LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOMO2.2-EPA-BM052016 .M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.110 61 89 95 rvB 143089 724080 1.76% 0.318%
2 3.698 166 189 192 rBvY 120165 453114 1.10% 0.199%
3 4.098 226 257 260 rBVY 206150 1118105 2.71% 0.492%
4 4.869 356 388 391 rBvV2 214348 1196712 2.90% 0.526%
5 5.034 394 416 419 rVB 191546 790898 1.92% 0.348%
6 5.492 463 494 497 rBV 233087 1179074 2.86% 0.518%
7 6.945 711 741 745 rBV 180046 748130 1.82% 0.329%
8 7.828 883 891 897 rBV 490218 802516 1.95% 0.353%
9 8.592 1016 1021 1033 rVB 1013026 1653057 4_.01% 0.727%
10 10.239 1295 1301 1313 rVB 301256 522268 1.27% 0.230%

11 10.616 1357 1365 1374 rBV 709560 1218942 2.96% 0.536%
12 11.263 1449 1475 1499 rBV 658972 2872876 6.97% 1.263%
13 12.116 1612 1620 1629 rBV 1003381 1688406 4._.10% 0.742%
14 12.486 1668 1683 1693 rBV 603459 1695764 4.11% 0.746%
15 13.868 1911 1918 1922 rBV 521716 748918 1.82% 0.329%

16 13.915 1922 1926 1933 rVB 380980 530154 1.29% 0.233%
17 14.151 1960 1966 1973 rVB 576005 882945 2.14% 0.388%
18 14.286 1979 1989 1996 rBV 495674 892334 2.17% 0.392%
19 14.457 2005 2018 2032 rBV3 1050246 1836576 4._46% 0.808%
20 15.451 2181 2187 2193 rBV 797778 1184434 2.87% 0.521%

21 16.615 2378 2385 2392 rBV 882059 1397594 3.39% 0.615%
22 17.203 2480 2485 2490 rVB 1295087 1921785 4.66% 0.845%
23 17.298 2495 2501 2508 rVVv2 874000 1322561 3.21% 0.582%
24 17.386 2510 2516 2528 rVV 1000355 1587215 3.85% 0.698%
25 17.515 2532 2538 2543 rVB 899635 1325596 3.22% 0.583%

26 17.580 2543 2549 2555 rBV 745474 978370 2.37% 0.430%
27 18.174 2632 2650 2667 rBV 7048211 25409275 61.66% 11.173%
28 18.774 2748 2752 2757 rBV 530526 768417 1.86% 0.338%
29 18.950 2778 2782 2789 rVB 531744 659871 1.60% 0.290%
30 19.327 2828 2846 2854 rBV3 2345094 12448646 30.21% 5.474%

31 19.450 2854 2867 2878 rVV 8693739 26856677 65.17% 11.809%
32 19.556 2882 2885 2887 rVvVv 424148 499572 1.21% 0.220%
33 19.592 2887 2891 2896 rVB 889293 1263502 3.07% 0.556%
34 20.333 3013 3017 3021 rBV 3435061 4138636 10.04% 1.820%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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
Title

Z :\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

35 20.480 3036 3042 3054 rVB3 1180796 2351339 5.71% 1.034%

36 20.827 3098 3101 3105 rBV 292812 451244 1.09% 0.198%
37 21.086 3143 3145 3149 rVB 562204 577519 1.40% 0.254%
38 21.215 3162 3167 3175 rVB2 2733427 3706666 8.99% 1.630%
39 21.386 3192 3196 3203 rVB 1749299 3136133 7.61% 1.379%
40 22.574 3394 3398 3408 rVB 397017 633601 1.54% 0.279%

41 23.527 3555 3560 3572 rVB2 667509 1510209 3.66% 0.664%
42 23.674 3579 3585 3592 rBV2 1091685 2123346 5.15% 0.934%
43 24.132 3657 3663 3673 rVB 693259 1506478 3.66% 0.662%
44 24.774 3753 3772 3789 rVB2 10552714 41210766 100.00% 18.120%
45 25.044 3802 3818 3821 rBV3 5717219 20783402 50.43% 9.139%

46 25.097 3822 3827 3832 rVB 5523403 11620207 28.20% 5.109%
47 25.626 3909 3917 3928 rVB3 1482779 4707954 11.42% 2.070%
48 25.862 3950 3957 3965 rBv4 798312 2269548 5.51% 0.998%
49 26.197 4004 4014 4022 rBV2 1729764 5405569 13.12% 2.377%
50 26.479 4048 4062 4074 rBV2 3796467 12976302 31.49% 5.706%

51 26.832 4112 4122 4129 rBV3 1453296 5001661 12.14% 2.199%
52 26.915 4130 4136 4144 rVB4 1519541 4137331 10.04% 1.819%

Sum of corrected areas: 227426295
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM052016 .M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM005578.D

