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1. Structural information, synthetic procedure and analytical

data for new compounds
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Reagents used: 2,6-AQ-Gly TFA (58 mg, 0,10 mmol), Boc-Phe-OSu (218 mg, 0.60 mmol).
The product was obtained as a slightly yellow powder (80 mg, overall yield 91 %).
'N-NMR (DMSO-ds): & 10.65 (bs, 2H), 8.81 (t, J=5.4 Hz, 2H), 8.33 (d, J=2.3 Hz, 2H), 8.06
(d, J=8.6 Hz, 2H), 7.98 (bs, 6H), 7.90 (dd, J=8.8 and 2.3 Hz, 2H), 7.21-7.09 (m, 10H), 3.99
(m, 2H), 3.93 (d, J= 5.5 Hz, 4H), 3.03 (m, 2H), 2.84 (m, 2H).
3C-NMR (DMSO-ds): 5 181.66, 169.11, 168.42, 144.65, 135.28, 134.75, 129.91, 128.96,

128.88, 128.56, 127.51, 123.90, 116.27, 53.78, 43.28, 37.44.
HRMS, m/z: 324.1397, (C3sH34NeOe M + 2H requires 324.1343).
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Method A.

Reagents used: 2,6-AQ-Gly TFA (58 mg, 0,10 mmol), Boc-Ala-OSu (172 mg, 0.60 mmol).
The product was obtained as a slightly yellow powder (69 mg, overall yield 96 %).

'N-NMR (DMSO-ds): 5 10.76 (s, 2H), 8.79 (t, J=5.8 Hz, 2H), 8.44 (d, J=2.3 Hz, 2H), 8.16
(d, J=8.6 Hz, 2H), 8.08 (bs, 6H), 8.01 (dd, J=8.6 and 2.3 Hz, 2H), 1.39 (d, J=6.7 Hz, 6H).
3C-NMR (DMSO-ds): 5 181.24, 170.13, 168.12, 144.28, 134.33, 128.53, 128.10, 123.43,
115.80, 48.08, 42.78, 17.15.

HRMS, m/z: 248.1061, (C24H26NsOs M + 2H requires 248.1030).
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Method A.

Reagents used: 2,6-AQ-Gly TFA (58 mg, 0,10 mmol), Boc-Lys(Boc)-OSu (266 mg, 0.60
mmol). The product was obtained as a slightly yellow powder (94 mg, overall yield 88 %).
'N-NMR (DMSO-ds): 5 10.82 (s, 2H), 8.90 (t, J=5.6 Hz, 2H), 8.44 (d, J=2.3 Hz, 2H), 8.19
(bs, 6H), 8.17 (d, J=8.6 Hz, 2H), 8.02 (dd, J=8.6 and 2.1 Hz, 2H), 7.78 (bs, 6H), 4.16-3.99
(m, 4H), 3.90-3.79 (m, 2H), 2.82-2.69 (m, 4H), 1.82-1.69 (m, 4H), 1.60-1.47 (m, 4H), 1.46-
1.32 (m, 4H).

3C-NMR (DMSO-ds): & 181.29, 169.14, 144.31, 134.37, 128.57, 128.15, 123.49, 115.58,
51.90, 42.79, 38.45, 30.44, 26.44, 21.00.

HRMS, m/z: 315.1622, (C30H40NsOs M + 2H requires 315.1608).
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Method C.

Reagents used: 2,6-AQ-Gly TFA (58 mg, 0.10 mmol), Fmoc-Arg(Mtr)-OH (152 mg, 0.25
mmol). The product was obtained as slightly yellow powder (88 mg, overall yield 79 %).
'N-NMR (DMSO-d): & 10.84 (s, 2H), 8.97 (bs, 2H), 8.46 (s, 2H), 8.17 (d, J=8.2 Hz, 2H),
8.03 (d, J=8.9 Hz, 2H), 7.73 (bs, 4H), 7.21 (bs, 6H), 4.15-3.99 (m, 4H), 3.94-3.86 (m, 2H),
3.21-3.03 (m, 4H), 1.86-1.71 (m, 4H), 1.65-1.49 (m, 4H),

3C-NMR (DMSO-ds): & 181.31, 168.00, 168.03, 156.63, 144.25, 134.38, 128.64, 128.15,
123.47,115.79, 51.78, 42.77, 28.30, 23.96.

HRMS, m/z: 333.1786, (C30H40N120s M + 2H requires 333.1670).
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Method A.

Reagents used: 2,6-AQ-Gly TFA (58 mg, 0,10 mmol), Boc-Gly-OSu (164 mg, 0.60 mmol).
The product was obtained as a slightly yellow powder (64 mg, overall yield 92 %).

'N-NMR (DMSO-dg): d 10.77 (s, 2H), 8.82 (t, J=5.7 Hz, 2H), 8.47 (d, J= 2.3 Hz, 2H), 8.19
(d, J=8.6 Hz, 2H), 8.07 (bs, 6H), 8.05 (dd, J=8.4 and 2.1 Hz, 2H), 4.09 (d, J=5.7 Hz, 4H),
3.68 (s, 4H).

3C-NMR (DMSO-ds): 5 181.23, 168.17, 166.59, 144.23, 134.31, 128.52, 128.13, 123.48,
115.88, 42.87, 40.06.

HRMS, m/z: 353.1298, (C1gH16N4O4 M + 1H requires 353.1244).
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Method A.

Reagents used: 2,6-AQ-Gly TFA (58 mg, 0,10 mmol), Boc-lle-OSu (196 mg, 0.60 mmol).
The product was obtained as a slightly yellow powder (76 mg, overall yield 94 %).

'N-NMR (DMSO-ds): 5 10.68 (s, 2H), 8.70 (t, J=5.7 Hz, 2H), 8.31 (d, J=2.1 Hz, 2H), 8.04
(d, J=8.4, 2H), 8.02 (bs, 6H), 7.90 (dd, J=8.6 and 2.1 Hz, 2H), 4.03 (dd, J=16.8 and 5.7
Hz, 2H), 3.87 (dd, J=16.8 and 5.3 Hz, 2H), 3.6 (bs, 2H), 1.78-1.64 (m, 2H), 1.48-1.33 (m
2H), 1.13-0.99 (m, 2H), 0.83 (d, J=6.9 Hz, 6H), 0.75 (t, J=7.2 Hz, 6H).

3C-NMR (DMSO-ds): & 181.25, 168.36, 168.06, 144.31, 134.34, 128.56, 128.09, 123.43,
115.78, 56.48, 42.80, 36.18, 24.02, 14.35, 11.15.

HRMS, m/z: 290.1484, (C30H3sNsOs M + 2H requires 290.1499).
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Method A.

