LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112717\
Data File : BM013112.D

Aca On : 27 Nov 2017 15:21

Operator : SJ/JU

Sample : 16496-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617.M

Title - SVOA CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

3.563 70 81 88 rvB2 105591 224870 1.83% 0.259%
3.963 126 149 161 rBV2 779314 2331385 18.99% 2.687%
274 rBV 197297 486462 3.96% 0.561%
4.816 283 294 299 rBV 152997 354080 2.88% 0.408%
5.281 357 373 379 rBv2 198677 619201 5.04% 0.714%
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6.757 614 624 631 rBv2 89834 187265 1.53% 0.216%
6.898 642 648 649 rBvV 603569 722220 5.88% 0.832%
661 rvB 1032459 1687592 13.75% 1.945%
7.051 668 674 682 rBvV 444528 665574 5.42% 0.767%
7.251 701 708 716 rVB 618611 968441 7.89% 1.116%

(@R {cNec R NNe))
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w

11 7.710 779 786 793 rBV 864054 1327130 10.81% 1.529%
12 8.428 898 908 913 rBV 748147 1203112 9.80% 1.386%
13 8.504 913 921 933 rVB 7521351 12276226 100.00% 14.147%
14 8.863 975 982 991 rBV 584608 965474 7.86% 1.113%
15 9.580 1096 1104 1115 rBV2 532274 882287 7.19% 1.017%

16 9.951 1156 1167 1176 rVB 80474 150727 1.23% 0.174%
17 10.122 1188 1196 1204 rBV 825637 1314249 10.71% 1.515%
18 10.492 1251 1259 1266 rBV 1172326 1964117 16.00% 2.263%
19 10.633 1275 1283 1295 rBV 475465 836399 6.81% 0.964%
20 11.051 1348 1354 1359 rBV 103857 169403 1.38% 0.195%

21 11.327 1393 1401 1407 rBV 93812 152713 1.24% 0.176%
22 12.374 1563 1579 1591 rBV 1673346 4654914 37.92% 5.364%
23 13.763 1809 1815 1820 rBV 1365752 1880282 15.32% 2.167%
24 13.810 1820 1823 1832 rVB 263502 364477 2.97% 0.420%
25 14.039 1852 1862 1869 rVB 1481395 2209716 18.00% 2.546%

26 14.351 1905 1915 1923 rVB2 1712281 2637484 21.48% 3.039%
27 14.580 1948 1954 1961 rBV 492962 762655 6.21% 0.879%
28 14.786 1983 1989 1994 rBV4 88950 162283 1.32% 0.187%
29 15.215 2057 2062 2068 rVB 91263 129839 1.06% 0.150%
30 15.345 2077 2084 2090 rBV 1845033 2607889 21.24% 3.005%

31 15.462 2097 2104 2109 rBvV 174871 258739 2.11% 0.298%
32 15.857 2167 2171 2176 rVB4 134185 226826 1.85% 0.261%
33 16.356 2251 2256 2263 rBV2 118883 196846 1.60% 0.227%
34 16.445 2263 2271 2278 rBV 1447261 2074118 16.90% 2.390%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112717\
Data File : BM013112.D

Aca On : 27 Nov 2017 15:21

Operator : SJ/JU

Sample : 16496-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM111617 .M
SVOA CALIBRATION

Method
Title

35 16.515 2278 2283 2293 rVV2 388552 592999 4.83% 0.683%

36 17.098 2374 2382 2388 rBV2 2100050 3088118 25.16% 3.559%
37 17.192 2392 2398 2406 rVB2 2064642 2875127 23.42% 3.313%
38 17.892 2509 2517 2522 rBV3 84928 184309 1.50% 0.212%
39 18.021 2532 2539 2554 rBV 4771964 7305885 59.51% 8.419%
40 19.174 2730 2735 2737 rBV3 245632 348169 2.84% 0.401%

41 19.292 2750 2755 2761 rBV 1505917 1919060 15.63% 2.212%
42 19.345 2762 2764 2771 rVB2 114074 181072 1.47% 0.209%
43 19.492 2783 2789 2797 rVB 2085770 2925016 23.83% 3.371%
44 20.292 2920 2925 2933 rBV 1529550 2168479 17.66% 2.499%
45 20.380 2937 2940 2948 rVB 627186 826804 6.74% 0.953%

