LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102722\
Data File : BP@12354.D

Acqg On : 27 Oct 2022 21:49
Operator : CG/JU

Sample : N5015-17

Misc :

ALS Vvial : 16 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_ P\Methods\SFAM-EPA-BP102522.M
Title : SVOA CALIBRATION

Signal : TIC: BPO12354.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.246 40 44 54 rVB 100109 147070 1.23% 0.127%
2 3.540 91 94 102 rBvV 25490 43355 0.36% 0.037%
3 3.676 114 117 130 rBV = 249287 440101 3.68% 0.380%
4 3.770 131 133 141 rVB2 26214 39551 ©.33% 0.034%
5 3.887 148 153 165 rw 67343 115242 0.96% 0.100%
6 3.987 166 170 179 rVB 23939 41870 0.35% 0.036%
7 4.364 230 234 240 rVB2 18603 27307 ©0.23% 0.024%
8 4.546 262 265 272 rVB4 16083 21238 ©0.18% 0.018%
9 4.905 321 326 336 rBv 51657 98332 0.82% 0.085%
10 6.975 672 678 697 rBV 1635221 2891178 24.18% 2.497%
11  7.146 700 707 722 rVB 1460991 2381561 19.92% 2.057%
12 7.334 732 739 750 rBV 1649658 2803462 23.45% 2.421%
13 7.634 783 790 792 rBV4 8043 13162 0.11% 0.011%
14 7.805 811 819 827 rBV 1136868 1854006 15.51% 1.601%
15 8.522 933 941 957 rBV 1865559 3226191 26.99% 2.786%
16 8.640 957 961 968 rVB 45981 81073 0.68% 0.070%
17 8.975 1011 1018 1035 rBV 1742430 2860546 23.93% 2.471%
18 9.111 1035 1041 1042 rVV5 8876 14978 ©0.13% 0.013%
19 9.134 1042 1045 1058 rVB8 14569 33339 0.28% 0.029%
20 9.358 1078 1083 1088 rBV2 15101 25278 0.21% 0.022%

21  9.693 1133 1140 1159 rBV 1368153 2371808 19.84%
22 10.234 1219 1232 1249 rBV 2143858 3811993 31.89%
23 10.393 1253 1259 1280 rBV 711435 1494107 12.50%
24 10.610 1288 1296 1309 rVB 1696057 2899594 24.25%
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25 10.757 1313 1321 1342 rBV 1883438 3362953 28.13% 904%
26 11.446 1431 1438 1440 rBVS8 8822 17301 0.14% 0.015%
27 12.204 1560 1567 1574 rVB 40010 70005 ©0.59% 0.060%
28 12.757 1655 1661 1666 rBV1e 4976 12872 0.11% 0.011%
29 13.e57 1707 1712 1719 rBV3 13519 21118 ©0.18% 0.018%
30 13.275 1739 1749 1751 rBV1e 7074 15166 ©.13% 0.013%
31 13.351 1757 1762 1767 rVB 27549 42303 0.35% 0.037%
32 13.422 1770 1774 1781 rVB5 11384 23087 0.19% 0.020%
33 13.787 1829 1836 1841 rVB7 16670 27355 0.23% 0.024%
34 13.875 1844 1851 1863 rBV 3919367 5684724 47.55%  4.910%
35 14.151 1885 1898 1915 rBV 4821724 7233224 60.50% 6.247%
36 14.346 1928 1931 1938 rVB4 10251 17447 ©0.15% 0.015%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102722\
Data File : BP@12354.D

Acqg On : 27 Oct 2022 21:49
Operator : CG/JU

Sample : N5015-17

Misc :

ALS Vvial : 16 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_ P\Methods\SFAM-EPA-BP102522.M
Title : SVOA CALIBRATION
37 14.457 1943 1950 1961 rVV 2810921 4126200 34.51% 3.564%
38 14.628 1974 1979 1981 rBv4 12810 18402 ©0.15% 0.016%
39 14.675 1981 1987 2008 rVV 1544973 2616415 21.89% 2.260%
40 14.840 2011 2015 2018 rVV5 25472 55687 ©.47% ©0.048%
41 14.887 2018 2023 2032 rVV5 116648 238083 1.99% 0.206%
42 14.963 2034 2036 2046 rVB5 10080 21120 0.18% 0.018%
43 15.216 2075 2079 2082 rBv2 8782 12694 0.11% 0.011%
44 15.257 2082 2086 2089 rVV 10782 17444 0.15% 0.015%
45 15.298 2089 2093 2100 rVB2 13716 23734 0.20% 0.020%
46 15.457 2113 2120 2135 rBV 6218691 9033528 75.56% 7.802%
47 15.587 2136 2142 2155 rVV 1517071 2095333 17.53% 1.810%
48 15.693 2156 2160 2166 rVB 31841 53724 0.45% 0.046%
49 15.916 2193 2198 2204 rVB3 21245 32382 0.27% 0.028%
50 16.022 2213 2216 2223 rVB7 7537 14628 0.12% 0.013%
51 16.169 2237 2241 2250 rVB3 18530 33179 0.28% 0.029%
52 16.240 2250 2253 2258 rBV6 9779 13244 0.11% 0.011%
53 16.351 2268 2272 2281 rVB10 7223 15890 0.13% 0.014%
54 16.616 2313 2317 2325 rBV5 28956 48273 0.40% 0.042%
55 16.757 2336 2341 2348 rBV 65031 90715 0.76% ©0.078%
56 17.216 2410 2419 2430 rBV 3484829 5087322 42.55% 4.394%
57 17.316 2430 2436 2446 rVV2 6146439 9229403 77.20% 7.971%
58 17.422 2450 2454 2464 rVB3 98617 164221 1.37% 0.142%
59 17.587 2477 2482 2483 rBV5 13826 21922 0.18% 0.019%
60 17.887 2529 2533 2538 rBV 117699 138229 1.16% 0.119%
61 17.992 2546 2551 2558 rBV4 51572 107005 ©.90% 0.092%
62 18.104 2565 2570 2580 rBV 771570 1247229 10.43% 1.077%
63 18.434 2622 2626 2630 rBV3 38325 65960 ©.55% 0.057%
64 18.586 2649 2652 2657 rBV4 25967 34780 ©0.29% 0.030%
65 18.810 2687 2690 2694 rVB4 52340 60411 ©.51% ©0.052%
66 18.998 2718 2722 2727 rBV7 28178 60772 0.51% 0.052%
67 19.134 2741 2745 2752 rBV2 113654 180548 1.51% 0.156%
68 19.204 2753 2757 2766 rBV 137665 263607 2.21% 0.228%
69 19.339 2776 2780 2795 rBV 607642 1020580 8.54% 0.881%

