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SUPPORTING INFORMATION 

 
 

1. Copy of 1H, 13C NMR and CHN/HRMS spectra for compounds 3, 4, 8a-c, and 9a-c  S2 

2. HPLC-MS spectra for compounds 4-6, 9b, 10b and 11b      S25 
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HPLC chromatograms and ESI-MS for chemical ligation of 4 in buffer 

Summary Chromatogram: HPLC/(+)ESI-MS integrated ion-peaks for the 4 (top, rt 34.61), 5 (middle, 

rt 38.08), and 6 (bottom, rt 60.58). 
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MW 324-LP 5 (top) and MW 324-SM 4 (bottom):  (+)ESI-MS. 

SEQ-20044-01 7/18/2013 6:47:02 PM 2181-5RS-LP; 5 uL
Xterra MS C18;0.15;95:5(0)>65:35(10)>25:75(50)>5:95(60-75)

SEQ-20044-01 #1654-1726 RT: 37.60-38.56 AV: 9 SB: 4 36.90-37.18 , 40.25-40.69 NL: 1.51E8
T: + c ESI sid=2.00  Full ms [125.00-620.00]
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SEQ-20043-01 #1603-1660 RT: 34.40-35.04 AV: 7 SB: 4 33.64-33.79 , 36.03-36.31 NL: 2.76E8
T: + c ESI sid=2.00  Full ms [125.00-620.00]
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MW 324-LP 5 (top) and MW 324-SM 4 (bottom):  (+)ESI-MS/MS of the m/z 347 [M+Na]+ ions. 

SEQ-20044-01 7/18/2013 6:47:02 PM 2181-5RS-LP; 5 uL
Xterra MS C18;0.15;95:5(0)>65:35(10)>25:75(50)>5:95(60-75)

SEQ-20044-01 #1650-1742 RT: 37.59-38.79 AV: 11 SB: 1 36.96-37.18 NL: 1.62E7
F: + c ESI sid=4.00  Full ms2 347.10@cid37.50 [95.00-400.00]
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SEQ-20043-01 #1589-1678 RT: 34.17-35.25 AV: 11 SB: 2 33.61-33.88 NL: 5.63E7
F: + c ESI sid=4.00  Full ms2 347.10@cid37.50 [95.00-400.00]
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MW 324-LP 5 (top two) and MW 324-SM 4 (bottom two):  (+)ESI-MS/MS (top and 3rd) and –MS/MS/MS 

(2nd and bottom) of the m/z 325 [M+H]+ ions. 

SEQ-20044-01 7/18/2013 6:47:02 PM 2181-5RS-LP; 5 uL
Xterra MS C18;0.15;95:5(0)>65:35(10)>25:75(50)>5:95(60-75)

SEQ-20044-01 # 1652-1733 RT: 37.56-38.64 AV: 10 SB: 1 36.96-37.18 NL: 7.55E6
F: + c ESI sid=3.00  Full ms2 325.10@cid37.50 [85.00-400.00]
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SEQ-20044-01 # 1653-1726 RT: 37.58-38.53 AV: 9 SB: 1 36.96-37.18 NL: 2.48E6
T: + c sid=3.00  d Full ms3 325.10@cid37.50 307.01@cid37.50 [70.00-620.00]
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SEQ-20043-01 # 1593-1668 RT: 34.25-35.11 AV: 9 SB: 1 33.61-33.88 NL: 1.30E8
F: + c ESI sid=3.00  Full ms2 325.10@cid37.50 [85.00-400.00]
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SEQ-20043-01 # 1597-1669 RT: 34.26-35.13 AV: 9 SB: 1 33.61-33.88 NL: 4.22E7
T: + c sid=3.00  d Full ms3 325.10@cid37.50 307.01@cid37.50 [70.00-620.00]
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Summary Chromatogram: HPLC/(+)ESI-MS integrated ion-peaks for the 4 (top, rt 34.61), 5 (middle, 

rt 38.08), and 6 (bottom, rt 60.58). 
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SEQ-20556-01 10/1/2013 8:45:43 PM 2181-9TS-SM; 2.5 uL
XTerra MS C18;0.15;95:5(0)>5:95(60-80)/254 nm/(+)ES
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SEQ-20557-01 10/1/2013 6:54:08 PM 2181-9TS-LP; 10 uL
XTerra MS C18;0.15;95:5(0)>5:95(60-80)/254 nm/(+)ES
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MW 395 isomers: (+)ESI-MS for RT 59.5 min LP 10b (top) and SM 9b (bottom). 

m/z

SEQ-20557-01 # 2522-2562 RT: 59.22-59.65 AV: 5 SB: 2 58.58-58.83 , 60.17-60.37 NL: 7.26E7
T: + c ESI sid=1.00  Full ms [125.00-700.00]

140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700
m/z

0

10

20

30

40

50

60

70

80

90

100

R
el

at
iv

e 
A

bu
nd

an
ce

396.1

380.4

397.1 600.9518.2 557.1 623.1381.4 630.9 653.2
602.0587.1519.1 558.3263.2 408.3 543.3394.1352.0325.1 613.1513.2496.0 534.2418.1 452.1 636.5218.1 551.1462.0281.1 448.0426.9333.9 378.4 567.4 655.2468.0134.0 607.3191.7

SEQ-20556-01 # 2731 RT: 59.56 AV: 1 SB: 3 58.59-58.82 , 60.17-60.37 NL: 3.38E7
T: + c ESI sid=1.00  Full ms [125.00-700.00]

140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700
m/z

0

10

20

30

40

50

60

70

80

90

100

R
el

at
iv

e 
A

bu
nd

an
ce

396.1

518.0

397.1
462.0

380.6 586.9 653.3 658.2495.9 539.9 621.0519.1 675.2630.8371.5364.3 418.1407.9180.1 516.3452.0308.3 325.0 569.9394.1243.9 271.1 558.4489.0 685.0263.1 440.2 609.2 646.1431.8 592.5352.3134.0 285.1146.9 689.0

 

MW 395, RT 59.5 min:  (+)ESI-MS/MS of m/z 396 [M+H]+ ions for LP (top) and SM(bottom). 

SEQ-20557-01 10/1/2013 6:54:08 PM 2181-9TS-LP; 10 uL
XTerra MS C18;0.15;95:5(0)>5:95(60-80)/254 nm/(+)ES

SEQ-20557-01 #2518-2558 RT: 59.16-59.59 AV: 5 NL: 1.77E7
F: + c ESI sid=3.00  Full ms2 396.20@cid37.50 [105.00-450.00]
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325.0180.1 233.0215.1 264.1259.0 335.1235.1 379.0120.0 308.0191.1 323.1279.0245.0 326.0134.0 156.1 305.1230.7 396.3289.0

SEQ-20556-01 #2720-2758 RT: 59.38-59.88 AV: 5 NL: 6.90E6
F: + c ESI sid=3.00  Full ms2 396.20@cid37.50 [105.00-450.00]
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