1le+07
8000000
6000000
4000000

2000000
8.59

311 370 4.10 48903 5.49 6.95 7,'\83 10.24

0 — P WY = ) A A A A
LI e e e B B B I I e B L B B B B

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM005578.D

10.62 11.26

1e+07
19.45

8000000

18.17

6000000

4000000

2000000

04
Time-->
Abundance TIC: BM005578.D
24.77

1e+07

8000000

6000000

4000000

20000004

T

Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 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\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Concentration Rank 23

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

3.11 18.05 ng/ul 724080 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid 74 C3H602 000079-09-4 91
2 Propanoic acid 74 C3H602 000079-09-4 86
3 Propanoic acid 74 C3H602 000079-09-4 53
4 Ethyl ether 74 C4H100 000060-29-7 9
5 Isoxazolidine 73 C3H7NO 000504-72-3 9

Abundance Scan 89 (3.110 min): BM005578.D (-61) (-) m/z 74.00 100.00%
45 74
5000 57
3 2 53| 2.80 3.00 3.20 3.40
TR TP i /z 45.00 82.36Y%
s L L A AN AR NN LA NEAR) RARR RARANRARAA NAARA LALRS RAAR) RARR RARAR m/z - - ¢
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #793: Propanoic acid
2 45 74
5000 57 IS NRARE SRR RN AR
2.80 3.00 3.20 3.40
m/z 73.00 64 .58%
oo 5w 2B a2 |
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
28
74
2.80 3.00 3.20 3.40
5000 45 m/z 57.10 44.26%
57
0 121518 25 |81 37 42 53|/ 60 71
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #795: Propanoic acid
28 74 2.80 3.00 3.20 3.40
m/z 55.00 28.62%
45
5000
57
m/z--> 5 10 1'5 20 25 30 3'5 4'0 4'5 50 5'5 6|0 65 70 7'5 80 85 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2 Propanoic acid, 2-methyl- Concentration Rank 29

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

3.70 11.29 ng/ul 453114 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 90
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 83
3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 83
4 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 50
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 49

Abundance Scan 189 (3.698 min): BM005578.D (-166) (-) m/z 43.05 100.00%
43
5000 73 { j
|% 88 207 340 3.60 3.80 4.00
ottt e e m/z 41.10 53.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2031: Propanoic acid, 2-methyl-
43
5000 27 rrTprTr T T T T e T T
3 340 3.60 3.80 4.00
! m/z 73.10 43.59%

NI
S L S S S S S S L LI AL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43

3.40 3.60 3.80 4.00
5000 27 m/z 39.10 22.09%

73
55 88
O T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance : i i

#2027: Propanoic acid, 2-methyl- R e R mEE e
43 3.40 3. 60 3. 80 4. 00
m/z 45.00 18.85%

5000
27 73 //l
88
Oh L2 “ g 22 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Concentration Rank 15

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

4.10 27.87 ng/ul 1118110 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 86
2 Butanoic acid 88 C4H802 000107-92-6 72
3 Hexanoic acid 116 C6H1202 000142-62-1 9
4 Benserazide 257 C10H15N305 000322-35-0 9
5 4-Bromobutyric acid 166 C4H7Bro02 002623-87-2 9

Abundance Scan 257 (4.098 min): BM005578.D (-226) (-) m/z 60.00 100.00%
60
5000 73
3.80 4.00 4.20 4.40
0 ”.,.”.m“”. e B e 2 Tm/z 73.00  35.58%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #1989: Butanoic acid
60
5000
73 3.80 4.00 4.20 4.40
7 M m/z 42.00 24 .46%
0"'IJL'HM'”'”"'Iﬁg'l"”I""I”"I"'W""I”"
m/z--> 60 80 100 120 140 160 180 200
Abundance
60
380 4.00 420 440
5000 m/z 41.05 22.99Y%
73
27 41
15 88
e S S I SR L S S L SN W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7850: Hexanoic acid  EREE e e e  EE
60 380 4.00 420 4.40

m/z 45.00 19.01%

5000
27 u 73

A
o b 101 118

m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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, 3-methyl- Concentration Rank 13

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

4._.87 29.82 ng/ul 1196710 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 83
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
3 Formic acid hydrazide 60 CH4N20 000624-84-0 47
4 1,2-Hydrazinedicarboxaldehyde 88 C2H4N202 000628-36-4 38
5 Pentanoic acid 102 C5H1002 000109-52-4 33

Abundance Scan 388 (4.869 min): BM005578.D (-356) (-) m/z 60.00 100.00%
60
5000 43 ////4k
87 UREEE AR SR RS S
37| | | o 69 460 480 500 5.20
O I T B o e o I m/z 43.10 39.15%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4193: Butanoic acid, 3-methyl-
60
5000 a1 460 480 500 520
27 g7 m/z 41.05 36.76%
|

0 ‘w a7 53 |, 69 75 81 100
,,,,, A e e o e N S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance

60

4.60 4.80 5.00 5.20

5000 m/z 45.00 24 _.29%
41
27 87
15 47 53 69 102
o) R I N PRGN 11 . A P8 O HM |-,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 /
Abundance #292: Formic acid hydrazide et
60 4.60 4.80 5.00 5.20

m/z 39.05 20.28%

5000 43

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Butanoic acid, 2-methyl- Concentration Rank 21

