LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52253.D

Acqg On : 2 Feb 2022 10:12
Operator : CG/JU

Sample : N1307-14DL 5X

Misc :

ALS Vvial : 34 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-BGO13122.M
Title : SVOA CALIBRATION

Signal : TIC: BG@52253.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.005 85 88 98 rvVB4 4317 7369 0.95% 0.143%
2 4.158 111 114 117 rBV2 798 1226 0.16% 0.024%
3 4.193 117 120 122 rVB2 990 1247 0.16% 0.024%
4 A4.346 143 146 148 rVB 2299 2149 0.28% 0.042%
5 4.457 162 165 169 rvB3 1103 1678 ©0.22% 0.033%
6 4.857 229 233 237 rVB2 1165 1425 0.18% 0.028%
7 5.268 301 303 305 rBv2 1423 1144 0.15% 0.022%
8 7.283 643 646 651 rBv2 912 1631 0.21% 0.032%
9 7.377 657 662 666 rBV3 1890 2953 0.38% 0.057%
106 7.536 684 689 696 rBV 16429 29369 3.80% 0.571%
11 7.759 723 727 736 rVB 5036 79106 1.02% 0.154%
12 8.105 782 786 788 rVB4 833 1169 0.15% 0.023%
13 8.135 788 791 795 rBvV2 1072 1515 0.20% 0.029%
14 8.235 801 808 815 rBV 116385 196611 25.43%  3.819%
15 8.934 923 927 934 rBV5 3775 7454 0.96% 0.145%
16 9.410 1001 1008 1016 rVB 23537 42037 5.44% 0.817%
17 9.821 1075 1078 1080 rBV3 1206 1467 ©0.19% 0.028%
18 10.144 1127 1133 1137 rBV5S 5114 8056 1.04% 0.157%
19 10.690 1221 1226 1235 rVB3 6455 12175 1.57% 0.237%
20 11.072 1283 1291 1298 rBV 159874 287563 37.20% 5.586%
21 11.201 1306 1313 1317 rBV3 7082 12557 1.62% 0.244%
22 11.659 1386 1391 1394 rVB3 761 1400 0.18% 0.027%
23 12.171 1475 1478 1486 rVB5 1822 2714 0.35% 0.053%
24 12.570 1538 1546 1552 rBV 26338 39517 5.11% 0.768%
25 12.617 1552 1554 1559 rVB3 2106 2512 0.32% 0.049%
26 13.404 1684 1688 1690 rBV3 1980 2354 0.30% 046%
27 14.003 1788 1790 1792 rBV3 1205 1162 0.15% 023%

28 14.268 1828 1835 1842 rBV 71421 103023 13.33%
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29 14.573 1881 1887 1897 rBV 76358 114883 14.86% 232%
30 14.879 1932 1939 1946 rBV 280042 434455 56.20% 440%
31 15.002 1956 1960 1962 rBV2 730 1267 0.16% 0.025%
32 15.266 2003 2005 2010 rBv2 2182 3555 0.46% 0.069%
33 15.419 2028 2031 2036 rVB2 2498 2981 0.39% 0.058%
34 15.501 2041 2045 2051 rVB4 8450 13282 1.72% ©.258%
35 15.584 2053 2059 2062 rBV2 895 1867 0.24% 0.036%
36 15.748 2084 2087 2089 rBV 1411 1261 0.16% 0.024%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52253.D

Acqg On : 2 Feb 2022 10:12
Operator : CG/JU

Sample : N1307-14DL 5X

Misc :