46 20.633 2975 2983 2993 rBV 5887657 9250804 75.36% 10.661%
47 21.003 3042 3046 3052 rBV2 469712 598076 4._.87% 0.689%
48 21.280 3088 3093 3098 rBV 2246057 2641969 21.52% 3.045%
49 23.368 3441 3448 3454 rBV 1081575 2070141 16.86% 2.386%
50 23.509 3466 3472 3482 rVB 1105399 2145319 17.48% 2.472%

Sum of corrected areas: 86776342
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013112.D

Aca On : 27 Nov 2017 15:21

Operator : SJ/JU

Sample : 16496-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM013112.D
7000000

6000000
5000000
4000000
3000000

2000000

6.03 o 10.49
1000000 3.96 6800d.25 A 843 gg6 9.58 4
9.9

3
3.56 A 4.6782 5.28 6.7 L A 11.081.33

G o A A
LI L L I L L L L L L L L L L I L L L L L L L L L L

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM013112.D

7000000
20.
6000000
5000000 18.02
4000000

3000000

20000000 1237

1000000
1k81 \14.79 15.245.46 15.86 1684 17.89

o A oA aAJUN o JUL

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM013112.D

7000000
6000000
5000000
4000000
3000000

21.28
2000000
2323751

1000000{ 21.00 ‘
A

e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013112.D

Aca On : 27 Nov 2017 15:21

Operator : SJ/JU

Sample : 16496-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Propanoic acid, 2-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.

3.56 3.39 ng/ul 224870 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl- 88 C4H802 000079-31-2 64
2 Propanoic acid. 2-methvl- 88 C4H802 000079-31-2 52
3 Propanoic acid. 2-methvl- 88 C4H802 000079-31-2 50
4 Propanoic acid. 2-methvl- 88 C4H802 000079-31-2 50
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 47

Abundance Scan 80 (3.557 min): BM013112.D (-70) (-) m/z 43.00 100.00%
43.0
5000 731 { s ﬁ
88.1 3.20 3.40 3.60 3.80
o et 20 Tm/z 41.10 0 67.71%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2063: Propanoic acid, 2-methyl-
43.0
73.0

5000 ; ....,....,. R
3.20 3.40 3.60 3.80

27.0 m/z 73.10 50.61%

88.0
0 i MM 580\ ‘
L o e o B N I e S LS
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43.0 /\—

3.20 3.40 3.60 3.80

5000 m/z 39.05 38.84%
27.0 73.0
58.0 88.0
o) RS | R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2059: Propanoic acid, 2-methyl- TP TrTreT . R REE
43.0 3.20 340 360 3.80

m/z 45.00 29.97%

5000 27.0
73.0
88.0
0 o Ll sso | ®8
S 1

m/z--> 20 40 60 80 100 120 140 160 180 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013112.D

Aca On : 27 Nov 2017 15:21

Operator : SJ/JU

Sample : 16496-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Butanoic acid, 3-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

4._.67 7.33 ng/ul 486462 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 72
2 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 59
3 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 59
4 Formic acid hvdrazide 60 CH4N20 000624-84-0 50
5 Octane, 1-(ethenylthio)- 172 C10H20S 042779-08-8 40

Abundance Scan 269 (4.669 min): BM013112.D (-257) (-) m/z 60.00 100.00%
6d.0
5000 1.1 /\\
| 871 llllllllllllllllllll
440 460 480 500
o o e e e 200 Tz 41.100 39.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4275: Butanoic acid, 3-methyl-
60.0
5000 R L LS R R
43.0 440 460 480 5.00
87.0 m/z 43.10 34 .80%
27.0 ‘
0'“'|J“'M'”‘”'“'|'“??%9”|"”l"“l"“l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60.0
4.40 4.60 4.80 5.00
m/ 39.05 29.02%
5000 41.0 z 0
87.0
0""lz?'o"l""l' "'|'"}?%9"|""|""|""|""|' T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4287: Butanoic acid, 3-methyl-
60.0 4.40 4.60 4.80 5.00

m/z 45.10 27 .13%

5000
41.0

87.0

15.0 |, ‘

0.”.,.”.,.”1 B LI B o e L A

m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013112.D

Aca On : 27 Nov 2017 15:21

Operator : SJ/JU

Sample : 16496-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Butanoic acid, 2-methyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