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

5.03 19.71 ng/ul 790898 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 78
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 64
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 50
4 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 43
5 Propanoic acid 74 C3H602 000079-09-4 25

Abundance Scan 415 (5.028 min): BM005578.D (-394) (-) m/z 74.00 100.00%
)
57
5000 4l
87
4.60 4.80 5.00 5.20 5.40
51
0...,....,....,....|,:-.|..,'.-.|.|:-,...fo,.|'..,....,....,....,. m/z 57.10 56.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4185: Butanoic acid, 2-methyl-
74
29 57
41
5000
4.60 4.80 5.00 5.20 5.40
87 m/z 41.05 49.80%
0 ]75 I ‘ M‘ 51‘”‘ ‘\ 102
LU UL SR LN SR UL LR FULRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
74
29
41 57 460 4.80 5.00 5.20 5.40
5000 m/z 87.10 25.65%
87
51 67 102
e S R S SIS SR IS IULILS IULILS SIS I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4196: Butanoic acid, 2-methyl- ,....,....,....,..../,/./.\.
57 74 4.60 4.80 5.00 5.20 5.40
m/z 73.00 18.75%
29 4
5000
87
o 1B Ll s1y e8| 101
miz--> 10 20 30 40 50 60 70 80 90 100 110 | | 460 4.80 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Pentanoic acid Concentration Rank 14

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

5.49 29.38 ng/ul 1179070 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 86
2 Pentanoic acid 102 C5H1002 000109-52-4 72
3 Butanoic acid 88 C4H802 000107-92-6 72
4 Butanoic acid 88 C4H802 000107-92-6 56
5 Pentanoic acid 102 C5H1002 000109-52-4 56

Abundance Scan 494 (5.492 min): BM005578.D (-463) (-) m/z 60.00 100.00%
60
5000 73
" o1 Tiho 50 560 SBO
106 : : :
0 ..,....,....,....|,|!|.|..?1..|!-. e 28 T Tm/z 73.00  42.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4159: Pentanoic acid
60
5000
73 520 5.40 5.60 5.80
- 41 m/z 41.05 19.68%
0 15 H ‘ ‘H ‘47 53‘\\ | , 87 101
miz--> 10 20 30 40 50 60 70 8 9 100 110
Abundance
60
520 540 560 580
5000 73 m/z 45.00 16.01%
29 41
0 15 47 53 87 101
miz--> 10 20 30 40 50 60 70 8 9 100 110
Abundance #1989: Butanoic acid R R BRREEEEETE e
60 520 5.40 5.60 5.80

m/z 55.10 13.58%

5000
73
27 41

18 [, |47 s3, 67 81 88

L0 L B e e o e B S EmmmEm s e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Hexanoic acid Concentration Rank 22

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

6.95 18.64 ng/ul 748130 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 83
2 Hexanoic acid 116 C6H1202 000142-62-1 83
3 Hexanoic acid 116 C6H1202 000142-62-1 83
4 Pentanoic acid 102 C5H1002 000109-52-4 78
5 Pentanoic acid 102 C5H1002 000109-52-4 72

Abundance Scan 742 (6.951 min): BM005578.D (-711) (-) m/z 60.00 100.00%
60
5000 3
41
87 rryrrTTTy T T T T TR T T T
6.60 6.80 7.00 7.20
o..,....,....,....|,~.||.|..,‘L.3?|!|. e w/z 73.00  51.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7851 Hexanoic acid
60
5000 73 SRS SR L SR
27 4l 6.60 6.80 7.00 7.0
g7 m/z 41.10 32.26%
o 35 \‘\47 53 | 67 |, 80 | 9399
m/z--> fo 25 35 4b 55 60 fo 85 do 160 1io 150
Abundance
60
6.60 6.80 7.00 7.20
5000 73 m/z 43.10 20.80%
27 4
87
Ot L7 23 Y 67, ] 80 | 101 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7849: Hexanoic acid
60 6.60 6.80 7.00 7.20
m/z 45.00 19.51%
5000 73
27 87
0 18 || ‘\\\ 53 || 67, 1, 80 99 116
m/z--> 1'0 2'0 3'0 ' 5I 60 7'0 8|0 9'0 1(')0 11'0 150 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Benzeneacetic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.26 47.14 ng/ul 2872880 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 90
2 Benzeneacetic acid 136 C8H802 000103-82-2 87
3 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 78
4 p-Methylbenzeneboronic acid 136 C7H9BO2 005720-05-8 64
5 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 59

Abundance Scan 1475 (11.263 min): BM005578.D (-1449) (-) m/z 91.10 100.00%

91
5000
136

65 LIS L L L L LB LN B
39 51 77 11.00 11.20 11.40 11.60
o) ) .-.-'..,-'....~,..'I.,1.97.1.1?....~,....,....,.. m/z 136.10 27.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15709: Benzeneacetic acid
91
5000 136 LIS L L L L L LB LN B

