LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030123\
Data File : BGO56774.D

Acqg On : 1 Mar 2023 21:57
Operator : CG/JU

Sample : 01649-19

Misc :

ALS Vvial : 12  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-BG©22323.M
Title : SVOA CALIBRATION

Signal : TIC: BGO56774.D\data.ms

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

# min scan scan scan TY height area % max. total
1  4.249 119 121 124 rBV3 2518 2891 ©0.88% ©0.083%
2 5.441 320 324 329 rVB4 5813 9418 2.86% 0.270%
3  6.217 454 456 460 rVB 1157 864 0.26% ©.025%
4 6.975 583 585 588 rVB2 761 641 ©0.19% ©0.018%
5 7.539 675 681 690 rBV 33856 54451 16.56% 1.562%
6 7.721 707 712 718 rW 21886 35422 10.77% 1.016%
7 7.874 736 738 740 rVB2 1887 1141 0.35% 0.033%
8 7.938 743 749 758 rVB3 27936 47272 14.37% 1.356%
9 8.062 768 770 773 rBV2 625 610 0.19% 0.018%
10 8.420 824 831 837 rVB 55881 93799 28.52% 2.691%
11 8.532 849 850 853 rBV 663 839 0.26% 0.024%
12 9.102 938 947 955 rvB2 33615 58596 17.82% 1.681%
13 9.243 967 971 978 rVB4 3271 6526 1.98% 0.187%
14  9.478 1005 1011 1014 rBV2 583 1424 0.43% 0.041%
15 9.589 1024 1030 1037 rVvB2 32791 54357 16.53% 1.559%
16 9.971 1092 1095 1097 rVB2 1019 955 0.29% 0.027%
17 10.318 1148 1154 1161 rVB2 25231 43178 13.13% 1.239%
18 10.858 1240 1246 1252 rBV 38916 64862 19.72% 1.861%
19 10.988 1263 1268 1270 rBV 756 1088 0.33% 0.031%
20 11.064 1278 1281 1285 rVB4 6874 9396 2.86% 0.270%
21 11.258 1306 1314 1323 rVB 81262 143786 43.72%  4.125%
22 11.376 1328 1334 1341 rBV3 24065 39826 12.11% 1.143%
23 12.022 1440 1444 1447 rBV2 660 912 0.28% 0.026%
24 12.803 1575 1577 1582 rVvB2 716 848 0.26% 0.024%
25 13.056 1619 1620 1626 rVB 482 600 0.18% 0.017%
26 13.632 1714 1718 1721 rVB 369 623 0.19% 0.018%
27 13.737 1732 1736 1739 rVB3 8940 11486 3.49% ©.330%
28 13.820 1748 1750 1753 rBvV2 980 900 0.27% 0.026%
29 13.884 1758 1761 1762 rVV 532 600 0.18% 0.017%
30 13.902 1762 1764 1773 rVB2 551 1130 0.34% 0.032%

31 14.407 1843 1850 1855 rBV 86759 121652 36.99%
32 14.719 1895 1903 1911 rBV 91032 140215 42.63%
33 15.018 1942 1954 1961 rBV2 147314 254061 77.25%

O RLr NPW
N
o]
o]
R

34 15.171 1974 1980 1990 rVB2 35992 54054 16.44% 551%
35 15.330 2005 2007 2009 rBV 753 813  0.25% 023%
36 15.659 2059 2063 2064 rBV 522 602 0.18% 0.017%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030123\
Data File : BGO56774.D

Acqg On : 1 Mar 2023 21:57
Operator : CG/JU

Sample : 01649-19

Misc :