Reagents used: 2,6-AQ-Gly TFA (58 mg, 0,10 mmol), Boc-Leu-OSu (196 mg, 0.60 mmaol).
The product was obtained as a slightly yellow powder (74 mg, overall yield 92 %).

'N-NMR (DMSO-ds): 5 10.80 (s, 2H), 8.95 (t, J=5.6 Hz, 2H), 8.47 (d, J=2.1 Hz, 2H), 8.19
(d, J=8.6 Hz, 2H), 8.17 (bs, 6H), 8.05 (dd, J=8.8 and 2.1 Hz, 2H), 4.18-3.98 (m, 4H), 3.92-
3.81 (m, 2H), 1.81-1.52 (m, 6H), 0.97-0.89 (m, 12H).

3C-NMR (DMSO-ds): 5 181.25, 169.61, 168.03, 144.28, 134.37, 128.57, 128.12, 123.45,
115.80, 50.77, 42.79, 30.61, 23.45, 22.56, 21.86.

HRMS, m/z: 290.1512, (C30H3sNsOs M + 2H requires 290.1499).
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Method A.

Reagents used: 2,6-AQ-Gly TFA (58 mg, 0,10 mmol), Boc-Pro-OSu (187 mg, 0.60 mmol).
The product was obtained as a slightly yellow powder (74 mg, overall yield 95 %).

'N-NMR (DMSO-dg): d 10.80 (s, 2H), 9.52-9.15 (bs, 4H), 8.94 (t, J=5.6 Hz, 2H), 8.52 (d,
J=1.9 Hz, 2H), 8.19 (d, J=8.6 Hz, 2H), 8.04 (dd, J=8.6 and 1.9 Hz, 2H), 4.27 (t, J=5.6 Hz,
2H), 4.17-4.01 (m, 4H), 3.28-3.16 (m, 4H), 2.42-3.25 (m, 2H), 2.01-1.85 (m, 6H).

3C-NMR (DMSO-ds): & 182.25, 168.87, 168.01, 161.99, 144.27, 134.34, 128.56, 128.13,
123.47,117.36, 115.82, 58.92, 45.64, 42.94, 29.52, 23.48.

HRMS, m/z: 274.1185, (C2sH30NsOs M + 2H requires 274.1186).
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Method A.

Reagents used: 2,6-AQ-Gly TFA (58 mg, 0,10 mmol), Boc-Val-OSu (188 mg, 0.60 mmol).
The product was obtained as a slightly yellow powder (69 mg, overall yield 89 %).

'N-NMR (DMSO-d¢): 3 10.81 (s, 2H), 8.84 (t, J=5.8 Hz, 2H), 8.46 (d, J=2.3 Hz, 2H, 8.19 (d,
J=8.6 Hz, 2H), 8.11 (bs, 6H), 8.05 (dd, J=8.6 and 2.7 Hz, 2H), 4.23-4.13 (d, J=5.8 Hz, 2H),
4.07-3.96 (m, 2H), 3.70 (d, 5.7 Hz, 2H), 2.19-2.07 (m, 2H), 1.03-0.97 (m, 12H).

3C-NMR (DMSO-ds): 5 181.27, 168.41, 168.07, 161.05, 144.29, 134.35, 128.59, 128.11,
123.44,117.32, 115.77, 57.37, 42.75, 29.78, 18.19, 17.65.

HRMS, m/z: 276.1354, (C2sH34NsOs M + 2H requires 276.1343).
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Method B.

Reagents used: 2,6-AQ-BAla TFA (61 mg, 0.10 mmol), Boc-Phe-OH (66 mg, 0.25 mmol).
The product was obtained as slightly yellow powder (85 mg, overall yield 95 %).

'N-NMR (DMSO-dg): © 10.65 (s, 2H, disappears with D,O), 8.53-8.47 (m, 2H, disappears
with D20), 8.48 (d, J=2.3 Hz, 2H), 8.14 (d, J=8.8 Hz, 2H), 8.13 (bs, 6H, disappears with
D,0), 7.94 (dd, J=8.6 and 2.3, 2H), 7.32-7.15 (m, 10H), 3.96 (t, J=7.0 Hz, 2H), 3.51-3.40
(m, 2H), 3.33-3.21 (m, 2H), 3.03-2.90 (m, 4H), 3.62-2.50 (m, 4H).

3C-NMR (DMSO-ds): & 181.91, 170.80, 168.27, 161.56, 144.84, 134.97, 134.68, 129.82,
129.06, 128.92, 128.44, 127.70, 123.95, 116.33, 53.80, 37.36, 36.17, 35.09.

HRMS, m/z: 338.1492, (C3gH3sNsOs M + 2H requires 338.1499).
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Method B.

Reagents used: 2,6-AQ-BAla TFA (61 mg, 0.10 mmol), Boc-Ala-OH (45 mg, 0.25 mmol).
The product was obtained as slightly yellow powder (68 mg, overall yield 90 %).

'N-NMR (DMSO-ds): & 10.67 (s, 2H, disappears with D,0), 8.51 (t, J= 5.5 Hz, 2H,
disappears with D,0), 8.41 (d, J=1.9 Hz, 2H), 8.09 (d, J=8.6 Hz, 2H), 8.06 (bs, 6H,
disappears with D,0), 7.85 (dd, J=8.6 and 2.0 Hz, 2H), 3.80-3.69 (m, 2H), 3.55-3.43 (m,
2H), 3.42-3.31 (m, 2H), 2.59 (t, J=5.5 Hz, 4H), 1.29 (d, J=.1 Hz).

3C-NMR (DMSO-ds): & 182.50, 171.73, 170.42, 145.01, 134.98, 129.43, 128.93, 124.69,
116.93, 49.08, 36.78, 35.97, 17.75.

HRMS, m/z: 262.1181, (C26H30NsOs M + 2H requires 262.1186).
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Method A.

Reagents used: 2,6-AQ-BAla TFA (61 mg, 0.10 mmol), Boc-Lys(Boc)-OSu (266 mg, 0.60
mmol). The product was obtained as slightly yellow powder (94 mg, overall yield 86 %).
'N-NMR (DMSO-dg): & 10.72 (s, 2 H, disappears with D-0), 8.63 (t, J= 5.0 Hz, 2H), 8.50
(d, J=2.1 Hz, 2H), 8.18 (d, J=8.8 Hz, 2H), 8.14 (bs, 6H, disappears with D,0O), 8.04 (dd,
J=8.6 and 2.1 Hz, 2H), 7.74 (bs, 6H, disappears with D,0), 3.76-3.65 (m, 4H), 3.56-3.39
(m, 4H), 2.77.2.61 (m, 8H), 1.73-1.62 (m, 4H), 1.55-1.43 (m, 4H), 1.36-1.23 (m, 4H).
3C-NMR (DMSO-ds): & 181.38, 170.30, 168.43, 144.59, 134.37, 128.55, 128.52, 128.02,
115.81, 51.97, 38.44, 35.99, 34.93, 30.47, 26.52, 21.11.

