LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN081318\
Data File : BN002319.D

Acq On : 13 Aug 2018 22:53

Operator : JU/SJ

Sample - J4422-08

Misc :

ALS Vial : 17 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-BNO81318MA_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 5.787 471 476 494 rVB 810295 1224815 11.55% 1.455%
2 6.858 652 658 674 rvB3 237971 535659 5.05% 0.636%
3 7.022 679 686 695 rBY 790087 1248208 11.77% 1.483%
4 7.216 713 719 728 rVB 827070 1319615 12.45% 1.567%
5 7.681 791 798 805 rBY 680893 1111588 10.48% 1.320%
6 8.269 892 898 909 rBvV 66508 134182 1.27% 0.159%
7 8.381 911 917 933 rVB 671469 1155029 10.89% 1.372%
8 8.769 977 983 987 rBvY 80374 130037 1.23% 0.154%
9 8.828 987 993 1004 rVB 1075294 1775754 16.75% 2.109%
10 9.540 1107 1114 1124 rBV 860832 1472345 13.89% 1.749%

11 9.816 1152 1161 1172 rBV 217059 466349 4._.40% 0.554%
12 10.081 1199 1206 1220 rBV 1175407 2101993 19.82% 2.497%
13 10.451 1261 1269 1277 rBV 1064595 1793028 16.91% 2.130%
14 10.816 1324 1331 1358 rBV 196864 536602 5.06% 0.637%
15 11.093 1371 1378 1391 rVB 785338 1370874 12.93% 1.628%

16 12.598 1628 1634 1644 rBV 153304 266449 2.51% 0.316%
17 13.722 1819 1825 1830 rBV 2714815 3803125 35.87% 4.517%
18 13.769 1830 1833 1840 rVB 170317 246983 2.33% 0.293%
19 13.998 1862 1872 1883 rBV 2810719 4387288 41.38% 5.211%
20 14.310 1918 1925 1936 rBV3 1759124 2733137 25.78% 3.246%

21 14.528 1956 1962 1972 rBV 229863 417969 3.94% 0.496%
22 14.757 1993 2001 2025 rBV 1019286 1777070 16.76% 2.111%
23 15.310 2087 2095 2103 rBV 3673149 5433843 51.25% 6.454%
24 15.434 2110 2116 2128 rBV 1438812 2047092 19.31% 2.431%
25 16.475 2288 2293 2303 rBV2 72829 120017 1.13% 0.143%

26 17.057 2385 2392 2399 rBV 2266017 3115065 29.38% 3.700%
27 17.157 2402 2409 2420 rVV2 4514451 6252617 58.97% 7.426%
28 17.969 2540 2547 2556 rBV2 217792 397607 3.75% 0.472%
29 18.198 2577 2586 2628 rBV 5570433 10603139 100.00% 12.594%
30 19.457 2794 2800 2808 rBV 5482022 7315758 69.00% 8.689%

31 21.051 3065 3071 3085 rBV7 57314 198547 1.87% 0.236%
32 21.257 3100 3106 3114 rBV 3009934 3830289 36.12% 4._.549%
33 22.310 3281 3285 3291 rVB2 131101 167759 1.58% 0.199%
34 22.433 3302 3306 3314 rVB 493067 624508 5.89% 0.742%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN081318\
Data File : BN002319.D

Acq On : 13 Aug 2018 22:53

Operator : JU/SJ

Sample - J4422-08

Misc :

ALS Vial : 17 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:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_M
SVOA CALIBRATION

35 22.810 3366 3370 3376 rVB 188733 255721 2.41% 0.304%
36 23.339 3452 3460 3476 rBV2 4248840 8463530 79.82% 10.052%
37 23.480 3476 3484 3494 rVB2 2128893 3934328 37.11% 4.673%
38 24.004 3568 3573 3582 rvB2 239787 440595 4.16% 0.523%
39 24.739 3691 3698 3706 rBV 209599 457559 4._.32% 0.543%
40 25.592 3837 3843 3853 rVB3 131462 327745 3.09% 0.389%

