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Oo0oooODD0OO0O00d1-(2-carboxyethyl)-2-[7-[1,3-dihydro-3,3-dimethyl-5-sulfo-1-
(4-sulfobutyl)-2H-indol-2-ylidene]-1,3,5-heptatrienyl]-3,3-dimethyl-3H-Indolium
ooooooo0oooDOooo0DOooU0ooDUoooDO0oDO0ooDUooDDO0ooDOoDooODUooDUOoLoOaO
ogoooao

1H NMR (500 MHz, DMSO-dg, 260 )0 1.62 (6H, s),

1.65 (6H, s), 1.77 (4H, br.s), 2.53 (2H, t, J = 7.3 Hz), 2.67 (2H, t, J

= 7.3 Hz), 4.12 (2H, t, J = 7.3 Hz), 4.24 (2H, t, J = 7.3 Hz),

6.30 (1H, d, J = 12.8 Hz), 6.5-6.62 (3H, m), 7.22 (1H, d, J = 8.6

Hz), 7.41 (1H, d, J = 8.6 Hz), 7.60 (1H, dd, J = 1.3, 8.6 Hz),

7.65 (1H, dd, J = 1.3, 8.6 Hz), 7.69 (1H, d, J = 1.3 Hz), 7.75

(1H, d, J = 1.3 Hz), 7.75 (1H, t, J = 12.8 Hz), 7.82 (1H, t, J

= 12.8 Hz), 7.95 (1H, t, J = 12.8 Hz). *3C NMR (125.65 MHz, DMSO-dg,

260 )0 22.33, 26.06, 27.00,

27.26, 31.42, 39.50, 43.88, 48.19, 49.01, 50.61, 103.31, 105.34, 109.58,

110.75, 119.62, 119.75, 125.77, 126.00, 126.10, 126.20, 139.89, 140.69, 141.94,
142,11, 144.36, 145.43, 150.02, 152.29, 156.25, 169.88, 171.98, 173.07.0 LC/MS (

ESI, positive mode): m/z: calcd for C5,H,oN50,,S3

748.18, found: 748.97 [M+1]™".

Oooooo
ocooooooO0oooDOoooDoooooDpoooooo4-@2-((AE,3E,5E,7E)-7-(1-(3-(2-(C

3-(6-(4-methoxyphenyl)-3-0x0-3,7-dihydroimidazo[1,2-a]pyrazin-2-yl)propanamido)e

thylamino)-3-oxopropyl)-3,3-dimethyl-5-sulfoindolin-2-ylidene)hepta-1,3,5-trieny
1)-3,3-dimethyl-5-sulfo-3H-indolium-1-yl)butane-1-sulfonated 0O 0O O

1-(2-carboxyethyl)-2-[7-[1,3-dihydro-3,3-dimethyl-5-sulfo-1-(4-sulfobutyl)-2H-1In

dol-2-ylidene]-1,3,5-heptatrienyl]-3,3-dimethyl-3H-Indolium0 O O 0O OO OOON

-(2-aminoethyl)-3-(6-(4-methoxyphenyl)-3-0x0-3,7-dihydroimidazo[1,2-a]pyrazin-2-

yDpropanamideO 0 00D 00 00DD0OO0OO0OODDODODOODDODOOOODDODOOOODDODDOOO

O Pyridined 0 0 0 O OO O N,N-dimethylformamideJ 0 0 00000000 OOOOAO

gogooobooooobobooo o bbb boo o bbuoUooDbbooobbooo

ooooooo0oooDOooo0DOooU0ooDUoooDO0oDO0ooDUooDDO0ooDOoDooODUooDUOoLoOaO

I I e I e I I I I O A B B A W A B R A N W B R W A R A

1H NMR (500 MHz, D,0, 270 , Aceton: 2.11 ppm) O 1.34 (6H, s), 1.47 (6H, s), 1.67
(4H, m), 2.45 (2H, t, J =

8.6 Hz), 2.57 (2H, t, J = 6.7 Hz), 2.80 (4H, m), 3.11 (4H, m), 3.55 (3H,

s), 3.72 (2H, br.t), 4.09 (2H, t, J = 6.7 Hz), 5.87 (1H, d, J =

14.0 Hz), 5.92 (1H, d, J = 13.4 Hz), 5.99 (1H, t, J = 13.4 Hz),

6.08 (1H, t, J = 12.8 Hz), 6.65 (2H, d, J = 8.5 Hz), 7.05 (1H, d,

J 8.5 Hz), 7.08 (1H, d, J = 8.5 Hz), 7.10 (1H, m), 7.21 (2H, d,

J = 8.5 Hz), 7.42 (1H, br.s), 7.47 (1H, t, J = 13.4 Hz), 7.58

(1H, t, J = 12.8 Hz), 7.60 (AH, dd, J = 1.2, 8.5 Hz), 7.65 (1H,

d, J = 1.2 Hz), 7.66 (1H, dd, J = 1.2, 8.5 Hz), 7.67 (1H, d, J

=1.2 Hz), 7.78 (1H, br.s). LC/MS (ESI, positive mode): m/z: calcd for Cg,HggN,O

1353

1085.33, found: 1086.08 [M+1]*.
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