HRMS, m/z: 319.1793, (C32H44NsOs M + 2H requires 319.1765).
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Reagents used: 2,6-AQ-BAla TFA (61 mg, 0.10 mmol), Fmoc-Arg(Mtr)-OH (152 mg, 0.25
mmol). The product was obtained as slightly yellow powder (93 mg, overall yield 81 %).
'N-NMR (DMSO-ds): 5 10.78 (s, 2H, disappears with D,0), 8.67 (bs, 2H, disappears with
D.0), 8.46 (s, 2H), 8.14 (d, J=8.4 Hz, 2H), 7.91 (d, J=8.4 Hz, 2H), 7.76 (bs, 2H,
disappears with D,O), 7.39 (bs, 2H, disappears with D,0), 7.20 (bs, 6H, disappears with
D,0), 3.75-3.63 (m, 2H), 3.51-3.33 (m, 4H), 3.08-2.95 (m, 4H), 2.68-2.57 (m, 4H), 1.73-
1.59 (m, 4H), 1.51-1.39 (m, 4H).

3C-NMR (DMSO-ds): & 182.46, 171.36, 157.69, 135.44, 129.63, 129.59, 129.11, 124.54,
116.93, 52.97, 37.09, 34.39, 29.33, 25.11.

HRMS, m/z: 347.1916, (C32H44N1206 M + 2H requires 347.6840).
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Method A.

Reagents used: 2,6-AQ-BAla TFA (61 mg, 0.10 mmol), Boc-lle-OSu (196 mg, 0.60 mmol).
The product was obtained as a slightly yellow powder (79 mg, overall yield 94 %).

'N-NMR (DMSO-ds): & 10.60 (s, 2H), 8.51 (bs, 2H), 8.31 (d, J=2.1 Hz, 2H), 8.04 (d, J=8.6,
2H), 7.78 (m, 6H), 7.90 (dd, J=8.6 and 2.1 Hz, 2H), 3.58 (m, 4H), 2.64 (m, 4H), 1.73 (m
2H), 1.43 (m, 2H), 1.06 (m, 4H), 0.86 (d, J=7.4 Hz, 6H), 0.76 (t, J=7.4 Hz, 6H).

3C-NMR (DMSO-ds): 5 181.25, 168.36, 168.06, 144.31, 134.34, 128.56, 128.09, 123.43,
115.78, 56.48, 42.80, 36.18, 24.02, 14.35, 11.15.

HRMS, m/z: 304.3743, (C32H44NsOs M + 2H requires 304.3720).
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Method A.

Reagents used: 2,6-AQ-BAla TFA (61 mg, 0.10 mmol), Boc-Val-OSu (188 mg, 0.60 mmol).
The product was obtained as a slightly yellow powder (53 mg, overall yield 66 %).

'N-NMR (DMSO-ds): 5 10.56 (s, 2H), 8.50 (t, J=5.8 Hz, 2H), 8.46 (d, J=2.3 Hz, 2H), 8.19
(d, J=8.6 Hz, 2H), 8.11 (bs, 6H), 8.05 (dd, J=8.6 and 2.3 Hz, 2H), 3.72 (m, 2H), 3.40 (m
4H), 3.70 (d, 5.8 Hz, 4H), 1.90 (m, 2H), 0.98-0.95 (m, 12H).

3C-NMR (DMSO-ds): 5 181.27, 168.41, 168.07, 144.29, 134.35, 128.59, 128.11, 123.44,
115.77,57.37,42.75, 29.78, 18.19, 17.65.

HRMS, m/z: 290.3467, (C30H40NsOs M + 2H requires 290.3450).
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Method B.

Reagents used: 2,7-AQ-BAla- TFA (61 mg, 0.10 mmol), Boc-Phe-OH (66 mg, 0.25 mmol).
The product was obtained as slightly yellow powder (80 mg, overall yield 89 %).

'N-NMR (DMSO-ds): 5 10.63 (s, 2H), 8.54 (d, J=2.1 Hz, 2H), 8.52 (t, J=5.9 Hz, 2H), 8.18
(d, J=8.6 Hz, 2H), 8.16 (bs, 6H), 8.02 (dd, J=8.6 and 2.1 Hz, 2 H), 7.32-7.16 (m, 10 H),
4.00-3.91 (m, 2H), 3.54-3.39 8m, 4H), 3.05-2.88 (m, 4H), 2.64-2.51 (m, 4H).

3C-NMR (DMSO-dg): 5 182. 49, 180.34, 170.12, 167.89, 144.25, 134.81, 134.17, 129.33,
128.41, 128.29, 127.98, 127.01, 123,.73, 115.85, 53.36, 37.03, 35.78, 34.63.

HRMS, m/z: 338.3857, (C3gH3sNsOs M + 2H requires 338.3896).



2,7-AQ-BAla-Ala-NH;* TFA’

TFA™ NH NH TEA™

Sy Q‘Q wrvw\

Method B.

Reagents used: 2,7-AQ-BAla TFA (61 mg, 0.10 mmol), Boc-Ala-OH (45 mg, 0.25 mmol).
The product was obtained as slightly yellow powder (71 mg, overall yield 94 %).

'N-NMR (DMSO-ds): & 10.67 (s, 2H, disappears with D,0), 8.43, (bs, 2H), 8.32 (s, 2H),
8.05 (bs, 6H, disappears with D,0), 7.99 (d, J=8.4 HZ, 2H), 7.81 (d, J=9.0 Hz, 2H), 3.81-
3.70 m, 2H), 3.56-3.28 (m, 4 H), 2.64-2.51 (m, 4H), 1.30 (d, J=6.9 Hz, 6H).

3C-NMR (DMSO-ds): 5 182.45, 180.31, 170.20, 169.44, 144.25, 134.16, 128.27, 127.98,
123.72, 115.83, 48.07, 36.05, 34.91, 17.17.

HRMS, m/z: 262.2898, (C26H30NsOs M + 2H requires 262.2908).
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Method A.

Reagents used: 2,7-AQ-BAla TFA (61 mg, 0.10 mmol), Boc-Lys(Boc)-OSu (266 mg, 0.60
mmol). The product was obtained as slightly yellow powder (96 mg, overall yield 88 %).
'N-NMR (DMSO-ds): & 10.72 (s, 2H, disappears with D,O), 8.50 (t, J=5.1 Hz, 2H,
disappears with D,0), 8.35 8s, 2H), 8.05 (d, J=8.2 Hz, 2 H), 7.82 (d, J=8.5 Hz, 2H), 8.16
(bs, 6 H, disappears with D,0), 7.76 (bs, 6H, disappears with D,0), 3.68 (t, J=6.5 Hz, sH),
3.55-3.32 (m, 4H), 2.70 8t, J=7.4 Hz, 4H), 2.64-2.53 (m, 4H), 1.76-1.58 (m, 4H), 1.54-1.39
(m, 4H), 1.32-1.17 (m, 4H).