41 26.598 4009 4014 4021 rVB4 78613 200186 1.89% 0.238%

Sum of corrected areas: 84194004
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002319.D

Acq On : 13 Aug 2018 22:53

Operator : JU/SJ

Sample : J4422-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_M
= SVOA CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BN002319.D

5000000
4000000
3000000

2000000

8.83 10.08 10 45

1000000 5}.{79 70222 4 8.38 j\ 9.54 11.09
6.8 ﬁ A 9.82 10.82A
L—a— A 8, A A

e e B B L L = S LSRN LUR S S LIPARE s A -

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 8.00 8 900 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BN002319.D

18.20 19,46

5000000
17.16

4000000 15.31

3000000 13.734.00

17.06

2000000 14.31
5.43

1000000 14.76

. 1%59 18.77 14.53 k 16.47 17.97
L T maam o T B B e L e B BBaats e e e

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: BN002319.D

5000000
23.34

4000000
21.26
3000000

23.48
2000000

1000000 2243

22. 22.81 24.00 24.74 25 59
X I s ol P A A 26,60

e S e e ————

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\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002319.D

Acq On : 13 Aug 2018 22:53

Operator : JU/SJ

Sample : J4422-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 Ethanol, 2-butoxy- Concentration Rank 2

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

5.79 22.04 ng/ul 1224820 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 78
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 53
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 50
4 3,3-Dimethylbutane-2-ol 102 C6H140 000464-07-3 42
5 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 38

Abundance Scan 477 (5.793 min): BN002319.D (-471) (-) m/z 57.05 100.00%
57
5000 a5
& 540 560 5.80 6.00 6.20
75 . . . . .
o ,..'.'.,.|...1‘,’°...1.1f‘....,....,....,....,210.7.. m/z 45.00 40.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8821: Ethanol, 2-butoxy-
57
5000
45 540 560 5.80 6.00 6.20
29 87 m/z 41.05 35.41%
oL 28 | 100 us
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8872: Ethylene glycol monoisobutyl ether
57
45 I RARRE AR AN LR
540 560 5.80 6.00 6.20
5000 m/z 87.10 18.26%
29 75
87
0 ..:.L?....l....,....,...:.L?Q...l....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8820: Ethanol, 2-butoxy-
57 540 560 5.80 6.00 6.20
m/z 56.05 8.19%
5000 o9 45
87
A T N B
m/z--> 20 40 60 80 100 120 140 160 180 200 540 560 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002319.D

Acq On : 13 Aug 2018 22:53

Operator : JU/SJ

Sample : J4422-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 Heptanoic acid Concentration Rank 9

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

8.27 2.41 ng/ul 134182 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 90
2 Heptanoic acid 130 C7H1402 000111-14-8 90
3 Heptanoic acid 130 C7H1402 000111-14-8 83
4 Heptanoic acid 130 C7H1402 000111-14-8 78
5 Hexanoic acid 116 C6H1202 000142-62-1 64

Abundance Scan 898 (8.269 min): BN002319.D (-892) (-) m/z 60.00 100.00%
60
73
5000 a1
87 IREBE AR RS AR S
Wl sa | 101 8.00 8.20 840 8.60
o BB | T m/z 73.00 52.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13415: Heptanoic acid
60 “
5000 73
7 A 8.00 8.20 8.40 8.60
87 m/z 41.00 36.87%
0 |,34 ||‘| 530 L] 94201 133 139
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13414: Heptanoic acid
60
8.00 8.20 8.40 8.60
5000 73 m/z 55.00 30.73%
41
o7 87
0 1554 I 7S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13417: Heptanoic acid
60 8.00 8.20 8.40 8.60
m/z 43.00 30.24%
5000 73
b i S e T ma 10
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.00 8.20 840 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002319.D

Acq On : 13 Aug 2018 22:53

Operator : JU/SJ

Sample : J4422-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 Benzenemethanol, .alpha.,.a... Concentration Rank 10

