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Characterization of receptor L:
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Figure S1. 'H NMR spectrum of L in DMSO-d; at 298 K.
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Figure Sz. C NMR spectrum of L in DMSO-d; at 298 K.
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Figure S3. FT-IR spectrum of receptor L recorded in KBr pellet.
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Characterization of HPO,* -complex, [2(HL)"*HPO,” |-3H,O (1a):
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Figure S4. 'H NMR spectrum of complex 1a in DMSO-d; at 298 K.
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Figure S5. >'P NMR spectrum of complex 1a in DMSO-d; at 298 K.
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Figure S6. FT-IR spectrum of complex 1a recorded in KBr pellet.
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Characterization of PO, -encapsulated complex, 3TBA*[2L(PO/)]2MeCN (1):
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Figure S7. 'H NMR spectrum of complex 1 in DMSO-d; at 298 K.
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Figure Sg. FT-IR spectrum of complex 1 recorded in KBr pellet.
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Figure S10. Powder XRD patterns of complex 1 recorded with dried crystalline powders.

Characterization of PO, -encapsulated complex, 3TEA*[2L(PO/)] (1b):
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Figure Su1. 'H NMR spectrum of complex 1b in DMSO-d; at 298 K.
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Figure S12. *P NMR spectrum of complex 1b in DMSO-d; at 298 K.
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Figure S13. FT-IR spectrum of complex 1b recorded in KBr pellet.
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Figure S14. Powder XRD patterns of complex 1b recorded with dried crystalline powders.
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Figure S15. 2D-NOESY NMR spectrum of complex 1b in DMSO-d; at 298 K.

S-8



Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012

;S

— 7
F2
(ppm)
7]
—\i X
9_
10
11
/7
—% 12— /
.———-l=ﬂ—_'J o
M 13 F
_r'l T T T T T T T T T T L T T T T T T T T T T T T T T T T T T T T T T T T \—[_
14 13 12 11 10 9 8 7 6
F1 (ppm)

Figure $16. Partial (aromatic region) 2D-NOESY NMR spectrum of complex 1b in DMSO-d,
at 298 K, in presence of 0.5 equivalent 2:1 mixture of TBA(OH) and TBA(H,PO,).
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Characterization of F-encapsulated complex, TBA*[L(F)]2DMSO (2a):

B s e s L e e AN U A R Al S S s LA s S S S S s

13 12 11 10 9 8 7 6

Figure S17. 'H NMR spectrum of complex 2a in DMSO-d; at 298 K.
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Figure $18. °F NMR spectrum of complex 2a in DMSO-d; at 298 K.
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Figure S19. FT-IR spectrum of complex 2a recorded in KBr pellet.
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Characterization of CO;* -encapsulated complex, 2TEA*[2L(CO;*)] (3):
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Figure S20. 'H NMR spectrum of complex 3 in DMSO-d; at 298 K.
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Figure S21. FT-IR spectrum of complex 3 recorded in KBr pellet.
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Figure S22. Partial (aromatic region) 2D-NOESY NMR spectrum of complex 3 in DMSO-ds
at 298 K.
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Characterization of SO,” -encapsulated complex, 2TBA*[L(SO)] (4):
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Figure S23. 'H NMR spectrum of complex 4 in DMSO-d; at 298 K.
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Figure S24. FT-IR spectrum of complex 4 recorded in KBr pellet.

450.0

S-13



Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012

N
Loy

JJ

F -

' A

W

|
1yl

~

-]

w

[
[

=
N

[
w

[
2

Illlt\‘\\\\‘ijlllllll\\\\‘illli
AN

NSNS LN L LN L L N 0 L I

12 11 10 8 8 7 6 S5 4 3 2 1 0
F1 (ppm)

-
w

Figure S25. 2D-NOESY NMR spectrum of complex 4 in DMSO-d; at 298 K.
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Characterization of CI'-complex, [(HL)"*CI [ DMF (5):
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Figure S26. 'H NMR spectrum of complex 5 in DMSO-d; at 298 K.

71.0

T —

68 |

67 |
66 _|

A
S

63 | |
3250
62 |

61 |

%T

60

59 |

58

57

56

55

54 |

53 |

52 |

1335

51.0 |
T T T — T T T T
4000.0 3600 3200 2800 2400 2000 1800 1600 1400 12‘00 lOIOO 8(‘)0 660 450.0
cm-1 )

Figure S27. FT-IR spectrum of corﬁplex 5 recorded in KBr pellet.
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Figure S28. Expanded 'H NMR spectra of 1a obtained upon titration with increasing
equivalents of TBAF in DMSO-ds showing the selective formation of phosphate capsule (1)

in solution.
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Figure S29. 'H NMR spectrum of complex 1a in presence of excess TEA(AcO) in DMSO-ds

showing the selective formation of phosphate capsule (1b) in solution.

Additional Crystallographic data:

Figure 30. Crystal packing diagram of complex 1a (view down the crystallographic c-axis).
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Figure 31. Crystal packing diagram of complex 1b, showing the cylindrical voids of 568 A3

(view down the crystallographic c-axis).

Figure 32. Crystal packing diagram of complex 2a (view down the crystallographic c-axis).
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Figure 34. Crystal packing diagram of complex 4 (view down the crystallographic a-axis).
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Figure 35. Crystal packing diagram of complex 5 (view down the crystallographic b-axis)
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