3C-NMR (DMSO-ds): & 182.51, 180.37, 170.27, 168.43, 144.25, 134.21, 128.32, 128.04,
123.75, 115.85, 51.91, 38.36, 36.00, 34.94, 30.44, 26.47, 21.08.

HRMS, m/z: 320.3968, (C32H44NgOs M + 2H requires 320.3947).
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Method C.

Reagents used: 2,7-AQ-BAla TFA (61 mg, 0.10 mmol), Fmoc-Arg(Mtr)-OH (152 mg, 0.25
mmol). The product was obtained as slightly yellow powder (94 mg, overall yield 82 %).
'N-NMR (DMSO-ds): 5 10.73 (s, 2H, disappears with D-0), 8.58 (bs, 2H, disappears with
D,0O), 8.46 (s, 2H), 8.14 (d, J=8.4 Hz, 2H), 7.91 (d, J=8.4 Hz, 2H), 7.76 (bs, 2H,
disappears with D,0), 7.39 (bs, 2H, disappears with D,0), 7.20 (bs, 6H, disappears with
D,0), 3.75-3.63 (m, 2H), 3.51-3.33 (m, 4H), 3.09-2.96 (m, 4H), 2.67-2.56 (m, 4H), 1.73-
1.59 (m, 4H), 1.51-1.39 (m, 4H).

3C-NMR (DMSO-ds): & 182.46, 180.36, 156.69, 135.44, 129.63, 129.59, 129.11, 125.54,
116.93, 55.01, 37.09, 34.39, 29.33, 25.11.

HRMS, m/z: 348.3316, (C32H44N1206 M + 2H requires 348.4081).
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Method A.

Reagents used: 2,7-AQ-BAla TFA (61 mg, 0.10 mmol), Boc-lle-OSu (196 mg, 0.60 mmol).
The product was obtained as a slightly yellow powder (77 mg, overall yield 93 %).

'N-NMR (DMSO-ds): 5 10.60 (s, 2H), 8.51 (bs, 2H), 8.31 (d, J=2.1 Hz, 2H), 8.04 (d, J=8.6,
2H), 7.78 (m, 6H), 7.90 (dd, J=8.6 and 2.1 Hz, 2H), 3.58 (m, 4H), 2.64 (m, 4H), 1.73 (m,
2H), 1.43 (m, 2H), 1.06 (m, 4H), 0.86 (d, J=7.4 Hz, 6H), 0.76 (t, J=7.4 Hz, 6H).

3C-NMR (DMSO-ds): & 181.25, 180.41, 168.06, 144.31, 134.34, 128.56, 128.09, 123.43,
115.78, 56.48, 42.80, 36.18, 24.02, 14.35, 11.15.

HRMS, m/z: 304.3367, (C32H44NsOs M + 2H requires 304.3721).
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N/\/N (0]
NH, H
TFA™ 0 °

Method B.

Reagents used: 2,6-AQ-ED TFA (61 mg, 0.10 mmol), Boc-Phe-OH (66 mg, 0.25 mmol).
The product was obtained as slightly yellow powder (82 mg, overall yield 91 %).

'N-NMR (DMSO-dj): & 8.99 (s, 2H), 8.66 (d, J=2.1 Hz, 2H), 8.61 (t, J=5.7 Hz, 2H), 8.37-
8.31 (m, 4H), 8.20 (bs, 6H), 7.35-7.23 (m, 10H), 3.95 (t, J=7.1 Hz, 2H), 3.41-3.16 (m, 8H),
3.11-2.91 (m, 4H).

3C-NMR (DMSO-ds): & 186.37, 182.19, 165.60, 161.42, 139.61, 139.57, 135.04, 135.00,
133.44, 133.33, 129.77, 129.00, 127.69, 126.05, 117.60, 53.94, 38.50, 38.46, 37.16.
HRMS, m/z: 338.1501, (C3gH3sNsOs M + 2H requires 338.1499).

2,6-AQ-ED-Ala-NH;" TFA

? e H o NH TFA™
TFA™ NH, H o X

Method B.

Reagents used: 2,6-AQ-ED TFA (61 mg, 0.10 mmol), Boc-Ala-OH (45 mg, 0.25 mmol).
The product was obtained as slightly yellow powder (67 mg, overall yield 89 %).

'N-NMR (DMSO-dg): & 9.04 (t, J=5.3 Hz, 2H), 8.67 (s, 2H), 8.53 (t, J=5.9 Hz, 2H,
disappears with D,0), 8.35 (bs, 2H), 8.08 (bs, 6H, disappears with D,O), 3.75 (q, J=7.1
Hz, 2H), 3.74-3.36 (m, 6H), 3.32-3.23 (m, 2H), 1.32 (d, J=7.1 Hz, 6H).

BC-NMR (DMSO-ds): & 182.74, 170.49, 166.74, 140.06, 135.39, 133.83, 133.76, 128.30,
126.52,49.11, 17.58.

HRMS, m/z: 262.1198, (C26H30NsOs M + 2H requires 262.1186).
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2,6-AQ-ED-Lys-NH;* TFA

0 9 L NH TFA-
TFA y
H N O H H/\/
\/\/\/\LN/\/N 0O B NH3
. H TFA
TFA™ NH, o S

Method A.

Reagents used: 2,6-AQ-ED TFA (61 mg, 0.10 mmol), Boc-Lys(Boc)-OSu (266 mg, 0.60
mmol). The product was obtained as slightly yellow powder (98 mg, overall yield 90 %).
'N-NMR (DMSO-ds): 5 9.07 (s, 2H, disappears with D,0), 8.53 (d, J=1.3 Hz, 2H), 8.67 (bs,
2H, disappears with D,0), 8.27 (d, J=8.2 Hz, 2H), 8.20 (dd, J= 8.1 and 1.5 Hz, 2 H), 7.98
(bs, 12 H, disappears with D,0), 3.69 (t, J=6.5 Hz, 2H), 3.53-3.23 (m, 8 H), 2.78-2.65 (m,
4H), 1.78-1.58 (m, 4H), 1.55-1.40 (m, 4H), 1.33-1.16 (m, 4H).

3C-NMR (DMSO-ds): 5 181.80, 168.61, 164.82, 139.28, 134.68, 133.15, 132.89, 127.18,
125.55, 52.11, 38.37, 38.23, 30.32, 26.48, 21.15.

HRMS, m/z: 319.1842, (C32H44NsOs M + 2H requires 319.1765).