ALS Vvial : 12  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-BG©22323.M
Title : SVOA CALIBRATION
37 15.759 2076 2080 2086 rVB2 6861 8362 2.54%  0.240%
38 16.000 2114 2121 2129 rBV 118557 181306 55.13% 5.202%
39 16.099 2133 2138 2144 rVV2 36270 49195 14.96% 1.411%
40 16.352 2175 2181 2186 rVV3 11374 16066 4.88% 0.461%
41 16.475 2199 2202 2205 rBV 582 713  0.22% 0.020%
42 17.368 2350 2354 2357 rVB 493 685 0.21% 0.020%
43 17.416 2359 2362 2367 rVB3 4471 4969 1.51% 0.143%
44 17.750 2412 2419 2426 rBV 203661 307556 93.51%  8.824%
45 17.850 2430 2436 2444 rVV 133925 195627 59.48% 5.612%
46 17.997 2457 2461 2465 rVB 634 911 0.28% 0.026%
47 18.391 2524 2528 2532 rBV 2007 2095 ©0.64% 0.060%
48 18.591 2559 2562 2570 rBvV2 8654 12265 3.73% 0.352%
49 18.737 2584 2587 2588 rBV 642 625 0.19% 0.018%
50 18.843 2602 2605 2609 rBV3 2975 3837 1.17% 0.110%
51 19.008 2629 2633 2638 rVB2 19204 21315 6.48% 0.612%
52 19.190 2660 2664 2666 rVB3 1017 1306 0.40% 0.037%
53 19.296 2680 2682 2685 rBV 534 653 0.20% ©.019%
54 19.396 2697 2699 2703 rBV3 1380 1525 0.46% 0.044%
55 19.437 2703 2706 2707 rBV 787 634 0.19% 0.018%
56 19.601 2730 2734 2739 rBV2 4889 6235 1.90% 0.179%
57 19.660 2742 2744 2745 rW 1887 1376 0.42% 0.039%
58 19.678 2745 2747 2751 rVB4 2725 3168 0.96% 0.091%
59 19.742 2756 2758 2764 rVB3 1745 2616 0.80% 0.075%
60 19.848 2773 2776 2777 rBv2 1891 1302 0.40% 0.037%
61 20.036 2806 2808 2810 rBvV2 1623 1294 0.39% 0.037%
62 20.106 2815 2820 2828 rvVv 173888 247382 75.22% 7.097%
63 20.177 2830 2832 2834 rVvv3 2465 1517 0.46% 0.044%
64 20.206 2834 2837 2840 rvVB3 4097 4882 1.48% 0.140%
65 20.283 2849 2850 2854 rvVB3 1786 1519 0.46% 0.044%
66 20.388 2866 2868 2871 rVB2 1095 1133  0.34% 0.033%
67 20.494 2883 2886 2888 rBvV2 2918 2437 ©.74% 0.070%
68 20.535 2888 2893 2900 rvwv 54953 70241 21.36% 2.015%
69 20.594 2900 2903 2906 rVB3 2217 2655 0.81% 0.076%
70 20.718 2923 2924 2926 rBv2 1517 945 0.29% 0.027%
71 20.741 2926 2928 2931 rvVvB3 5251 4971 1.51% 0.143%
72 20.853 2944 2947 2949 rBvV3 3305 3408 1.04% 0.098%
73 20.917 2953 2958 2962 rBV5 4164 8237 2.50% 0.236%
74 21.023 2972 2976 2979 rBV3 13909 19413 5.90% ©.557%
75 21.064 2979 2983 2987 rVB 19986 25270 7.68% ©.725%
76 21.158 2997 2999 3001 rBvV3 1577 1187 0.36% 0.034%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030123\
Data File : BGO56774.D

Acqg On : 1 Mar 2023 21:57
Operator : CG/JU

Sample : 01649-19

Misc :

ALS Vvial : 12  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-BG©22323.M
Title : SVOA CALIBRATION
77 21.176 3001 3002 3007 rVB3 2235 2509 0.76% 0.072%
78 21.540 3057 3064 3071 rBV5 7773 14516 4.41% 0.416%
79 21.634 3075 3080 3086 rBv2 23188 40595 12.34% 1.165%
80 21.957 3133 3135 3137 rBV3 2191 1746 ©.53% ©0.050%
81 22.057 3145 3152 3162 rVvB2 183872 328886 100.00% 9.436%
82 22.386 3206 3208 3210 rBvV3 1757 1507 0.46% 0.043%
83 22.492 3221 3226 3233 rVB2 13153 21877 6.65% 0.628%
84 22.903 3289 3296 3303 rBVi1e 7639 21315 6.48% 0.612%
85 23.314 3364 3366 3367 rVB 1894 984 0.30% 0.028%
86 23.802 3447 3449 3452 rBV3 2150 2042 0.62% ©.059%
87 24.666 3594 3596 3598 rBV2 2624 2781 ©.85% ©.080%
88 25.206 3686 3688 3689 rBV2 2346 1261 0.38% 0.036%
89 25.330 3699 3709 3720 rBV 75138 224012 68.11% 6.427%
90 25.582 3742 3752 3764 rVB2 112653 327078 99.45% 9.384%
91 25.964 3815 3817 3818 rBV 1316 614 ©0.19% 0.018%
92 26.481 3904 3905 3906 rBV 1697 672 0.20% 0.019%
93 27.280 4038 4041 4045 rBV5 2199 3548 1.08% 0.102%
94 28.144 4186 4188 4189 rBV3 1632 971 0.30% 0.028%
95 28.655 4274 4275 4276 rVB 2472 871 0.26% 0.025%
96 28.761 4291 4293 4295 rBV3 2335 1359 0.41% 0.039%
97 28.855 4307 4309 4310 rBV2 1636 953 0.29% 0.027%
98 29.337 4389 4391 4392 rvVB2 1963 887 0.27% 0.025%
99 29.678 4447 4449 4450 rBvV2 2111 1926 0.59% 0.055%
100 32.063 4853 4855 4858 rBV5 1743 2022 0.61% ©0.058%
Sum of corrected areas: 3485597
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030123\
Data File : BGO56774.D

Acq On : 1 Mar 2023 21:57
Operator : CG/JU

Sample : 01649-19

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG056774.D\data.ms
200000
150000
100000
11.258
8.420
50000
7539 oo 9.102 9.589 10.858
7731 10.318 11.376
5.441
. 4.249 ; 6.217 6.975 84862 8532 248478 9.971 88 12.022  12.80805¢
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG056774.D\data.ms
200000 17.y50 22.057
20.106
17%.850
16.000
100000
14.48#-719
20.535
50000
15.171 16.099
13.737 16.352 b
013 b0 3ad %88\ 1hars S n i K
R I i e e o e e e e I I S e S e e B e e R B
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: BG056774.D\data.ms
200000
150000
25.582
100000
25.330
50000

