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Table S1. Normalized Root Mean Square Deviation (NRMSD) values for simulations
performed at varying times, numbers of Gaussian lineshapes, and CVOC/AS reaction

systems.
G GA MG

Time . . .

(hrs) Double  Triple Quad | Double  Triple Quad | Double  Triple Quad
0 0.0189  0.0100  0.0091 0.0436  0.0125  0.0124 | 0.0267  0.0146  0.0146
1 0.0206  0.0119  0.0108 | 0.0427  0.0117  0.0118 | 0.0152  0.0110  0.0121
2 0.0211 0.0117  0.0103 | 0.0405  0.0122  0.0124 | 0.0122  0.0104  0.0109
3 0.0219  0.0123  0.0109 | 0.0432  0.0131  0.0133 | 0.0121 0.0100  0.0102
4 0.0229  0.0129  0.0113 | 0.0436  0.0130  0.0131 0.0126  0.0099  0.0100
5 0.0238  0.0135 0.0119 | 0.0430 0.0125 0.0126 | 0.0130  0.0097  0.0094
6 0.0237  0.0135  0.0119 | 0.0406  0.0121  0.0121 0.0139  0.0102  0.0092

Table S2. Maximum percentage error in the 205-300nm region for simulations
performed at varying times, numbers of Gaussian lineshapes, and CVOC/AS reaction

systems.
G GA MG
Time . . .
(hrs) Double  Triple Quad | Double  Triple Quad | Double  Triple Quad

0 60.0%  559%  564% | 30.0% 27.8% 279% | 41.8% 43.8% 55.1%
59.6%  72.6% 74.7% | 419%  22.8% 229% | 28.0% 30.0% 43.9%
27.8%  39.9%  41.6% | 32.6% 305% 30.6% | 19.8%  21.6%  36.7%
374%  358% 37.7% | 411% 27.8% 27.8% | 153% 171%  32.4%
272%  357%  372% | 50.7%  30.3% 30.3% | 112% 123% 27.6%
498%  599%  61.7% | 45.6%  30.5%  30.6% | 11.9%  12.0% 25.6%
33.1%  42.6% 44.1% | 88.8%  655% 65.6% | 149% 11.7%  24.0%
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Figure S1. Multiple comparison test of population marginal means for the NRMSD of
different CVOC/AS reaction systems and number of Gaussian curves used in model

regression, across all times (0-6 hours).