2,6-AQ-ED-Arg-NH;* TFA

. NH 9 9 L NH; TFA™
HN—/<
3 o] N/\/NMH
TFA~ N N H N
] H/\/ (0] }*NH;
TFA™ NH, o) o HN 1pA-

Method C.

Reagents used: 2,6-AQ-ED TFA (61 mg, 0.10 mmol), Fmoc-Arg(Mtr)-OH (152 mg, 0.25
mmol). The product was obtained as slightly yellow powder (96 mg, overall yield 84 %).
'N-NMR (DMSO-de): & 9.09, (t, J=5.5 Hz, 2H, disappears with D,0), 8.67 (d, J=1.5 Hz,
2H), 8.66 (bs, 2H, disappears with D,0O), 8.38 (dd, J=8.1 and 1.5, 2H), 8.33 (bs, 2H,
disappears with D,0), 8.32 (d, J=8.1, 2H), 7.17 (bs, 6H, disappears with D,0),3.71 (t,
J=6.2 Hz, 2H), 3.51-3.20 (m, 8H), 3.00 (t, J=7.0 Hz, 4H), 1.76-1.61 (m, 4H), 1.52-1.38 (m,
4H).

3C-NMR (DMSO-ds): & 181.74, 168.53, 164.80, 156.69, 139.17, 134.59, 133.06, 132.87,
127.14, 125.60, 51.89, 38.21, 27.99, 23.83.

HRMS, m/z: 347.1926, (C32H44N1206 M + 2H requires 347.6840).
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2,6-AQ-ED-Gly-NH;* TFA’

o} @) H 3
0 ’ O‘C H/\/NW)
KLN/\/N o)
) o} ol

NH; TEA~

Method B.

Reagents used: 2,6-AQ-ED TFA (61 mg, 0.10 mmol), Boc-Gly-OSu (164 mg, 0.60 mmol).
The product was obtained as slightly yellow powder (64 mg, overall yield 89 %).

'N-NMR (DMSO-ds): & 8.98 (bt, 2H), 8.53 (t, J=5.9 Hz, 2H, disappears with D-0), 8.35 (s,
2H), 8.08 (bs, 6H, disappears with D,0), 7.94 (d, J=7.1, 2H), 3.75 (t, J=7.1 Hz, 2H), 3.74-
3.52 (d, J=5.9 Hz , 4H), 3.36-3.30 (m, 4H), 3.18-3.15 (m, 4H).

3C-NMR (DMSO-ds): 5 182.74, 170.49, 166.74, 140.06, 135.39, 133.83, 133.76, 128.30,
126.52, 49.11, 17.58.

HRMS, m/z: 248.2598, (C24H26NsOs M + 2H requires 248.2637).

2,6-AQ-ED-lle-NH;* TFA

o 0 ! NH, TFA~
o O Y
\/\/U\N/\/N 0 B
TFA™ NH, " o) 0

Reagents used: 2,6-AQ-ED TFA (52 mg, 0.086 mmol), Boc-lle-OSu (281 mg, 0.859
mmol). The product was obtained as a slightly yellow powder (51 mg, overall yield 71%).
'N-NMR (DMSO-ds): & 10.60 (s, 2H), 8.51 (bs, 2H), 8.31 (d, J=2.1 Hz, 2H), 8.04 (d, J=8.6,
2H), 7.78 (m, 6H), 7.90 (dd, J=8.6 and 2.1 Hz, 2H), 3.45 (m, 4H), 3.24 (m, 4H), 1.43 (m,
2H), 1.06 (m, 4H), 0.86 (d, J=7.4 Hz, 6H), 0.76 (t, J=7.4 Hz, 6H).

3C-NMR (DMSO-ds): & 181.25, 168.36, 168.06, 144.31, 134.34, 128.56, 128.09, 123.43,
115.78, 56.48, 42.80, 36.18, 24.02, 14.35, 11.15.

HRMS, m/z: 304.3659, (C32H44NsOs M + 2H requires 304.3721).
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2,6-AQ-ED-Leu-NH;" TFA

TFA™ +

(0] (o] H NH3
0 " “O H/\/NN
NH H o) o)

Method A.

Reagents used: 2,6-AQ-ED TFA (61 mg, 0.10 mmol), Boc-Leu-OSu (196 mg, 0.60 mmol).
The product was obtained as a slightly yellow powder (73 mg, overall yield 87 %).

'N-NMR (DMSO-ds): 5 10.82 (s, 2H), 8.91 (t, J=5.5 Hz, 2H), 8.46 (d, J=2.1 Hz, 2H), 8.19
(d, J=8.6 Hz, 2H), 8.17 (bs, 6H), 8.05 (dd, J=8.8 and 2.1 Hz, 2H), 4.14-3.96 (m, 4H), 3.91-
3.83 (m, 2H), 1.72-1.51 (m, 4H), 1.39 (m, 2H), 0.81-0.85 (m, 12H).

3C-NMR (DMSO-ds): & 181.25, 169.61, 168.03, 144.28, 134.37, 132.27, 128.57, 128.12,
123.45, 115.80, 50.77, 42.79, 30.61, 23.45, 22.56, 21.86.

HRMS, m/z: 304.3805, (C32H44NsOs M + 2H requires 304.3720).

2,6-AQ-ED-Thr-NH;" TFA"

o 0 by NH TFA®
H
/%/U\N/\/N 0] (0]
TFA™ NH, H S 3

Method A.

Reagents used: 2,6-AQ-ED TFA (52 mg, 0.086 mmol), Boc-Thr(O-Bzl)-OSu (363 mg,
0.859 mmol). The product was obtained as a slightly yellow powder (53 mg, overall yield
62%).

'N-NMR (DMSO-ds): 5 10.79 (s, 2H), 8.90 (t, J=5.7 Hz, 2H), 8.72 (d, J=2.2 Hz, 2H), 8.28
(d, J=8.9 Hz, 2H), 8.22 (bs, 6H), 8.15 (dd, J=8.9 and 2.2 Hz, 2H), 3.85 (m, 1H), 3.56-3.62
(m, 4H), 3.13-3.08 (m, 4H), 3.39-3.28 (m, 4H), 1.72-1.51 (m, 4H), 1.39 (m, 2H), 1.10 (d,
J=6.1 Hz, 6H).
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3C-NMR (DMSO-ds): 5 181.35, 168.98, 166.67, 145.27, 135.02, 131.99, 128.23, 127.32,
124.52, 117.01, 51.58, 43.75, 33.58, 25.77, 23.86, 23.02.
HRMS, m/z: 292.3255, (C2sH34NsOg M + 2H requires 292.3172).

2,6-AQ-ED-Ser-NH;* TFA’

2 0 by NHy TFA™
0 9’ “O H/\/N\H/&OH
Ho/\/u\u/\/N 0
TFA™ NH, 0 o

Method A.

