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ESI-1: Lifetime spectra of Eu(lll) complexes of Me,TBipy and Me,TPhen (M:L = 1:10) in
acetonitrile (Aex = 247 NM, Aem = 616 NM)
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ESI-2: The species identified from the ESI-MS spectra of Ln** complexes of Me,TBipy and
Me,TPhen in acetonitrile medium (L = Me,TBipy/Me,TPhen, S = acetonitrile, W = water)

Ln3* Me, TBipy Me,TPhen
Species m/z Species m/z
[HL] 288.1 (100%)
; [LaL(NOs3)s(S)s(W)s]* | 705.0 (100%)
La™ [(HL)2.HNOS]** 319.1
[HLT 264.1
[LaL(NO3)(W)(S)s]" 690.8
it 2041 (100%))  [(HL)2 HNOT 319.1 (100%)
[(HL)2.HNO3s]* 295.1 [HL]" 288.1
B + 851.5
[EuL,(NO3),(S)2(W)s]* 938.8 [EuL2(NOs3)] '
[EULo(NO3)2(W)]* 821.4 [EuL,(NOg)I* 395.1
[HL] 264.1 (100%) (L), HNOA 319.1 (100%)
HL),.HNOs]* 205.1 .
£ [(HL)2 3] (HL] \a51
[ErL(NO3)2(W),]* 589.4
[ErLo(NOs),(W),]* 853.8 [ErL2(NOs)] 865.8




ESI-3: ESI-MS spectra of 1 x 10°M La(NO3); and 1 x 10°M of Me,TBipy in acetonitrile

Spectrum Plot - 1/8/2014 10:56 AM

1 A Scan 15 from c:\data\external\lcms-66\sample-1-705.xms

Spectrum 1A
BP: 705.6 (443682=100%), sample-1-705.xms 0.309 min, Scan: 15, 100:2000, lon: 9659 us, RIC: 4.276e+7
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ESI -4: MS-MS spectra for the peak at m/z = 705.6 of 1 x 10°M La(NO3); and 1 x 10°*M of
Me,TBipy in acetonitrile

Spectrum Plot - 1/8/2014 10:55 AM

1 A Scan 6 from c:\data\external\lcms-66\sample-1-705-msms.xms
Spectrum 1A
BP:327.3 (21138=100%). sample-1-705-msms.xms 0.052 min, Scan: 6, 705.0>192:715 [2.00V], lon: 54245 us, RIC: 147705
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Spectrum Plot - 1/8/2014 11:03 AM
1A Sc

n 35 from c:\data\external\lcms-66\sample-5.xms

ESI-5: ESI-MS spectra of 1 x 10°M Eu(NOs); and 1 x 10°M of Me,TBipy in acetonitrile

Spectrum 1A
BP: 264.1 (1.973e+7=100%), sample-5.xms 0.551 min, Scan: 35, 100:1500, lon: 315 us, RIC: 2.034e+8
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ESI-6: ESI-MS spectra of 1 x 10°M Eu(NO3); and 1 x 10°M of Me,TPhen in acetonitrile

Spectrum Plot - 1/8/2014 11:04 AM

n 40 from c:\data\external\lcms-66\sample-6.xms

1A Sc
Spectrum 1A
BP:319.1 (1.026e+7=100%), sample-6.xms 0.713 min, Scan: 40, 100:1500, lon: 317 us, RIC: 1.712e+8
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ESI-7: ESI-MS spectra of 1 x 10°M Er(NO3); and 1 x 10°M of Me,TBipy in acetonitrile

Spectrum Plot - 1/8/2014 11:08 AM

1 A Scan 32 from c:\data\external\lcms-66\sample-9.xms

Spectrum 1A
BP: 264.1 (1.747e+7=100%), sample-9.xms 0.504 min, Scan: 32, 100:1500, lon: 335 us, RIC: 2.036e+8
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ESI-8: ESI-MS spectra of 1 x 10°M Er(NOs); and 1 x 10°M of Me,TPhen in acetonitrile

Spectrum Plot - 1/8/2014 11:08 AM

1 A Scan 24 from c:\data\external\lcms-66\sample-10.xms
Spectrum 1A
BP:319.0 (8.637e+6=100%), sample-10.xms 0.373 min, Scan: 24, 100:1500, lon: 230 us, RIC: 2.461e+8
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ESI -9: MS-MS spectra for the peak at m/z = 705.6 of 1 x 10°M Er(NOs); and 1 x 10°°*M of
Me,TPhen in acetonitrile

Spectrum Plot - 1/8/2014 11:08 AM

1 A Scan 23 from c:\data\external\lcms-66\sample-10-866-msms.xms
Spectrum 1A
BP: 803.3 (193172=100%), sample-10-866-msms.xms 0.211 min, Scan: 23, 866.0>233:876 [2.00V], lon: 10682 us, RIC: 1.469e+6
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ESI-10: The optimized geometries and relative energies of the Eu** complex of Me,TBipy

having mono dentate nitrate ions with respect to that having bidentate nitrate ions
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