​EA Table 1.  List of m/z values used for internal calibration of (A) positive ion mode data and (B) negative ion mode data.  Exact mass refers to the mass calculated from the elemental formula, and charged mass is the exact mass value corrected for positive mode (by adding a Na atom and subtracting an electron) or negative mode (by subtracting a H atom and adding an electron).  For the positive ion mode data, we utilized Na adducts.  These compounds were chosen because of their frequent occurrence among the different samples analyzed in each mode, and their low error of observed m/z values (e.g. the error in mass accuracy ranged from 0.5 to 1.4 for the positive mode calibrants, and 0.3 to 0.8 ppm for the negative ion mode calibrants).  In positive mode, calibrants were present in at least six of the seven samples, and in negative mode, calibrants were present in at least half the samples. On occasion, calibrants were added for specific spectra when the original list of calibrants was insufficient to calibrate the desired mass range. In positive mode the internal calibrants span the full range of observed m/z values; whereas, in negative mode it was not possible to find calibrants above ~ 600 m/z that fit our criteria.  However, it is unlikely that the mass error of peaks outside our calibrated range fall outside the 1 ppm error set by the external calibrants because all of the negative mode samples were run within one week.
A. Positive Mode Calibrants (Na Adducts) 
	
	Elemental Formula
	Exact Mass
	Charged Mass

	1
	C8H18O5
	194.115423
	217.104642

	2
	C10H22O6
	238.141638
	261.130856

	3
	C12H26O7
	282.167853
	305.157071

	4
	C17H36O6
	336.251188
	359.240407

	5
	C24H38O4
	390.277009
	413.266228

	6
	C18H38O10
	414.246497
	437.235715

	7
	C20H42O11
	458.272712
	481.261930

	8
	C22H46O12
	502.298926
	525.288145

	9
	C24H50O13
	546.325141
	569.314360

	10
	C26H54O14
	590.351356
	613.340574

	11
	C28H58O15
	634.377571
	657.366789

	12
	C30H62O16
	678.403785
	701.393004

	13
	C37H68O12
	704.471077
	727.460296

	14
	C35H62O16
	738.403785
	761.393004

	15
	C42H86O15
	830.596672
	853.585890

	16
	C45H92O16
	888.638536
	911.627755


B. Negative Mode Calibrants 
	
	Elemental Formula
	Exact Mass 
	Charged Mass

	1
	C10H16O6
	232.094688
	231.087411

	2
	C10H21O5N3
	263.148120
	262.140844

	3
	C13H20O6
	272.125988
	271.118711

	4
	C13H10O9
	310.032481
	309.025205

	5
	C16H24O8
	344.147117
	343.139841

	6
	C24H18O3N2
	382.131742
	381.124466

	7
	C19H24O9
	396.142032
	395.134755

	8
	C21H26O10
	438.152597
	437.145320

	9
	C25H32O8
	460.209718
	459.202441

	10
	C21H24O14
	500.116605
	499.109329

	11
	C27H26O12
	542.142426
	541.135149

	12
	C28H24O15
	600.111520
	599.104243

	13
	C26H52O15
	604.330620
	603.323344