ALS Vvial : 34 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-BGO13122.M
Title : SVOA CALIBRATION
37 15.795 2091 2095 2099 rBvV2 1519 2213 0.29% 0.043%
38 15.866 2099 2107 2113 rBV2 103277 153673 19.88%  2.985%
39 15.924 2113 2117 2120 rVB 2056 2189 0.28% 0.043%
40 15.995 2123 2129 2134 rBV5 15221 27785 3.59% 0.540%
41 16.212 2156 2166 2169 rBvV3 2462 4982 0.64% 0.097%
42 16.271 2173 2176 2180 rVVv2 1098 1788 0.23% 0.035%
43 16.318 2180 2184 2187 rVB2 1307 1979 0.26% 0.038%
44 16.741 2250 2256 2260 rVB2 1352 3204 0.41% 0.062%
45 16.894 2279 2282 2286 rBvV3 1884 2477 ©.32% 0.048%
46 16.952 2290 2292 2296 rVB2 1144 1567 0.20% 0.030%
47 17.035 2303 2306 2311 rVB3 1842 2606 0.34% 0.051%
48 17.134 2321 2323 2326 rBv4 1837 1873 0.24% 0.036%
49 17.158 2326 2327 2331 rVB2 2279 1840 0.24% 0.036%
50 17.205 2331 2335 2338 rBV2 1256 1991 0.26% ©0.039%

51 17.275 2338 2347 2366 rBV 487395 773043 100.00% 15.018%
52 17.405 2366 2369 2370 rBV2 3432 2858 0.37% 0.056%
53 17.493 2382 2384 2385 rBV 1366 1249 0.16% 0.024%
54 17.628 2400 2407 2413 rBV 348402 540839 69.96% 10.507%
55 17.722 2416 2423 2431 rBV2 114560 175035 22.64%  3.400%

56 17.816 2435 2439 2440 rBV 946 1347 0.17% 0.026%
57 17.828 2440 2441 2445 rVB 1401 1315 0.17% ©0.026%
58 17.939 2454 2460 2463 rBV2 2392 3937 0.51% 0.076%
59 17.992 2467 2469 2471 rBV 1857 1275 0.16% 0.025%
60 18.115 2487 2490 2493 rVB3 1341 1347 0.17% 0.026%
61 18.239 2506 2511 2513 rBV3 3678 4950 0.64% 0.096%
62 18.262 2513 2515 2519 rVB2 2408 2299 0.30% 0.045%
63 18.339 2527 2528 2532 rVB2 1339 1213 0.16% 0.024%
64 18.515 2557 2558 2562 rVB3 1561 1580 ©0.20% 0.031%
65 18.585 2567 2570 2574 rVB4 3125 4702 0.61% 0.091%
66 18.673 2582 2585 2587 rBV2 1624 1464 0.19% 0.028%
67 18.779 2601 2603 2605 rBV 1507 1493 0.19% 0.029%
68 18.920 2626 2627 2631 rBV3 1231 1158 0.15% 0.022%
69 18.961 2631 2634 2637 rBV2 1882 2244 0.29% 0.044%
70 19.038 2645 2647 2651 rVB2 1298 1164 0.15% ©0.023%
71 19.091 2654 2656 2659 rBV2 1193 1236 0.16% 0.024%
72 19.185 2671 2672 2676 rBV2 1514 1193 0.15% 0.023%
73 19.290 2689 2690 2693 rBV2 1803 1562 ©0.20% 0.030%
74 19.408 2708 2710 2712 rVB2 1583 1223 0.16% 0.024%
75 19.443 2712 2716 2718 rVB3 1264 1617 0.21% 0.031%
76 19.467 2718 2720 2721 rBV 1699 1366 0.17% 0.025%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52253.D

Acqg On : 2 Feb 2022 10:12
Operator : CG/JU

Sample : N1307-14DL 5X

Misc :