11.00 11.20 11.40 11.60
m/z 92.10 17.92%

39 65
0 v 51 | 77 | 105 118
L o e e L A e e e B N B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
91

11.00 11. 20 11. 40 11.60
5000 m/z 65.10 17.12%

136
65
0 27 39 51 77 102
L o e e e L A e e B N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance : ioi i

#43208: Propanedioic acid, phenyl- LB o e e e
91 11. OO 11. 20 11. 40 11. 60

m/z 63.00 7.40%

5000
44 136
65
16 28 | 53 | 77 | 107118 ‘ 180
ol

m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.20 11.40 11.60

SOMO2.2-EPA-BM052016.M Tue May 24 08:02:26 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Indole Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.12 27.70 ng/ul 1688410 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indole 117 C8H7N 000120-72-9 94
2 Indole 117 C8H7N 000120-72-9 94
3 Indole 117 C8H7N 000120-72-9 91
4 Benzyl nitrile 117 C8H7N 000140-29-4 91
5 Indolizine 117 C8H7N 000274-40-8 90
Abundance Scan 1621 (12.121 min): BM005578.D (-1612) (-) m/z 117.10 100.00%
117
5000 90
63 11.80 12,00 12.20 12.40
39 50 : : : :
Obrr et 0 74 8l Tm/z 90.10  45.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8324 Indole

11.80 12.00 12.I20 12.40
m/z 89.10 35.82%

5000

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117
—
11.80 12.00 12.20 12.40
5000 90 m/z 63.00 14.60%
63
28 39 50 74
O o e L e O B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #8322: Indole B N  aRm
117 11.80 12.00 12.20 12.40
m/z 118.10 8.95%
5000 90
63
o 14 28 39 5157 [ 74 ‘ i
B e L I S S ey — e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.80 12.00 12.20 12.40

SOMO2.2-EPA-BM052016.M Tue May 24 08:02:27 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M

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

Concentration Rank 16

Peak Number 10 Benzenepropanoic acid

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

12.49 27.82 ng/ul 1695760 Naphthalene-d8 10.62

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenepropanoic acid 150 C9H1002 000501-52-0 93

2 Benzylmalonic acid 194 C10H1004 000616-75-1 91

3 4-Nitrosophenyl-_beta.-phenylpro... 255 C15H13N03 1000129-40-0 91
4 Benzenepropanoic acid 150 C9H1002 000501-52-0 81

5 Benzenepropanoic acid 150 C9H1002 000501-52-0 80

Abundance Scan 1684 (12.492 min): BM005578.D (-1668) (-) m/z 91.05 100.00%

o
104
5000
150
77

3 5ﬁ 6 || | 122137 12.20 12.40 12.60 12.80
Ot et et e e e e e m/z 104.05 54 _.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23322: Benzenepropanoic acid A/L
a1
104
5000 150 T T T T T T

12.20 12.40 12.60 12.80
m/z 150.10 32.35%

78
51 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
91

12.20 12. 40 12. 60 12.80

104

m/z 77.10 20.49%
5000 150
77
27 51
0 14 64 131
LA e B A RARES EEEa B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91419: 4-Nitrosophenyl-.beta.-phenylpropionate
il 12.20 12.40 12.60 12.80
m/z 105.10 16.97%
5000 104
150
51
R N S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.20 12.40 12.60 12.80

SOMO2.2-EPA-BM052016.M Tue May 24 08:02:28 2016

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2H-Indol-2-one, 1,3-dihydro- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
14.29 9.72 ng/ul 892334 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 95
2 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 94
3 1H-Indole, 2,3-dihydro-4-methyl- 133 C9H11IN 062108-16-1 94
4 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 94
5 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 87
Abundance Scan 1990 (14.292 min): BM005578.D (-1979) (-) m/z 104.10 100.00%
104 133
5000 8
51
39 || 63 0 89 o 14.00 14.20 14.40 14.60
o S| Y UL BT RO AW | | R m/z 133.10 93.31%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14238: 2H-Indol-2-one, 1,3-dihydro-
104 133
5000 78 'A'I""I""I""I""
14.00 14.20 14.40 14.60
51 m/z 78.10 49.30%
o Al 8 e | |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
104 133
78 14.00 14.20 14.40 14.60
5000 m/z 105.10 42 .26%
51
27 39 63 89
R RN R RN NS RS RAARA RRARS LN LRSS LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14279: 1H-Indole, 2,3-dihydro-4-methyl- P\ SN 11 NN —
133 14.00 14.20 14.40 14.60
m/z 51.00 19.60%
104
5000
78
oL 27 3 3l 63 | 89 I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 14.00 14.20 14.40 14.60