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

8.77 2.34 ng/ul 130037 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol, .alpha.,.alpha.... 136 C9H120 000617-94-7 68
2 Benzenamine, 2,4-dimethyl- 121 C8H11N 000095-68-1 64
3 .alpha.-Ethyl-_alpha.-methylbenz... 150 C10H140 001565-75-9 59
4 _.alpha.-Ethyl-_.alpha.-methylbenz... 150 C10H140 001565-75-9 59
5 Benzenamine, 3,4-dimethyl- 121 C8H11N 000095-64-7 58

Abundance Scan 983 (8.769 min): BN002319.D (-977) (-) m/z 43.00 100.00%
43
121
5000
77
| | % 103 . 1% 8.40 860 880 9.00 9.20
O”P'”P”W'”WM'4”dm'”P”W'”W””IM”P“M'”W“”I””P”W m/z 121.00 65.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16537: Benzenemethanol, .alpha.,.alpha.-dimethy!l-
43
5000 USRS SARS AR N
121 840 8.60 880 9.00 9.20
m/z 77.10 18.51%
51 77
0 27 | | 5967 | Ol 108113 | 136
A I A
Abundance #9621: Benzenamine, 2,4-dimethyl-
121
SRS RARSE SARSERARANY
106 8.40 860 8.80 9.00 9.20
5000 m/z 78.00 12.72%
77
AT ‘
S A B RS SRARS REALS RRALA NEALA RARAN LARAS RANAS RARRS RARRS SRS SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23846: .alpha.-Ethyl-.alpha.-methyloenzy! alcohol VR S . N
43 121 840 8.60 8.80 9.00 9.20
m/z 51.00 12.39%
5000
57
o152 e oot 105 | am g
m/z--> 10 20 30 Jo 55 60 70 80 90 100 110 120 130 140 150 8.40 860 880 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002319.D

Acq On : 13 Aug 2018 22:53

Operator : JU/SJ

Sample : J4422-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 4 Octanoic acid Concentration Rank 6

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

9.82 5.20 ng/ul 466349 Naphthalene-d8 10.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 91
2 Octanoic acid 144 C8H1602 000124-07-2 86
3 Octanoic acid, silver(l+) salt 250 C8H15Ag02 024927-67-1 83
4 Octanoic acid 144 C8H1602 000124-07-2 78
5 Hexanoic acid 116 C6H1202 000142-62-1 59

Abundance Scan 1162 (9.822 min): BN002319.D (-1152) (-) m/z 60.00 100.00%
6o
5000 4 /\\
101 N B
8 129 9. 60 9. 80 10. oo 10 20
(o} e m/z 73.00 62 .52%
m/z--> 50 100 150 200 250 300 350
Abundance #20837: Octanoic acid
60
5000 4 L L R ---- ™
9.60 9.80 1000 1020
101 m/z 43.00 44 .74%

15 8 [129
0 e e
m/z--> 50 100 150 200 250 300 350
Abundance #20840: Octanoic acid
60

9.60 9.80 10.00 10.20

5000 m/z 41.05 38.87%
4 85
LD [1E s
0 e
m/z--> 50 100 150 200 250 300 350
Abundance #102674: Octanoic acid, silver(1+) salt
60 9.60 9.80 10.00 10.20
m/z 55.00 38.34%
127
5000
T
W M‘Jm.'???. e 206 249273 %9
m/z--> 50 100 150 200 250 300 350 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002319.D