Reagents used: 2,6-AQ-ED TFA (52 mg, 0.086 mmol), Boc-Ser(O-Bzl)-OSu (336 mg,
0.859 mmol). The product was obtained as slightly yellow powder (68 mg, overall yield 82
%).

'N-NMR (DMSO-ds): 5 10.81 (s, 2H), 8.95 (t, J=5.5 Hz, 2H), 8.65 (d, J=2.1 Hz, 2H), 8.30
(d, J=8.7 Hz, 2H), 8.17 (bs, 6H), 8.11 (dd, J=8.7 and 2.1 Hz, 2H), 4.14-3.96 (m, 4H), 3.91-
3.83 (m, 4H), 1.72-1.51 (m, 4H), 1.39 (m, 2H), 1.10 (d, J=6.1 Hz, 6H).

3C-NMR (DMSO-ds): 5 181.44, 169.66, 168.03, 144.28, 134.37, 132.31, 128.59, 127.32,
124.56, 115.77, 50.78, 42.79, 31.63, 23.45, 23.57, 22.76.

HRMS, m/z: 278.3033, (C2sH3sNsOs M + 2H requires 278.2902).

2,7-AQ-ED-Phe-NH;* TFA

Method B.

Reagents used: 2,7-AQ-ED TFA (61 mg, 0.10 mmol), Boc-Phe-OH (66 mg, 0.25 mmol).
The product was obtained as slightly yellow powder (84 mg, overall yield 94 %).

'N-NMR (DMSO-de): 5 8.99 (t, J=4.8 Hz, 2H), 8.67 (d, J=2.1 Hz, 2H), 8.60 (t, J=5.1 Hz,
2H), 8.37-8.29 (m, 4H), 8.20 (bs, 6H), 7.34-7.22 (m, 10H), 3.94 (t, J=6.9 Hz, 2H), 3.40-3.17
(m, 8H), 3.10-2.91 (m, 4H).
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3C-NMR (DMSO-ds): 5 182.19, 182.17, 170.23, 169.01, 161,34, 139.54, 135.01, 134.99,
133.47, 133.30, 129.73, 128.95, 127.67, 127.65, 126.03, 123.87, 117.45, 38.42, 37.13,
31.00.

HRMS, m/z: 338.1474, (C3sH3sNsOe M + 2H requires 338.1499).

2,7-AQ-ED-Ala-NH;" TFA

st o 0 : -
TFATNH, |, o o N TFA
\\\‘J\KN\/\N N/\/Nj")\
ol ; " ©

Method B.

Reagents used: 2,7-AQ-ED TFA (61 mg, 0.10 mmol), Boc-Ala-OH (45 mg, 0.25 mmol).
The product was obtained as slightly yellow powder (70 mg, overall yield 93 %).

'N-NMR (DMSO-de): 3 9.20-9.09 (m, 2H), 8.53 (d, J=1.5 Hz, 2H), 8.54 (t, J=5.5 Hz, 2H,
disappears with D,0), 8.37-8.33 (m, 2H, disappears with D;0), 8.27 (d, J=8.0 Hz, 2H),
8.19 (dd, J=8.0 and 1.4 Hz, 2H), 8.09 (bs, 6H, disappears with D,0), 3.81-3.71 (m, 2H),
3.49-3.20 (m, 8 H), 132 (d, J=7.1 Hz, 6H).

3C-NMR (DMSO-ds): 5 182.99, 182.88, 170.68, 167.12, 140.15, 135.51, 133.98, 133.85,
128.50, 126.70, 49.22, 17.65.

HRMS, m/z: 262.1191, (C26H30NsOs M + 2H requires 262.1186).

2,7-AQ-ED-Lys-NH;* TFA

TRATNH, o i i y NHsTFA™
N p—
TFA_/\/\\“‘JWN/N\/\H “O H/\/ MFA
HN' 0 © NH,
o
Method A.

Reagents used: 2,7-AQ-ED TFA (61 mg, 0.10 mmol), Boc-Lys(Boc)-OSu (266 mg, 0.60
mmol). The product was obtained as slightly yellow powder (96 mg, overall yield 88 %).

'N-NMR (DMSO-de): & 9.08 (t, 2H, J=5.1 Hz, 2H, disappears with D,0), 8.72-8.65 (m, 2H,
disappears with D,0), 8.54 (d, J=1.3 Hz, 2H), 8.27 (d, J=8.2 Hz, 2H), 8.20 (dd, J=8.0 and
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1.5 Hz, 2H), 8.00 (bs, 12 H, disappears with D,O), 3.69 (t, J=6.5 Hz, 2H), 3.51-3.22 (m,
8H), 2.77-2.66 (m, 4H), 1.75-1.59 (m, 4H), 1.53-1.41 (m, 4H), 1.33-1.18 (m, 4H).

3C-NMR (DMSO-d): 5 181.89, 181.88, 168.68, 164.98, 139.35, 134.71, 133.25, 132.96,
127.25, 125.68, 52.20, 38.1, 38.46, 30.38, 26.53, 21.21.

HRMS, miz: 319.1781, (C32HasNsOs M + 2H requires 319.1765).

2,7-AQ-ED-Arg-NH;* TFA

TRATNH, Q v il b NH; TFA®
N\/\ N/\/NM
H N N H
Y O T
H3NL< © % NH,
TFA~ NH 0 HN' 1pa—

Method C.

Reagents used: 2,7-AQ-ED TFA (61 mg, 0.10 mmol), Fmoc-Arg(Mtr)-OH (152 mg, 0.25
mmol). The product was obtained as slightly yellow powder (98 mg, overall yield 85 %).
'N-NMR (DMSO-ds): 5 9.19 (bs, 2H, disappears with D-0), 8.79 (bs, 2H, disappears with
D,0), 8.67 (s, 2H), 8.49-8.23 (m, 4H, disappears with D,0), 8.42-8.27 (m, 4H), 7.99-7.70
(m, 2H, disappears with D,0), 7.42-7.6.93 (m, 6H, disappears with D;0), 4.05 (s, 2H),
3.81-3.65 (m, 2H), 3.51-3.20 (m, 8H), 3.09-2.94 (m, 4H), 1.76-1.61 (m, 4H), 1.52-1.35 (m,
4H).

3C-NMR (DMSO-ds): 5 181.78, 168.58, 164.91, 156.66, 156.62, 139.21, 139.17, 134.60,
133.14, 127.16, 64.85, 51.93, 28.00, 23.79, 15.09.

HRMS, m/z: 347.1936, (C32H44N1206 M + 2H requires 347.6840).

2,7-AQ-ED-Gly-NH;" TFA

L Q 2 0 n NH TFA™
\W(N\/\N O‘O N/\/N\HJ

H H

(0] (0]

O

Method B.