SOMO2.2-EPA-BM052016.M Tue May 24 08:02:29 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Tetradecanoic acid Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
16.62 14 .54 ng/ul 1397590 Phenanthrene-d10 17.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 80
Abundance Scan 2386 (16.621 min): BM005578.D (-2378) (-) m/z 73.00 100.00%
5000 /k__
" 16.40 16.60 16.80 17.00
0 m/z 60.00 85.71%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75070: Tetradecanoic acid
73
N
5000 R UL BB U R
129 1640 16.60 16.80 17.00
185 928 m/z 43.10 73.15%
101
0 RN ‘:‘“““:“Wi‘““:w:ﬁs‘7‘ ‘ IR RE S R e S R
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 |73
"' 1640 16.60 16.80 17.00
5000 129 228 m/z 41.10 66.47%
185
0 15 9 157
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75072: Tetradecanoic acid e B EEE na e ma e
78 16.40 16.60 16.80 17.00
43 m/z 55.05 63.20%
5000 129
185
228
o5 9 57
miz--> 0 50 100 150 200 250 300 350 400 450 500 "1646 1ééo'i686 1566'

SOMO2.2-EPA-BM052016.M Tue May 24 08:02:30 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Pentadecanoic acid Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
17.39 16.52 ng/ul 1587220 Phenanthrene-d10 17.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83

Abundance Scan 2517 (17.392 min): BM005578.D (-2510) (-) m/z 73.00 100.00%

5000

N

17.00 17.20 17.40 17.60 17.80
o’ m/z 60.00 83.78%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83686: Pentadecanoic acid
43 73
5000 129

242 17.00 17.20 17.40 17.60 17.80
m 199 m/z 43.10 76.83%
0 M\u d ‘\\‘\u '""""I""I""I""I""I

LT

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
43 73
AR BEE e S
17.00 17.20 17.40 17.60 17.80
5000 m/z 55.10 68.30%
129 242
101 171199
oA e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75072: Tetradecanoic acid e S A E e mEE s S
73 17.00 17.20 17.40 17.60 17.80
43 m/z 41.10 67 .20%
5000 129
185
228
9
oL15 57
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00 17.20 17. 40 17.60 17. 80

SOMO2.2-EPA-BM052016.M Tue May 24 08:02:31 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Caffeine Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
17.52 13.80 ng/ul 1325600 Phenanthrene-d10 17.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caffeine 194 C8H10N402 000058-08-2 98
2 Caffeine 194 C8H10N402 000058-08-2 95
3 Caffeine 194 C8H10N402 000058-08-2 94
4 Caffeine 194 C8H10N402 000058-08-2 91
5 1,4-Dimethyl-4,5,7,8-tetrahydroi... 194 C8H10N402 130063-15-9 53
Abundance Scan 2539 (17.521 min): BM005578.D (-2532) (-) m/z 194.10 100.00%
194
5000 109
67
4 [ 137165 17.20 17.40 17.60 17.80
o bk 2L ee 45 583 1/7709.10  46.22%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52317: Caffeine
194
109
5000 55 U DL B B SR
82 ﬂ%ﬂ%ﬂmﬂ%
m/z 67.00 34.40%
15 I 137165
Ol|‘|‘|l|“H|‘l|‘|‘|“||“|||‘||||||||||||||||||||||||||||||||||||
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
194
109 17.20 17.40 17.60 17.80
5000 55 m/z 55.10 27 .54%
82
o 27 137165
m/z--> 6 56 160 1%0 200 250 300 3éo 460 4%0 560
Abundance #52320: Caffeine AR R B e S
194 17.20 17.40 17.60 17.80
m/z 82.10 25.03%
109
5000 67
\ZFJ J 1361(?5
- e
m/z--> c') 5'0 1(')0 1%0 200 250 300 3&'30 4(')0 4%0 5(')0 ! 17.20 17.40 17.60 17.80

SOMO2.2-EPA-BM052016.M Tue May 24 08:02:32 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 (DEL) Alkane: Cyclicl7.58 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
17.58 10.18 ng/ul 978370 Phenanthrene-d10 17.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 95
2 Cyclohexadecane 224 C16H32 000295-65-8 91
3 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
4 Cyclotetradecane 196 C14H28 000295-17-0 91
5 1-Pentadecanol 228 C15H320 000629-76-5 91
Abundance Scan 2549 (17.580 min): BM005578.D (-2543) (-) m/z 55.10 100.00%
55 83
5000
140163196 17.20 17.40 17.60 17.80
O ,....,l.l.-.,il.‘?f‘..',??.“. 8 M5 53 n/7 83.10 86.85%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #53614: 1-Tetradecene
43
17.20 17.40 17.60 17.80
m/z 69.10 84 .46%
e h 0165196
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55 g3
17.20 17.40 17.60 17.80
5000 m/z 43.10 81.75%
111
2f 139167196224
O Tt e e BT
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #89785: 5-Octadecene, (E) LI BN BN LR B
55 17.20 17.40 17.60 17.80
m/z 57.10 77 .15%
83
5000
) 11
o | l 139168195224252
mz-> 0 50 100 150 200 250 300 350 400 450 500 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.17 264.43 ng/ul 25409300 Phenanthrene-d10 17.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 Tetradecanoic acid 228 C14H2802 000544-63-8 93
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91
Abundance Scan 2649 (18.168 min): BM005578.D (-2632) (-) m/z 73.05 100.00%
43
5000
157185 IIIIIIIII|IIII|IIIII
085 315 17.80 18.00 18.20 18.40
0 m/z 60.05 76.22%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92227: n-Hexadecanoic acid
43
73
5000 L DR SN BRI U
17.80 18.00 18.20 18.40
120 256 m/z 43.10 72.27%
N N
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73
43 17.80 18.00 18.20 18.40
5000 129 m/z 55.10 69.28%
171
99 214
e S B L B L L I WL B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92228: n-Hexadecanoic acid B L A BN
43 17.80 18.00 18.20 18.40
m/z 41.10 65.29%
5000
21
‘ 157185
o4 AR e e
m/z--> 5'0 100 150 200 250 300 350 400 450 500 17.I80 18.|00 18.|20 18.I40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 17 Heptadecanoic acid Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
18.77 8.00 ng/ul 768417 Phenanthrene-d10 17.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 93
2 Heptadecanoic acid 270 C17H3402 000506-12-7 93
3 Heptadecanoic acid 270 C17H3402 000506-12-7 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 90