Acq On : 13 Aug 2018 22:53

Operator : JU/SJ

Sample : J4422-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 Ethanol, 2-phenoxy- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.82 5.99 ng/ul 536602 Naphthalene-d8 10.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 95
2 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 91
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 91
4 Methane, isopropoxyphenoxy- 166 C10H1402 000828-12-6 53
5 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 53
Abundance Scan 1332 (10.822 min): BN002319.D (-1324) (-) m/z 94.00 100.00%
]
5000
51 " 138
39 | 6|6 ‘ | 107 1 10.60 10.80 11.00 11.20
0'“v'“w“'v“m”lﬁ'“w*LWH'm““l'“l“mw'HV“'w”“V“w m/z 77.00 32.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17283: Ethanol, 2-phenoxy-
]
5000 AR AR AN R RS
77 138 10,60 10.80 11.00 11.20
51 m/z 138.00 24 _.93%
27 66 ‘ 107
0'”P'“P'”P”JPd'i”W'“W”'W”?I'”I”mP'”P”'P”W'”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17282: Ethanol, 2-phenoxy-
]
10.60 10.80 11.00 11.20
0
5000 138 m/z 95.00 16.28%
77
o 18 27 38 ﬂS 155 M “ 8s | 197 119
mz> 10 2 30 40 50 80 70 80 90 100 110 10 130 140
Abundance #17281: Ethanol, 2-phenoxy-
] 10.60 10.80 11.00 11.20
m/z 51.00 16.13%
5000
o6 77 138
39 51
0"'P%?'P'?TP"'P"'P"W"'W"'W""""}?7"}ﬁ9"ﬁ"”l"”l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002319.D

Acq On : 13 Aug 2018 22:53

Operator : JU/SJ

Sample : J4422-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 Benzothiazole Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.09 15.29 ng/ul 1370870 Naphthalene-d8 10.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 97
2 Benzothiazole 135 C7H5NS 000095-16-9 97
3 Benzothiazole 135 C7H5NS 000095-16-9 95
4 1,2-Benzisothiazole 135 C7H5NS 000272-16-2 90
5 1H-Pyrazolo[3,4-d]pyrimidin-4-amine 135 C5H5N5 002380-63-4 59
Abundance Scan 1378 (11.093 min): BN002319.D (-1371) (-) m/z 135.00 100.00%
135
5000 /\
108
69 e
38 45 54 ¢ 8 a1 o 10.80 11.00 11.20 11.40
0.“,””“.”“.NPJHL!JN:n“h.ﬂ”.¢”.“”q.”w.“w.ﬁw.” m/z 108.00 35.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15454: Benzothiazole
135
5000 N B UL R U
108 10 80 11. 00 11. 20 11. 40
69 82 m/z 69.00 21.12%
. 27 8P S| T oo | .
miz--> % % 40 e'o 70 80 90 100 110 120 130 140
Abundance #15455: Benzothiazole
135
110.80 11.00 11.20 11.40
5000 m/z 82.00 11.69%
108
82
9 B \
0'”l“'WH'w'““w'“b'“lh'WH'w““w'“'v'“v'“l“'W'Ww'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15456: Benzothiazole e
135 10 80 11. 00 11. 20 11. 40

m/z 63.00 11.50%

5000
108

82 o1
1826 384 58 | O 9oy |4 !

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.80 11.00 11.20 11.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002319.D

Acq On : 13 Aug 2018 22:53

Operator : JU/SJ

Sample : J4422-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 Dodecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.76 13.00 ng/ul 1777070 Acenaphthene-d10 14_.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Dodecanoic acid 200 C12H2402 000143-07-7 91
3 Dodecanoic acid 200 C12H2402 000143-07-7 91
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2001 (14.757 min): BN002319.D (-1993) (-) m/z 73.00 100.00%

73
43
5000
85 129 157
o 11 | 17 200 14.40 14.60 14,80 15.00
ol L m/z 60.00 96.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
60 73
43
5000 129 U B B UL B

14. 40 14 60 14. 80 15.00

85 157
29 101 115 m/z 43.05 71.23%
\| 143 171 200
0 15 .|| - I. " 183
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61117: Dodecanoic acid
60 73
43 ||||||||||||||||||||
14.40 14.60 14.80 15.00
5000 m/z 41.05 64 .35%
29 129 200
‘ 101 115 143 o 171
0...,ﬂm.hb.wh‘mﬂ M‘ W .M. u.nM..Jq.N.EQQ..f.
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #61121. Dodecanoic acid
60 73 14.40 14.60 14.80 15.00

m/z 55.00 61.79%

43
5000
29 129 157 200 L
101 115
ob— :.L? AL I‘I‘I\ il L, M“ H\ L ‘ \]\-‘\13 ‘ 171 183 A

m/z--> 20 40 60 O 120 140 160 180 200 14. 40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002319.D

