SUPPLEMENTARY MATERIAL



Chemical reaction system used for the modellin©k-Air experiments. Rate constants are

taken from Atkinson et al., 2004, Atkinson et 2D06, Atkinson et al., 2007

Reaction Rate constante/unit/Status

NO, — NO + OP

0;— O'D + 0O,
HONO — OH + NO
HNO; — OH + NG,
0;->0P+Q

NO; — NO, + O°P
NO; — NO + Q,
0,+OP+M— O3+ M
0;+0OP—-0,+ 0,
NO, + O°P - NO + Q,
NO + NO + Q — NO, + NG,
NO + O;— NO, + O,
NO, + O; — NO; + O,
NO + NO; — NO, + NO,
01D +M— OP + M

OH + HNO; — H,0 + NO;
OH + HONO— H,0O + NGO,
OH + CO— CO, + HO,
OH + O; — HO, + O;
HO, + OH— H,0 + G,
HO, + HO, — H,0;, + O,
HO,+O0;—» OH+ O+ O,
HO, + NO— NO, + OH
HO, + NO— HNO;,

H,O + N,Os — HNO; + HNO;
H, + OH— H,0 + HG,
HO,NO, — HO, + NO,
NO + OP — NO,
NO, + O°’P— NO;

OH + NO, —» HNO;,

OH + NO— HONO

H+ O, — HO,

HO, + NO, —» HO,NO,
NO, + NO; — N;Os
N,Os — NO, + NO;

O'D + H,0 — OH + OH

J,/s* adjusted
J, IsY/ calculated from Jvalue
J; 1Y/ calculated from Jvalue
J, /s calculated from Jvalue
Js /s calculated from Jvalue
Js /s calculated from Jvalue
J, /s calculated from Jvalue
6.0x10°*/cm® molec® s*
8.0x10"/cm?® molec' s*
1.0x10"/cm® molec' s*
2.0x10%%cm’® molec? s*
1.8x10"/cm® molec® s*
3.5x10" /cm?® molec* s*
2.6x10" /cm® molec® s*
2.6x10" /cm?® molec* s*
1.5x10"/cm® molec® s*
6.0x10"/cm® molec' s*
2.8x10%/cm?® molec' s*
7.3x10"/cm?® molec' s*
1.1x10"/cm® molec' s*
1.6x10"/cn® molec' s*
2.0x10"/cm® molec' s*
8.8x10?/c® molec' s*
1.6x10"/cm® molec® s*
2.5x10%?/cm® molec® s*
6.7x10%/cm?® molec* s*
1.8x10' /s*
2.3x10" /cn® molec* s¥ recalculated from 3rd order equation
2.9x10" /cn® molec® s¥/ recalculated from 3rd order equation
1.0x10" /enT molec' s/ recalculated from 3rd order equation
8.3x10% /cnt molec* s/ recalculated from 3rd order equation
1.4x10" /enT molec' s/ recalculated from 3rd order equation
1.2x10" /enT molec' s/ recalculated from 3rd order equation
2.1x10" /en molec! s/ recalculated from 3rd order equation
7.7x10% / sY/ recalculated from 2nd order equation

2.2x103° /e molec® s% recalculated from 3rd order equation
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Comparison of simulated (solid lines) and experitakeconcentrations (symbols) for NO,
NO,, ozone, propene, formaldehyde, acetaldehyde, éoasid and peroxyacetyl nitrate
(PAN) in a propene-NOXx-Air system (experiment #/B20)
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Comparison of simulated (solid lines) and experitakeconcentrations (symbols) for NO,
NO,, ozone, propene, formaldehyde, acetaldehyde, foaid and peroxyacetyl nitrate

(PAN) in a propene-NOx-Air system (experiment #MR0). Black lines are the results of
modeling with an initial concentration of nitrousid[HONO], = 2 ppb while continuous red

lines are for [HONQ] = 3 ppb and dashed red lines for [HONO]1 ppb.
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Comparison of simulated (solid lines) and experitakeconcentrations (symbols) for NO,

NO,, ozone, propene, formaldehyde, acetaldehyde, éoasid and peroxyacetyl nitrate
(PAN) in a propene-NOXx-Air system (experiment #3N6)



