LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005497.D

Acq On : 19 May 2016 07:49

Operator : UM/SJ

Sample > H2890-22RX

Misc :

ALS Vial : 37 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-BM051816 .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 4.687 351 357 365 rvB 23162 37697 3.26% 0.628%
2 7.169 774 779 788 rBY 14007 22887 1.98% 0.381%
3 7.363 807 812 819 rVvB 14742 23149 2.00% 0.386%
4 7.834 887 892 899 rvB 82981 133361 11.53% 2.222%
5 8.528 1003 1010 1015 rVvB3 17644 28144 2.43% 0.469%
6 8.986 1082 1088 1095 rBV2 16609 28098 2.43% 0.468%
7 9.092 1100 1106 1112 rVB3 15630 24657 2.13% 0.411%
8 9.704 1204 1210 1215 rBV2 11933 18909 1.64% 0.315%
9 10.239 1295 1301 1306 rBV2 23621 34680 3.00% 0.578%
10 10.622 1359 1366 1374 rBV 136839 228254 19.74% 3.804%
11 11.139 1448 1454 1463 rBV 42518 77409 6.69% 1.290%
12 13.874 1913 1919 1923 rBV 50769 71579 6.19% 1.193%
13 13.921 1923 1927 1931 rVB 69387 92904 8.03% 1.548%
14 14.157 1962 1967 1973 rVB 45626 64618 5.59% 1.077%
15 14.257 1977 1984 1990 rBV 24924 39070 3.38% 0.651%
16 14.368 1997 2003 2008 rBV 20620 27296 2.36% 0.455%
17 14.463 2012 2019 2026 rBvV2 250151 379477 32.82% 6.324%
18 14.639 2045 2049 2056 rBvV2 9801 15550 1.34% 0.259%
19 15.321 2160 2165 2170 rVB 38693 48901 4_.23% 0.815%
20 15.457 2182 2188 2193 rVB 65338 95723 8.28% 1.595%
21 15.563 2201 2206 2211 rVB2 18589 25607 2.21% 0.427%
22 15.727 2224 2234 2238 rBV3 10286 24003 2.08% 0.400%
23 16.180 2306 2311 2318 rBvY 53901 83224 7.20% 1.387%
24 16.968 2441 2445 2450 rBV2 24143 32714 2.83% 0.545%
25 17.204 2478 2485 2490 rBV 393098 558320 48.28% 9.304%
26 17.257 2490 2494 2497 rVV2 18427 25546 2.21% 0.426%
27 17.298 2497 2501 2508 rVB 72999 101925 8.81% 1.698%
28 17.574 2544 2548 2554 rVB5 10667 15503 1.34% 0.258%
29 17.709 2566 2571 2576 rBV 14271 19611 1.70% 0.327%
30 18.098 2632 2637 2644 rBvY 163525 220784 19.09% 3.679%
31 18.398 2684 2688 2694 rBV3 10763 18987 1.64% 0.316%
32 18.951 2777 2782 2786 rBV5 9113 16712 1.45% 0.278%
33 19.115 2806 2810 2815 rBVY 24052 31477 2.72% 0.525%
34 19.227 2826 2829 2832 rVv4 18520 25011 2.16% 0.417%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005497.D

Acq On : 19 May 2016 07:49

Operator : UM/SJ

Sample > H2890-22RX

Misc :

ALS Vial : 37 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\SOMO02.2-EPA-BM051816.M

Title = SVOA CALIBRATION

35 19.256 2832 2834 2843 rVB7 13002 23559 2.04% 0.393%
36 19.374 2849 2854 2864 rBV2 199769 299452 25.89% 4_.990%
37 19.451 2865 2867 2876 rVvV 17064 27215 2.35% 0.454%
38 19.586 2885 2890 2896 rVvVv 105985 148921 12.88% 2.482%
39 19.645 2897 2900 2906 rVB7 8763 13524 1.17% 0.225%
40 20.350 3016 3020 3028 rBV 44001 84996 7.35% 1.416%

41 21.092 3142 3146 3156 rBVY 221537 298272 25.79%% 4_.970%
42 21.374 3189 3194 3200 rBV 804833 993990 85.95% 16.564%
43 23.509 3552 3557 3563 rBV2 92555 170578 14.75% 2.842%
44 23.656 3575 3582 3592 rVB 600633 1156411 100.00% 19.270%
45 24.309 3690 3693 3702 rVB7 47549 92349 7.99% 1.539%