Abundance Scan 2751 (18.768 min): BM005578.D (-2748) (-) m/z 73.05 100.00%

<]
270 18.40 18.60 18.80 19.00

298329 372401 445473

534

(o} m/z 43.10 94 .17%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #100679: Heptadecanoic acid
43 73

s

5000

18.40 18.60 18.80 19.00
m/z 60.00  87.54%

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
R B AR
18.40 18.60 18.80 19.00
5000 m/z 55.10 78.63%
270
129
227
101 171,99
ol MMl e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #100677: Heptadecanoic acid T
18.40 18.60 18.80 19.00
43 270 m/z 57.10 77.01%

5000

%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18 40 18. 60 18 80 19. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
18.95 6.87 ng/ul 659871 Phenanthrene-d10 17.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 95
2 1-Nonadecanol 284 C19H400 001454-84-8 95
3 1-Octadecanol 270 C18H380 000112-92-5 94
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 2782 (18.950 min): BM005578.D (-2778) (-) m/z 55.10 100.00%
55
5000 111
140 168 18.60 18.80 19.00 19.20
ol L) [YO 108 204224205 275 355 400 o7 g3 10 93.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #72491: Cyclohexadecane
55
5000
29 111 18.60 18.80 19.00 19.20

m/z 57.10 86 .36%

01 ! T
m/z--> 50 200 250 300 350 400
Abundance
43 83
18.60 18.80 19.00 19.20
5000 m/z 43.10 85.06%
111
o181 | 63 139 168 196 238 266
L e e o e B e 0 B s e i o —
m/z--> 50 100 150 200 250 300 350 400
Abundance #100813: 1-Octadecanol
43 8 18.60 18.80 19.00 19.20
m/z 69.10 84.16%
5000 111
oL d || 1 268 106 220 252
— ,.... - e e
m/z--> 50 100 150 200 250 300 350 400 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 19 Oleic Acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.33 79.39 ng/ul 12448600 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 99
2 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 97
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 81
4 14-Pentadecenoic acid 240 C15H2802 017351-34-7 78
5 15-Tetracosenoic acid, methyl es... 380 C25H4802 002733-88-2 74
Abundance Scan 2847 (19.333 min): BM005578.D (-2828) (-) m/z 55.10 100.00%

.

5000
264 10.00 19.20 10.40 19.60
180 222 445 533
o 296 341372400 473 m/z 69.10 70.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107518: Oleic Acid
41
5000 69 LA L L L L L L LB LB |