ALS Vvial : 34 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-BGO13122.M

Title : SVOA CALIBRATION

77 19.537 2729 2732 2733 rBV2 1614 1452 0.19% 0.028%
78 19.625 2745 2747 2750 rBvV4 2128 2252  0.29% 0.044%
79 19.655 2750 2752 2755 rvw4 2086 1795 0.23% 0.035%
80 19.772 2769 2772 2773 rBV3 2099 1731 0.22% 0.034%
81 19.872 2785 2789 2790 rBV2 1626 1961 ©0.25% 0.038%
82 19.895 2790 2793 2796 rVB3 7300 7581 0.98% 0.147%
83 20.001 2805 2811 2817 rBV 141789 208277 26.94% 4.046%
84 20.213 2844 2847 2849 rBV4 1784 2072 0.27% 0.040%
85 20.342 2865 2869 2873 rBVS5 1767 2737 ©.35% 0.053%
86 20.500 2895 2896 2899 rVB3 2508 1167 ©.15% 0.023%
87 20.583 2907 2910 2911 rVB3 1982 1552 ©0.20% 0.030%
88 20.688 2927 2928 2932 rBvV4 2045 2632 0.34% 0.051%
89 20.847 2953 2955 2957 rVB3 3192 1807 0.23% 0.035%
990 20.941 2968 2971 2976 rVB6 5519 6899 0.89% 0.134%
91 21.540 3070 3073 3079 rVB6 8499 10659 1.38% 0.207%
92 21.940 3134 3141 3148 rVB 333838 581513 75.22% 11.297%
93 22.774 3279 3283 3288 rVB3 12322 18343 2.37% 0.356%
94 23.526 3405 3411 3417 rBV2 20924 38910 5.03% 0.756%
95 24.401 3554 3560 3567 rVB3 30705 68758 8.89% 1.336%
96 25.165 3683 3690 3702 rVB3 65653 178258 23.06%  3.463%
97 25.411 3721 3732 3751 rVB2 211222 696519 90.10% 13.531%
98 26.680 3938 3948 3959 rVB3 34386 113917 14.74%  2.213%
99 27.139 4024 4026 4027 rBV 2591 1617 0.21% 0.031%
100 28.167 4193 4201 4213 rVB5 28018 97428 12.60% 1.893%

Sum of corrected areas: 5147591
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52253.D

Acq On : 2 Feb 2022 10:12
Operator : CG/JU

Sample : N1307-14DL 5X

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG052253.D\data.ms
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Abundance TIC: BG052253.D\data.ms
17.275

400000
17.628 21.940

300000 14.879

200000

20.001
15.866

100000 14.244.573

aq 15 i - . 22.77:
13.404 14.003 ]Jtlh OB f.:’z;ﬁa:»;'.‘w.r,-v}_:.'/,:kz.‘az’a:’ﬂ:1 6 Q9N PR 020moRARarl 21.540

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 TIC: BG052253.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52253.D

Acq On : 2 Feb 2022 10:12
Operator : CG/JU

Sample : N1307-14DL 5X

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.570 2.75 ng/ul 39517 Naphthalene-d8 11.072
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Diaza-5,6-dedihydrocyclohexa... 171 C6H9N30S 021263-85-4 38
2 6-Isopropylquinoline 171 C12H13N 000135-79-5 38
3 1-Naphthalenemethanamine, .alpha... 171 C12H13N 003886-70-2 38
4 1,2,3,4-Tetrahydropentalene, 1,1... 171 C12H13N 1000217-18-6 37
5 Tebuthiuron 228 C9H16N40S 034014-18-1 37

Abundance Scan 1546 (12.570 min): BG052253.D\data.ms (-1538) (-  m/z 156.05 100.00%
6.1

15
5000 1151
78.2
R \
52.1 12.50
0 m‘m“w‘Jm;‘m\‘}mu‘m:“umpww‘_m‘m m/z 115.05  43.78%
m/z--> 20 40 60 80 100 120 140 160
Abundance #46604: 1,3-Diaza-5,6-dedihydrocyclohexan-4-one-2-thio
156.0
A
5000 e
97.0 12.50
440 0 m/z 158.05  34.74%
0
m/z--> 20 40 60 80 100 120 140 160
Abundance #46454: 6-Isopropylquinoline
156.0
R \
12.50
5000 m/z 78.15 29.63%
27.0 I 51\'0 | 77‘\'0 10\1'0 12@'0 M
1 1 m il N L L |
L B e
miz--> 20 40 60 80 100 120 140 160
Abundance #46493: 1-Naphthalenemethanamine, .alpha.-methyl-, (R A ‘
156.0 12.50
m/z 171.15  29.31%
42.0 78.0
I | 1020 1 ‘
0ttt e Co
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52253.D