Sum of corrected areas: 6001054
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005497.D

Acq On : 19 May 2016 07:49

Operator : UM/SJ

Sample - H2890-22RX

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM051816 .M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM005497.D
800000

600000
400000

200000
10.62

7.83
4.69 7.17.36 A 853 8989 970 1024

0 A A A N
LA L L I I L L L O L L L L 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: BM005497.D

11.14

800000

600000

400000 17.20

14.46
200000 18.10

19.37

19.59

17.30

16.18
ﬁqu}ﬂﬁ 14 a5 15§73 JL 169%rke g1 | 1840 18,

O e o L 2 L B LA e o e e e A B B A

Time--> 12.00 12.50 13.00 1350 1400 1450 1500 15.50 1600 1650 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM005497.D
21137

20.3!

800000
23.66

600000

400000

21.09

200000 23.50
24.31

RNV AN o NI W W

e

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\BM051816\
Data File : BM005497.D

Acq On : 19 May 2016 07:49

Operator : UM/SJ

Sample - H2890-22RX

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 Butanoic acid, 3-methyl- Concentration Rank 5

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

4.69 5.65 ng/ul 37697 1,4-Dichlorobenzene-d4 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 78
2 Formic acid hydrazide 60 CH4N20 000624-84-0 50
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 43
4 Hexanoic acid 116 C6H1202 000142-62-1 39
5 1-Pentanamine 87 C5H13N 000110-58-7 12

Abundance Scan 358 (4.693 min): BM005497.D (-351) (-) m/z 60.00 100.00%
60
5000 43
87 U I A R R
| || 51 69 | 4.40 4.60 4.80 5.00
e e e e m/z 43.00 41.77%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4182: Butanoic acid, 3-methyl-
60
5000 U I A R R
41 4.40 4.60 4.80 5.00
27 87 m/z 41.00 37.93%
15 K 4753 | 69 102
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
60
440 460 480 500
5000 43 m/z 39.00 23.30%
LRI SRR SR SUR LR S AL SURLELI SURLEL S SULELIL UL S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4193: Butanoic acid, 3-methyl- R e
60 4.40 4.60 4.80 5.00
m/z 45.00 22.74%
5000 a1
27
87
wq‘ a7 53 |, 69 75 g1 100
miz--> 10 20 30 40 50 60 70 80 90 100 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005497.D

Acq On : 19 May 2016 07:49

Operator : UM/SJ

Sample - H2890-22RX

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 Hexanoic acid, 2-ethyl- Concentration Rank 6

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

9.09 3.70 ng/ul 24657 1,4-Dichlorobenzene-d4 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 40
5 1-Methyl-1-silacyclopntan-1-ol 116 C5H120Si 1000216-84-4 9

Abundance Scan 1106 (9.092 min): BM005497.D (-1100) (-) m/z 73.00 100.00%
7B
88
5000
41 57
A
| ||49 | | | 1c|)1 1ﬁ6 880 9.00 9.20 9.40
FrpTr T T P e e b e e m/z 88.10 78.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20007: Hexanoic acid, 2-ethyl-
73 88
5000 IR R R
41 8.80 9.00 9.20 9.40
57 101 116 m/z 57.10 35.67%
15 \‘\\ \‘ 65, |, | 129 144
mz-> 10 20 3'0 % % 8 70 8 % 100 1o 130 130 140 1%
Abundance
73 88
880 9.00 920 940
5000 5 m/z 41.00 35.45%
41
29 101 116
18 65 129 144
WWWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20009: Hexanoic acid, 2-ethyl- B
73 3 8.80 9.00 9.20 9.40
m/z 55.00 27 .45%
5000 41 57
101 116
"I”"I”"I”"P"'P"'Pq?ﬁ"”I"”I'”'I'”'I”"P'}?g"ﬁ%4éﬁ" U N L SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.80 9.00 9.20 9.40

SOM02.2-EPA-BM051816.M Thu May 19 19:03:41 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005497.D

