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Table 3

Summary of Common Important Variables from Random Forests Analysis of Day 0, Day 7,
and Day 14

Identity m/z
(ESI+)

Retention Time
(min)

Empirical
Formula

Mass Error
(ppm)

Day 0 vs. Day 7
Mean Rank

(95% CI)

Day 0 vs. Day
14

Mean Rank
(95% CI)

Common Biomarkers (and adducts) Spanning 2 Week Study

Pantothenic Acid
a

242.1003 2.07 C9H17NO5Na -0.4 1.32 (1.16-1.52) 1.56 (1.2-1.9)

b 220.1179 2.07 C9H18NO5 -2.7 1.68 (1.48-1.84) 3.24 (2.5-4.0)

c 202.1063 2.06 C9H16NO4 -7.9 4.28 (3.95-4.56) 7.6 (6.8-8.2)

Acetylcarnitine 204.1233 0.37 C9H18NO4 -1.5 4.36 (4.12-4.6) 3.04 (2.4-3.7)

Serum Uric Acid na na na na 6.6 (6.4-6.8) 11.4 (10.8-12.0)

unknown 308.1831 4.73 na na 10.4 (9.92-10.9) 5.8 (5.0-6.5)

unknown 319.1658 3.45 na na 13.5 (12.7-14.2) 5.2 (4.4-5.9)

Other Notable Biomarkers

Serum
Cholesterol

na na na na 26.2 (24.8-27.8) 15.1 (13.9-16.4)

Carnitine 162.1133 0.32 C7H16NO3 1.9 28.2 (26.2-30.9) 11.8 (10.6-13.1)

Isovalerylcarnitine 246.1693 2.83 C12H24NO4 -4.9 37.3 (33.8-41.3) 6.84 (6.2-7.5)

Isobutyrylcarnitine 232.1531 2.10 C11H22NO4 -7.8 911 (708-1110) 29.6 (28.5-30.6)

indicates measurement obtained from serum clinical biochemistry analysis.

na, not applicable.

a = [Na ] adduct; b = [H ] protonated molecular ion; c = [M-H O]  fragmention
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