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Figure S1: a) ESI-MS b) 'HNMR spectrum ¢) 3C NMR spectrum of complex 2
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Figure S2: a) ESI-MS b) "THNMR spectrum c) 3C NMR spectrum of complex 3
a) ESI-MS
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b) 'THNMR spectrum

iy

4.0

r—ppy-NPA-P(—nmr—2,jdl

i

L B B e i i e

T T T T

g

T T T T T T T T T

Ll g
QUTe'T

CTOR0L
HFECNL
SIRRTL
TFE0EL
BOLTEL
HLENSL

S9ZEI'R
ELLLI
I8061°8
IrEne's
HETIER
BEIFER
LRTTS]
=008
ELIEHS
£IFPGR

14

:1H

X : parts per Million :




B)

abundance

9.0

8.0

6.0

4.0
1

3.0
1

2.0

1Hnmr_Ir-ppy-dpa-Pi-1.jdl

]

84 83 %‘w 8.0
s

] £5  E3TEREEYRITLLTSER
= ke - . 3
= & CRAIECSELZE b%ﬁ~§ ES
35 Fel ?NQ&hm-—n:\h\bgﬂmﬁ' 5T
hot] iy AnEsEmeESefGonme B e enningoel
] P e A A A N N A A N N N A A A T

X : parts per Million : TH

67 66 65 64 63 62 61 60 59 58 57 56 55 |

J‘S 7776 '{:s 74 4 53 52 51 50

49

7.08013
6.43319
5.04197
4.99999

7.093




¢) °C 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 (10-3M) 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 uM) + histidine(5 x 10-°M) with increasing cysteine concentration

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

Absorption

Calculated Apps(nm,
force constant)

1 | 44238 (£=0.0370)

HOMO — LUMO + 1

431.12 (£=0.0236)

HOMO -2 — LUMO

389.94 (f=0.0178)

HOMO -5 — LUMO

HOMO -3 — LUMO
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350.74 (£=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 - LUMO

HOMO - 3 - LUMO
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414.70 (£=0.0215)

HOMO -2 —» LUMO +3

HOMO -2 — LUMO +2

402(£=0.0285)

HOMO - 10 - LUMO
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394 (£=0.0151)

HOMO - 11 - LUMO

343 (£=0.029)

HOMO -5 — LUMO +2

HOMO -7 — LUMO +1
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HOMO -7 — LUMO +2

HOMO -5 —- LUMO +4

Absorption

501 (f=0.0003)

HOMO -LUMO

409.(f=0.0297)

HOMO —»LUMO +1




HOMO —-LUMO +2

HOMO -7 -LUMO

HOMO-4 -LUMO

378 (£=0.0332)

28



HOMO -3 —» LUMO

370.11 (£=0.0253)

HOMO-4 -LUMO

338.84 (£=0.0119)

HOMO-5 -LUMO +1
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HOMO-5 -LUMO +2
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