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Widespread 10/10
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Figure 10: One iteration of a LOO cross-validation routine. The efficacy of the

model with a particular component number is tested on the sum of squared le10 LOO Cross-Validation Results
residuals on the test set.
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MS Search Results (Reverse)

roil_1 roil_2 roil_3
Perfluorotributylamine (687) Perfluorotributylamine (570) Perfluorotributylamine (534)
Perfluoro(dibutylmethylamine) (679) Perfluoro(dibutylmethylamine) (563) Perfluoro(dibutylmethylamine) (507)
Tris(trifluoromethyl)phosphine (562) Tris(trifluoromethyl)phosphine (439) 3-[4-Chromanyl]-2-oxazolidinone (431)
Nonafluoro-1-bromobutane (528) Pentadecafluorooctyl butanesulfonate (431) | Chloromethyl-phenylethoxy-silacyclohexane (428)
Pentadecafluorooctyl butanesulfonate (524) Nonafluoro-1-bromobutane (430) 3-Phenylpropionic acid, morpholide (419)

roi001_1 roi001_2 roi001_3 roi001_4 1010015

TH143030_L.cdf 9474  96.83  23.53 7.02 110.66

HH140333.cdf  89.73  159.22  20.13 438 64.36

HH1430332.cdf ~ 89.01  139.61 3263  56.03  166.69 e ar

143033.cdt 01 13961 3263 5003 1o @uantitative Peak Table w/
HH14033 Ledf 7633 8473  16.76 761 8048  l=-way ANOVA results

TH143030 2.cdf 10250  130.82  24.66 6.51  66.17

TH143030.3.cdf ~ 44.8%3  49.93  10.12 125 2095

fvals 0.05 1.01 199 191.58 4.39

pvals 0.84 0.42 0.29 0.005  0.17
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Paul-Albert Schneide

Figure 1: The effect of independent peak drift on the coupling matrix, F
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Interpolative iNFFT on irregularly sampled remote sensor data
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A direct solution to the interpolative inverse
non-uniform fast Fourier transform (i-iNFFT)
problem for spectral analyses of non-equidistant
time-series data
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