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Chemical Formula: CyH ;40,4
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Chemical Formula: C(H 4,04
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Notation used in this image:

Red structures = free radicals

Black structures = closed shell molecules

CI-XXXX = arbitrary label assigned to a molecule resulting from Criegee-I
CII-XXXX = arbitrary label assigned to a molecule resulting from Criegee-II

Isom = Isomerization of a radical, e.g., an H-atom transfer in RO radical
02 = H-atom abstraction from RO radical by O, molecule
+02 = addition of O, molecule to R radical resulting in RO, radical
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1. Isom 02 RO2 = reaction of RO, radical with another R'O, radical
T RO2 / o 2.02 RO2 RO2
RO2 Seiss Reactions RO2 + HO2 -> ROOH are not explicitely shown but are
cission ‘ included in the subsequent analysis
o} Etc. o}
o o RO2 o Scission o/ OH o OH etc
— o - | +02 RO2
o ! _
@) OH
O O
CI-CO2 limononic acid limonoaldehyde /\ L
Scisson A
¢} +02 Isom
@] O + 02
o
OH
o
O o OH
Isom RO2 Etc.
Chemical Formula: CoH; ;O Chemical Formula: C,gH,;0;,  Chemical Formula: C,oH,60; frscgg RO ELS(())HQI 02 —
Exact Mass: 140.1201 Exact Mass: 184.1099 Exact Mass: 168.115 RO2 . — HO |
HO (0]
CI-IsomO1 O-loss
RO2 02 I. Isom L
ROD Seission ROD \ 02 é Iosgm RO2 RO2 / 2 02 \ Scission RO2 RO2 02 é . ggm
© Criegee | OH-loss 02 ' '
- - CI-IS070 - CI-IS080 I-IS080a
CLIS00S CLISO10 CLIS020 CI-I1S025 CI-IS070 a CI-IS075 CLIS00S 118100 CLISI00a
CI-1S090 OH OH
o B Isomerization © = °
- 0 OH OH
o OH o Q © e o OH o OH o 0 © OH © OH
Chemical Formula: CjH;505
Exact Mass: 184.1099 o) OH
o o HO O/ (0] OH (0] OH
o
\O' 5
(0] HO (0]
, o o HO o) HO o) X 0
limonene endo-ozonide O HO © A © HO © HO HO
' . . . : . : Chemical Formula: C;(H;4,0O5 Chemical F la: C;H
o Chemical Formula: C;,H;40; Chemical Formula: C,H 403 ~ Chemical Formula: CoH 40, Chemical Formula: C,H,;;0, Chemical Formula: C;(H;,0,  Chemical Formula: C;(H;,0, Chemical Formyla. C1oH;605  Chemical Formyla. C1oH140s Exact Massy2l 4 (;g 4 114 > l%?{f(i MzrslgllulggCnggoOﬁl HO o HO ¢ HO 0
\O Exact Mass: 1841099 Exact Mass: 182.0943 Exact Mass: 154.0994 Exact Mass: 200 1049 Exact Mass: 198 0892 Exact Mass: 198 0892 Exact Mass: 216.0998 Exact Mass: 214.0841 : - : : .
CILISO30 Chemical Formula: C1jH 405 Chemical Formula: C;,H ;4O Chemical For1nula;C10H14O6
03 4 - Exact Mass: 232.0947 Exact Mass: 230.079 Exact Mass: 230.079
Exact Mass: 184.1099 O/
Scission 5
: OH
Oe ) OH / OH OH
001]% . Chemical F o CHAO Chemical Formula: C;H,,0,
.. : emical Formula: 19 06 .
Chemical Formula: CyH)4 Vo, Criegee I Exact Mass: 1841009 Exact Mass: 126.0081 Scission RO2
Exact Mass: 136.1252 Isom o ROD . + 02 +02
RO2 0 +02 RO2 O > _ =
; — > Isom
II-CO2 + 02
CI-co COZ-IOSS o 0 _— HO ‘ HO HO
(unlikely) Of-Toss | ] I o |
- + 02 e} o) 'O/ O O +02 (@)
Isom o)
Scission + 02 RO2
+ 02 1. Isom RO2
RO2 RO2 02 1. Isom RO2 2.02
u RO2 02’/ RO2 2.02 P CII-IS035 0
0 CII-1S040 CII-15240 CII-1S250
Chemical la: O-loss Isom CII-IS015 CII-1S020 CII-1S020a OH CII-1S040a o
emical Formula: CoH,40 CII-IS005 CI-IS010 OH OH