Acq On : 13 Aug 2018 22:53

Operator : JU/SJ

Sample : J4422-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.97 2.55 ng/ul 397607 Phenanthrene-d10 17.06
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 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 68
Abundance Scan 2547 (17.969 min): BN002319.D (-2540) (-) m/z 73.00 100.00%
7B
5000 129
> g 115 213
143157171185 199 | 997 256 17.60 17.80 18.00 18.20
(o} m/z 43.10 95 _55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129

17.60 17.80 18.00 18.20
m/z 60.00 93.96%

213
143 157171185 199
Ol prrrrr i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
4 g0 73

17. 60 17. 80 18 00 18.20

5000] 29 m/z 41.00 77.16%
129
85 256
213
. W M‘ P 15 | 143157171185 199 1> 27539
T AND
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid e e ey AR ESVEReS
60 78 17.60 17.80 18.00 18.20

23 m/z 57.10 76.09%

5000 129
185 228
g8 115 | 143 171 ‘
. L \M‘ %\ H\ \ 157 199213 ‘

m/z--> 20 80 100 120 140 160 180 200 220 240 260 17. 60 17. 80 18 00 18. 20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002319.D

Acq On : 13 Aug 2018 22:53

Operator : JU/SJ

Sample : J4422-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 9 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.20 68.08 ng/ul 10603100 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 95
2 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 94
3 Lycopodan-5-one, 12-hydroxy-15-m... 263 C16H25N02 021061-90-5 91
4 2,2-Bis[4"-cyanooxyphenyl]propane 278 C17H14N202 1000322-13-3 72
5 2-(4-Methoxy-phenyl)-1H-1,3a,8-t... 263 C16H13N30 036289-23-3 53
Abundance Scan 2586 (18.198 min): BN002319.D (-2577) (-) m/z 263.20 100.00%
263
5000 57 /\\_
147 278 AR PR SUNRN ISURN
41 77 91 115128 161 185 203 219 235248 17.80 18.00 18.20 18.40 18.60
0...,l...'.,....,.'.'..,.'.'.'.""' ,"'.'...",'....,."...,'....,....,....,'...',.. m/z 57.05 39.48%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126025: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263
5000 AU SRR B
278 17.80 18.00 18.20 18.40 18.60
57 147 m/z 278.20 22 _.45%
. 4L | 77 01 115129 | 161 185 203 2}9 235 .
m/z--> 40 60 80 160 120 150 160 180 200 220 250 260 280
Abundance #126026: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263
17.80 18.00 18.20 18.40 18.60
5000 m/z 264.20 19.58%
278
57
41 77 91 110 129 147161 185 203 219 535
oY S TP BESUACA sl W Y R SVt ] v~ W
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #113203: Lycopodan-5-one, 12-hydroxy-15-methyl-, (12.alpha... R TR EEEEE e
190 263 17.80 18.00 18.20 18.40 18.60
246 m/z 147 .00 16.01%
152
5000 124 /t\_
m/z--> ‘ 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002319.D

Acq On : 13 Aug 2018 22:53

Operator : JU/SJ

Sample : J4422-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 Supraene Concentration Rank 7

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

22.43 3.17 ng/ul 624508 Perylene-di12 23.48

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Supraene 410 C30H50 007683-64-9 91

2 Squalene 410 C30H50 000111-02-4 91

3 Squalene 410 C30H50 000111-02-4 90

4 Farnesol isomer a 222 C15H260 1000108-92-4 64

5 2,6-Octadiene, 4-methyl- 124 C9H16 074498-94-5 52
Abundance Scan 3305 (22.427 min): BN002319.D (-3302) (-) m/z 69.10 100.00%

69
5000
41

95 137 22 20 22. 40 22. 60 22. 80
175 207
Ol bl YA, 175 207231253 281 342 415 757 81.00  49.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 LA L L L L LB L L LB

22 20 22. 40 22. 60 22. 80
m/z 41.05 27 .32%

0 \ L d 17 d 1163 101 217 245 273 299 341 367 410
iy — T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene

69

22.20 22. 40 22. 60 22.80

5000, 4 m/z 95.10 13.14%
95
o b u 417 “ 161 191 217 273 299 341 367 410
N B B e A S
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene R RERREREEEEE o
69 22.20 22.40 22.60 22.80
m/z 68.00 12.79%
5000
a1
95 137
o A ;17 1 161 191 217 244 273 299 341 367 410
el T T T T
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002319.D

Acq On : 13 Aug 2018 22:53

Operator : JU/SJ

Sample : J4422-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 12
R.T. EstConc Area Relative to ISTD R.T.

