LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 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:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 3.017 3 5 21 rvB 59283 87446 7.98% 0.939%
2 6.987 674 680 691 rvB2 60013 109238 9.97% 1.173%
3 7.163 705 710 719 rBB 48392 74837 6.83% 0.803%
4 7.357 738 743 750 rBB 63593 93657 8.55% 1.005%
5 7.828 818 823 830 rBB 67367 107958 9.85% 1.159%
6 8.522 936 941 950 rBB 80393 126565 11.55% 1.359%
7 8.993 1016 1021 1030 rBB 61715 105855 9.66% 1.136%
8 9.710 1138 1143 1151 rBB 53801 86695 7.91% 0.931%
9 10.240 1228 1233 1241 rBV 87807 134909 12.31% 1.448%
10 10.563 1282 1288 1293 rBV 22291 36144 3.30% 0.388%

11 10.628 1293 1299 1305 rVV 123216 202800 18.50% 2.177%
12 10.763 1314 1322 1329 rBV2 95539 192638 17.58% 2.068%

13 11.087 1370 1377 1383 rVB 7083 13025 1.19% 0.140%
14 11.298 1409 1413 1419 rVV5 8020 19728 1.80% 0.212%
15 11.428 1431 1435 1440 rvv2 8162 13688 1.25% 0.147%
16 11.510 1444 1449 1457 rVV5 9076 18505 1.69% 0.199%
17 11.610 1461 1466 1471 rVV 38346 61035 5.57% 0.655%
18 11.657 1471 1474 1478 rVV 9032 13447 1.23% 0.144%
19 11.881 1506 1512 1516 rBV2 10064 17213 1.57% 0.185%
20 12.016 1529 1535 1542 rVV 60103 86507 7.89% 0.929%
21 12.151 1554 1558 1565 rVvv4 6132 12287 1.12% 0.132%
22 12.234 1565 1572 1578 rVB3 17137 33312 3.04% 0.358%
23 12.651 1638 1643 1647 rBV2 13550 23274 2.12% 0.250%
24 12.716 1647 1654 1658 rVvv4 13487 32499 2.97% 0.349%
25 12.828 1667 1673 1680 rBV3 11162 19783 1.80% 0.212%
26 12.916 1684 1688 1692 rVVv2 9248 15395 1.40% 0.165%
27 12.969 1692 1697 1702 rVB 49109 67802 6.19% 0.728%
28 13.263 1740 1747 1757 rBV 90965 150494 13.73% 1.616%
29 13.781 1831 1835 1840 rBv4 7899 13416 1.22% 0.144%
30 13.834 1840 1844 1846 rVvVv 10177 13430 1.23% 0.144%

31 13.869 1846 1850 1854 rVVv 207896 275004 25.09% 2.952%
32 13.916 1854 1858 1863 rVVv2 75538 106501 9.72% 1.143%
33 13.957 1863 1865 1872 rVB2 10499 16676 1.52% 0.179%
34 14.163 1890 1900 1905 rBV 227557 345701 31.54% 3.711%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 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:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
Title = SVOA CALIBRATION
35 14.281 1915 1920 1924 rBV3 6884 11386 1.04% 0.122%

36 14.334 1924 1929 1938 rBV 79433 108217 9.87% 1.162%
37 14.410 1938 1942 1946 rVV3 7733 13041 1.19% 0.140%
38 14.469 1946 1952 1958 rVB2 203570 319446 29.15% 3.430%
39 14.663 1980 1985 1997 rBV 83100 134669 12.29% 1.446%

40 14.781 1999 2005 2010 rVV5 5643 15282 1.39% 0.164%
41 14.839 2011 2015 2018 rVVv 9805 16033 1.46% 0.172%
42 14.951 2028 2034 2041 rBV4 15654 36860 3.36% 0.396%
43 15.286 2086 2091 2096 rVB 60914 71805 6.55% 0.771%

44 15.457 2114 2120 2126 rBVY 327833 452722 41.31% 4 _.860%
45 15.581 2136 2141 2151 rVB 90262 126912 11.58% 1.363%