Acq On : 19 May 2016 07:49

Operator : UM/SJ

Sample - H2890-22RX

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 Benzeneacetic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.14 6.78 ng/ul 77409 Naphthalene-d8 10.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 91
2 Benzeneacetic acid 136 C8H802 000103-82-2 86
3 Benzeneacetic acid 136 C8H802 000103-82-2 86
4 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 83
5 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 83
Abundance Scan 1454 (11.139 min): BM005497.D (-1448) (-) m/z 91.10 100.00%
q1
5000
136
65
39 5 | 77 | 10.80 11.00 11.20 11.40
A O HESSE 1R M SIS P m/z 136.10 28.85%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15708: Benzeneacetic acid
91
5000 NN BN B
136 10.80 11.00 11.20 11.40
m/z 92.00 19.21%
39 65
27 Sl | 77 ‘ 102
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
91
136 10.80 11.00 11.20 1140
5000 m/z 65.10 16.82%
65
39 51 77 107 118
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15709: Benzeneacetic acid A N R
91 10.80 11.00 11.20 11.40
m/z 39.00 8.72%
5000 136
65
3946 53 | 77 ga 105 118
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005497.D

Acq On : 19 May 2016 07:49

Operator : UM/SJ

Sample - H2890-22RX

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 2H-Indol-2-one, 1,3-dihydro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.26 2.06 ng/ul 39070 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 94
2 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 91
3 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 91
4 1H-Indole, 2,3-dihydro-4-methyl- 133 C9H11N 062108-16-1 91
5 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 90
Abundance Scan 1985 (14.263 min): BM005497.D (-1977) (-) m/z 104.00 100.00%
104 133
5000 8
51 L R S AR AR
39 | 63 | 14.00 14.20 14.40 14.60
SNBSS ANNI{ SN NS | SN MU — m/z 133.00 85.54%
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 e A
14.00 14.20 14.40 14.60
m/z 78.00 49.92%
W © | o
mz> % 3 4 80 8 7 8 % 100 10 130 1% 10
Abundance
104 133
'0'|“"|“"|“"|“"
78 14.00 14.20 14.40 14.60
5000 m/z 105.10 38.85%
51
44 63 89
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14235: 2H-Indol-2-one, 1,3-dihydro- M e
104 133 14.00 14.20 14.40 14.60
8 m/z 51.00 20.46%
5000
51
7 P S G | |
1 | 1 ! il i Ly !
m/z--> 20 30 40 5'0 60 70 8|0 9'0 100 110 120 130 140 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005497.D

Acq On : 19 May 2016 07:49

Operator : UM/SJ

Sample - H2890-22RX

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.32 2.58 ng/ul 48901 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Pentadecane 212 C15H32 000629-62-9 78
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 2165 (15.321 min): BM005497.D (-2160) (-) m/z 57.05 100.00%
57
43 -
5000 85
99 113197 15.00 15.20 15.40 15.60
m/z 43.10 74 .32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99476: Nonadecane
57
85
5000 N BRI SN UL S
15.00 15.20 15.40 15.60
29 m/z 71.10 67.78%
99
| I 113127141155169183197 268
m/z--> 25 Jo éo 86 160 150 140 160 180 200 220 250 2éo
Abundance
57
43
& 15.00 15.20 15.40 15.60
5000 85 m/z 85.10 49 .60%
29 99
14 113127141155169183197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55008: Tetradecane
57 15.00 15.20 15.40 15.60
43 m/z 41.05 41 .73%
71
5000 85
29
15 J L %9113127141155169 198
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 140 160 180 200 220 24'10 2('30 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005497.D

Acq On : 19 May 2016 07:49

Operator : UM/SJ

Sample - H2890-22RX

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.18 2.98 ng/ul 83224 Phenanthrene-d10 17.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Nonadecane 268 C19H40 000629-92-5 87
3 Pentadecane 212 C15H32 000629-62-9 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 2311 (16.180 min): BM005497.D (-2306) (-) m/z 57.10 100.00%
g7
o i /&\/j‘_/\;
‘ 113 15.80 16.00 16.20 16.40
e m/z 43.10 74.85%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 LRI AN SN
85 15.80 16.00 16.20 16.40
m/z 71.10 66.20%
29 | || 113 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.80 16.00 16.20 16.40
5000 85 m/z 85.10 46.02%
29
113 141 169 197 268
m/z--> 50 100 150 200 250 300 350
Abundance #64573: Pentadecane
57 15.80 16.00 16.20 16.40
m/z 41.10 37.17%
5000 85
29
'm “ll'h T ﬂl}% }?1 108, '|2}% LS UL UL B LRI AN SN
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005497.D

Acq On : 19 May 2016 07:49

Operator : UM/SJ

Sample - H2890-22RX

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.10 7.91 ng/ul 220784 Phenanthrene-d10 17.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 2637 (18.098 min): BM005497.D (-2632) (-) m/z 73.00 100.00%
43 60 73
5000 129
97 213
U5 | g 157171185 oo | 507 256 17.80 18.00 18 20 18.40

