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Fig. 1. Calculation methods of fraction base KMD.
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Fig. 2. (A) Mass spectrum of a high molecular weight P3HB following its on-plate
degradation (inset: zoom shot with assignments). (B) P3HB ion series noted I-VI.
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Fig. 3. Full-scale
spectrum of P3HB with C,HsO, as base unit using

msRepeatFinder.
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Fig. 4. Full scale fraction base KMD plots computed with the fractional base units (A) 3HB/85 and (B) 3HB/84 using msRepeatFinder.

BASEFHRIEH

FRHOLHABEFELLICEET T LNBDFY ., ASERNOER FAETAERUAEESEORNR(CZITOBANHDFETOT, HHY
HEE, FFEXEMCRBHT EEFEHITBELEDETEL.

Copyright © 2019 JEOL Ltd.



Fraction Base KMDZRWL\=/R) 7w —21) — X DER M H

msRepeatFinder® “grouping mode” AL T. KMD 7OV EDISRA—FEIRT DL TNETNDORYT—RIICLIZBS (TTEHIEMNTE (Fig.
5A) . YRARYMILETHRICB N ERIESE DI ENTES(Fig. 5B), Fraction Base KMD (#2YiRLE{ZC,Hs0,, X=84)Z AL (£, S5IZE/
FTAVRE YO AF > (Fig. SR THEERB)E. ThUNDE—Y(Fig. 5P TIERKZB)LEHBANT H52LHTES, msRepeatFinderTld, FIL—F L
FE—VBBIUTNUANADE—VBORT/IFERTIUYEZIONS=H. BHOL—XDHEHEL. BREERICITIIENTES,

O Manual Input @ Repeat Unit List

(A) KMD Plot (fractional)

Mr: 86.03678 Formula: C4H602
] 86.03678 : C4HB02 : Vinyl Acetate g
04 il \") ) KMD plot
. ® o e o s v [ L, . . ‘ 1¥/! Fraction Base KMD
-
0.2 . Edit Mode
1 ' ® Make A New Group
e e e el et . L. _) Add Peaks to Selected Group
1 s88d88: : : I : IR || O Release Peaks from Groups
00 géoescitiiris, i D Border ||~ Opacity 08
deddddiiiii M ] )
E O 1w HE[~]opscity 08
R Show Grouping Data
-0.2 . | ID Border -EI Opacity 0.8
1 osaiaeeieie o . Oz wm [EE[]opaaty 08
H : i H : e o PRSI SR c . [+] Show Grouping Data
_ | eo0 e o, ., ., " .
0.4 : Vi ID Border -E| Opacity 0.8
1 . O3 m [~ opscty 03
—————————— 4 show Grouping D12 [Save Grouping Data]
800 1200 1600 2000 2400 2800
Nominal Kendrick Mass Peak List Filter | End Group/Adduct lon | Group List
100
(B) Mass Spectrum 1
120 807
] '( ) (n=11)
] ] n=
60 - 11 1 (n=12)
| ] Il
40
_. 80 ] (n=11)
e ] v Vi
> 20 4 n=11
3 ] ‘ ‘ (n=11) (M=11)
: | L1
3 1 o] I 1111 Ly 1 I
._C. T T T T T T T T T T
40 960 970 980 990 1000 1010 1020 1030 1040 1050 1060
4 \ | m/z
0 lllllll |ll I, |--ll--|l N N A
800 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000
m/z

Fig. 5. (A) Fraction base KMD plot computed with the fractional base unit
3HB/84 in grouping mode to label the series in the mass spectrum (B).
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