46 15.686 2151 2159 2164 rBVY 38776 62983 5.75% 0.676%
47 15.910 2193 2197 2202 rVB 8595 11795 1.08% 0.127%
48 16.151 2232 2238 2240 rBVY 52253 84235 7.69% 0.904%
49 16.939 2367 2372 2376 rBVY 38195 43215 3.94% 0.464%
50 16.986 2376 2380 2384 rVB2 19662 28085 2.56% 0.302%

51 17.210 2409 2418 2424 rBV 313062 430943 39.32% 4.627%
52 17.310 2429 2435 2441 rVB 388010 527805 48.16% 5.666%

53 17.675 2490 2497 2503 rBV 29739 36202 3.30% 0.389%
54 18.075 2560 2565 2571 rBV 22843 33056 3.02% 0.355%
55 18.369 2610 2615 2621 rBV 21368 26315 2.40% 0.283%
56 18.998 2719 2722 2730 rBV 16455 20675 1.89% 0.222%
57 19.357 2775 2783 2790 rBV 8771 18383 1.68% 0.197%

58 19.504 2802 2808 2813 rBV2 96077 105676 9.64% 1.135%
59 19.604 2817 2825 2835 rVB 533658 714499 65.19% 7.671%
60 20.116 2905 2912 2917 rBV 12329 16955 1.55% 0.182%

61 20.551 2981 2986 2993 rBV 68155 73833 6.74% 0.793%
62 21.092 3071 3078 3098 rBV5 27604 113626 10.37% 1.220%
63 21.392 3124 3129 3135 rBV 541408 659455 60.17% 7.080%

64 21.957 3221 3225 3229 rBV2 13370 17069 1.56% 0.183%
65 22.433 3301 3306 3312 rBV 18383 27776 2.53% 0.298%
66 22.951 3389 3394 3398 rBV2 24578 37234 3.40% 0.400%

67 23.557 3487 3497 3509 rBV 566747 1096026 100.00% 11.767%
68 23.704 3515 3522 3532 rVB2 429754 821104 74.92% 8.815%

69 24.198 3600 3606 3611 rBV 24366 45111 4.12% 0.484%
70 24.962 3730 3736 3743 rBvV 19856 43195 3.94% 0.464%
71 25.862 3884 3889 3897 rVB4 14221 34397 3.14% 0.369%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 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 - 0 Peak Location: TOP

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

Method
Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

72 26.227 3944 3951 3963 rVB3 56807 151078 13.78% 1.622%

Sum of corrected areas: 9314563
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

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

Abundance TIC: BNO03891.D
500000
400000
300000

200000

10.63

0.76
100000 8.52 10.24
.02 6.99 1%,36 7.83 A 8.99 9.71 ﬂ 0

i Wil L)

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BN003891.D

19.60
500000

400000 17.31

15.46 17.4

=Y

300000

200000

100000

ok A 2 o A J ] _ . .
Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN0O03891.D

