Species Glossary of Species Important at Low Temperature for CHX (Cyclohexane)
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Naming Conventions
chx = cyclohexane structure hx, h, or hex = hexane structure
q = OOH structure al = carbonyl group
ene or n = C-C double bond * = double bond

Jj = radical site
yoij = oxygen containing ring connected on the i and j carbon
bt or but = n-butane structure dial = di-aldehyde species specifically -C=0 group
ol = alcohol group pro = propane structureSpecies_glos_all.doc
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QOOH decomposition routes:
The structure and naming of new species formed via these channels

NS N e

hexlen3q hxlen3q6

butlene3q btlen3g4j
O—OH O—OH
c2h3o0h c2h2o0h
Q _OH Q _OH E _~OH _~OH
hexlenlq © hxlenlq6j © butl 1O 2
q utlenelq btlenlqg4j
<:/§O <:/§O
chxyo12 chx1*o chx1*0)
where y = additional
ring to chx
0
;; O o) o
hxlen3*o hx1n3*06j butlen3*o bt1n3*04j

Species glossary for chx page 2



hex1en6q hx1en6q6j
/:o /:° /:O
hex5enal hx5enallj hx5enal4j
o o)
™~ ~ o o
/:§ ) /:§ ) ; \o ’ j \o H
hexlendq hxlen4q6 butlenedq

btlendq4j

Y

o . ©
hexlendal hxen4al6j

e
)@

chxyol3
chx1*03 o

S
~

o} o}
ac3h5c*04 ac3h4chol

Species glossary for chx page 3



o o)
<:< \OH <:< \OH

hexlen5q hx1en5q6j
o ;: §/:\ §/:\
o) i '
Cth*04_-| o) hexlensal (0] hxln5a|6]

Decomposition of Ketohydroperoxides :
The structure and naming of new species formed via these channels

hex16dial hx16allj
o) o] o o]
hex15dial hx15al6j
0 o) o] o]
hex13dial hx13al6j

Species glossary for chx page 4



0 0 o) ¢
but13dial bt13al4j
o) 0
0 o) _
hex14dial hx14al6j
0
T
; |
o
butl4dial btl4allj

Species glossary for chx page 5



‘0,QO0H Alternatives:
Structure and naming of new species formed via this channel
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Decomposition of ‘0,QOOH Alternatives:
Structure and naming of new species formed via these channels
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