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1. Computer modeling

Energy-minimized structures of oligoindoles were generated using MacroModel 9.1 program!!! with
MMEF force field” in the gas phase via 5000 search steps in Monte Carlo conformational search. The

ester side chains have been replaced with hydrogen atoms for convenience.

Figure S1. Stick (left) and CPK (right) representations for an energy-minimized structure of dimer 1a

Figure S2. Stick (left) and CPK (right) representations for an energy-minimized structure of complex 1b
+Cl.

(top) and its complex 1a + CI™ (bottom).
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Comput. Chem. 1999, 20, 730-748.
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Figure S3. Stick (left) and CPK (right) representations for an energy-minimized structure of complex 1¢
+CI'.

Figure S4. Stick (left) and CPK (right) representations for an energy-minimized structure of complex 1d
+CI'.
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2. '"H NMR spectra of 1b, 1c and 1d in the presence of tetrabutylammonium chloride (TBA*CI)
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Figure S5. Partial '"H NMR (400 MHz, acetone-d(,, 25°C) spectra of tetramer 1b (0.5 mM) in the
presence of TBA'CI ; a) none, b) ~ 0.4 equiv, and ¢) 1 equiv.
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Figure S6. Partial 'H NMR (400 MHz, acetone-dg, 25°C) spectra of hexamer 1¢ (0.3 mM) in the
presence of TBA'CI; a) none, b) ~ 0.6 equiv, ¢) 1 equiv, d) 2 equiv, and e) 5 equiv.
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Figure S7. Partial '"H NMR (400 MHz, acetone-de, 25°C) spectra of octamer 1d (0.1 mM) in the
presence of TBA'CI'; a) 1 equiv, b) 2 equiv, and ¢) 5 equiv.
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3.2D 'H-'"H TOCSY and ROESY spectra of 1b and 1¢
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Figure S8. 2D 'H - '"H ROESY spectrum of tetramer 1b + TBA'CI™ (1 equiv) (400 MHz, 25°C, 4 mM

in acetone-ds).
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Figure S9. 2D 'H - '"H TOCSY spectra of 1¢ (400 MHz, 25°C, ~ 1 mM in acetone-de) (left) and 1c¢ +
TBA'CI™ (1 equiv) (400 MHz, 25 °C, 5 mM in acetone-dg) (right).
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Figure S11. 2D 'H - '"H ROESY spectrum of 1¢ + TBA'CI™ (1 equiv) (400 MHz, 25°C, 5 mM in

acetone-de)
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4. Titrations and Job’s plots
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1c + TBA'CN™
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1d + TBA'F~

1.0 -
0.8 -
0.6 1
s
=
0.4 1
0.2 +
0.0 T T T T 1
350 3 6 9 12 15
Equivalent of Anion
+ _
1d + TBA'Cl
1.0 q 1
0.8 1 0.8
0.6 0.6
s
=
=1
0.4 0.4
0.2 1 0.2
0.0 0
350 400 450 500 550 600 0 10 20 30 40 50
‘Wavelength (nm) Equivalent of Anion
+ _
1d + TBA Br
1.0 +
0.8 - X
0.6 1 X
o
=
0.4 - .
0.2 1 .
0.0 }
350 0 60 120 180 240
‘Wavelength (nm) Equivalent of Anion
+y—
1d+ TBA'I
1.0 1 1
0.8 0.8
0.6 0.6
S -l
= =
04 1 04
0.2 1 0.2
0.0 0
350 400 450 500 550 600 0 100 200 300 400
Wavelength (nm) Equivalent of Anion

1.8E-05

0.0E+00

9.0E-06

& 6.0E-06

[HG] *

3.0E-06

0.5

Mole Fraction of Octamer

0.0E+00
0

3.0E-06

0.5

Mole Fraction of Octamer

0.0E+00

1.5E-06 -

o 1.OE-06 |

0.0E+00

0.5

Mole Fraction of Octamer

0

0.5

Mole Fraction of Octamer



1d + TBA'CN™
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