Reagents used: 2,7-AQ-ED TFA (61 mg, 0.10 mmol), Boc-Gly-OSu (164 mg, 0.60 mmol).
The product was obtained as slightly yellow powder (64 mg, overall yield 89 %).

'N-NMR (DMSO-ds): 3 8.53 (d, J=1.5 Hz, 2H), 8.54 (t, J=5.5 Hz, 2H, disappears with D;0),
8.37-8.33 (m, 2H, disappears with D,0), 8.27 (d, J=8.0 Hz, 2H), 8.19 (dd, J=8.0 and 1.5

S 18



Hz, 2H), 8.09 (bs, 6H, disappears with D,O), 3.75 (t, J=7.1 Hz, 2H), 3.74-3.52 (d, J=5.9
Hz , 4H), 3.36-3.30 (m, 4H), 3.18-3.15 (m, 4H).

3C-NMR (DMSO-ds): & 182.74, 169.09, 166.74, 140.06, 135.39, 133.83, 133.76, 128.30,
126.52,49.11, 17.58.

HRMS, m/z: 248.2598, (C24H26NsOs M + 2H requires 248.2637).

2,7-AQ-ED-lle-NH;* TFA’

TFA™ NH; (o) (e} 0 NH; TFA™

H H
i :

Reagents used: 2,7-AQ-ED TFA (52 mg, 0.086 mmol), Boc-lle-OSu (281 mg, 0.859
mmol). The product was obtained as a slightly yellow powder (51 mg, overall yield 71%).
'N-NMR (DMSO-ds): & 10.53 (s, 2H), 8.54 (bs, 2H), 8.42 (d, J=2.1 Hz, 2H), 8.04 (d, J=8.6,
2H), 7.78 (m, 6H), 7.90 (dd, J=8.6 and 2.1 Hz, 2H), 3.49 (m, 4H), 3.34 (m, 4H), 1.41 (m,
2H), 1.06 (m, 4H), 0.95 (d, J=7.4 Hz, 6H), 0.82 (t, J=7.4 Hz, 6H).

3C-NMR (DMSO-dq): & 182.76, 170.69, 167.12, 140.15, 135.48, 133.98, 133.85, 128.50,
126.70, 115.78, 56.48, 42.80, 36.18, 24.02, 14.35, 11.21.

HRMS, m/z: 304.3659, (C32H44NsOs M + 2H requires 304.3721).

2,7-AQ-ED-Leu-NH;" TFA

Method A.
Reagents used: 2,7-AQ-ED TFA (61 mg, 0.10 mmol), Boc-Leu-OSu (196 mg, 0.60 mmol).

The product was obtained as a slightly yellow powder (73 mg, overall yield 87 %).
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'N-NMR (DMSO-de): & 10.82 (s, 2H), 8.91 (t, J=5.5 Hz, 2H), 8.46 (d, J=2.1 Hz, 2H), 8.19
(d, J=8.6 Hz, 2H), 8.17 (bs, 6H), 8.05 (dd, J=8.8 and 2.1 Hz, 2H), 4.14-3.96 (m, 4H), 3.91-
3.83 (m, 2H), 1.72-1.51 (m, 4H), 1.39 (m, 2H), 0.81-0.85 (m, 12H).

3C-NMR (DMSO-dg): & 181.25, 169.61, 168.03, 144.28, 134.37, 132.27, 128.57, 128.12,
123.45, 115.80, 50.77, 42.79, 30.61, 23.45, 22.56, 21.86.

HRMS, m/z: 304.3805, (C32H44NsOgs M + 2H requires 304.3720).

2,7-AQ-ED-Thr-NH;" TFA

+ o} (0} * -
TFA™NH, Q y  NH; TFA
N
\.\“\“H"/N\/\N H/\/ W
: H o
o O ©

0]

Method A.

Reagents used: 2,7-AQ-ED TFA (52 mg, 0.086 mmol), Boc-Thr(O-Bzl)-OSu (363 mg,
0.859 mmol). The product was obtained as a slightly yellow powder (53 mg, overall yield
62%).

'N-NMR (DMSO-ds): 5 10.79 (s, 2H), 8.90 (t, J=5.7 Hz, 2H), 8.72 (d, J=2.2 Hz, 2H), 8.28
(d, J=8.9 Hz, 2H), 8.22 (bs, 6H), 8.15 (dd, J=8.9 and 2.2 Hz, 2H), 3.85 (m, 1H), 3.56-3.62
(m, 4H), 3.13-3.08 (m, 4H), 3.39-3.28 (m, 4H), 1.72-1.51 (m, 4H), 1.39 (m, 2H), 1.10 (d,
J=6.1 Hz, 6H).

3C-NMR (DMSO-ds): 5 181.35, 168.98, 166.67, 145.27, 135.02, 131.99, 128.23, 127.32,
124.52,117.01, 51.58, 43.75, 33.58, 25.77, 23.86, 23.02.

HRMS, m/z: 292.3255, (C2sH34NsOg M + 2H requires 292.3172).

2,7-AQ-ED-Ser-NH;* TFA’

TFA™ NH, ] 0 0 0 y NH. TFA™
HO_ .
e kﬂ/N\/\N H/\/N\fHVOH
H
© 0

Method A.
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Reagents used: 2,7-AQ-ED TFA (52 mg, 0.086 mmol), Boc-Ser(O-Bzl)-OSu (336 mg,
0.859 mmol). The product was obtained as slightly yellow powder (68 mg, overall yield 82
%).

'N-NMR (DMSO-ds): 5 10.81 (s, 2H), 8.95 (t, J=5.5 Hz, 2H), 8.65 (d, J=2.1 Hz, 2H), 8.30
(d, J=8.7 Hz, 2H), 8.17 (bs, 6H), 8.11 (dd, J=8.7 and 2.1 Hz, 2H), 4.14-3.96 (m, 4H), 3.91-
3.83 (m, 4H), 1.72-1.51 (m, 4H), 1.39 (m, 2H), 1.10 (d, J=6.1 Hz, 6H).

3C-NMR (DMSO-ds): & 181.44, 169.66, 168.03, 144.28, 134.37, 132.31, 128.59, 127.32,
124.56, 115.77, 50.78, 42.79, 31.63, 23.45, 23.57, 22.76.

