LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@22322\
Data File : BGO52460.D

Acqg On : 23 Feb 2022 11:40
Operator : CG/JU

Sample : N1622-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG022222.M
Title : SVOA CALIBRATION

Signal : TIC: BGO52460.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.547 5 10 13 rBV3 4914 8317 ©.52% 0.035%
2 3.582 13 16 22 rVB 12000 15569 0.98% 0.066%
3 4.651 193 198 204 rBV 23774 36237 2.28% 0.154%
4 5.268 296 303 311 rBV 233180 338957 21.29% 1.437%
5 6.460 501 506 510 rBvV3 3163 4392 0.28% 0.019%
6 7.371 653 661 670 rBV 100322 179511 11.28% 0.761%
7 7.529 682 688 696 rBV 70551 119224 7.49% 0.505%
8 7.753 718 726 733 rBV 92750 157301 9.88% 0.667%
9 8.223 799 806 813 rBV2 82142 139600 8.77% 0.592%
10 8.745 886 895 902 rBV3 49001 117410 7.38% 0.498%
11 8.804 902 905 911 rVB2 4443 6349 0.40% 0.027%
12 8.928 919 926 935 rBV 114423 200266 12.58% 0.849%
13 9.392 998 1005 1009 rBV 96099 173445 10.90% 0.735%
14  9.439 1009 1013 1021 rVB 74616 129991 8.17% ©.551%
15 9.809 1071 1076 1080 rVB4 3902 5541 ©0.35% 0.023%
16 10.126 1123 1130 1133 rBV 84177 158796 9.98% 0.673%
17 10.155 1133 1135 1143 rVB2 85063 136700 8.59% 0.579%
18 10.443 1178 1184 1191 rVB 65485 105709 6.64% 0.448%
19 10.678 1215 1224 1239 rBV3 129668 368735 23.16% 1.563%
20 10.819 1243 1248 1254 rBV3 5069 8756 0.55% 0.037%

21 11.060 1283 1289 1294 rVV 112637 213342 13.40%
22 11.113 1294 1298 1304 rVV 74926 127293 8.00%
23 11.189 1304 1311 1320 rVB 112488 208831 13.12%
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00
Ul
B

24 12.323 1497 1504 1515 rBV 335920 557143 35.00% 361%
25 12.452 1522 1526 1531 rVB5 3112 4456  0.28% 019%
26 12.570 1541 1546 1550 rBvV4 4468 7506  0.47% 032%
27 12.705 1562 1569 1578 rBV 254421 415067 26.07% 759%
28 12.834 1586 1591 1594 rBV5 4789 7989  0.50%

29 12.928 1600 1607 1619 rVB 204827 357183 22.44%
30 13.051 1623 1628 1637 rVV2 102943 153438 9.64%

ORrORO®
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R

31 13.310 1666 1672 1681 rBV 95408 158426  9.95%
32 13.674 1729 1734 1740 rBV 12474 15519 0.97%
33 13.745 1740 1746 1756 rVB 283577 458843 28.82%
34 14.256 1827 1833 1840 rBV 295357 426312 26.78%
35 14.426 1857 1862 1869 rVB 88675 129722  8.15%

OrRrRrROO®
0
S
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36 14.496 1869 1874 1878 rBV3 2117 4531 0.28% 0.019%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@22322\
Data File : BGO52460.D

