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Figure S1: a) ESI-MS b) 1HNMR spectrum  c) 13C NMR spectrum of complex 2
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Figure S2: a) ESI-MS b) 1HNMR spectrum c) 13C NMR spectrum of complex 3
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b) 1HNMR spectrum
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c) 13C NMR of 3
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Figure S3: ESI-MS of complex 3 + L-histidine-methyl ester
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Figure S4: Plot of concentration of histidine added to complex 3 solution (10-5M) against emission intensity
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Figure S5: Titration of complex 3 with a) N-Boc-L-Histidine b) L-Histidine Methyl ester
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Figure S6: a) 3 (10 M) + histidine(5 x 10-5M) with increasing cysteine concentration 

b) 3 (10 M) + cysteine (5 x 10-5M) with increasing histidine concentration
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Table S1: Frontier orbital diagram of complexes 1, 2 and 3 

Absorption
Calculated Abs(nm, 

force constant)
1 442.38  (f=0.0370) HOMO   LUMO + 1

431.12  (f=0.0236) HOMO - 2   LUMO

389.94 (f=0.0178) HOMO - 5   LUMO

HOMO - 3   LUMO
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350.74  (f=0.0207) HOMO – 2  LUMO + 1

HOMO – 1  LUMO + 1

325.69  (f=0.0273) HOMO – 5  LUMO + 2

HOMO – 4  LUMO + 2

HOMO – 3  LUMO + 2
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Emission
566.46 HOMO  LUMO+11

483.31 (f=0.0048) HOMO – 5  LUMO2

HOMO - 3  LUMO
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414.70 (f=0.0215) HOMO – 2  LUMO + 3

HOMO – 2  LUMO + 2

402(f=0.0285) HOMO – 10  LUMO
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394 (f=0.0151) HOMO – 11  LUMO

343 (f=0.029) HOMO – 5  LUMO +2

HOMO – 7  LUMO +1
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HOMO – 7  LUMO +2

HOMO – 5  LUMO +4

Absorption

3 501 (f = 0.0003) HOMO LUMO

409.(f=0.0297) HOMO LUMO +1
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HOMO LUMO +2

378 (f=0.0332) HOMO -7 LUMO

HOMO-4 LUMO
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HOMO – 3  LUMO

370.11 (f=0.0253) HOMO-4 LUMO

338.84 (f=0.0119) HOMO-5 LUMO +1
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HOMO-5 LUMO +2


