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Fig. S1: '"H NMR (400 MHz, CDCl;) of 6
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Fig. S2: Analytical HPLC trace, UV absorbance detected from 210-800 nm (RP-C18 4.6 x 250

mm, 5 pm), of 6
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Rhenium(]I) tricarbonyl-N“-benzyl-L-histidine (1)
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Fig. $3: '"H NMR (400 MHz, MeOH-d4) of 1
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Fig. S4: Analytical HPLC trace, UV absorbance detected from 210-800 nm (RP-C18 4.6 x 250
mm, 5 pm), of 1
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Fig. S5: gCOSY spectrum (400 MHz, MeOH-d4) of 1
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Fig. S6: '"H NMR (400 MHz, CDCl;) of 8
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Rhenium(I) tricarbonyl-N“-benzyl-L-histidine(Trt) (2)
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Fig. S7: 'H NMR (400 MHz, MeOH-d4) of 2
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Fig. S8: Analytical HPLC trace, UV absorbance detected from 210-800 nm (RP-C18 4.6 x 250

mm, 5 pm), of 2
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N%-benzyl(methyl)-L-histidine (10)
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Fig. $9: 'H NMR (400 MHz, MeOH-d4) of 10
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Fig. S10: Analytical HPLC trace, UV absorbance detected from 210-800 nm (RP-C18 4.6 x 250
mm, 5 pm), of 10
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Rhenium(I) tricarbonyl-N“-benzyl(methyl)-L-histidine (3)

Methqno\-d4
3
<
/O
CHy / .
. «©
NT3 T
OC.. Ie, O
v >
OC” | "N\
CO \\\ Methgnol-dA
3 NH
N
o0 ©
A ~
® >
) T
! A
0.87 5.71 0.93
=
8‘.5 ‘ 8‘.0 7‘.5 ‘ 7.‘0 6.‘5 6.‘0 5.‘5 5.‘0

Chemical Shift (ppm)

Fig. S11: '"H NMR (400 MHz, MeOH-d4) of 3
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Fig. S12: Analytical HPLC trace, UV absorbance detected from 210-800 nm (RP-C18 4.6 x 250
mm, 5 pm), of 3
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Fig. S13: gCOSY spectrum (400 MHz, MeOH-d4) of 3
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Fig. S14: NOESY spectrum (400 MHz, MeOH-d4) of 3
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N-iodocarbonyl-O-methyl phenylalanine (11)
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Fig. S15: 'H NMR (400 MHz, MeOH-d4) of 11
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Fig. S16: Analytical HPLC trace, UV absorbance detected from 210-800 nm (RP-C18 4.6 x 250

mm, 5 um), of 11
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Fig. S17: "H NMR (400 MHz, MeOH-d4) of 12
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Fig. S18: Analytical HPLC trace, UV absorbance detected from 210-800 nm (RP-C18 4.6 x 250

mm, 5 um), of 12
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Rhenium(I) tricarbonyl-N“-histidinyl-acetyl-phenylalanine (4)
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Fig. $19: 'H NMR (600 MHz, DMF-d7) of 4
40641 13.17
3.0e+1
E 13.96
2 2.0e+17
1.0e+1€
0-0:HHMHWH‘\H"\""\"H\HH\HH\HH\HHMHw”wHH\HH\HH\HHWH\“H\““\““\Time
000 200 400 600 800 1000 1200 1400 1600 18.00  20.00

Fig. S20: Analytical HPLC trace, UV absorbance detected from 210-800 nm (RP-C18 4.6 x 250
mm, 5 pm), of 4
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Fig. S21: gCOSY spectrum (600 MHz, DMF-d7) of 4
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