21.39 2356

500000
400000
300000
200000

100000 26.23
21.09 2105 2243 2295 24.20 24.96 25.86
VAN

e S S ———

Time--> 21.00 2150 22.00 2250 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:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.02 16.20 ng/ul 87446 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
3 Acetamide, N-ethyl- 87 C4HO9NO 000625-50-3 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance Scan 6 (3.022 min): BN003891.D (-3) (-) m/z 73.10 100.00%
7B
5000
43 55 87
310 3.0 3.30 340
S X N B FENS NS Y 6 B o S Y O e L
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 HRNULARSE A LU UL
43 55 3.10 3.20 3.30 3.40
- 87 m/z 87.10 27.82%
. U3 149 | 6167 101
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance
73
1310 320 330 340
5000 m/z 55.00 25.40%
29
35 67 80
e S S SR L UL SR SIS UL U B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #1877: Acetamide, N-ethyl- R Ea A REa mam s L
30 3.10 3.20 3.30 3.40
m/z 71.00 11.41%
5000 43 87
15 72
0 gl 37 | 52 99 ‘
LA ORI SU L S UL S UL SULLS SURLI S HRNUARSE A LU UL
m/z--> 10 20 30 40 50 60 70 8 90 100 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 2 Ether, hexyl pentyl Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.56 3.56 ng/ul 36144 Naphthalene-d8 10.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ether, hexyl pentyl 172 C11H240 032357-83-8 72
2 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 45
3 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 43
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 37
5 Sulfurous acid, butyl hexyl ester 222 C10H2203S 1000309-17-3 37
Abundance Scan 1287 (10.557 min): BN003891.D (-1282) (-) m/z 57.10 100.00%
a3
5000 [
85
h || ‘ 10.20 10.40 10.60 10.80
0 Al e m/z 43.10 79.46%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39799: Ether, hexyl pentyl
43
71
5000
85 10.20 10.40 10.60 10.80
56 m/z 71.10 50.61%
0I"'WM"UPJM'N'”}?}”'I"”I"'W""P"'I”"I"”
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 71
57 10.20 10.40 10.60 10.80
5000 85 m/z 41.00 45.98%
29
0 117 130 145 160 188 201 229
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73873: Oxalic acid, isobutyl penty!| ester
43 57 10.20 10.40 10.60 10.80
m/z 85.10 30.64%
5000 71
29
o L] s 103115 131 1
mz-> 20 40 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 3 Sulfurous acid, decyl 2-eth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.61 6.02 ng/ul 61035 Naphthalene-d8 10.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 80
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72
4 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 64
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 64
Abundance Scan 1466 (11.610 min): BN003891.D (-1461) (-) m/z 57.05 100.00%
A
43
5000
85 113
|| | | e N 11.20 11.40 11.60 11.80 12.00
o} S 1 1| S | m/z 71.10 80.48%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #172311: Sulfurous acid, decyl 2-ethylhexy! ester
57
71
5000 43
11.20 11.40 11.60 11.80 12.00
0
- 85 13 m/z 43.00 55.38%
S N T~ S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
43 11.20 11.40 11.60 11.80 12.00
5000 71 m/z 41.00 30.89%
113
o 2T 36 50 78 85 o 127 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19198: Octane, 3,6-dimethyl-
57 11.20 11.40 11.60 11.80 12.00
71 m/z 56.00 23.75%
5000 43
29 113
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.02 8.53 ng/ul 86507 Naphthalene-d8 10.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Dodecane 170 C12H26 000112-40-3 80