4.82 5.34 ng/ul 354080 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 78
2 Pentanoic acid. 2-methvl- 116 C6H1202 000097-61-0 56
3 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 56
4 Propanoic acid 74 C3H602 000079-09-4 47
5 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 40

Abundance Scan 295 (4.822 min): BM013112.D (-283) (-) m/z 74.00 100.00%
74.0
41.0
5000 57.1
87.0
| | i | ‘ 440 4.60 4.80 5.00 5.20
O e L L B B m/z 41.05 53.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4289: Butanoic acid, 2-methyl-
74.0
29.0 410 570
5000
440 4.60 4.80 5.00 5.20
87.0 m/z 57.10 45 _44%
0 o ‘w‘ 11 \‘\ ‘ 102.0
R IS SO SURIL UL SO SO SRR SURIL IULILS S R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
74.0
440 4.60 4.80 5.00 5.20
5000 43.0 m/z 87.00 33.63%
55.0 87.0
27.0
0 15.0 1010 1170
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 y
Abundance #4278: Butanoic acid, 2-methyl- Ea S RN maa )
74.0 440 4.60 4.80 5.00 5.20
m/z 39.10 23.41%
29.0 57.0
41.0
5000
87.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013112.D

Aca On : 27 Nov 2017 15:21

Operator : SJ/JU

Sample : 16496-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Pentanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

5.28 9.33 ng/ul 619201 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 78
2 Pentanoic acid 102 C5H1002 000109-52-4 72
3 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 56
4 Hexanoic acid 116 C6H1202 000142-62-1 50
5 Hexanoic acid 116 C6H1202 000142-62-1 50

Abundance Scan 373 (5.281 min): BM013112.D (-357) (-) m/z 60.00 100.00%
6d.0
5000 //l\
41.0 Y N———
87.0 5.00 520 5.40 5.60
0 ...,....|,|".|... '...'.,.-...,....,....,....,....,....,297.'9. m/z 72.95 50.27%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #4246: Pentanoic acid
60.0
5000
5.00 520 5.40 5.60
41.0 m/z 41.05 26.38%
0 .]-.5.'?.‘2‘..‘|m.‘..‘l"...‘.|8.7..(?.|....|....|....|....|....|....
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
60.0
5.00 520 5.40 5.60
5000 m/z 45.00 21.62%
41.0
87.0
S S S I SR L L S L SN SR
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #21817: Propanedioic acid, propyl-
44.0 60.0 5.00 520 5.40 5.60
m/z 55.00 18.07%
5000
27.0
m/z--> 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013112.D

Aca On : 27 Nov 2017 15:21

Operator : SJ/JU

Sample : 16496-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Hexanoic acid Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.

6.76 2.82 ng/ul 187265 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 83
2 Heptanoic acid 130 C7H1402 000111-14-8 64
3 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 64
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 59
5 Hexanoic acid 116 C6H1202 000142-62-1 50

Abundance Scan 624 (6.757 min): BM013112.D (-614) (-) m/z 60.00 100.00%
6d.0
5000 411
| 67,0 2056 640 6.60 680 7.00
o e b e m/z 73.10 53.03%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #8069: Hexanoic acid
60.0
5000
27.0 3.0 6.40 6.60 6.80 7.00
: m/z 41.10 36.69%
ll
0"'|"l"'U"'m"'”"'|""'|"1]"5'?""|""|""|""|""
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
60.0
6.40 6.60 6.80 7.00
5000 m/z 38.95 25.04%
41.0
87.0
oY HRCL0 | I N P T 0 —
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #21817: Propanedioic acid, propyl-
44.0 60.0 6.40 6.60 6.80 7.00
m/z 45.10 23.64%
5000
27.0
m/z--> 200 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013112.D