Acqg On : 23 Feb 2022 11:40
Operator : CG/JU

Sample : N1622-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG022222.M
Title : SVOA CALIBRATION
37 14.561 1878 1885 1889 rBV 300622 539617 33.90% 2.287%
38 14.867 1931 1937 1943 rBV 202515 317320 19.93% 1.345%
39 14.931 1943 1948 1957 rVB 169209 253586 15.93% 1.075%
40 15.055 1963 1969 1980 rBV 115477 214016 13.44% 0.907%
41 15.219 1990 1997 2003 rVB 227124 334731 21.03% 1.419%
42 15.489 2037 2043 2057 rVV 261334 422857 26.56% 1.792%
43 15.636 2065 2068 2071 rVV4 2473 4045 0.25% 0.017%
44 15.683 2073 2076 2082 rVB4 6493 9047 0©.57% 0.038%
45 15.859 2099 2106 2109 rBV 410597 641821 40.32% 2.720%
46 15.900 2109 2113 2120 rVV2 305456 619623 38.92% 2.626%
47 15.989 2120 2128 2139 rVV3 612031 1085990 68.22% 4.603%
48 16.294 2177 2180 2184 rBV3 3172 4170 0.26% 0.018%
49 16.729 2249 2254 2259 rBV5 3846 6531 0.41% 0.028%
50 16.793 2259 2265 2273 rVWV 322550 452711 28.44% 1.919%
51 16.928 2280 2288 2296 rVB 337546 506601 31.82% 2.147%
52 17.134 2319 2323 2327 rBvV3 3107 4397 0.28% 0.019%
53 17.346 2355 2359 2362 rvv3 5297 7259 0.46% 0.031%
54 17.616 2399 2405 2409 rBV 290827 440620 27.68% 1.867%
55 17.657 2409 2412 2417 rVV 254261 382884 24.05% 1.623%
56 17.716 2417 2422 2426 rVV 528631 844799 53.07% 3.580%
57 17.751 2426 2428 2434 rVB 258615 310139 19.48% 1.314%
58 17.974 2461 2466 2469 rBV6 3046 5131 0.32% 0.022%
59 18.086 2479 2485 2495 rVwV 394960 557298 35.01% 2.362%
60 18.256 2508 2514 2520 rBV 78082 97890 6.15% 0.415%
61 18.485 2550 2553 2561 rVV5 15227 28484 1.79% 0.121%
62 18.556 2562 2565 2569 rVvVv 7638 10355 0.65% 0.044%
63 18.779 2599 2603 2606 rBV4 3381 5052 0.32% 0.021%
64 19.026 2639 2645 2655 rBV2 51344 77314 4.86% ©.328%
65 19.331 2694 2697 2704 rBV6 7907 16647 1.05% 0.071%
66 19.419 2704 2712 2722 rVV 215872 273386 17.17% 1.159%
67 19.548 2726 2734 2740 rBV 83114 99714 6.26% ©0.423%
68 19.666 2743 2754 2760 rBV 801809 1155204 72.57% 4.896%
69 19.901 2790 2794 2799 rVV4 4646 6544 0.41% 0.028%
70 19.995 2802 2810 2813 rVV 701321 1058372 66.48% 4.486%
71 20.024 2813 2815 2822 rVB 337701 410655 25.80% 1.740%
72 20.206 2844 2846 2852 rVB5 4615 4888 0.31% 0.021%
73 20.465 2885 2890 2891 rBV3 7917 7646 0.48% 0.032%
74 20.500 2894 2896 2900 rVB4 5883 6076 ©0.38% 0.026%
75 20.606 2910 2914 2917 rVB4 15592 19569 1.23% ©0.083%
76 20.682 2923 2927 2930 rVB5 13672 17560 1.10% 0.074%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@22322\
Data File : BGO52460.D

Acqg On : 23 Feb 2022 11:40
Operator : CG/JU

Sample : N1622-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG022222.M

Title : SVOA CALIBRATION

77 20.835 2948 2953 2958 rBV2 41154 51599 3.24% 0.219%
78 20.888 2958 2962 2964 rVV5 4583 7671 0.48% 0.033%
79 20.905 2964 2965 2970 rvVv4 7818 8032 0.50% 0.034%
80 20.952 2970 2973 2977 rVV5 8345 10310 0.65% 0.044%
81 21.005 2977 2982 2984 rVBS 5742 8095 ©.51% 0.034%
82 21.522 3066 3070 3076 rBV4 45353 81285 5.11% 0.345%
83 21.787 3111 3115 3119 rBV6 6388 9378 ©.59% 0.040%
84 21.916 3130 3137 3144 rVV2 367338 981800 61.67% 4.161%
85 21.980 3144 3148 3154 rVV 298255 478213 30.04% 2.027%
86 22.033 3156 3157 3162 rVB4 10530 11033 0.69% 0.047%
87 22.110 3166 3170 3176 rVB6 7355 8780 ©.55% 0.037%
88 22.762 3277 3281 3286 rVB5 10438 14410 0.91% 0.061%
89 23.026 3320 3326 3335 rVB 27623 57942 3.64% 0.246%
90 23.502 3403 3407 3413 rV4 12077 24854 1.56% ©.105%
91 23.713 3440 3443 3449 rVVv8 4102 6372 0.40% 0.027%
92 24.295 3529 3542 3548 rBV 606241 1591936 100.00% 6.747%
93 24.360 3548 3553 3568 rVB 207218 524785 32.97%  2.224%
94 25.159 3678 3689 3697 rBV 342170 1010090 63.45% 4.281%
95 25.235 3697 3702 3714 rVB 100506 265962 16.71% 1.127%
96 25.399 3719 3730 3743 rVB2 168722 514947 32.35% 2.182%
97 26.656 3936 3944 3954 rVB5 16646 49497  3.11% 0.210%
98 29.406 4394 4412 4413 rBV2 114565 423826 26.62% 1.796%
99 30.633 4603 4621 4641 rBV2 100262 532714 33.46% 2.258%
100 31.791 4815 4818 4820 rBV4 2951 4277 0.27% 0.018%

