.79100        0.29800 

H         -0.09500        4.36300        1.34000 

H          2.03000        3.12100        1.17600 

C          2.51700        0.88000       -0.13300 

C          2.90200        0.16800       -1.25100 

C          5.01800        0.50500       -0.30900 

H          2.19000       -0.17000       -1.99400 

C         -2.61500       -1.20000       -0.87800 



 

 

C         -3.53300       -1.50800       -1.86100 

C         -5.01200       -0.70400       -0.23600 

C         -4.87400       -1.21600       -1.51000 

H         -3.24100       -1.89800       -2.83000 

H         -5.71400       -1.35600       -2.18100 

C         -6.21600       -0.29200        0.45500 

C         -6.35100        0.56000        1.53100 

C         -7.70000        0.73700        1.95000 

H         -5.50600        1.06200        1.98800 

C         -8.59100        0.02400        1.19600 

H         -7.99400        1.37700        2.77400 

H         -9.66700       -0.02000        1.28800 

S          3.93600        1.29300        0.82100 

S         -3.44800       -0.60000        0.54500 

S         -7.79100       -0.89600       -0.03900 

C          6.44800        0.49600       -0.08500 

C          7.20400        1.29500        0.74700 

C          8.90200       -0.01800       -0.15100 

H          6.77200        2.08400        1.35300 

C          8.59600        1.00100        0.70900 

H          9.87100       -0.43800       -0.37900 

H          9.33900        1.53300        1.29100 

S          7.48300       -0.65100       -0.92300 

C          4.29600       -0.04700       -1.34800 

H          4.76500       -0.56400       -2.17800 

 

Naph2T4  - TS1 (B3LYP/6-311G+(3df,3pd) // B3LYP/6-31G(d,p)) 

 

C          1.51700       -1.11800        1.67200 

C          0.86000       -1.55500        0.49200 

C         -0.14400       -0.74300       -0.21000 

C         -0.03100        0.73700       -0.19100 

C         -1.09400        1.67300       -0.56800 

C         -1.99700        1.45000       -1.63600 

C         -2.99600        2.35200       -1.94900 

C         -3.15600        3.53500       -1.20000 

C         -2.23000        3.84000       -0.22700 

C         -1.15300        2.96300        0.05700 

C         -0.05100        3.40100        0.83900 

C          1.11500        2.68800        0.78400 

C          1.18200        1.39200        0.18900 



 

 

C         -1.18100       -1.52300       -0.81000 

C         -0.88100       -2.85200       -1.23600 

C          0.28700       -3.48600       -0.91000 

C          1.12500       -2.89900        0.07400 

C          2.13500       -3.66100        0.71600 

C          2.79800       -3.17100        1.81800 

C          2.44500       -1.90300        2.32400 

H          1.25400       -0.15700        2.09500 

H          2.90200       -1.54000        3.23900 

H          3.55300       -3.77000        2.31900 

H          2.33500       -4.66300        0.34800 

H          0.50000       -4.48700       -1.27400 

H         -1.64600       -3.38100       -1.79500 

H         -1.87000        0.57900       -2.25800 

H         -3.65200        2.15000       -2.79000 

H         -3.96300        4.22400       -1.42900 

H         -2.27200        4.79100        0.29800 

H         -0.09500        4.36300        1.34000 

H          2.03000        3.12100        1.17600 

C          2.51700        0.88000       -0.13300 

C          2.90200        0.16800       -1.25100 

C          5.01800        0.50500       -0.30900 

H          2.19000       -0.17000       -1.99400 

C         -2.61500       -1.20000       -0.87800 

C         -3.53300       -1.50800       -1.86100 

C         -5.01200       -0.70400       -0.23600 

C         -4.87400       -1.21600       -1.51000 

H         -3.24100       -1.89800       -2.83000 

H         -5.71400       -1.35600       -2.18100 

C         -6.21600       -0.29200        0.45500 

C         -6.35100        0.56000        1.53100 

C         -7.70000        0.73700        1.95000 

H         -5.50600        1.06200        1.98800 

C         -8.59100        0.02400        1.19600 

H         -7.99400        1.37700        2.77400 

H         -9.66700       -0.02000        1.28800 

S          3.93600        1.29300        0.82100 

S         -3.44800       -0.60000        0.54500 

S         -7.79100       -0.89600       -0.03900 

C          6.44800        0.49600       -0.08500 

C          7.20400        1.29500        0.74700 

C          8.90200       -0.01800       -0.15100 



 

 

H          6.77200        2.08400        1.35300 

C          8.59600        1.00100        0.70900 

H          9.87100       -0.43800       -0.37900 

H          9.33900        1.53300        1.29100 

S          7.48300       -0.65100       -0.92300 

C          4.29600       -0.04700       -1.34800 

H          4.76500       -0.56400       -2.17800 

 

 

Naph2T4 - TS2 (B3LYP/6-311G+(3df,3pd) // B3LYP/6-31G(d,p)) 