Aca On : 27 Nov 2017 15:21

Operator : SJ/JU

Sample : 16496-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Hydrocinnamic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.37 47 .40 ng/ul 4654910 Naphthalene-d8 10.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrocinnamic acid 150 C9H1002 000501-52-0 96
2 Hvdrocinnamic acid 150 C9H1002 000501-52-0 83
3 Hvdrocinnamic acid 150 C9H1002 000501-52-0 81
4 4-Nitrosophenvl-_beta.-phenvlpro... 255 C15H13NO3 1000129-40-0 80
5 Hydrocinnamic acid 150 C9H1002 000501-52-0 68
Abundance Scan 1578 (12.368 min): BM013112.D (-1563) (-) m/z 91.10 100.00%
91.1
5000 ]/\\
150.0
51.1 LN NN JUNLSN SO
12.00 12.20 12.40 12.60
74,
o o 1 2070 Tz 104.10  57.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24397: Hydrocinnamic acid
91.0
5000 150.0 12.00 12.20 12,40 12.60
m/z 150.00 33.52%
51.0
oL 210 740 | 1070 1310
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91.0
12.00 12.20 12,40 12.60
5000 150.0 m/z 77.00 21.20%
51.0
o 27.0 74.0 107.0 131.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24402: Hydrocinnamic acid T PR
91.0 12.00 12.20 12.40 12.60
m/z 78.10 18.48%
5000 150.0
0 390 6?'0 I, 107.0 131.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013112.D

Aca On : 27 Nov 2017 15:21

Operator : SJ/JU

Sample : 16496-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 2-Penten-1-one, 1-(2-hydrox... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.44 13.43 ng/ul 2074120 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Penten-1-one. 1-(2-hvdroxv-5-m... 190 C12H1402 051956-78-6 58
2 Benzene. 1-(1.1-dimethvlethvl)-3... 176 C13H20 006630-01-9 50
3 Benzene. 1-(1l-ethvlpropvl)-4-pro... 190 C14H22 054789-16-1 50
4 Benzene. 1.3-bis(1l-methvipropvl)- 190 C14H22 001079-96-5 45
5 Benzene, ethylpentamethyl- 176 C13H20 002388-04-7 42
Abundance Scan 2270 (16.439 min): BM013112.D (-2263) (-) m/z 161.00 100.00%
161.0
5000
a1 7o msa || 100 1 | 1620 Lodo 1660 1680
Y NI P P 5 NN (N . m/z 147.00 31.78%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53002: 2-Penten-1-one, 1-(2-hydroxy-5-methylpheny!)-
161.0
5000 LR BN B UL IR
16.20 16.40 16.60 16.80
135.0 m/z 162.10 24 .32%
w0, T o0 o
c..”..”..NL.”..m..L..”..”..”..”..”..”..”..”..
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
161.0
'~ 16.20 16.40 16,60 16.80
5000 m/z 190.10 14 _.31%
133.0

50 410 770 1050

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53167: Benzene, 1-(1-ethylpropyl)-4-propyl- T e
161.0 16.20 16.40 16.60 16.80

m/z 77.00 9.75%
5000
43.0 9L0 4330
190.0
150\\ 65.0 ‘ ‘ \

Ob A e e e

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80

SOM-EPA-BM111617.M Tue Nov 28 14:01:53 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013112.D

Aca On : 27 Nov 2017 15:21

Operator : SJ/JU

Sample : 16496-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Tetradecanoic acid Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
16.52 3.84 ng/ul 592999 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Dodecanoic acid 200 C12H2402 000143-07-7 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 2284 (16.521 min): BM013112.D (-2278) (-) m/z 72.95 100.00%
73.0
41.0
5000
129.1 185.1
97.1 228.2 16.20 16.40 16.60 16.80
157.1 07.9 : . : :
0 m/z 41.00 72.21%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #84452: Tetradecanoic acid
73.0
43.0
5000 129.0 AR DAL R
185.0 mmmmmmmm
97.0 28,0 m/z 60.00  64.38%
ol ??‘-b \ , Hlﬂl\,m,\, IH‘M Al BT L2000 |
m/z--> 60 100 120 140 160 180 200 220
Abundance
43.0 73.0
16.20 16.40 16.60 16.80
5000 129.0 228.0 m/z 43.10 58.53%
185.0
97.0
o 18.0 149.0166.0 209.0
m/z--> 25 4b eb éo 160 120 150 1éo 180 260 250
Abundance #61122: Dodecanoic acid T e
73.0 16.20 16.40 16.60 16.80
m/z 55.05 53.71%
5000 43.0 129.0
157.0
1010
200.0
I (T 1 .----.---- \‘ s eI o
m/z--> 20 40 60 100 120 140 160 180 200 220 mmmmmmmm