2400 2.24 ng/ul 440595 Perylene-d12 23.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 93
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 3572 (23.998 min): BN002319.D (-3568) (-) m/z 57.05 100.00%

57
5000 85

13 23160 23.80 24.00 24.20 24.40
141169 211 295
o,....,....1[,1.1...,....,....2‘,‘3?...,...3‘.‘2.... e 20 Tm/z 71.05  67.41%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane
5000 LA INL L L L L L L L L LB

23. 60 23 80 24 00 24. 20 24 40
m/z 43.05 62 .55%

o 13141169197225253 282
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57

23160 23.80 24.00 24.20 24.40
5000 85 m/z 85.10 47 .84%

29 13
fi 141169197225253 295323 367

m/z--> CI) 5I0 l(I)O 15IO 200 250 300 350 400 45I0 5(I)O 55IO
Abundance #141426: Heneicosane RN e e
23.60 23.80 24.00 24.20 24.40
m/z 55.00 25.51%

85
5000
‘ 141169197225253 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 60 23 80 24 00 24. 20 24 40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002319.D

Acq On : 13 Aug 2018 22:53

Operator : JU/SJ

Sample : J4422-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 11
R.T. EstConc Area Relative to ISTD R.T.

24.74 2.33 ng/ul 457559 Perylene-d12 23.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Triacontane 422 C30H62 000638-68-6 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 3698 (24.739 min): BN002319.D (-3691) (-) m/z 57.05 100.00%

5000

24.40 24.60 24.80 25.00
m/z 71.05 65.18%

o 195 207739 281 357 415
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #194493: Hexacosane
5|7
5000 L LI (L LB L BB |
24.40 24.60 24.80 25.00
9 m/z 43.05 58.75%
0 , 141 183 225 267 309 367
A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #219831: Triacontane
517
R LR RS S
24.40 24.60 24.80 25.00
5000 m/z 85.10 47.26%
99
ol 26] | |11 ] 4 183 225 267 309 351 422
e A e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 24.40 24.60 24.80 25.00
m/z 55.00 22 .53%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L Sttt

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 24 40 24. 60 24.80 25.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN081318\
Data File : BN002319.D

Acq On : 13 Aug 2018 22:53

Operator : JU/SJ

Sample - J4422-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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]
Ethanol, 2-butoxy- 5.79 22.0 ng/ul 1224820 1 7.68 1111590 20.0
Heptanoic acid 8.27 2.4 ng/ul 134182 1 7.68 1111590 20.0
Benzenemethanol, ... 8.77 2.3 ng/ul 130037 1 7.68 1111590 20.0
Octanoic acid 9.82 5.2 ng/ul 466349 2 10.45 1793030 20.0
Ethanol, 2-phenoxy- 10.82 6.0 ng/ul 536602 2 10.45 1793030 20.0
Benzothiazole 11.09 15.3 ng/ul 1370870 2 10.45 1793030 20.0
Dodecanoic acid 14.76 13.0 ng/ul 1777070 3 14.31 2733140 20.0
n-Hexadecanoic acid 17.97 2.5 ng/ul 397607 4 17.06 3115070 20.0
3,5-di-tert-Butyl... 18.20 68.1 ng/ul 10603100 4 17.06 3115070 20.0
Supraene 22.43 3.2 ng/ul 624508 6 23.48 3934330 20.0
(DEL) Alkane: Str... 24.00 2.2 ng/ul 440595 6 23.48 3934330 20.0
(DEL) Alkane: Str... 24.74 2.3 ng/ul 457559 6 23.48 3934330 20.0
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