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I. Annotated MS/MS spectra of O-glycans in porcine gastric mucins 

Glycan code: 530-1 

  

 

Glycan code: 530-2 

 

 

m/z: 530.2 
RT: 15.6 min 
TWIMSCCS: 207 Å 
TIMSCCS: 208 Å 

m/z: 530.2 
RT: 25.5 min 
TWIMSCCS: 209 Å 
TIMSCCS: 210 Å 
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Glycan code: 587-1 

 

 Glycan code: 587-2 

 

m/z: 587.2 
RT: 14.3 min 
TWIMSCCS: 215 Å 
TIMSCCS: 216 Å 

m/z: 587.2 
RT: 13.8 min 
TWIMSCCS: 233 Å 
TIMSCCS: 233 Å 
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Glycan code: 667-1 

 

Glycan code: 667-2 

 

  

m/z: 667.2 
RT: 14.7 min 
TWIMSCCS: 226 Å 
TIMSCCS: 227 Å 

m/z: 667.2 
RT: 15.5 min 
TWIMSCCS: 233 Å 
TIMSCCS: 235 Å 
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Glycan code: 675-1 

 

Glycan code: 675-2 

 

 

  

m/z: 675.2 
RT: 13.3 min 
TWIMSCCS: 245 Å 
TIMSCCS: 246 Å 

m/z: 675.2 
RT: 15.1 min 
TWIMSCCS: 249 Å 
TIMSCCS: 249 Å 
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Glycan code: 733-1 

 
Glycan code: 733-1 

 

  

m/z: 733.3 
RT: 25.9 min 
TWIMSCCS: 245 Å 
TIMSCCS: 247 Å 

m/z: 733.3 
RT: 17.9 min 
TWIMSCCS: 255 Å 
TIMSCCS: 256 Å 
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Glycan code: 749-1 

 
Glycan code: 749-2 

 
  

m/z: 749.3 
RT: 15.9 min 
TWIMSCCS: 244 Å 
TIMSCCS: 245 Å 

m/z: 749.3 
RT: 16.4 min 
TWIMSCCS: 246 Å 
TIMSCCS: 247 Å 
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Glycan code: 749-3 

  
Glycan code: 790-1 

   

m/z: 749.3 
RT: 17.0 min 
TWIMSCCS: 279 Å 
TIMSCCS: 280 Å 

m/z: 790.3 
RT: 16.2 min 
TWIMSCCS: 253 Å 
TIMSCCS: 253 Å 
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Glycan code: 790-2  

 
Glycan code: 790-3 

  
  

m/z: 790.3 
RT: 16.2 min 
TWIMSCCS: 265 Å 
TIMSCCS: 266 Å 

m/z: 790.3 
RT: 16.2 min 
TWIMSCCS: 265 Å 
TIMSCCS: 266 Å 
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Glycan code: 813-1 

 

Glycan code: 878-1  

 

  

m/z: 813.2 
RT: 26.0 min 
TWIMSCCS: 254 Å 
TIMSCCS: 255 Å 

m/z: 878.3 
RT: 15.7 min 
TWIMSCCS: 274 Å 
TIMSCCS: 274 Å 
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Glycan code: 895-1 

 

Glycan code: 895-2 

  

m/z: 895.3 
RT: 26.0 min 
TWIMSCCS: 273 Å 
TIMSCCS: 273 Å 

m/z: 895.3 
RT: 20.7 min 
TWIMSCCS: 276 Å 
TIMSCCS: 275 Å 
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Glycan code: 895-3  

 

Glycan code: 895-4 

 

m/z: 895.3 
RT: 19.7 min 
TWIMSCCS: 290 Å 
TIMSCCS: 290 Å 

m/z: 895.3 
RT: 18.0 min 
TWIMSCCS: 298 Å 
TIMSCCS: 297 Å 
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Glycan code: 936-1 

 

Glycan code: 936-2  

 

m/z: 936.4 
RT: 26.0 min 
TWIMSCCS: 285 Å 
TIMSCCS: 286 Å 

m/z: 936.4 
RT: 18.6 min 
TWIMSCCS: 287 Å 
TIMSCCS: 289 Å 
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Glycan code: 952-1  

  

m/z: 952.4 
RT: 17.8 min 
TWIMSCCS: 276 Å 
TIMSCCS: 280 Å 
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Glycan code: 952-2 

 

Glycan code: 952-3 

 

    
  

m/z: 952.4 
RT: 17.8 min 
TWIMSCCS: 282 Å 
TIMSCCS: 285 Å 

m/z: 952.4 
RT: 17.4 min 
TWIMSCCS: 295 Å 
TIMSCCS: 295 Å 
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Glycan code: 975-1 

 

 Glycan code: 975-2 

 