Sum of corrected areas: 23594764
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@22322\
Data File : BGO52460.D

Acqg On : 23 Feb 2022 11:40
Operator : CG/JU

Sample : N1622-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance : ' '
800000 TIC: BG052460.D\data.ms

700000
600000
500000

400000

12.323

300000 12.705

2.928

5.268
200000

18.05:

. 10. 67§nm9
100000 737435753 8. 223 Jl%44 113
4.651 8. 74
P2 . 6.460 /\ 9.809 ARG

0\\\\‘\\\\‘\A\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ T \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG052460.D\data.
800000 \data.ms 19.666

700000

15.989
600000

17.716
500000

15.859
400000 18.086 21.916
161628 20/024

300000 13.745 14.236.561

219 19.419
200000 14,867

19.026
6 16.20416 728 7.13846) | 17.974 .864866770] 19.331 |10.9 22!

b s A v
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance : ' '
800000 TIC: BG052460.D\data.ms

DHBB0 22. 76‘

1000001-310 4.4 18.256 19.548
A 13.674 0

o

700000

24.295
600000

500000

400000 25.159

300000

241360
200000 5.399

25|12 29.406 30.633

100000

.A02623_§g.2713 26.656 31.791

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\|\\\\|\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@22322\
Data File : BGO52460.D

Acqg On : 23 Feb 2022 11:40
Operator : CG/JU

Sample : N1622-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.651 5.19 ng/ul 36237 1,4-Dichlorobenzene-d4 8.223
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 90

4 3-Hexen-2-one 98 C6H100 000763-93-9 90
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90

Abundance Scan 198 (4.651 min): BG052460.D\data.ms (-193) (-) m/z 83.15 100.00%

83.2
55.1
5000
43.1 98.2

A
L L L B B BRI B

‘ | 4.40 4.60 4.80 5.00
O et e m/z 55.15 66.88%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 \\\\‘\\\\‘\\A\\‘\\\\’\\\
43.0 98.0 4.40 4.60 4.80 5.00
29.0
m/z 43.15 33.17%
‘ Ll 7.0 |
OH\‘\H\‘HH‘H\‘\iHH‘HH‘HH‘HH"HH’HH"HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3567: 3-Hexen-2-one
83.0
55.0
43.0 4.40 4.60 4.80 5.00
5000 m/z 98.15 28.00%
29.0
98.0
| “\ H‘\ 69.0 |
Ottt e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3784: 2-Pentene, 2,4-dimethyl- R  EammaREE
83.0 4.40 4.60 4.80 5.00
55.0 m/z 39.15 25.74%
41.0
5000
27.0 98.0
15.0 67.0
oH“H“wHw“Hm}:“HM!wHu‘u‘Hu,wlu,um,uu SN NN SN NS
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@22322\
Data File : BGO52460.D

Acqg On : 23 Feb 2022 11:40
Operator : CG/JU

Sample : N1622-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.268 48.56 ng/ul 338957 1,4-Dichlorobenzene-d4 8.223

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 37
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 303 (5.268 mi

n): BG052460.D\data.ms (-296) (-)

m/z 43.15 100.00%

43.1
59.1
5000
101.2 T T T T
5.00 5.20 5.40 5.60
11— 83.2 ;
0 b e il S M/Z 59.15  56.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L L B I B
59.0 5.00 5.20 5.40 5.60
150 1010 m/z 101.15 18.97%
‘. \3\\]10 Ll | 83.0 \‘.
O\\\‘\fff‘\\ff[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R A
5.00 5.20 5.40 5.60
5000 59.0 m/z 58.15  14.54%
101.0
31?'0 Ly | 83.0 |
o v M M N
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl- R R R RRERRAE
43.0 5.00 5.20 5.40 5.60
m/z 41.15 9.00%
5000 59.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@22322\
Data File : BGO52460.D