Acq On : 2 Feb 2022 10:12

Operator : CG/JU

Sample : N1307-14DL 5X

Misc

ALS vial : 34

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-BG013122.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 1

Peak Number 2 Heptacosane, 1-chloro-

R.T. EstConc Area Relative to ISTD R.T.
26.680 3.27 ng/ul 113917 Perylene-di2 25.411
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 90
2 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 80
3 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 80
4 2-Methyltetracosane 352 (C25H52 001560-78-7 80
5 Eicosane 282 C20H42 000112-95-8 74

Abundance Scan 3948 (26.680 min): BG052253.D\data.ms (-3938) (-  m/z 57.15 100.00%

57.1
5000
13.2 280.9
” H‘ | 208.1 3411 413.€ 26.50 27.00
ob L L oy b P TTD m/z 71.15 82.90%
miz--> 50 100 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro-
57.0
5000 A S e
26.50 27.00
m/z 43.15 65.96%
ol ‘ ‘\‘ U Mm 18302310 287.0 343.0 414
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\

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

Abundance #126398: Tridecanol, 2-ethyl-2-methyl-
570
26.50 27.00
5000 m/z 85.180  56.97%
‘ h 13.0 211.0
ol k- H‘ O
miz--> 50 100 150 200 250 300 350 400
Abundance #188718: Sulfurous acid, butyl undecyl ester - At
57.0 26.50 27.00
m/z 41.25 33.56%
5000
155.0
oL L L11107580 2070
m/z--> 50 100 150 200 250 300 350 400 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52253.D

Acq On : 2 Feb 2022 10:12
Operator : CG/JU

Sample : N1307-14DL 5X

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

28.166 2.80 ng/ul 97428  Perylene-d12 25.411
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Eicosane 282 C20H42 000112-95-8 90
5 5,5,7,7-Tetraethylundecane 268 C19H40 1000360-42-0 90

Abundance Scan 4201 (28.167 min): BG052253.D\data.ms (-4193) (- m/z 57.15 100.00%

57.1
5000

L) H H 14121759 2252 2834 2600 2050
LI e m/z 71.20 76.94%

m/z--> 50 100 150 200 250 300
Abundance #176385: Eicosane

57.0

5000
28 00 28 50

m/z 43.15 74.34%

ol d LI PT] 1410 1820 2250 2820

T T ‘\ T T ’\\\\‘\\\\‘\\\\‘\\\\

miz--> 50 100 150 200 250 300

Abundance #275555: Heneicosane, 11-(1-ethylpropyl)-
43.0

28.00 28.50
m/z 85.15 57.62%
5000 85.0
RN | 219 1600 2250 2950 337
i e e
miz--> 50 100 150 200 250 300
Abundance #176384: Eicosane —
57.0 28 00 28.50

m/z 55.10  22.04%

5000
99.0
0 ‘ I “\ H\ h‘ H‘ % I d 1| 839 2250 28\2.0 1M

m/z--> 50 100 150 200 250 300 28 00 28 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52253.D

Acqg On : 2 Feb 2022 10:12
Operator : CG/JU

Sample : N1307-14DL 5X

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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|

unknown-01 12.570 2.8 ng/ul 39517 2 11.072 287563 20.90
Heptacosane, 1-... 26.680 3.3 ng/ul 113917 6 25.411 696519 20.0
(DEL) Alkane: S... 28.166 2.8 ng/ul 97428 6 25.411 696519 20.0
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