23.314 23.802 . . 25.964 26.481 27.280 28.%&@555529.32@.678 Apeomsiomarrne 32.063

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\BG030123\
Data File : BGO56774.D

Acq On : 1 Mar 2023 21:57
Operator : CG/JU

Sample : 01649-19

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown-01 Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
5.441 2.01 ng/ul 9418 1,4-Dichlorobenzene-d4 8.420
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 4
2 Guanidine, methyl- 73 C2H7N3 000471-29-4 4
3 1-Butanamine 73 C4H11N 000109-73-9 3
4 Isobutylamine 73 C4H11N 000078-81-9 3
5 N-Ethylformamide 73 C3H7NO 000627-45-2 3
Abundance Scan 324 (5.441 min): BG056774.D\data.ms (-320) (-) m/z 73.00 100.00%
3.0
43.1
5000
59.1
A AANEERRE S
H ‘ 5.20 5.40 5.60 5.80
Ol bbb e e e m/z 43,10 77.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9275: 2-Butanone, 3-methoxy-3-methyl-
73.0
43.0
5000 \m\\‘\\\\‘\\\\‘\\\\‘\\\
5.20 5.40 5.60 5.80
m/z 59.10 30.10%
0 HH 5‘7"0 87.0 101.0 116.0
\\‘\H\’\\H‘\\H‘H\\‘H\\‘\H\’\\H‘\\H‘H\\‘H\\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #823: Guanidine, methyl-
300 430 n
73.0 S N D
5.20 5.40 5.60 5.80
5000 m/z 41.10 16.70%
17,0 ‘ 570 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #852: 1-Butanamine A e
30.0 5.20 5.40 5.60 5.80
m/z 45.00 16.33%
5000
0 150 | 44.0 570 73"0
R R AR ER e e e R RAAREE Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030123\
Data File : BGO56774.D

Acq On : 1 Mar 2023 21:57
Operator : CG/JU

Sample : 01649-19

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Retene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.535 4.27 ng/ul 70241  Chrysene-d12 22.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Retene 234 C18H18 000483-65-8 98
2 2-Isopropyl-10-methylphenanthrene 234 C18H18 066552-97-4 97
3 Retene 234 C18H18 000483-65-8 97
4 Retene 234 C18H18 000483-65-8 95
5 Phenanthrene, 2,4,5,7-tetramethyl- 234 C18H18 007396-38-5 89
Abundance Scan 2893 (20.535 min): BG056774.D\data.ms (-2888) (- | m/z 219.10 100.00%
219.1
5000
2050 |
102.0 i ‘ :
0432080 bl asro 842 o340 58.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #116389: Retene
219.0
5000 L m A
20.50
m/z 204.10 31.73%
102.0 A ‘
0 27.0 . |\|uh 162'1 .“.H |
‘\\\\‘\\!1‘1\\1‘\\\1‘\ 1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #116403: 2-Isopropyl-10-methylphenanthrene
0

219, H\
T T ‘ T ‘,V
20.50
5000 ITI/Z 203.10 25.64%
102.0
Y Myt 7 B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 ﬂ
Abundance #116390: Retene L4
219.0 20.50
m/z 189.10 24.13%
5000
102.0 ‘
IR T | D (PO O | N YO
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030123\
Data File : BGO56774.D

Acq On : 1 Mar 2023 21:57
Operator : CG/JU

Sample : 01649-19

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.634 2.47 ng/ul 40595  Chrysene-d12 22.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 90
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 90
4 1-Hexacosene 364 C26H52 018835-33-1 87
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 83
Abundance Scan 3080 (21.634 min): BG056774.D\data.ms (-3075) (- | m/z 57.00 100.00%
57.0
5000
111.0
“ ‘ ‘ 239.1 21.50 22.00
0 mu Wl L m/z 55.00  78.97%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
5000
7.0 21.50 22.00
m/z 83.10 72.71%
0 h \‘ H | [153.0 210.0 267.0321.0 490.(
\\\‘\\\\‘\\\\\\\\‘\\ !\\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #280777: Trichloroacetic acid, pentadecyl ester
43.
] Loty
7.0 2150 22,00
5000 ITI/Z 97.10 68.21%
i ‘ | 15302100
0 LR e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #282680: Pentafluoropropionic acid, pentadecy! ester L — L ‘NJ\‘
57.0 21.50 22.00
m/z 43.05 64.25%
5000 111.0
210.0
o UL 200 s
m/z--> 0 50 100 150 200 250 300 350 400 450 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030123\
Data File : BGO56774.D

Acqg On : 1 Mar 2023 21:57
Operator : CG/JU

Sample : 01649-19

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.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 5.441 2.0 ng/ul 9418 1 8.420 93799 20.0
Retene 20.535 4.3 ng/ul 70241 5 22.063 328886 20.0
(DEL) Alkane: S... 21.634 2.5 ng/ul 40595 5 22.063 328886 20.0
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