19.00 19.20 19.40 19.60
m/z 41.10 60.85%

\M h\\‘\h \\‘\ #23151179 220 264

O+t s --------|----|----|----|----|
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55 83
LI BB B e e e
19.00 19.20 19.40 19.60
5000 Ly - m/z 83.10 52.45%
2z 138 180 222
O e B L B LA e s e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107527: 9-Octadecenoic acid, (E)- O e e i e
55 19.00 19.20 19.40 19.60
83 m/z 97.10 42 _46%
5000
2{ 38 180 222
Ot LI B e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 20 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.45 171.27 ng/ul 26856700 Chrysene-di12 21.39
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 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 86
Abundance Scan 2867 (19.450 min): BM005578.D (-2854) (-) m/z 73.10 100.00%
5000 ,_\//\\
19,20 19.40 19.60 19.80
0! m/z 43.10 75.87%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43 73
5000 129 AR BB AR R
19.20 19.40 19.60 19.80
‘ 97 185 o B4 m/z 60.05  74.98%
0 }Q\L H“ Ll a2 .M 218 | 265 w. I
m/z--> 50 100 150 200 250 300 350
Abundance
43 g
19fzo 19!40 19feo 19!80
5000 m/z 57.10 67.87%
129
97 185 - 284
0 18 157 213 265
m/z--> §0 160 1%0 260 2éo 300 3%0
Abundance #108842: Octadecanoic acid M e
43 19.20 19.40 19.60 19.80
73 284 m/z 55.10 64.74%
5000
og 129
‘ } } 185 241
0 }?‘IL\I\.I\I\\II“IJJILIMI‘MIJIAI1§I7ILI‘I\2|13|.‘| | .2|6f3|{| S b T
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 22 Eicosanoic acid Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
20.48 15.00 ng/ul 2351340 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid 312 C20H4002 000506-30-9 96
2 Eicosanoic acid 312 C20H4002 000506-30-9 80
3 Eicosanoic acid 312 C20H4002 000506-30-9 46
4 17-Pentatriacontene 491 C35H70 006971-40-0 35
5 4-Allyl-2-t-butyl-[1,3]dioxolane... 286 C15H2603S 098041-27-1 30
Abundance Scan 3042 (20.480 min): BM005578.D (-3036) (-) m/z 169.10 100.00%
169
5000 33 J\\
129
269 onon onAn onten onlan
213 312 20.20 20.40 20.60 20.80
241
0 Ll L2 | | 355386417446473 535 75510 04.81%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #124053: Eicosanoic acid
43
73 312
5000 LN BUUI IS BRI B
mmmmmmmm
129 260 m/z 43.10 77 .13%
185
0:: '“: HM‘%HH\‘lS? |2]‘-3‘2?1|‘||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43
73 HRUNARRR DA B
20.20 20.40 20.60 20.80
5000 m/z 57.10 76.37%
129
99 | 157185313,,,269 312
O e B e e
m/z--> éo 160 1%0 200 250 300 3éo 460 4éo 560 !
Abundance #124054: Eicosanoic acid N B E e
43 20.20 20.40 20.60 20.80
73 m/z 73.05 71.45%
5000 ﬂwwa-“-J¥Aﬁj\Mﬁ\\*-_EN’N’~
ol 157185213 547 269
m/z--> 5'0 100 150 200 250 300 350 400 450 500 20. 20 20 40 20. 60 20 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 24 (DEL) Alkane: Cyclic21.09 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
21.09 3.68 ng/ul 577519 Chrysene-d12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
2 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 91
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 91
Abundance Scan 3146 (21.091 min): BM005578.D (-3143) (-) m/z 57.10 100.00%
97
5000 mﬁw/\wwj\w
139 168 20.80 21.00 21.20 21.40
Obrrtb h 210 245267290315 345 374 429 460 m/z 55.10 97.88%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106400: 3-Eicosene, (E)-
57
83
5000 LI RN BV SN I
29 11 20.80 21.00 21.20 21.40
m/z 83.10 94 .14%
0\\”Wmmmm
m/z--> 50 200 250 300 350 400 450
Abundance
43
69 2080 21.00 21.20 21.40
5000 m/z 97.10 89.97%
97
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #137330: 1-Heneicosy! formate AR BEE s L
57 83 20.80 21.00 21.20 21.40
m/z 43.10 86.96%
o ‘ ’ \139 167 196222 266 294 32
m/z--> 50 160 150 200 250 360 350 400 450 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 26 Squalene Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
22.57 5.97 ng/ul 633601 Perylene-d12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 98
2 Squalene 410 C30H50 007683-64-9 92
3 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 78
4 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 64
5 _beta.-D-Mannofuranoside, farnesyl- 384 C21H3606 1000155-15-5 64
Abundance Scan 3397 (22.568 min): BM005578.D (-3394) (-) m/z 69.10 100.00%
60
5000 \.__-.M~,“«~vj\V,N,*_A‘NJN__
4 Jg5 NN U
22.20 22.40 22.60 22.80
ob i byl gy dy 175203231 284 339370400431 492 535 | s g1 10  48.84%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158503: Squalene
69
5000 UM AR AN IR &
22.20 22.40 22.60 22.80
41 o m/z 41.10 24 _31%
|| “ 1631?12‘.1.7.2.45?7??09 e —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69
2220 22,40 22.60 22.80
s000] 41 m/z 95.10 13.98%
TN Ry N —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23... e o e N EEm e
69 22.20 22.40 22.60 22.80
m/z 68.10 11.75%
5000
41
95
o d ﬂ49175203231 273300 341368 410
m/z--> 50 160 150 200 250 300 350 400 450 500 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 27 _gamma.-Tocopherol Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
24.13 14.19 ng/ul 1506480 Perylene-d12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _.gamma.-Tocopherol 416 C28H4802 007616-22-0 99
2 _gamma.-Tocopherol 416 C28H4802 007616-22-0 95
3 Benzenepropanenitrile, 3,4-dimet... 191 C11H13NO2 049621-56-9 52
4 Benzeneethanamine, N-[(3,4-dimet... 331 C19H25N0O4 055124-87-3 38
5 3,4-Dihydro-3,5,8-trimethyl-3-(4... 458 C30H5003 1000105-71-9 38
Abundance Scan 3663 (24.132 min): BM005578.D (-3657) (-) m/z 151.10 100.00%
181
5000 }
416
43 T 2580 24100 40 940
69 107 : : : :
Ot e e | 217 246 274 302 330 359382 | 478 | Tysz 416.40  34.38%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159683: .gamma.-Tocopherol
151
5000 USRI N SUNRN B
416 23.80 24.00 24.20 24.40
191 m/z 150.10 21.00%
oL 23,69 107 | 219 255 288 330 373
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
151
23.80 24.00 24.20 24.40
5000 416 m/z 191.10 19.83%
43 191
o 69 95121 218 261288 315 344 373
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #49753: Benzenepropanenitrile, 3,4-dimethoxy- A E e
151 23.80 24.00 24.20 24.40
m/z 152.10 16.26%
5000 101 —&H/\;
107
0 39 ! 7n8 il . L
m/z--> 50 100 150 200 250 300 350 400 450 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 30 Cholestan-3-one Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.10 109.45 ng/ul 11620200 Perylene-di12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestan-3-one 386 C27H460 015600-08-5 95
2 Cholestan-3-one 386 C27H460 015600-08-5 95
3 Cholestan-3-one, (5.alpha.)- 386 C27H460 000566-88-1 95
4 Cholestan-3-one, (5.alpha.)- 386 C27H460 000566-88-1 95
5 Cholestan-3-one 386 C27H460 015600-08-5 94
Abundance Scan 3827 (25.097 min): BM005578.D (-3822) (-) m/z 231.20 100.00%
231
5000 81
43 109
N\
89 DN S A B
24.80 25.00 25.20 25.40
0 m/z 316.35 62.38%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #153169: Cholestan-3-one
231
386
5000 43
24.80 25.00 25.20 25.40
123 163 m/z 161.15 55.86%
0 \H“HHM““\\‘HN\‘\M\H l2§]|-||3O:!-|||3|5|3|‘|‘|||||||||||||||||
m/z--> o 5 100 150 200 250 300 350 400 450 500
Abundance
231
' 24.80 25.00 25.20 25.40
so00] 4 g 386 m/z 81.10 44._.25%
123 163
o 204 263 301329357
miz--> 0 55 160 1éo 200 250 300 350 400 4%0 560 '
Abundance #153186: Cholestan-3-one, (5.alpha.)- R R e AR
231 24.80 25.00 25.20 25.40
m/z 95.10 42 .36%
386
5000
43
h 123 163
o .EH,MM- e s | o LN
m/z--> o 50 100 150 200 250 300 350 400 450 500 24 80 25 00 25. 20 25. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052116\
Data File : BMO05578.D