SOM-EPA-BM111617.M Tue Nov 28 14:01:54 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013112.D

Aca On : 27 Nov 2017 15:21

Operator : SJ/JU

Sample : 16496-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.02 47 .32 ng/ul 7305890 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 90
Abundance Scan 2539 (18.021 min): BM013112.D (-2532) (-) m/z 73.00 100.00%
431 730
5000 129.1
970 213.2
' 1571 1851 282 o "' 17.80 18.00 18.20 18.40
0 . m/z 43.10 83.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

17.80 18.00 18.20 18.40
256.0 m/z 41.05 82.33%

157.0 1g50 213.0

J‘u' 83.0
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

-

Abundance
43.0 73.0
17.80 18.00 18.20 18.40
5000 256.0 m/z 59.95 81.20%
129.0
97.0 213.0
157.0 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid SRS REEEE e L
73.0 17.80 18.00 18.20 18.40
43.0 m/z 55.05 75.87%
5000 129.0

%

9.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

T T T T
17.80 18.00 18.20 18.40

SOM-EPA-BM111617.M Tue Nov 28 14:01:54 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013112.D

Aca On : 27 Nov 2017 15:21

Operator : SJ/JU

Sample : 16496-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 unknown-01 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.17 2.25 ng/ul 348169 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecanone 182 C12H220 000830-13-7 35
2 Cvclododecanone 182 C12H220 000830-13-7 30
3 Cvclododecanone 182 C12H220 000830-13-7 25
4 Octanoic acid. 7-oxo- 158 C8H1403 014112-98-2 25
5 7-Hexadecanone 240 C16H320 1000341-96-8 22
Abundance Scan 2734 (19.168 min): BM013112.D (-2730) (-) m/z 43.10 100.00%

5000 69.0 971

=

221.0 2509 283.1 355.9 18.80 19.00 19.20 19.40

(0} m/z 55.10 79.57%
m/z--> 50 100 150 200 250 300 350
Abundance #47166: Cyclododecanone
41.0
710 98.0 18.80 19.00 19.20 19.40
' m/z 41.10 67.84%
125.0 182.0
MH‘\ " } al \1530 ‘
ob— o [ P T
m/z--> 50 100 150 200 250 300 350
Abundance
41.0
A RmamEEEE
o o 18.80 19.00 19.20 19.40
5000 182.0 m/z 69.05 43.60%
125.0
153.0
O T s
m/z--> 50 100 150 200 250 300 350
Abundance #47167: Cyclododecanone B RRE RS e —
41.0 18.80 19.00 19.20 19.40

m/z 58.00 41 _.09%

5000 %8.0

125.0 182.0
miz--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40

~
[y
o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013112.D

Aca On : 27 Nov 2017 15:21

Operator : SJ/JU

Sample : 16496-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.29 14 .53 ng/ul 1919060 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93

Abundance Scan 2755 (19.292 min): BM013112.D (-2750) (-) m/z 43.10 100.00%

431 730
5000 129.1

10100 1020 10/40 19,60
o’ m/z 73.00 99.49Y%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0

19.00 19.20 19.40 19.60
m/z 55.10 82.89%

0 : :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 |, 73.0
_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l_

19.00 19.20 19.40 19.60

5000 129.0 m/z 60.00 79.63%
g0 185.0
: 241.0 284.0
157.0 207.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131259: Octadecanoic acid R e A & SRR
43.0 730 19.00 19.20 19.40 19.60
' m/z 41.10 79.60%
5000 \—L“
d2d b A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. OO 19 20 19. 40 19 60

SOM-EPA-BM111617.M Tue Nov 28 14:01:56 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013112.D