Abundance Scan 1536 (12.022 min): BN003891.D (-1529) (-) m/z 57.05 100.00%
q7
43
71
5000
97 112 196 145 ' 11.80 12.00 12.20 12.40
01 m/z 43.05 74 .33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
43 7
71
5000
85 11.80 12.00 12.20 12.40
29 m/z 71.10 59.02%
s udi%mMmm 164
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250
Abundance
43 57
11.80 12.00 12.20 12.40
5000 71 m/z 85.10 41 .05%
29 85
0 99 113 127 141 155 184
m/z--> 25 Jo éo éo 160 120 150 1&0 180 260 250
Abundance #83027: Hexadecane
57 11.80 12.00 12.20 12.40
34 m/z 41.00 39.02%
5000 85
29 99
ol 14 N -4 141 155 169 183 107 226 3
m/z--> 25 Jo éo éo 160 150 140 160 180 260 250 11.80 12.00 12.20 1240
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 5 Sulfurous acid, butyl nonyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.23 3.29 ng/ul 33312 Naphthalene-d8 10.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 72
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 53
3 Docosane 310 C22H46 000629-97-0 53
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 53
5 Hexadecane 226 C16H34 000544-76-3 50
Abundance Scan 1571 (12.228 min): BN003891.D (-1565) (-) m/z 57.00 100.00%
57
5000
85
4 o MNANS\ o
w TN 1T5 12.00 12.20 12.40 12.60
o S S . m/z 71.00 45.72%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #113721: Sulfurous acid, butyl nonyl ester
57
5000 85
4 12.00 12.20 12.40 12.60
I m/z 43.00  39.44%
0l.26 ‘L L g6 179
miz-> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
57
12.00 12.20 12.40 12.60
5000 a m/z 85.10 34 .36%
98
oL.26 72 U3 141 160184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153222: Docosane
57 12.00 12.20 12.40 12.60
m/z 41.00 25.84%
5000 85
4
o2 T o7 225 253 g1 310 |,
m/z--> ﬁo 40 60 80 160 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 6 unknown-01 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.72 2.03 ng/ul 32499 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Azabicyclo[4.1.0]heptane, 1-me... 111 C7H13N 025022-25-7 32
2 Cyclopentanepropanoic acid 142 C8H1402 000140-77-2 28
3 Oxalic acid, cyclohexyl butyl ester 228 C12H2004 1000309-30-5 9
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 9
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 9
Abundance Scan 1655 (12.722 min): BN003891.D (-1647) (-) m/z 83.05 100.00%
83
55
5000 7
41
|| || | gf 111 12.40 12.60 12.80 13.00
ittt e e m/z 82.00 81.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6172: 7-Azabicyclo[4.1.0]heptane, 1-methyl-
82
96
42
5000 USRNSSR SN SRR
68 12.40 12.60 12.80 13.00
55 110 m/z 55.00 53.81%
s A R RS RAARS AR RARAS RARN ”vﬁ“'wk”'ﬁ'”l”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
83
12.40 12.60 12.80 13.00
5000 a1 55 73 m/z 67.00 35.98%
o 14 28 65 96
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #84055: Oxalic acid, cyclohexyl butyl ester
83 12.40 12.60 12.80 13.00
m/z 41.00 22 .05%
55
5000
41
29
0"|"“l"”w""w""w*”'w'?Tl“"|l“'l'“'l"”l"'w"}?g'" USRNSSR AN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.97 4.24 ng/ul 67802 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 91
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
3 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 80
4 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 72
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
Abundance Scan 1697 (12.969 min): BN003891.D (-1692) (-) m/z 57.05 100.00%
7 71
43
5000 85
g7 113 127 159 12.60 12.80 13.00 13.20
ol S m/z 71.10 88.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71410: Dodecane, 2,6,10-trimethyl-
57 T
43
5000 85
12.60 12.80 13.00 13.20
29 m/z 43.05 52.78%
97 113 127
oL I .‘l‘. "|" : ""| .‘.“l : |‘l" : ;‘\\I — H T .“. : '1I4:!-']'-5'5I .1.69..];8‘.3. e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
71
43 12.60 12.80 13.00 13.20
5000 m/z 85.10 38.67%
o 99 113 127 141 155 169 183 197
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48914: Nonane, 3-methyl-5-propyl-
5 12.60 12.80 13.00 13.20
m/z 41.00 34.77%
43
5000 85
29
\‘ L L 9 1}2 1%7 M 155 184
OI ||||‘||||‘||l|‘=‘|||‘||‘|‘| |‘||| —— ——T —— r e
m/z--> 20 40 60 80 100 120 140 160 180 200 12/60 12.80 13.00 13.20

SOM-EPA-BN121218MA_M Fri Dec 14 17:39:59 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.26 9.42 ng/ul 150494 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Tridecane 184 C13H28 000629-50-5 90
Abundance Scan 1746 (13.257 min): BN003891.D (-1740) (-) m/z 57.05 100.00%
g7
43
71
5000
99 13.00 13.20 13.40 13.60
113
o 1 m/z 43.05  76.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane
57
43
71
5000 85
13.00 13.20 13.40 13.60
29 m/z 71.05 62.61%
s L S w1
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
57
43
n 13.00 13.20 13.40 13.60
5000 85 m/z 85.10 40.40%
29 99
ol 14 113 127 141 155 169 183 197 226
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #48834: Tridecane
a3 13.00 13.20 13.40 13.60
m/z 41.05 39.49%
71
5000 85
29
ol 16 | L i ‘\ 112 127 141 155 169 184
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220 13.00 13.20 13.40 13.60