S— m/z 60.00 85.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256 LI L L L L L
129 17. 80 18. 00 18 20 18. 40
213 m/z 43.05 84.48%
157171 185
e ,\.w. I \\u MBI | Ty |
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43
T e e
60 3 17.80 18.00 18.20 18.40
5000 ! m/z 55.05 64 .51%

87 101115129143157171185199213227242256

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

1

Abundance #65565: Tridecanoic acid T S e
60 73 17.80 18.00 18.20 18.40
43 m/z 41.10 64 .46%
5000 129
29 171
! 15 214
‘ T ?9 ‘ 143157 | 185
,J.ﬂbu%ﬁwhph.ﬂmAm P N RN e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005497.D

Acq On : 19 May 2016 07:49

Operator : UM/SJ

Sample - H2890-22RX

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.37 6.03 ng/ul 299452 Chrysene-di12 21.37
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 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 94
4 Heptadecanoic acid 270 C17H3402 000506-12-7 92
5 Heptadecanoic acid 270 C17H3402 000506-12-7 86
Abundance Scan 2853 (19.368 min): BM005497.D (-2849) (-) m/z 215.20 100.00%
73 215
43
5000
241 UNAUNRSR SN SUGLRE I
255270284 19.00 19.20 19.40 19.60
m/z 73.00 84 .40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #108843: Octadecanoic acid

5000 LA L L L L LB L
19.00 19.20 19.40 19.60
m/z 43.10 78 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
B E e
19.00 19.20 19.40 19.60
5000 29 m/z 60.10 70.76%
129 284
97 115 185 241
59 157 199213 255
wmwmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108842: Octadecanoic acid R L AR
43 19.00 19.20 19.40 19.60
73 284 m/z 57.05 67.40%
5000
m/z--> 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005497.D

Acq On : 19 May 2016 07:49

Operator : UM/SJ

Sample - H2890-22RX

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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 1-Heneicosyl formate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.09 6.00 ng/ul 298272 Chrysene-d12 21.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
2 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 91
3 1-Octadecanol 270 C18H380 000112-92-5 91
4 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 87
5 1-Nonadecene 266 C19H38 018435-45-5 87
Abundance Scan 3146 (21.092 min): BM005497.D (-3142) (-) m/z 57.10 100.00%
5000 \
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—v—v—
139 20.80 21.00 21.20 21.40
168 207
Ao 08, QT 20283 3% | h77; 55.10 99.50%
m/z--> 50 100 150 200 250 300 350
Abundance #137330: 1-Heneicosyl formate
57 83
5000 R RN B SN B
1l 20.80 21.00 21.20 21.40
m/z 83.05 97 .69%
| i \“ \‘ | | 110 167 196 222 266 294 3p0340
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
20,80 21.00 2120 21.40
5000 111 m/z 43.05 92.05%
29
139 168 194 224 20 97 360
m/z--> " 50 100 150 200 250 300 350
Abundance #100813: 1-Octadecanol T
3 8 20.80 21.00 21.20 21.40
m/z 97.05 87.19%
5000 111
ZQ L& " | | 5 168 106 224 252
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051816\
Data File : BM005497.D

Acq On : 19 May 2016 07:49

Operator : UM/SJ

Sample > H2890-22RX

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM051816 .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]
Butanoic acid, 3-... 4.69 5.7 ng/ul 37697 1 7.84 133361 20.0
Hexanoic acid, 2-... 9.09 3.7 ng/ul 24657 1 7.84 133361 20.0
Benzeneacetic acid 11.14 6.8 ng/ul 77409 2 10.62 228254 20.0
2H-Indol-2-one, 1... 14.26 2.1 ng/ul 39070 3 14.46 379477 20.0
(DEL) Alkane: Str... 15.32 2.6 ng/ul 48901 3 14.46 379477 20.0
(DEL) Alkane: Str... 16.18 3.0 ng/ul 83224 4 17.20 558320 20.0
n-Hexadecanoic acid 18.10 7.9 ng/ul 220784 4 17.20 558320 20.0
Octadecanoic acid 19.37 6.0 ng/ul 299452 5 21.37 993990 20.0
1-Heneicosyl formate 21.09 6.0 ng/ul 298272 5 21.37 993990 20.0
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