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1. Synthetic route for H:
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Reagents and conditions: (a) CI(CH,0)sH, K,COs3, KI, DMF, 90°C (b) TsCIl, NaOH,
THF/H20, 0 °C - RT. (C) K,COs3, KI, H2N(CH2)2NHBoc, MeCN, 81 °C. (d) HCI, Et,0,
DCM, RT. (e) 1,4,5,8-Naphathalene dianhydride, MeCN, 81 °C.
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2.Synthetic route for G1 & G2:
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3. Synthesis of I:

2- Naphthol (2gm, 13.87mM) was dissolved in 40 ml of freshly dried
actonitrile in two neck round bottom flask in Ny-atmosphere. To this
solution K,CO3 powder (3.25g, 23.57 mM) was added and the reaction
mixture was stirred for 30 mint. After 30 mint. The colourless solution
turned to light green solution. Then dibromobutane (14.97gm, 69.36mM)
was added and the reaction mixture was refluxed for 24hr. After one day,
the solvent was removed under reduced pressure and extracted three
times with CHCI3 and water. Organic layers were combined and dried over
anhydrous sodium sulphate. Solvent was removed under reduced
pressure to give crude product which was purified on Silica-gel column,
using methanol:chloroform (1:99 v/v) as an eluent to yield | (2.3 gm, 60%),
as a white solid. "H-NMR (200MHz, CDCls, 5 ppm) 7.79 - 7.72 (3H, m),
7.46 - 7.34 (2H, m), 7.17 (1H, s), 7.13 (1H, s), 4.11 (2H, t, J = 5.8), 3.52
(2H, t, J = 6.4), 2.04 - 2.01 (4H, m). (ESI — MS) calcd for C44H5BrO :
279.17, found : 279.43.
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4. Mass spectrum for H.2G;.
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ESI Figure 1: ESl-mass spectrum for H.2G; using Micromass Q-Tof micro™
equipped with ESI source and Q-Tof analyzer.
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5. Mass spectrum For H.2G,:
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ESI Figure 2: ESl-mass spectrum for H.2G, using Micromass Q-Tof micro™,

equipped with ESI source and Q-Tof analyzer.
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6. *H- NMR spectrum of A:
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ESI Figure 3: "H NMR spectrum of compound A in CDCls
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7. Mass spectrum of A:
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ESI Figure 4: ESl-mass spectrum of compound A using Micromass Q-Tof micro™,
equipped with ESI source and Q-Tof analyzer.
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8. 'H-NMR spectrum of 1:
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ESI Figure 5: "H NMR spectrum of compound 1 in CDCls.
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9. BC-NMR spectrum of 1:
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ESI Figure 6: "*C-NMR spectrum of compound 1 in CDCls.
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10. Mass spectrum of 1:
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ESI Figure 7: ESl-mass spectrum of compound 1 using Micromass Q-Tof micro™,
equipped with ESI source and Q-Tof analyzer.
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11.*H-NMR spectrum of 2:
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ESI Figure 8: 'H-NMR spectrum of compound 2 in CD,Cl, .
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12.BC-NMR spectrum of 2:

o = T @

B = - & Mo o @ © o ~ -

< =+ @ r~ LR o D ) 3

s = = P OHd NO T o o] - — 150
> < & - ~O % OO W 3 o o ~

- = = - ~~©® @0 © © 0 o 5] o

<

53843

\

)

| l |
| ' | il
f,wlvwmitmwwwmwvﬂ}wwl et “mw,wmwwmmvwww“\»ﬂwﬂl “mww.w' L»wwmrd)‘] |w-ﬂr~«'w’ ' 'wm —0

[ T T T ‘ T T T T [
150 100 50
ppm (t1)

ESI Figure 9: "*C-NMR spectrum of compound 2 in CD,Cl,.
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13. Mass spectrum of 2:
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ESI Figure 10: ESI-mass spectrum of compound 2 using Micromass Q-Tof micro
equipped with ESI source and Q-Tof analyzer.
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14.'H- NMR spectrum of 3:

ESI Figure 11: '"H NMR spectrum of compound 3 in CDCl5.
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15.3C- NMR spectrum of 3:
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ESI Figure 12: "*C-NMR spectrum of compound 3 in CDCls..
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16. Mass spectrum of 3:
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ESI Figure 13: ESI-mass spectrum of compound 3 using Micromass Q-Tof micro™
equipped with ESI source and Q-Tof analyzer.
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17.'H- NMR spectrum of H:
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ESI Figure 14: '"H NMR spectrum of compound H in CDCl5..
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18.BC-NMR spectrum of H:
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ESI Figure 15: "*C-NMR spectrum of compound H in CDCls..
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19. Mass spectrum of H:
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ESI Figure 16: ESI-mass spectrum of compound H using Micromass Q-Tof micro™,
equipped with ESI source and Q-Tof analyzer.
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20. HRMS spectrum of H.

