
 

 1 

SUPPORTING INFORMATION 

MALDI-TOF/TOF CID Study of Poly(Butylene 

Adipate) Fragmentation Reactions 

Anthony P. Gies
1†*

, Sparkle T. Ellison
2††

, Amit K. Chakraborty
1
, Nicholas W. Kwiecien

1
, 

and David M. Hercules
1
 

1
Department of Chemistry, Vanderbilt University, Nashville, TN 37235 

†
Present address is at the Department of Core R&D Analytical Sciences, The Dow 

Chemical Company, 2301 N. Brazosport Blvd., B-1219, Freeport, TX 77541 

2
Department of Chemistry and Biochemistry, University of South Carolina, Columbia, 

SC 29208 

††
Present address is at the School of Law, University of Kansas, Lawrence, KS 66045 

Polymer Chemistry: December 16, 2011 

TITLE RUNNING HEAD: MALDI-TOF/TOF CID Study of PBA. 

CORRESPONDING AUTHOR FOOTNOTE: Address reprint requests to Anthony P. 

Gies, Department of Core R&D Analytical Sciences, The Dow Chemical Company, 2301 

N. Brazosport Blvd., B-1219, Freeport, TX 77541. Telephone: (979) 238-1778. E-mail: 

APGies@Dow.com 

Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2012

mailto:APGies@Dow.com


 

 2 

FIGURE CAPTIONS: 

Figure S1. Medium effective kinetic energy (collision gas pressure: 1.5 × 10
-6

 Torr) 

MALDI-TOF/TOF mass spectrum of dibutanol terminated poly(butylene adipate) (Str. 1-

E1 Li+, 1497.8 Da); covering the monomeric (A: 70–390 Da), dimeric through trimeric 

(B: 390–790 Da), and tetrameric through pentameric (C: 790–1190 Da) mass regions.  

Figure S2. MALDI-TOF/TOF mass spectrum for cyclic PBA structure 1-CyE at a low 

collision gas pressure of 1.5 × 10
-6

 Torr. Precursor ion (1023.5 Da) is through Na+ 

cationization. 

Figure S3. MALDI-TOF/TOF mass spectrum for linear butanol-carboxyl terminated 

PBA structure 1-E2 at a low collision gas pressure of 1.5 × 10
-6

 Torr. Precursor ion 

(1041.5 Da) is through Na+ cationization. 

Figure S4. MALDI-TOF/TOF mass spectrum for linear butanol-carboxyl terminated 

PBA structure, with an extra sodium atom (Str. 1-E2Na), at a low collision gas pressure 

of 1.5 × 10
-6

 Torr. Precursor ion (1063.5 Da) is through Na+ cationization. 

Figure S5. MALDI-TOF/TOF mass spectrum for linear butanol-carboxyl terminated 

PBA structure, with and extra lithium atom (Str. 1-E2Li), at a low collision gas pressure 

of 1.5 × 10
-6

 Torr. Precursor ion (1031.5 Da) is through Li+ cationization. 

Figure S6. MALDI-TOF/TOF mass spectrum for linear carboxyl-carboxyl terminated 

PBA structure 1-E3 at a low collision gas pressure of 1.5 × 10
-6

 Torr. Precursor ion 

(753.4 Da) is through Li+ cationization. 
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Figure S7. MALDI-TOF/TOF mass spectrum for linear butanol-ethanol terminated PBA 

structure 1-E4 at a low collision gas pressure of 1.5 × 10
-6

 Torr. Precursor ion (1085.6 

Da) is through Na+ cationization. 
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Figure S1. 

A.                                                      B.

C.                                                      

Medium KE: Monomeric Region

Base Peak (129.1 Da) = 100 % Peak Intensity

Medium KE: Dimeric/Trimer Region

Peak Intensity (625.3 Da) = 50 % of  Base Peak

Medium KE: Tetrameric Through Pentameric Region

Peak Intensity (825.4 Da) = 64 % of  Base Peak
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Figure S2. 
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Figure S3. 
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Figure S4. 
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Figure S5. 
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Figure S6. 
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Figure S7. 
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