  

m/z: 975.3 
TWIMSCCS: n.d. 
TIMSCCS: 287 Å 

m/z: 952.4 
RT: 17.3 min 
TWIMSCCS: 303 Å 
TIMSCCS: 302 Å 
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Glycan code: 993-1 

 

Glycan code: 1040-1 

 

  

m/z: 993.4 
RT: 17.2 min 
TWIMSCCS: 295 Å 
TIMSCCS: 295 Å 

m/z: 1040.4 
RT: 17.7 min 
TWIMSCCS: 292 Å 
TIMSCCS: 291 Å 
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Glycan code: 1041-1 

 

 

 

 

 

 

 

 

 

 

 

 

Glycan code: 1098-1 

 

m/z: 1041.4 
RT: 27.3 min 
TWIMSCCS: 299 Å 
TIMSCCS: 298 Å 

m/z: 1098.4 
RT: 26.3 min 
TWIMSCCS: 309 Å 
TIMSCCS: 307 Å 
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Glycan code: 1098-2 

 

Glycan code: 1098-3 

  

m/z: 1098.4 
RT: 21.8 min 
TWIMSCCS: 311 Å 
TIMSCCS: 310 Å 

m/z: 1098.4 
RT: 16.0 min 
TWIMSCCS: 317 Å 
TIMSCCS: 315 Å 
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Glycan code: 1098-4 

 

Glycan code: 1155-1 

 

m/z: 1098.4 
RT: 15.7 min 
TWIMSCCS: 326 Å 
TIMSCCS: 326 Å 

m/z: 1155.4 
RT: 18.5 min 
TWIMSCCS: 316 Å 
TIMSCCS: 317 Å 
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Glycan code: 1178-1  

 

Glycan code: 1178-2  

 

 

m/z: 1178.4 
TWIMSCCS: n.d. 
TIMSCCS: 317 Å 

m/z: 1178.4 
TWIMSCCS: n.d. 
TIMSCCS: 339 Å 
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Glycan code: 621-1  

 

Glycan code: 650-1  

m/z range: 150-650   

 

m/z: 621.7 
TWIMSCCS: n.d. 
TIMSCCS: 349 Å 

m/z: 650.2 
RT: 18.0 min 
TWIMSCCS: 364 Å 
TIMSCCS: 356 Å 
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m/z range: 650-1150   

 

Glycan code: 650-1  

 

 

 

 

 

  

m/z: 650.2 
RT: 20.6 min 
TWIMSCCS: 387 Å 
TIMSCCS: 381 Å 
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Glycan code: 702-1  

 

Glycan code: 702-2  

 

  

m/z: 702.8 
RT: 23.4 min 
TWIMSCCS: 374 Å 
TIMSCCS: 361 Å 

m/z: 702.8 
RT: 25.8 min 
TWIMSCCS: 376 Å 
TIMSCCS: 369 Å 
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Glycan code: 702-3  

  

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Glycan code: 723-1  

  

m/z: 702.8 
TWIMSCCS: n.d. 
TIMSCCS: 379 Å 

m/z: 723.3 
RT: 19.6 min 
TWIMSCCS: 372 Å 
TIMSCCS: 364 Å 



S26 
 

Glycan code: 804-1  

m/z range: 250-700   
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

m/z range: 700-1400 
   
 
  

m/z: 804.3 
RT: 25.7 min 
TWIMSCCS: 406 Å 
TIMSCCS: 399 Å 



S27 
 

Glycan code: 861-1  

 

  

m/z: 861.3 
RT: 20.5 min 
TWIMSCCS: 411 Å 
TIMSCCS: 401 Å 
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Glycan code: 861-2  

m/z range: 200-700 

 

 

 

 

 

 

 

 

 

 

 

 

 

m/z range: 700-1550 

 

  

m/z: 861.3 
RT: 20.0 min 
TWIMSCCS: 421 Å 
TIMSCCS: 411 Å 



S29 
 

II. Annotated MS/MS spectra of O-glycans in healthy sputum 

Glycan code: 530-1 

 

Glycan code: 587-1 

 

  

m/z: 530.21 
TIMSCCS: 211 Å 

m/z: 587.23 
TIMSCCS: 217 Å 



S30 
 

 Glycan code: 587-2 

 

Glycan code: 675-1 

 

  

m/z: 587.23 
TIMSCCS: 234 Å 

m/z: 675.24 
TIMSCCS: 246 Å 
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Glycan code: 675-2 

 

 

Glycan code: 716-1  

 

  

m/z: 675.24 
TIMSCCS: 251 Å 

m/z: 716.27 
TIMSCCS: 262 Å 
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Glycan code: 733-1 

 
Glycan code: 733-2 

 

  

m/z: 733.29 
TIMSCCS: 253 Å 

m/z: 733.29 
TIMSCCS: 257 Å 
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Glycan code: 749-1 