Acqg On : 23 Feb 2022 11:40
Operator : CG/JU

Sample : N1622-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1,1'-Biphenyl, 4-nitro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.086  25.30 ng/ul 557298  Phenanthrene-d10 17.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Biphenyl, 4-nitro- 199 C12H9NO2 000092-93-3 99
2 1,1'-Biphenyl, 4-nitro- 199 C12HSNO2 000092-93-3 98
3 1,1'-Biphenyl, 4-nitro- 199 C12H9NO2 000092-93-3 96
4 Acenaphthylene, 1,2-dihydro-5-ni... 199 C12H9NO2 000602-87-9 94
5 1,1'-Biphenyl, 3-nitro- 199 C12H9NO2 002113-58-8 89

Abundance Scan 2485 (18.086 min): BG052460.D\data.ms (-2479) (- m/z 152.15 100.00%

152.2 199.2
5000
AA L
511 762 1192 18.00
o"w‘Hn_J‘Hp‘m”““ummm“_”‘mMu_m‘um“w m/z 199.15  90.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74818: 1,1'-Biphenyl, 4-nitro-
152.0 199.0
5000 —
18.00
c10 760 115.0 m/z 169.15 34.29%
O\\\‘2\8“'9“\\Hi\“‘\\\H!“\M\‘\\H“‘\\\‘\‘\H\\\“‘\\“\‘\\‘\\‘\\\\[\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74825: 1,1'-Biphenyl, 4-nitro-
152.0
199.0 —L :
18.00
5000 ITI/Z 151.15 31.05%
76.0
51.0 ‘ 115.0
P RN T VIR P A
m/z--> 20 40 60 80 100 120 140 160 180 200 J\ /\
Abundance #74822: 1,1'-Biphenyl, 4-nitro- T
152.0 18.00
199.0 m/z 141.15 29.91%
5000
51.0 76.0
115.0
7o) | Ll
bt e et b L 1
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@22322\
Data File : BGO52460.D

Acqg On : 23 Feb 2022 11:40
Operator : CG/JU

Sample : N1622-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.256 4.44 ng/ul 97890  Phenanthrene-d1e 17.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 95
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 72
4 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 72
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 72
Abundance Scan 2514 (18.256 min): BG052460.D\data.ms (-2508) (-  m/z 74.15 100.00%
74.2
5000 43.1
\
143.1 227.3 T L
| ‘ | 12 | 17121002 270.: 18.00 18.50
0 Hwwwwwmwlu‘wwwwww‘_wm_Wm m/z 87.15  78.31%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 \ T A R
43.0 18.00 18.50
143.0 m/z 43.15 38.24%
0 ‘u \“ L\‘ Ll \‘\115 O\ 17'} 0\199 022\70 279(
H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126208: Methyl tetradecanoate
74.0
Ay e
18.00 18.50
5000 m/z 55.15 33.81%
43.0
143.
; 110 4900710190 220
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126209: Methyl tetradecanoate
74.0 18.00 18.50
m/z 41.15 29.17%
5000
43.0
150 ‘ 1430 199.0 242.0
ol gt ao P gr00 220
m/z--> 20 40 60 80 100120140160180200220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@22322\
Data File : BGO52460.D

Acqg On : 23 Feb 2022 11:40
Operator : CG/JU

Sample : N1622-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 9,10-Anthracenedione Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.026 3.51 ng/ul 77314  Phenanthrene-d1e 17.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 97
2 9,10-Anthracenedione 208 C14H802 000084-65-1 94
3 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 92
4 9,10-Anthracenedione 208 C14H802 000084-65-1 91
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 83
Abundance Scan 2645 (19.026 min): BG052460.D\data.ms (-2639) (-  m/z 208.05 100.00%
1802 2081
152.2 '
5000
76.2 .
50"1 i ‘ 1000
0 oot bl i by myz 180015 84.27%