SOM-EPA-BN121218MA_M Fri Dec 14 17:40:00 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14 .33 6.78 ng/ul 108217 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
Abundance Scan 1928 (14.328 min): BN003891.D (-1924) (-) m/z 57.05 100.00%
q7
43
71
5000 85
9 113 157 14.00 14.20 14.40 14.60
01 m/z 43.05 73.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane
57
43
71
5000 85
14.00 14.20 14.40 14.60
29 9 m/z 71.05 60.92%
ol 14 L T -4 141 155 169 183 107 226
m/z--> 25 Jo éo éo 160 150 140 160 180 260 250
Abundance
43 57
71 14.00 14.20 14.40 14.60
5000 m/z 85.10 42 .78%
85
29
ol 15 99 113 127 141 155 184
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250
Abundance #71394: Pentadecane
a3 14.00 14.20 14.40 14.60
m/z 41.05 35.19%
5000 71 g
29 9
0 | | ) 18127 141 155163 132 212
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250 1400 1420 1440 14%0 '

SOM-EPA-BN121218MA_M Fri Dec 14 17:40:01 2018

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 10 Sulfurous acid, 2-propyl te... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.95 2.31 ng/ul 36860 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 78
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64
3 Hexadecane 226 C16H34 000544-76-3 64
4 Pentadecane 212 C15H32 000629-62-9 64
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 64
Abundance Scan 2034 (14.951 min): BN003891.D (-2028) (-) m/z 57.05 100.00%
g7 71
43
85
5000
| | T 113127141 14.60 14.80 15.00 15.20
o e e W72 71.10  87.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #161094: Sulfurous acid, 2-propy! tetradecyl ester
43
57
71
5000 85
14.60 14.80 15.00 15.20
m/z 43.00 80.29%
o ?? ‘L “ ‘ ﬂ 13127 141155168 197 231 261
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
a8 4 14.60 14.80 15.00 15.20
5000 a5 m/z 85.10 61.29%
29 141
. % 113 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83023: Hexadecane
57 14.60 14.80 15.00 15.20
43 m/z 41.00 36.95%
71
5000 85
29 99 113
o L4 127141155169183197 226
m/z--> 20 4'0 60 80 1c')o 12'0 14'10 160 180 200 220 240 260 14.60 14.80 15.00 15.20

SOM-EPA-BN121218MA_M Fri Dec 14 17:40:02 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.29 4_.50 ng/ul 71805 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 2092 (15.292 min): BN003891.D (-2086) (-) m/z 57.05 100.00%

g7
43 71

5000

99 15.00 15.20 15.40 15.60

113127141 155

o m/z 43.00 69.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57
43
71
5000
85 15.00 15.20 15.40 15.60
29 9 m/z 71.05 66.09%
o ﬂ A h Lo 1}3127141155169182196210 240
B R e e e e R RERES RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 ¥
15.00 15.20 15.40 15.60
5000 71 m/z 85.10 49 .32%
85
29
o 99 113 127 141 155 169 183 197 226
T T T T T T T T T [T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48835: Tridecane
43 57 15.00 15.20 15.40 15.60
m/z 41.00 32.69%
71
5000
85
29
s [ o mstrages e
N o e o o e RARREE SRS EE R s ns a R EEEEEEE S Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.20 15.40 15.60

SOM-EPA-BN121218MA_M Fri Dec 14 17:40:03 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.69 3.94 ng/ul 62983 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 80
2 Heptacosane 380 C27H56 000593-49-7 80
3 Hexacosane 366 C26H54 000630-01-3 64
4 Heneicosane 296 C21H44 000629-94-7 64
5 Heptadecane 240 C17H36 000629-78-7 64
Abundance Scan 2160 (15.692 min): BN003891.D (-2151) (-) m/z 57.05 100.00%
g7
5000
85
\ ‘ 113 180 15.'40 15.|60 15.|80 16.|00
ol bl el m/z 71.10 58.45%
m/z--> 50 100 150 200 250 300 350
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57
5000
15.40 15.60 15.80 16.00
29 85 m/z 43.10 48.47%
113
ol .“- [ e S S VS N
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.40 15.60 15.80 16.00
5000 m/z 85.10 29.11%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57 15.40 15.60 15.80 16.00
m/z 41.00 24 _.01%
5000 85
. ZP“ j || M3 141 169 197 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00

