
1.  ESI-MS spectra of Eu-CB7 at ligand to metal ratio 1.

1.
2. Optimised structure of CB5 having cavity radii (Ri)

Ri

Spectrum Plot - 2/13/2014 3:17 PM
1 A  Scan 7 from c:\data\external\lcms-84\cb7-1.5-eu-c.xms
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Spectrum 1A
0.192 min, Scan: 7, 100:2000, Ion: 23983 us, RIC: 2.928e+6BP: 149.0 (191978=100%), cb7-1.5-eu-c.xms
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Spectrum 1A
0.192 min, Scan: 7, 100:2000, Ion: 23983 us, RIC: 2.928e+6BP: 149.0 (191978=100%), cb7-1.5-eu-c.xms
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2. ESI-MS spectra of Eu-CB7 at ligand to metal ratio 5

3. Optimized structure of Eu(III)CB5(H2O)3 in two different geometries 
i) Out of three water molecules coordinated to Eu(III), one water molecule encapsulated 

in the cavity and two water molecules are coordinated from outside

ii) All the three water molecules are coordinated to Eu(III) from outside
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Spectrum Plot - 2/13/2014 3:19 PM
1 A  Scan 2 from c:\data\external\lcms-84\d.xms
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Spectrum 1A
0.032 min, Scan: 2, 100:2000, Ion: 37761 us, RIC: 1.987e+6BP: 560.4 (87670=100%), d.xms

Spectrum Plot - 2/13/2014 3:19 PM
1 A  Scan 2 from c:\data\external\lcms-84\d.xms
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Spectrum 1A
0.032 min, Scan: 2, 100:2000, Ion: 37761 us, RIC: 1.987e+6BP: 560.4 (87670=100%), d.xms



3. ESI-MS spectra of Eu-CB5 at ligand to metal ratio 5Spectrum Plot - 2/13/2014 3:12 PM
1 A  Scan 6 from c:\data\external\lcms-84\eu-cb5-a-433.xms
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Spectrum 1A
0.155 min, Scan: 6, 100:2000, Ion: 5327 us, RIC: 1.546e+7BP: 433.0 (1.124e+6=100%), eu-cb5-a-433.xms

Spectrum Plot - 2/13/2014 3:12 PM
1 A  Scan 6 from c:\data\external\lcms-84\eu-cb5-a-433.xms
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Spectrum 1A
0.155 min, Scan: 6, 100:2000, Ion: 5327 us, RIC: 1.546e+7BP: 433.0 (1.124e+6=100%), eu-cb5-a-433.xms



4. Optimised structure of CB5 describing Ri (Europium atom (green), Oxygen atom (red), 
Hydrogen atom (blue), Nitrogen atom (purple) and Carbon (yellow))

Ri



5. Optimized structure of Eu(III)CB5(H2O)3 in two different geometries (Europium atom (green), 

Oxygen atom (red), Hydrogen atom (blue), Nitrogen atom (purple) and Carbon (yellow))

i) Out of three water molecules coordinated to Eu(III), one water molecule encapsulated 
in the cavity and two water molecules are coordinated from outside (Eu-CB5 A)

ii) All the three water molecules are coordinated to Eu(III) from outside (Eu-CB5 B)
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