HRMS, m/z: 278.3033, (C26H30NsOg M + 2H requires 278.2902).
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Compound (see Table 1)
2,6-AQ-Gly-NH;" TFA®
2,7-AQ-Gly-NH;" TFA®
2,6-AQ-PAla-NH3+ TFA-
2,7-AQ-PAla-NH3+ TFA-
2,6-AQ-ED-NH;" TFA”
2,7-AQ-ED-NH;" TFA”
2,6-AQ-Gly-Phe-NH;" TFA”
2,6- AQ-Gly-Ala-NH;" TFA
2,6-AQ-Gly-Lys-NH3+ TFA-
2,6-AQ-Gly-Arg-NH3+ TFA-
2,6-AQ-Gly-Gly-NH;" TFA”
2,6- AQ-Gly-Ile-NH3+ TFA-
2,6-AQ-Gly-Leu-NH3+ TFA-
2,6-AQ-Gly-Pro-NH3+ TFA-
2,6-AQ-Gly-Val-NH3+ TFA-
2,6-AQ-pAla-Phe-NH3+ TFA-
2,6-AQ-PAla-Ala-NH3+ TFA-
2,6-AQ-PAla-Lys-NH3+ TFA-
2,6-AQ-BAla-Arg-NH3+ TFA-
2,6-AQ-PAla-Ile-NH3+ TFA-

Molecular formula

C18H18N404.2 CoF302
C18H18N404.2 CoF302
C20H22N404.2 CoF302
C20H22N404.2 CoF302
C20H22N404.2 CoF302
C20H22N404.2 CoF302
C36H36N06.2 CoF 30,
C24H28N606.2 CoF302
C30H44Ng0Os.4 CoF302
C30H44N1206.4 C2F 30,
C22H24N606.2 CoF302
C30H40NgOg.2 CoF 30,
C30H40NgOg.2 CoF 30,
C2sH32N06.2 CoF 30,
CogH36N06.2 CoF 30,
C38H40Ng0Og.2 CoF 30,
C2o6H32N06.2 CoF 30,
C32H48NgOs.4 CoF302
C32H48N1206.4 C2F30;
C32H44N606.2 CoF302

Ccalc.

4553%
4553%
47 38%
47 38%
47 38%
47 38%
54 92%
46.54%
42 86%
4072%
44 97%
5062%
5062%
4962%
49 36%
5588%
4801%
4396%
4182%
5180%

Hcalc.

3.13%
313%
3.64%
3.64%
3.64%
3.64%
415%
391%
417%
3.96%
348%
5.00%
5.00%
416%
4 66%
447%
4 30%
443%
421%
531%

2. Combustion data of new compounds

Ncalc.

9.65%
9.65%
921%
921%
921%
921%
961%
1163%
10.52%
15.00%
12.10%
1042%
1042%
10.85%
10.79%
931%
11.20%
1025%
14 63%
10.07%

Ctound
45 30%
45 65%
47 25%
47 32%
47 46%
47 29%
54 92%
46 51%
42 96%
4064%
4510%
5060%
50.79%
49 56%
49 38%
5568%
47 92%
4378%
41.89%
52.00%

Hround
3.12%
3.14%
3.65%
363%
3.64%
3.64%
4 15%
3.92%
4 18%
3.98%
348%
498%
501%
415%
468%
445%
429%
443%
420%
531%

Nfound
967%
969%
918%
924%
922%
918%
961%
1157%
1054%
1496%
12.08%
1045%
1042%
10.89%
10.79%
934%
1121%
1022%
14.58%
10.09%
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2,6-AQ-BAla-Val-NH;" TFA®
2,7- AQ-BAla-Phe-NH3+ TFA-
2,7-AQ-BAla-Ala-NH3+ TFA-
2,7-AQ-BAla-Lys-NH3+ TFA-
2,7-AQ-BAla-Arg-NH;" TFA®

2,7-AQ-BAla-Ile-NH;" TFA
2,6-AQ-ED-Phe-NH;" TFA
2,6-AQ-ED-Ala-NH;" TFA
2,6-AQ-ED-Lys-NH;" TFA
2,6-AQ-ED-Arg-NH;3" TFA
2,6-AQ-ED-Gly-NH;" TFA
2,6-AQ-ED-Ile-NH;" TFA

2,6-AQ-ED-Leu-NH;" TFA”
2,6-AQ-ED-Thr-NH;" TFA
2,6-AQ-ED-Ser-NH; " TFA”

2,7-AQ-ED-Phe-NH;" TFA
2,7-AQ-ED-Ala-NH;" TFA
2,7-AQ-ED-Lys-NH;" TFA
2,7-AQ-ED-Arg-NH;3" TFA
2,7-AQ-ED-Gly-NH;" TFA
2,7-AQ-ED-Ile-NH;" TFA

2,7-AQ-ED-Leu-NH;" TFA”
2,7-AQ-ED-Thr-NH;" TFA
2,7-AQ-ED-Ser-NH; " TFA

C30H40NgOg.2 CoF 30,
C38H40NgOg.2 CoF 30,
Ca6H32N06.2 CoF 30,
C32H48Ng06.4 CoF 30,
C32H18N1206.4 C2F30;
C32H44N606.2 CoF302
C3sH40NgOg . 2 CoF30;
Co6H32N06.2 CoF 30,
C32H48NgO6.4 CoF30;
C32H18N1206.4 C2F30;
C24H28N606.2 CoF302
C32H44N60s.2 CoF302
C32H44N606.2 CoF302
CogH36N60g.2 CoF 30,
Ca6H32NgOg . 2 CoF30,
C3gH40NgOg . 2 CoF30;
Co6H32N06.2 CoF 30,
C32H48NsgO6.4 CoF30;
C32H18N1206.4 C2F30;
C24H28N60s.2 CoF302
C32H44N606.2 CoF302
C32H44N606.2 CoF302
CogH36N0g.2 CoF 30,
Ca6H32NgOg . 2 CoF30,

5062%
5588%
4801%
4396%
4182%
5180%
5588%
4801%
4396%
4182%
46.54%
5180%
5180%
47 41%
46.04%
5588%
4801%
4396%
4182%
46.54%
5180%
5180%
47 41%
46.04%

5.00%
447%
4 30%
443%
421%
531%
447%
4 30%
443%
421%
391%
531%
531%
4 48%
412%
447%
4 30%
443%
421%
391%
531%
531%
4 48%
412%

1042%
931%
11.20%
1025%
14 63%
10.07%
931%
11.20%
1025%
14 63%
11.63%
1007%
10.07%
1037%
10.74%
931%
11.20%
10.25%
14 63%
11.63%
1007%
10.07%
1037%
10.74%

5055%
56.05%
47 95%
4385%
4171%
5198%
5572%
4992%
43.88%
41.89%
46.54%
5161%
5189%
47 41%
46.00%
5575%
47 93%
4392%
4182%
46.56%
5169%
5180%
47 39%
46.00%

4 99%
4 48%
431%
442%
421%
532%
4 48%
432%
442%
422%
391%
531%
529%
447%
413%
4 46%
4 30%
4 44%
423%
391%
531%
5.30%
4 48%
411%

1045%
9.28%
1117%
1025%
14 59%
10.04%
9.28%
11.20%
1026%
14 58%
11.62%
10.04%
10.05%
10.35%
10.74%
929%
11.19%
1022%
14 59%
11.63%
10.04%
10.10%
10.34%
10.73%
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