Exact Mass: 140.1201 } OH OH
OH
Scission
70H-limonaldehyde +02 o
limonoaldehyde RO2
OH el o
O O
O
HO
HO
6] o HO O HO HO o
0] HO (0] (0]
o} o HO Chemical Formula: CyH;;O5 °
© Exact Mass: 216 0139816 ’ Chemical Formula: CoH,4,0 © OH
- 216. : : . - Lok 405
Y : . ract Mass Chemical Formula: C10H405s Chemical Formula: C,oH, 405 Exact Mass: 202 0841 ’ Chemical Formula: CoH ;4O
o OH-loss Chemical Formula: C;(H;,O; Chemical Formula: C;,H;,0;3 Chemical Formula: C,oH,50, Chemical Formula: C1oH1404 Chemical Formula: C1oH,40, o Exact Mass: 214.0841 Exact Mass: 214.0841 o Exact Mass: 218.079
+ - ~10° 1633 10 : Exact Mass: 200.1049 Exact Mass: 198.0892 : T e
o 02 Exact Mass: 184.1099 Exact Mass: 182.0943 xact Mass : Exact Mass: 198.0892
Chemical Formula: C;(H;40, Chemical F la: Co 0 Chemical Formula: CsH,40, Chemical Formula: C¢HgO,
Exact Mass: 168.115 iemical rormua. L1063 Exact Mass: 114.0681 Exact Mass: 112.0524
' ' Exact Mass: 184.1099 o .
~ CII-1S230
(@) o)
RO2 o o OH OH
-CO2 Isom
o + 02 RO2 02 Etc. RO2
> — » —
Etc.
O (e} o
—_—
| | | c on
O o o HO HO
e (0]
1. Isom Etc.
2.02 .
RO2 \302 02 \302 \ Chemical Formula: C)H;505
l RO2 RO2 > Exact Mass: 216.0998 RO2 RO2
CII-IS100
o CII-IS110 CII-IS120 CII-IS130 CII-IS140 CII-1S140a
CII-1S270 CTI-IS280
OH (0] OH OH (o) OH
o = OH 0 Z  OH
@)
OH
o o o o 0] (0]
HO
Y Chemical Formula: CoH;405 Chemical Formula: CgH,,0,  Chemical Formula: CgH;,0, Chemical Formula: CgH;,05  Chemical Formula: CgH;,05 Chemical Formula: CgH;,05
Exact Mass: 170.0943 Exact Mass: 142.0994 Exact Mass: 140.0837 Exact Mass: 158.0943 Exact Mass: 156.0786 Exact Mass: 156.0786 HO o
Chemical Formula: C;yH ;404 Chemical Formula: C;,H;504
Exact Mass: 230.079 Exact Mass: 232.0947
o
o) HO HO HO
0 I o 0
© Isom Isom Ho OH +s (82 RO2 OH Ete.
RO2 +02 RO2 + 02 o} RO2 . OH .
OH _— O\ -
e > > — > 0 O
o .
0 | o 0 Ho 5 HO 0
O O
1. Isom 1. Isom
02 2.02 2.02
RO2 RO2 RO2 1. Isom e 02 02
02 . Scission RO2 RO2
RO2 \fussmn 2.02 l RO2 l RO2
CII-IS065 CII-1S070 CII-1S070a Scission CII-1S080 CII-IS085 CII-IS090 CII-1S090a CII-IS290 CII-IS300 CII-IS300a
CII-IS045 CII-IS050 Scission CII-1S060 +02
+02
HO
HO HO HO
HO o O\ "o "o > 0
o ) 0] @) o oH
@ O OH o OH OH OH
o | HO ©
o) o o o) HO o) HO o HO ©
o o
. ) ) . . Chemical Formula: C;H 4,0+ Chemical Formula: C;(H 4,05 . Chemical Formula: CH;,0 Chemical Formula: C;(H;,O
' Chemical Formula: CsH 1,05 chemical Formula: C,oH;c0, Chemical Formula: C;oH,40, Chemical Formula: C;oH;404 y Chemical Formula: CoH4,03 Chemical Formula: C,4H;¢Os Exact Mass: 214 01;3)4 114 ’ Exact Mass: 214.012%4 l14 ’ Chemical Formula: C;oH;¢Os Exact Mass: 230 :)07914 ° Exact Mass: 230 607914 ’
Chemical Formula: C,,H;0; Chemical Formula: C,oH40; Exact Mass: 140.0837 Exact Mass: 200.1049 Exact Mass: 198 0892 Exact Mass: 198.0892 Exact Mass: 170.0943 Exact Mass: 216.0998 ‘ ‘ Exact Mass: 232.0947 ‘ ‘ ' '
Exact Mass: 184.1099 Exact Mass: 182.0943 Y

o
o

|

Etc.
RO2 1Y ¢
» —_—

ROi/

CII-IS180

RO2

HO HO HO HO
@]
© RO2 Etc.
o and ) and
\o' o | o
| ’

loz

CII-1S220

HO
@)
/O

Chemical Formula: CgH;,04
Exact Mass: 156.0786
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