 
Glycan code: 749-2 

 
  

m/z: 749.28 
TIMSCCS: 245 Å 

m/z: 749.28 
TIMSCCS: 281 Å 
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Glycan code: 790-1 

 
Glycan code: 790-2  

 
  

m/z: 790.31 
TIMSCCS: 254 Å 

m/z: 790.31 
TIMSCCS: 266 Å 
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Glycan code: 813-1 

 

Glycan code: 878-1  

 

  

m/z: 813.24 
TIMSCCS: 256 Å 

m/z: 878.32 
TIMSCCS: 275 Å 
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Glycan code: 895-1 

 

Glycan code: 895-2 

  

Glycan code: 895-3  

m/z: 895.34 
TIMSCCS: 274 Å 

m/z: 895.34 
TIMSCCS: 275 Å 
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Glycan code: 895-4 

 

 

  

m/z: 895.34 
TIMSCCS: 291 Å 

m/z: 895.3 
RT: 18.0 min 
TWIMSCCS: 298 Å 
TIMSCCS: 297 Å 
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Glycan code: 975-1 

 

 Glycan code: 551-1  

 

  

m/z: 975.30 
TIMSCCS: 278 Å 

m/z: 551.57 
TIMSCCS: 312 Å 
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Glycan code: 560-1  

 

 

Glycan code: 588-1  

 

  

m/z: 560.17 
TIMSCCS: 334 Å 

m/z: 588.68 
TIMSCCS: 321 Å 
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Glycan code: 588-2  

m/z range: 375-700   
 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
m/z range: 650-1150   

 
 

 

m/z: 588.68 
TIMSCCS: 326 Å 
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Glycan code: 632-1   

m/z range: 250-700 
 
 
 
   
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
m/z range: 700-900 

 

   
 
 
  

m/z: 632.69 
TIMSCCS: 338 Å 
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m/z range: 900-1175 

 
Glycan code: 738-1    

m/z range: 100-750 
 

 
 

 

 

 

 

 

m/z: 738.26 
TIMSCCS: 374 Å 
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m/z range: 750-1400 
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III. Annotated MS/MS spectra of O-glycans in cystic fibrosis sputum 

Glycan code: 530-1 

  

Glycan code: 530-2 

 

Glycan code: 587-1 

m/z: 530.21 
TIMSCCS: 208 Å 

m/z: 530.21 
TIMSCCS: 211 Å 



S45 
 

 

Glycan code: 675-1 

 

  

m/z: 587.23 
TIMSCCS: 234 Å 

m/z: 675.25 
TIMSCCS: 247 Å 
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Glycan code: 675-2 

 

Glycan code: 716-1 

 

  

m/z: 675.25 
TIMSCCS: 251 Å 

m/z: 716.27 
TIMSCCS: 262 Å 
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Glycan code: 733-1 
 

 
Glycan code: 749-1 

  
  

m/z: 733.29 
TIMSCCS: 257 Å 

m/z: 749.28 
TIMSCCS: 248 Å 
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Glycan code: 821-2 

 
 Glycan code: 966-1 

 

m/z: 821.30 
TIMSCCS: 272 Å 

m/z: 966.34 
TIMSCCS: 288 Å 
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Glycan code: 966-2 

   

 
Glycan code: 1040-1 

 

m/z: 966.34 
TIMSCCS: 292 Å 

m/z: 1040.38 
TIMSCCS: 291 Å 
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Glycan code: 1040-2 

 

Glycan code: 1040-3 

 

  

m/z: 966.34 
TIMSCCS: 288  

m/z: 1040.38 
TIMSCCS: 306 Å 
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Glycan code: 1098-1 

 

Glycan code: 1098-2 

 

  

m/z: 1098.42 
TIMSCCS: 305 Å 

m/z: 1098.42 
TIMSCCS: 315 Å 
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Glycan code: 592-1 

 
Glycan code: 592-3 

 

m/z: 592.71 
TIMSCCS: 330 Å 

m/z: 592.71 
TIMSCCS: 358 Å 
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Glycan code: 592-2 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

Glycan code: 632-1   

m/z range: 150-750 
 
  

m/z: 592.71 
TIMSCCS: 345 Å 

m/z: 632.69 
TIMSCCS: 338 Å 
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m/z range: 750-950 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
m/z range: 950-1150 
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Glycan code: 665-1 

m/z range: 150-750 

  

m/z range: 750-1050 

              
Glycan code: 665-2 

m/z: 665.23 
TIMSCCS: 351 Å 
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m/z range: 150-650 
 

 

 

 

 

 

 

 

 

 

 

 

 

m/z range: 650-1150

 

  

m/z: 665.23 
TIMSCCS: 351 Å 
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Glycan code: 738-1 

m/z range: 150-750 

 

 

 

 

 

 

 

 

 

 

 

m/z range: 750-1250 

 

 

m/z: 738.26 
TIMSCCS: 375 Å 