Aca On : 27 Nov 2017 15:21

Operator : SJ/JU

Sample : 16496-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 unknown-02 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.29 16.42 ng/ul 2168480 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Heptadecanone 254 C17H340 000540-08-9 45
2 Cvclododecanone 182 C12H220 000830-13-7 42
3 9-Octadecanone 268 C18H360 018394-00-8 35
4 Octane. 4-ethvl- 142 C10H22 015869-86-0 25
5 Decane, 5-propyl- 184 C13H28 017312-62-8 25
Abundance Scan 2925 (20.292 min): BM013112.D (-2920) (-) m/z 55.10 100.00%
54.1
5000 71 1411 \vv-“4,“__-~}L«A¥\»~AM/\ww~ﬂ
\ 185.1 A s s
20.00 20.20 20.40 20.60
ol Ly .|'|-. \pi3.22303 2811 3249351 75 71.05  84.85%
m/z--> 50 100 150 200 250 300 350
Abundance #105854: 9-Heptadecanone
43.0 710 141.0
5000
20.00 20.20 20.40 20.60
113.0 69.0 m/z 41.05 78.98%
o f -‘““-““l Lol ﬁl | 210 2840
m/z--> 50 100 150 200 250 300 350
Abundance
41.0
71.0 20,00 20.20 20.40 20.60
5000 9.0 m/z 43.05 76.73%
125.0 182.0
0 154.0
m/z--> §o 160 1%0 260 2%0 300 350
Abundance #117609: 9-Octadecanone L EE manas Bt
430 719 20.00 20.20 20.40 20.60
m/z 57.05 72 .69%
5000
141.0
110.0
ol ‘: |‘ MIMIJI ‘l‘iu‘\u J }]I-?IIO(I)I |2|25|0|||||| ———t : R B Ea T
m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60

SOM-EPA-BM111617.M Tue Nov 28 14:01:56 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013112.D

Aca On : 27 Nov 2017 15:21

Operator : SJ/JU

Sample : 16496-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 unknown-03 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.38 6.26 ng/ul 826804 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Dihvdro-5-acenaphthvlenamine 169 C12H11N 004657-93-6 38
2 Benzlcdlindol-2(1H)-one 169 C11H7NO 000130-00-7 35
3 4-Amino-3-mercaptobenzoic acid 169 C7H7NO2S 014543-45-4 35
4 2.3-Dihvdrothienol3.4-b1l1.41dio... 225 C10H11NO3S 1000304-19-7 35
5 Benz[cd]indol-2(1H)-one 169 C11H7NO 000130-00-7 30
Abundance Scan 2940 (20.380 min): BM013112.D (-2937) (-) m/z 169.10 100.00%
160.1
o T A,jt
8'11290 0 2020 20.40 20.60
. 20.00 20.20 20.40 20.60
ol 227.3 269.2 312.2 356.3 415.3 m/z 55.10 49 _90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #37592: 1,2-Dihydro-5-acenaphthylenamine
160.0
5000 NSNS BN DU
20.00 20.20 20.40 20.60
83.0 m/z 69.10 41.37%
I e
m/z--> 50 100 150 200 250 300 350 400
Abundance
169.0
20.00 20.20 20.40 20.60
5000 m/z 41.10 37.08%
114.0
. 390 70-0
m/z--> 55 160 1éo 260 250 360 3%0 460
Abundance #37710: 4-Amino-3-mercaptobenzoic acid S B mus I
169.0 20.00 20.20 20.40 20.60
m/z 57.10 29.08%
5000
124.0
0 8?.01 J\“Ml
L e e T R I NSNS DL DU
m/z--> 50 100 150 200 250 300 350 400 20.00 20.20 20.40 20.60

SOM-EPA-BM111617.M Tue Nov 28 14:01:57 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013112.D

Aca On : 27 Nov 2017 15:21

Operator : SJ/JU

Sample : 16496-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 9H-Xanthen-9-one, 1-hydroxy- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.63 70.03 ng/ul 9250800 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Xanthen-9-one. 1-hvdroxv- 212 C13H803 000719-41-5 90
2 9H-Xanthen-9-one. 2-hvdroxy- 212 C13H803 001915-98-6 86
3 9H-Xanthen-9-one. 1-hvdroxy- 212 C13H803 000719-41-5 81
4 4.7-Dihvdroxv-1.10-phenanthroline 212 C12H8N202 003922-40-5 72
5 2-Methyl-3,4-quinolinedicarboxyl... 212 C12H8N202 027295-64-3 72