70 19.557 2812 2817 2830 rBV 8624095 11954825 100.00% 10.325%

71 21.028 3062 3067 3077 rBvV3 225322 500378 4.19% 0.432%

72 21.310 3111 3115 3124 rBV 4654009 5854216 48.97% 5.056%

73 23.557 3490 3497 3508 rVB2 5629900 11598290 97.02% 10.017%

74 23.710 3517 3523 3534 rVB2 2670735 5372593 44.94% 4.640%
Sum of corrected areas: 115786803
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library

: 27 Oct 2022 21:49
: CG/JU
: N5015-17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102722\
BP012354.D

: 16  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP012354.D\data.ms

10.234
8.522 57
6.973 46334 - 05 8.975 9.693 108

0.39

o hﬂ@ é”g%%m? 43865454905 7.63 640 | ®.1EU358 iy 11.446

Time--> 3.00 350 4.00 450 500 550 600 650 700 750 8.00 850 900 9.50 10.00 1050 11.00 11.50

Abundance
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3000000

2000000
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TIC: BP012354.D\data.ms
19.557
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Time-->

12.00 1250 1300 1350 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
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8000000

7000000

6000000
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4000000
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TIC: BP012354.D\data.ms
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Time--> 20.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102722\
Data File : BP@12354.D

Acq On : 27 Oct 2022 21:49
Operator : CG/JU

Sample : N5015-17

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 1 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.393 10.31 ng/ul 1494110  Naphthalene-d8 10.610
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64

Abundance Scan 1259 (10.393 min): BP012354.D\data.ms (-1253) (- m/z 57.05 100.00%

57.0
5000

’ ‘ 1310 10. 00 10 50
ol Mgl 310 222.02818340.9 414.84758535.1 ./, 45.00  92.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000 T
10.00 10 50

m/z 41.10  33.26%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0

I
10.00 10 50

o

5000 m/z 75.00 20.63%
oLz
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)- —
57.0 10.00 1050

m/z 56.10 16.05%

5000

“J L «’ e

e - e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550  10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102722\
Data File : BP@12354.D

Acq On : 27 Oct 2022 21:49
Operator : CG/JU

Sample : N5015-17

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.104 4.90 ng/ul 1247230  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 Tridecanoic acid 214 C13H2602 000638-53-9 90
Abundance Scan 2570 (18.104 min): BP012354.D\data.ms (-2565) (- m/z 73.00 100.00%
5000 v—“t
213 2 = =
‘ \h “ 18.00 18.50
- “wm,m WH 2830 355.1412.9474.9536.1 /7 6@0.00 80.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
5000 — ——
129.0 18.00 18.50
m/z 43.10 77.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
== =
18.00 18.50
5000 129.0 m/Z 57.05 66.86%
u 213.0
(- H"MJ,WWw‘\”H_Hww_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid =" ===
43.0 18.00 18.50
m/z 55.00 60.37%
5000 256.0
129.0
o L 3000 N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:\
Data File : BP@

Acq On : 27
Operator : CG/
Sample : N50
Misc

ALS vial : 16

Quant Method :
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP102722\
12354.D

Oct 2022 21:49

Ju

15-17

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 3 Octadecanoic acid Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
19.339 3.49 ng/ul 1020580  Chrysene-d12 21.310
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 (C18H3602 000057-11-4 99
3 Octadecanoic acid 284 (C18H3602 000057-11-4 99
4 Octadecanoic acid 284 (C18H3602 000057-11-4 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2780 (19.339 min): BP012354.D\data.ms (-2776) (-

3

m/z 73.00 100.00%

3

5000
185.1
‘ ‘\ | \ 284 1 19.00 19.50
0 AL, W Laklbygdo |, 3450 4310 8136 /0 4365  91.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 = T
19.00 19.50
’ h‘ 1850  284.0 m/z 59.95 82.76%
O‘\\‘\U"‘1'\“1“‘!“1\‘\!\\%\\\!‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #179093: Octadecanoic acid
73.0
— —r—
19.00 19.50
5000 284.0 m/z 57.05 80.50%
185.0
oh ,NL*\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid = T
43.0 19.00 19.50
m/z 55.00 67.96%
5000 129.0
284.0
o_“" "HM“H‘\““ = s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102722\
Data File : BP@12354.D

Acqg On : 27 Oct 2022 21:49
Operator : CG/JU

Sample : N5015-17

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.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|
Ethanol, 1-(2-b... 10.393 10.3 ng/ul 1494110 2 10.610 2899590 20.0
n-Hexadecanoic ... 18.104 4.9 ng/ul 1247230 4 17.216 5087320 20.0
Octadecanoic acid  19.339 3.5 ng/ul 1020580 5 21.310 5854220 20.0
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