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Supplementary Table 1.1. Accurate mass measurement data for degradation product T(5yl)CHA
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Supplementary Table 1.2. Accurate mass measurement data for degradation product T(5yl)FA
[image: ]

Supplementary Table 2. Fragmentation patterns
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142.0472 1 142.0552 0.008 8.0 56.3

142.0472 2 142.0548 0.0076 7.6 53.5

142.0472 3 142.0535 0.0063 6.3 44.3

142.0472 4 142.0550 0.0078 7.8 54.9

142.0472 5 142.0552 0.0080 8.0 56.3

average 142.0547 0.0075 7.5 53.1
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T(5yl)FA Mass measurement error
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112.0253 1 112.0307 0.0054 5.4 48.2

112.0253 2 112.0286 0.0033 3.3 29.5

112.0253 3 112.0272 0.0019 1.9 17.0

112.0253 4 112.0283 0.0030 3.0 26.8

112.0253 5 112.0284 0.0031 3.1 27.7

average 112.0286 0.0033 3.3 29.8
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Fragment Formula Calculated error
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suspected Exact Mass (mDa) (ppm)

H

2

BTA 1

152.0457 109.0283 43.0174

HN

3 

43.0165 0.9

20.9

2 152.0461 109.0274 43.0187 43.0165 2.2 51.1

3 152.0427 109.0279 43.0148 43.0165 -1.7 -39.5

4 152.0421 109.0264 43.0157 43.0165 -0.8 -18.6

5 152.0467 109.0296 43.0171 43.0165 0.6 13.9

T(5yl)CHA 1

142.0552 84.0390 58.0162

C

 

H

2

N

2

O 

58.0156 0.6

10.3

2 142.0548 84.0387 58.0161 58.0156 0.5 8.6

3 142.0535 84.0366 58.0169 58.0156 1.3 22.4

4 142.0550 84.0389 58.0161 58.0156 0.5 8.6

5 142.0552 84.0388 58.0164 58.0156 0.8 13.8

T(5yl)CA 1

128.0250 100.0186 28.0064 N

2 

28.0056 0.8

28.6

CO 27.9944 12.0 428.5

2 128.0258 100.0197 28.0061 N

2 

28.0056 0.5 17.9

CO 27.9944 11.7 417.8

3 128.0229 100.0173 28.0056 N

2 

28.0056 0.0 0.0

CO 27.9944 11.2 399.9

4 128.0259 100.0207 28.0052 N

2 

28.0056 -0.4 -14.3

CO 27.9944 10.8 385.6

5 128.025 100.0191 28.0059 N

2 

28.0056 0.3 10.7

CO 27.9944 11.5 410.6

T(5yl)FA 1

112.0307 69.0140 43.0167

HN

3 

43.0165 0.2

4.6

NCHO 43.0053 11.4 265.0

2

112.0286 69.0128 43.0158

HN

3 

43.0165 -0.7

-16.3

NCHO 43.0053 10.5 244.1

3

112.0272 69.0079 43.0193

HN

3 

43.0165 2.8

65.1

NCHO 43.0053 14.0 325.4

4

112.0283 69.0115 43.0168

HN

3 

43.0165 0.3

7.0

NCHO 43.0053 11.5 267.3

5

112.0284 69.0129 43.0155

HN

3 

43.0165 -1

-23.2

NCHO 43.0053 10.2 237.1