Abundance Scan 2983 (20.633 min): BM013112.D (-2975) (-) m/z 212.05 100.00%
21p.1
5000 k_
1281 o 040 20160 20580 2100
63.0 102.0 155.0 ) ) ) )
ol 30l i bl L 2461 2811 31133411 m/z 183.95 22.08%
m/z--> 50 100 150 200 250 300 350
Abundance #71157: 9H-Xanthen-9-one, 1-hydroxy-
212.0
5000 IRBAAARN |kr"|""|"'
20.40 20.60 20.80 21.00
184.0 m/z 128.05 18.99%
o280 030 920 12801550 7 |
m/z--> 55 160 1%0 260 2éo 360 350
Abundance
212.0
" 2040 20.60 20.80 21.00
5000 m/z 127.00 14 .07%
51.0 920 128.01550184.0
ol 4 2 L
m/z--> 55 160 1%0 260 2éo 360 3%0
Abundance #71160: 9H-Xanthen-9-one, 1-hydroxy-
212.0 20.40 20.60 20.80 21.00
m/z 213.05 13.97%
5000
51.0 92‘.0 12?.0155.0 18?-.0
0|||J|“|'||‘|||| — T — T — T T S e B B S R B B B B B
m/z--> 55 160 1%0 260 2éo 360 3%0 20h0 20%0 2&80 2150

SOM-EPA-BM111617.M Tue Nov 28 14:01:58 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013112.D

Aca On : 27 Nov 2017 15:21

Operator : SJ/JU

Sample : 16496-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 1-Heneicosanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.00 4 .53 ng/ul 598076 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94
Abundance Scan 3045 (20.997 min): BM013112.D (-3042) (-) m/z 43.10 100.00%
43.1 83.1
5000 Miw
i 2060 20,80 2100 2150 2140
42210 268 357.0 : - : : :
| U 401.0 9 "m/z 55.10 99.30%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
550 o4
5000 AU R A B
mmmmmmmmmm
m/z 83.10 94 .95%
miz--> 0 éo 160 150 260 2%0 360 3éo 460 4%0
Abundance
57.0 97.0
20,60 20.80 21.00 21.20 21.40
5000 m/z 57.10 94 _.25%
139.0
0l19.0 181.0222.0 264.0 308.0
miz--> 0 éo 160 1éo 260 250 360 3éo 460 4%0
Abundance #166292: Behenic alcohol e BEEEREE e
4 83 20.60 20.80 21.00 21.20 21.40
‘ m/z 97.05 88.80%
5000
25.0
0 Ll | | , 167.0 210.0 280.0
miz--> 0 % ﬁ01% ﬁ £o3& @ 604% ' 2%wwwmmuwua
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM112717\
Data File : BM013112.D

Acq On : 27 Nov 2017 15:21

Operator : SJ/JU

Sample : 16496-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111617 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propanoic acid, 2... 3.56 3.4 ng/ul 224870 1 7.71 1327130 20.0
Butanoic acid, 3-... 4._67 7.3 ng/ul 486462 1 7.71 1327130 20.0
Butanoic acid, 2-... 4.82 5.3 ng/ul 354080 1 7.71 1327130 20.0
Pentanoic acid 5.28 9.3 ng/ul 619201 1 7.71 1327130 20.0
Hexanoic acid 6.76 2.8 ng/ul 187265 1 7.71 1327130 20.0
Hydrocinnamic acid 12.37 47_.4 ng/ul 4654910 2 10.49 1964120 20.0
2-Penten-1-one, 1... 16.44 13.4 ng/ul 2074120 4 17.10 3088120 20.0
Tetradecanoic acid 16.52 3.8 ng/ul 592999 4 17.10 3088120 20.0
n-Hexadecanoic acid 18.02 47.3 ng/ul 7305890 4 17.10 3088120 20.0
unknown-01 19.17 2.3 ng/ul 348169 4 17.10 3088120 20.0
Octadecanoic acid 19.29 14.5 ng/ul 1919060 5 21.28 2641970 20.0
unknown-02 20.29 16.4 ng/ul 2168480 5 21.28 2641970 20.0
unknown-03 20.38 6.3 ng/ul 826804 5 21.28 2641970 20.0
9H-Xanthen-9-one, ... 20.63 70.0 ng/ul 9250800 5 21.28 2641970 20.0
1-Heneicosanol 21.00 4.5 ng/ul 598076 5 21.28 2641970 20.0
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