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

Abundance #85294: 9,10-Anthracenedione
152.0 180.0 208.0

5000 76.0 T ﬁ
19.00
m/z 152.15 77.16%
50.0 126.0 /
O ‘2\7\.(\)\“\\“1\“‘\1\”\“1”\‘\9\9“‘:‘{0\\\[\“\\\‘\\‘ ‘\‘\\\\“\\\\‘\H\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85293: 9,10-Anthracenedione
180.0 208.0
152.0 ~L /\ ‘
19.00
5000 76.0 ITI/Z 76.15 29.15%
50.0
126.0
RET I .. s il N I
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54969: Benzolc]cinnoline A b4 A=
152.0 180.0 19.00
m/z 151.15  28.28%
5000
76.0 126.0
39.0 102.0 ‘ “
o Y A M T S S ! e
m/z--> 20 40 60 80 100 120 140 160 180 200 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@22322\
Data File : BGO52460.D

Acqg On : 23 Feb 2022 11:40
Operator : CG/JU

Sample : N1622-05

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022222.M
: SVOA CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Concentration Rank 3

Peak Number 6 6-Octadecenoic acid, methyl...

R.T. EstConc Area Relative to ISTD R.T.
19.419 12.41 ng/ul 273386  Phenanthrene-di10 17.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 99
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
3 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99

Abundance Scan 2712 (19.419 min): BG052460.D\data.ms (-2704) (-  m/z 55.15 100.00%

55.1
5000

| 1050
0‘ A “‘n“\

! . m/z 69.15 70.55%
mlz--> 50 100 150 200 250 300
Abundance #194411: 6-Octadecenoic acid, methyl ester
41.01 74.0
5000

1950
264.0 m/z 41.15 68.97%

' 222.0
LU Lo 200
ok “J it ¢ 1 .
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0

1950
5000 ITI/Z 74.15 60.77%
230 264.0
222.0
H‘ 1 g 00 | 2
ok L w M u‘u\ M s o . RPN NP Wi

miz-> 50 100 150 200 250 300 /\
Abundance #194449: 9-Octadecenoic acid, methyl ester, (E)- =

55.0 19.50

43.15  52.42%
5000
L

264.0
230 222.0
0‘\‘}n \‘M‘M&nm ) A ‘

100 150 200 250 300 1950

m/z--> 0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@22322\
Data File : BGO52460.D

Acqg On : 23 Feb 2022 11:40
Operator : CG/JU

Sample : N1622-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.549 4.53 ng/ul 99714  Phenanthrene-d1e 17.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 96
2 Methyl stearate 298 C19H3802 000112-61-8 90
3 Methyl stearate 298 C19H3802 000112-61-8 89
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 81
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 2734 (19.548 min): BG052460.D\data.ms (-2726) (- m/z 74.15 100.00%
74.2
5000
43.1 /\ /\
143.2 e :
‘ “ | 2 | 1992 2558 19.50
oL—— “h M‘ kLt H‘uum““‘uw “\“ m/z 87.15 76.91%
m/z--> 100 150 200 250 300
Abundance #197275: Methyl stearate
74.0
5000 iy J\
43.0 19.50
143.0 43.15  35.46%
h || 1110 ‘ 199.0  255.0 298.(
O\\\\“\ “\“”\” \‘\‘\\“\\\‘\“\\\\“\‘\\\“
miz--> 100 150 200 250 300
Abundance #197273: Methyl stearate
74.0
19 50
5000 43.0 m/z 41.15 25.05%
143.0
‘ 199.0 255.0 208.(
ok, ‘h‘ \‘\‘\\ “H\g"‘ ‘O\“ et A b ‘\‘L‘M‘ : ‘L‘
miz--> 100 150 200 250 300
Abundance #197271: Methyl stearate T e e
74.0 19.50
55.15  24.99%
5000
43.0
143.0
255.0 298.(
g | oo 0
ob— bl b el
\ T ! I

m/z--> 100 150 200 250 300 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022322\
Data File : BGO052460.D

Acqg On : 23 Feb 2022 11:40
Operator : CG/JU

Sample : N1622-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022222.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
3-Penten-2-one,... 4.651 5.2 ng/ul 36237 1 8.223 139600 20.0
2-Pentanone, 4-... 5.268 48.6 ng/ul 338957 1 8.223 139600 20.0
1,1'-Biphenyl, ... 18.086  25.3 ng/ul 557298 4 17.616 440620 20.0
Hexadecanoic ac... 18.256 4.4 ng/ul 97890 4 17.616 440620 20.0
9,10-Anthracene... 19.026 3.5 ng/ul 77314 4 17.616 440620 20.0
6-Octadecenoic ... 19.419 12.4 ng/ul 273386 4 17.616 440620 20.0
Methyl stearate 19.549 4.5 ng/ul 99714 4 17.616 440620 20.0
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