SOM-EPA-BN121218MA_M Fri Dec 14 17:40:04 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.15 3.91 ng/ul 84235 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tritetracontane 605 C43H88 007098-21-7 90
Abundance Scan 2238 (16.151 min): BN003891.D (-2232) (-) m/z 57.05 100.00%
g7
5000 85
4
13 15180 16,00 1620 1640
0 m/z 71.10 72.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
85
5000
4 15.80 16.00 16.20 16.40
m/z 43.10 68.82%
0 L d i 1%3 , 41 169 197212 240
m/z--> 25 40 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance
57
15.80 16.00 16.20 16.40
5000 85 m/z 85.10 46 .59%
41
113

141156 183 211 239 267 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane

57 15.80 16.00 16.20 16.40

m/z 41.00 33.43%
5000 85
4
. ‘ T 197225 258

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 80 16. 00 16 20 16. 40

SOM-EPA-BN121218MA_M Fri Dec 14 17:40:05 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.94 2.01 ng/ul 43215 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tritetracontane 605 C43H88 007098-21-7 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2372 (16.939 min): BN003891.D (-2367) (-) m/z 57.05 100.00%
5000 85
Al 16160 16,80 17,00 17,20
0 - m/z 71.10 71.43%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85

16.60 16.80 17.00 17.20
m/z 43.05 66.26%

113

oLl f 7T 141 169 107 225 253 295 323 367
—— e e T
m/z--> 50 100 150 200 250 300 350
Abundance
57
IIIIIIIIIIIIIIIAIIIIIII
16.60 16.80 17.00 17.20
5000 85 m/z 85.10 50.25%
29
. 13 141 169 197 205 254
— T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57 16.60 16.80 17.00 17.20
m/z 41.00 32.34%
85
5000
29
\ | 18 141 169 197 268
Qb v e T e e e e e e L I
m/z--> 50 100 150 200 250 300 350 16.60 16.80 17.00 17.20

SOM-EPA-BN121218MA_M Fri Dec 14 17:40:06 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 15 Hexadecanoic acid, butyl ester Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
19.50 3.20 ng/ul 105676 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 96
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 95
3 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
4 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 62
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 30

Abundance Scan 2807 (19.498 min): BN003891.D (-2802) (-) m/z 56.10 100.00%
56
5000
73
257
129 R B o R
3 o1 57 185 2629 1920 19.40 19.60 19.80
o} m/z 57.05 52 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000
41 19.20 19.40 19.60 19.80
129 239257 m/z 41.10 43.78%
0 \‘ 1ll h H‘ M\ 1\91\\\\ 157 185 213 ‘ ‘ 283 312
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
56
19.20 19.40 19.60 19.80
5000 41 m/z 43.05 42 .48%
73
. 97112'%° 157 185 213 239257 55 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154930: Hexadecanoic acid, butyl ester
56 19.20 19.40 19.60 19.80
m/z 55.00 33.83%
5000
41
& 129 23922
oL, ‘ | h H‘ " mlﬁ | 157 185 2 e ‘ 283 312
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 19.20 19.40 19.60 19.80

SOM-EPA-BN121218MA_M Fri Dec 14 17:40:07 2018 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 Octadecanoic acid, butyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
20.55 2.24 ng/ul 73833 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 58
2 Butyl myristate 284 C18H3602 000110-36-1 50
3 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 50
4 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 27

Abundance Scan 2986 (20.551 min): BN003891.D (-2981) (-) m/z 56.10 100.00%
56
5000
285
83 129 267 SRR AR
3 1101 | 185 09 241 l 340 20.20 20.40 20.60 20.80
ol S N [N N S B m/z 57.10 65.26%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000
285 340 20.20 20.40 20.60 20.80
73 . 267 m/z 43.10 46.97%
97 241
ol— |3\| I \M\N .‘N‘.‘h‘ll .“h. ‘. |‘1|53| . .‘. |2|13| " .‘ I .‘. .‘. ‘|3:.I-1. —
m/z--> 50 100 150 200 250 300
Abundance
56
20.20 20.40 20.60 20.80
5000 m/z 41.00 39.88%
229
73 211
129 284
o 39 101 157 255
m/z--> 50 100 150 200 250 300
Abundance #177166: Octadecanoic acid, 2-methylpropyl ester
57 20.20 20.40 20.60 20.80
m/z 55.05 33.81%
5000
29 267285
83 129
o LT ey 185 g 2 | gy w0
m/z--> 50 100 150 200 250 300 20.20 20.40 20.60 20.80