Elemental Composition Report

Single Mass Analysis (displaying only valid results)
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ESI Figure 17: HRMS spectrum of compound H using Micromass Q-Tof micro™,
equipped with ESI source and Q-Tof analyzer.
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21.'H- NMR spectrum of I
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ESI Figure 18: '"H-NMR spectrum of compound | in CDCls..
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22.Mass spectrum of I:
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ESI Figure 19: ESI-mass spectrum of compound | using Micromass Q-Tof micro™,
equipped with ESI source and Q-Tof analyzer.
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23.'H- NMR spectrum of G.:

DD ONODW DD~~~ D~O— DO - NOOHO®0~D R R

5 =~ eFs iy NgdeIrad d - R =] 0 OWwWMm NN o

frsJ . M~~~ TANE AN~ - g LT S R e - S o gl

o M L e R e e T S S S S ™~ i T FFF SR -
|

._,-'||~\-_ R ‘ l"Jh"'l N~ o S I AN N
Y ¥ PR LR vy
o w — O MM (98] [a%] [a%]
(<=} - O =000 M - o [ o
o=} w ~J C00Caly M W o [a%] w
T T T ‘ T T T T | T T T T | T T T ‘ T T T T | T T T T | T T | T
80 70 6.0 50 40 30 20
ppm (t1)

ESI Figure 20: 'H-NMR spectrum of compound G, in CD,Cls .
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24.13C- NMR spectrum of G,:
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ESI Figure 21: "*C-NMR spectrum of compound G, in CDsCN .
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25.Mass spectrum of Go:
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ESI Figure 22: ESI-mass spectrum of compound G, using Micromass Q-Tof micro™

equipped with ESI source and Q-Tof analyzer.
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26.'H- NMR spectrum of Gy:
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ESI Figure 23: 'H-NMR spectrum of compound G; in CD,Cls .

28



Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is (c) The Royal Society of Chemistry 2011

27.13C- NMR spectrum of G;:
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ESI Figure 24: "*C-NMR spectrum of compound G; in CDsCN .
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28.Mass spectrum of Gy:
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ESI Figure 25: ESI-mass spectrum of compound G; using Micromass Q-Tof micro™,

equipped with ESI source and Q-Tof analyzer.
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29.'H-NMR spectrum of H, G; and H.2G;.
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ESI Figure 26: '"H-NMR spectra recorded in CD,Cl, at 25°C of (a) 5.43mM H; (b) in
presence of 10.89 mM G; and (c) in presence of 10.89mM of G;.

31



Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is (c) The Royal Society of Chemistry 2011

30.'H-NMR spectrum of H, G, and H.2G..
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ESI Figure 27: '"H-NMR spectra recorded in CD,Cl, at 25°C of (a) 4.68mM H; (b) ) in
presence of 9.38mM G, and (c) ) in presence of 9.38mM G, and 4.68mM H.
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31.Stern-Volmer plot of H.2G; & H.2G,:
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ESI Figure 28: Stern-Volmer Plots for emission quenching for (a) H.2G; system and

(b) H.2G; system upon addition of H.
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32.'H-NMR spectrum of H.2G,in the presence of methanol.
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ESI Figure 29: "H-NMR spectra recorded in CD,Cl, at 25°C of (a) 4.68mM H; (b))
9.38mM G, and (c) ) in presence of 9.38mM G, and 4.68mM H; (d) Partial spectra of
H.2G. in the presence of CH;0D. The doublet for Hq3 of G,, which disappeared due
to the formation of the threaded complex H.2G,, reappeared on addition of polar

solvent like CH3;OD—supporting the de-threading phenomena in polar solvent.
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33.2D-COSY spectrum of H.2G,
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ESI Figure 30: 2D-COSY spectra OF H.2G; recorded in CD,Cl; at 25°C.
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34.2D-NOSEY spectrum of H.2G,
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ESI Figure 31: 2D-NOSEY spectra OF H.2G;, recorded in CD,Cl, at 25°C.
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35.2D-NOSEY spectrum of H.2G;
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ESI Figure 31: 2D-NOSEY spectra OF H.2G; recorded in CD,Cl, at 25°C.
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