 

C          4.69900       -0.15100       -1.05600 

C          3.44100       -0.68600       -1.44100 

C          2.18200       -0.44500       -0.72200 

C          2.01800       -0.37100        0.75100 

C          3.10200       -0.23700        1.73400 

C          4.36000       -0.88800        1.63200 

C          5.34700       -0.72900        2.58600 

C          5.14100        0.10400        3.70400 

C          3.89900        0.66500        3.89500 

C          2.84700        0.44900        2.96900 

C          1.50700        0.76800        3.31600 

C          0.49200        0.20700        2.59200 

C          0.72300       -0.45800        1.35200 

C          1.06500       -0.25600       -1.58900 

C          1.05500       -0.89700       -2.86000 

C          2.15200       -1.55400       -3.35000 

C          3.40400       -1.35700       -2.70900 

C          4.61100       -1.67700       -3.38300 

C          5.82600       -1.22900       -2.91500 

C          5.85400       -0.40800       -1.77000 

H          4.75300        0.51800       -0.21000 

H          6.78800        0.04500       -1.45100 

H          6.74200       -1.45400       -3.45300 

H          4.54700       -2.22800       -4.31700 

H          2.11100       -2.08000       -4.30000 

H          0.15300       -0.82900       -3.45800 

H          4.53800       -1.56800        0.81200 

H          6.28300       -1.26800        2.47600 

H          5.93200        0.25000        4.43300 

H          3.68100        1.23200        4.79700 



 

 

H          1.30500        1.31500        4.23300 

H         -0.52200        0.24400        2.97700 

C         -0.06400        0.64600       -1.33900 

C         -1.36000        0.55000       -1.80600 

H         -1.74600       -0.34600       -2.27800 

C         -2.15300        1.69600       -1.55300 

C         -1.47600        2.70400       -0.89900 

H         -3.20200        1.76700       -1.81800 

C         -1.95700        4.00100       -0.47600 

C         -1.41300        4.87100        0.44600 

C         -3.28000        6.11200       -0.18000 

H         -0.51000        4.64600        1.00100 

C         -2.16500        6.06800        0.61100 

H         -4.02600        6.89100       -0.25100 

H         -1.89100        6.86100        1.29800 

C         -0.36100       -1.30500        0.84500 

C         -0.26100       -2.51100        0.18000 

H          0.69000       -2.91700       -0.14400 

C         -1.49700       -3.16200       -0.02900 

C         -2.58200       -2.47900        0.48900 

H         -1.59200       -4.11400       -0.54000 

C         -3.98300       -2.84100        0.46600 

C         -5.08400       -2.07800        0.79400 

H         -5.00800       -1.04600        1.11900 

C         -6.32000       -2.76900        0.64800 

C         -6.16400       -4.05400        0.20800 

H         -7.28600       -2.32300        0.85800 

H         -6.92500       -4.79500        0.00800 

S          0.18500        2.22300       -0.60300 

S         -3.42500        4.68600       -1.15900 

S         -2.04600       -0.99700        1.25100 

S         -4.49100       -4.45000       -0.02800 

  



 

 

SI.2 LDI spectra of cyclic dimer and trimer in the Soxhlet THF-extracts of the FeCl3 

oligomerization reaction mixture 

 

 

Figure S1. LDI spectrum of the Soxhlet THF extracts. 
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Figure S2. Experimental (top) and calculated C72H40S8 (bottom) High Resolution LDI mass spectra in 

the range m/z = 1160-1170 . 



 

 

 
 

 

 

Figure S3. Experimental (top) and calculated C108H60S12 (bottom) High Resolution LDI mass spectra 

in the range m/z = 1740-1751. 

 

  



 

 

SI.3. Enantiosdiscrimination test with benchmark ferrocenyl chiral probe on enantiopure Oligo-

(R)-Naph2T4  

 

Figure S4. Enantiodiscrimination CV tests with "standard" chiral probe N,N’-dimethyl-1-

ferrocenylethylamine, tested in dichloromethane with 0.1M TBAPF6 as supporting electrolyte, on (S)- 

(red curve) or (R)- (green curve) oligo-(Naph2T4) films electrodeposited in dichloromethane. As a 

comparison the CV pattern of achiral ferrocene is also reported (grey curve). The potentials are 

referred to the formal potential of the ferrocene couple reversible peak in dichloromethane on bare GC 

electrode. 

  



 

 

SI 4. 1H NMR and 13C NMR spectra of Naph2T4 

 

 

Figure S5. 1H NMR spectrum of Naph2T4 in CDCl3. 

 



 

 

 

Figure S6. 13C NMR spectrum of Naph2T4 in CDCl3. 

SI 5. HPLC chromatograms of (R)- and (S)- Naph2T4 

 

 



 

 

 

 
 

 

Figure S7. HPLC chromatograms of (S)-(top) and (R)-Naph2T4 (bottom). 

 