SOM-EPA-BN121218MA_M Fri Dec 14 17:40:08 2018 Page: 20



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 17 1-Heptacosanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.09 3.45 ng/ul 113626 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 91
Abundance Scan 3078 (21.092 min): BN003891.D (-3071) (-) m/z 83.10 100.00%
a7
5000 1
H3 2(1’7 - 20.80 21.00 21.20 21.40
ob——- LA e S e T A e m/z 57.10 97 .77%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
5000
125 20.80 21.00 21.20 21.40
m/z 97.10 96 .58%
L 2L L1011 509 296 oma 200 a0 350 318
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
20.80 21.00 21.20 21.40
5000 11 m/z 43.05 91.59%
29 139
o 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 88 20.80 21.00 21.20 21.40
m/z 69.10 91.29%
5000 1
29
L ” L) 13 167 196 204 252 280 508
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 18 1,4-Dimethyl-8-isopropylide... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.23 3.68 ng/ul 151078 Perylene-di12 23.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 60
2 1H-3a,7-Methanoazulene, octahydr... 204 C15H24 000508-55-4 60
3 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 60
4 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 52
5 Guaia-3,9-diene 204 C15H24 000489-83-8 49
Abundance Scan 3952 (26.233 min): BN003891.D (-3944) (-) m/z 204.20 100.00%
204

5000

26.00 26.20 26.40 26.60
m/z 135.05 52 .66%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204

26.00 26!20 26.I40 26.60
m/z 121.10 52.22%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

204
91 121 161 IIIIIIIIIIIIIIIIIIIIIII
26.00 26.20 26.40 26.60
41 189
5000 67 m/z 189.20  45.30%
186 145
26

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet... R e i Rmmas ma
26.00 26.20 26.40 26.60

m/z 95.10 42.20%

5000

ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

I T
26.00 26.20 26.40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN121318\
Data File : BN0O03891.D

Acq On : 13 Dec 2018 14:40

Operator : JU/SJ

Sample - J6229-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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]
Butane, 2-methoxy... 3.02 16.2 ng/ul 87446 1 7.83 107958 20.0
Ether, hexyl pentyl 10.56 3.6 ng/ul 36144 2 10.63 202800 20.0
Sulfurous acid, d... 11.61 6.0 ng/ul 61035 2 10.63 202800 20.0
(DEL) Alkane: Str... 12.02 8.5 ng/ul 86507 2 10.63 202800 20.0
Sulfurous acid, b... 12.23 3.3 ng/ul 33312 2 10.63 202800 20.0
unknown-01 12.72 2.0 ng/ul 32499 3 14.46 319446 20.0
(DEL) Alkane: Str... 12.97 4.2 ng/ul 67802 3 14.46 319446 20.0
(DEL) Alkane: Str... 13.26 9.4 ng/ul 150494 3 14.46 319446 20.0
(DEL) Alkane: Str... 14.33 6.8 ng/ul 108217 3 14.46 319446 20.0
Sulfurous acid, 2... 14.95 2.3 ng/ul 36860 3 14.46 319446 20.0
(DEL) Alkane: Str... 15.29 4.5 ng/ul 71805 3 14.46 319446 20.0
(DEL) Alkane: Str... 15.69 3.9 ng/ul 62983 3 14.46 319446 20.0
(DEL) Alkane: Str... 16.15 3.9 ng/ul 84235 4 17.21 430943 20.0
(DEL) Alkane: Str... 16.94 2.0 ng/ul 43215 4 17.21 430943 20.0
Hexadecanoic acid... 19.50 3.2 ng/ul 105676 5 21.39 659455 20.0
Octadecanoic acid... 20.55 2.2 ng/ul 73833 5 21.39 659455 20.0
1-Heptacosanol 21.09 3.5 ng/ul 113626 5 21.39 659455 20.0
1,4-Dimethyl-8-is... 26.23 3.7 ng/ul 151078 6 23.70 821104 20.0
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