Acq On : 22 May 2016 07:52

Operator : UM/SJ

Sample - H3058-20

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM052016 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propanoic acid 3.11 18.1 ng/ul 724080 7.83 802516 20.0
Propanoic acid, 2... 3.70 11.3 ng/ul 453114 7.83 802516 20.0
Butanoic acid 4.10 27.9 ng/ul 1118110 7.83 802516 20.0
Butanoic acid, 3-... 4.87 29.8 ng/ul 1196710 7.83 802516 20.0
Butanoic acid, 2-... 5.03 19.7 ng/ul 790898 7.83 802516 20.0
Pentanoic acid 5.49 29.4 ng/ul 1179070 7.83 802516 20.0
Hexanoic acid 6.95 18.6 ng/ul 748130 7.83 802516 20.0
Benzeneacetic acid 11.26 47.1 ng/ul 2872880 10.62 1218940 20.0
Indole 12.12 27.7 ng/ul 1688410 10.62 1218940 20.0
Benzenepropanoic ... 12.49 27.8 ng/ul 1695760 10.62 1218940 20.0
2H-Indol-2-one, 1... 14.29 9.7 ng/ul 892334 14.46 1836580 20.0

17.20 1921790 20.0
1921790 20.0

Tetradecanoic acid 16.62 14.5 ng/ul 1397590
Pentadecanoic acid 17.39 16.5 ng/ul 1587220

OOV UIUIURRMARARNBNMARNWNNNRRPRRRRR
|—\
\l
N
o

Caffeine 17.52 13.8 ng/ul 1325600 17.20 1921790 20.0
(DEL) Alkane: Cyc... 17.58 10.2 ng/ul 978370 17.20 1921790 20.0
n-Hexadecanoic acid 18.17 264.4 ng/ul 25409300 17.20 1921790 20.0
Heptadecanoic acid 18.77 8.0 ng/ul 768417 17.20 1921790 20.0
(DEL) Alkane: Str... 18.95 6.9 ng/ul 659871 17.20 1921790 20.0
Oleic Acid 19.33 79.4 ng/ul 12448600 21.39 3136130 20.0
Octadecanoic acid 19.45 171.3 ng/ul 26856700 21.39 3136130 20.0
Eicosanoic acid 20.48 15.0 ng/ul 2351340 21.39 3136130 20.0
(DEL) Alkane: Cyc... 21.09 3.7 ng/ul 577519 21.39 3136130 20.0
Squalene 22.57 6.0 ng/ul 633601 23.67 2123350 20.0
-gamma.-Tocopherol 24 .13 14.2 ng/ul 1506480 23.67 2123350 20.0
Cholestan-3-one 25.10 109.5 ng/ul 11620200 23.67 2123350 20.0
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