LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
Data File : BP013325.D

Acqg On : 25 Dec 2022 05:54
Operator : CG/JU

Sample : N6018-18

Misc :

ALS Vvial : 37 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-BP120722.M
Title : SVOA CALIBRATION

Signal : TIC: BP@13325.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.328 21 24 31 rvB 123049 153327 1.46% 0.109%
2 3.758 94 97 113 rBV 915564 1361614 13.00% 0.966%
3 4.081 148 152 156 rBV 41499 57474 0.55% 0.041%
4 5.028 309 313 319 rVB2 51969 77869 0.74%  ©.055%
5 5.258 348 352 359 rVB 30668 47737 0.46% 0.034%
6 5.975 470 474 484 rVBS 12953 28414 0.27% 0.020%
7 6.452 548 555 560 rVB4 31895 60309 0.58% 0.043%
8 6.611 575 582 591 rVB 3667457 5624369 53.69% 3.989%
9 6.917 629 634 640 rBV3 63361 113832 1.09% 0.081%
106 7.099 657 665 676 rBV 1989805 3201928 30.56% 2.271%
11 7.264 687 693 704 rVB 1663733 2509970 23.96% 1.780%
12 7.369 705 711 721 rVWV 771554 1233198 11.77% 0.875%
13 7.469 721 728 735 rVV 2095195 3253789 31.06% 2.308%
14 7.940 800 808 815 rBV 2234891 3519958 33.60% @ 2.496%
15 8.005 815 819 824 rVB4 15329 24596 0.23% 0.017%
16 8.158 838 845 850 rBV 50340 79820 0.76% 0.057%
17 8.211 850 854 862 rVB3 20295 38304 0.37% 0.027%
18 8.652 922 929 939 rBV 2267497 3640550 34.75%  2.582%
19 9.105 998 1006 1014 rBV 1914189 3135517 29.93% 2.224%
20 9.263 1028 1033 1039 rVB4 36012 56720 0.54% 0.040%

21 9.505 1067 1074 1084 rBV2 75772 153055 1.46%
22 9.828 1121 1129 1141 rBV 1573566 2608526 24.90%
23 10.052 1163 1167 1178 rVB5 56598 131064 1.25%
24 10.369 1213 1221 1238 rBV 2390367 4050940 38.67%

WNOORO
(]
\o]
w
R

25 10.752 1277 1286 1293 rBV 2937321 4814605 45.96% 415%
26 10.893 1299 1310 1322 rVV 1341172 2366655 22.59% 1.678%
27 11.222 1363 1366 1371 rVB7 12233 21588 ©.21% ©0.015%
28 11.534 1412 1419 1426 rBV7 12947 31166 ©.30% 0.022%
29 12.005 1492 1499 1503 rVB8 9624 22217 0.21% 0.016%
30 12.157 1521 1525 1531 rVB 45637 58635 0.56% 0.042%
31 12.334 1551 1555 1559 rw2 36244 51747 ©.49% 0.037%
32 12.781 1626 1631 1636 rVV9 14121 33329 0.32% 0.024%
33 13.110 1682 1687 1691 rBv4 14430 23671 0.23% 0.017%
34 13.340 1722 1726 1729 rVVé6 15542 26182 ©.25% 0.019%
35 13.393 1729 1735 1740 rVB 88119 128257 1.22% ©0.091%
36 13.451 1740 1745 1750 rBV7 29218 51415 0.49% 0.036%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
Data File : BP013325.D

Acqg On : 25 Dec 2022 05:54
Operator : CG/JU

Sample : N6018-18

Misc :

ALS Vvial : 37 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-BP120722.M
Title : SVOA CALIBRATION
37 13.504 1750 1754 1757 rBV2 29448 39141 0.37% 0.028%

38 13.899 1817 1821 1827 rBv4 88005 131325 1.25% ©.093%
39 13.987 1828 1836 1844 rVV 3665663 4994296 47.67%  3.542%

40 14.051 1844 1847 1851 rVww4 40575 62501 0.60% 0.044%
41 14.099 1852 1855 1864 rVB1oO 32707 62049 0.59% 0.044%
42 14.275 1878 1885 1898 rBV2 4248461 6221966 59.39% 4.413%
43 14.416 1903 1909 1912 rVVé 36910 69467 ©.66% 0.049%
44 14.463 1914 1917 1923 rW 41656 64943 0.62% 0.046%
45 14.540 1926 1930 1931 rBv4 20814 27318 0.26% ©0.019%
46 14.581 1931 1937 1944 rVV 3765517 5455667 52.08%  3.869%
47 14.646 1944 1948 1961 rVB6 83340 245261 2.34% 0.174%
48 14.787 1966 1972 1976 rBV 919786 1449659 13.84% 1.028%
49 14.822 1976 1978 1988 rVB3 218181 347835 3.32% 0.247%
50 14.934 1993 1997 2002 rVv2 68026 113498 1.08% ©.080%
51 14.987 2002 2006 2011 rVV5 56711 108949 1.04% ©.077%
52 15.034 2011 2014 2019 rVV5 41140 70768 0.68% 0.050%
53 15.110 2023 2027 2030 rVVé 17586 30335 0.29% 0.022%
54 15.304 2056 2060 2065 rVB5 17612 22642 ©.22% 0.016%
55 15.369 2066 2071 2074 rBV5 15196 27898 0.27% ©0.020%
56 15.416 2077 2079 2084 rVB5 17362 22871 0.22% 0.016%
57 15.493 2084 2092 2099 rBV2 149390 238827 2.28% ©0.169%
58 15.575 2099 2106 2113 rBV 5005725 7254538 69.25%  5.145%
59 15.698 2121 2127 2134 rBV 849421 1157788 11.05% 0.821%
60 15.822 2143 2148 2154 rVB5 39842 68625 0.66% 0.049%
61 15.940 2165 2168 2176 rVB 92536 128874 1.23% ©0.091%
62 16.022 2178 2182 2184 rBV2 58424 85049 0.81% 0.060%
63 16.151 2198 2204 2210 rVB2 118889 160251 1.53% 0.114%
64 16.210 2210 2214 2217 rBV5 16678 29053 0.28% 0.021%
65 16.293 2224 2228 2233 rVB7 18921 34293 0.33% 0.024%
66 16.469 2256 2258 2262 rVB 20611 24707 0.24% 0.018%
67 16.728 2297 2302 2307 rBV4 64668 102637 0.98% 0.073%
68 16.840 2317 2321 2326 rVB3 49997 68555 0.65% 0.049%
69 17.087 2359 2363 2366 rBV6 16888 26652 0.25% 0.019%
70 17.128 2366 2370 2374 rVV5 28041 39743 0.38% 0.028%
71 17.222 2383 2386 2389 rBV5 17522 23971 0.23% 0.017%
72 17.257 2389 2392 2395 rVV5 19248 24774 0.24% 0.018%
73 17.340 2400 2406 2417 rBV 3912945 5693212 54.35% 4.038%
74 17.440 2417 2423 2431 rVV 5094624 6891476 65.78% 4.888%
75 17.551 2438 2442 2445 rBV6 23383 33518 ©.32% 0.024%
76 17.616 2450 2453 2459 rVB6 55409 78213 0.75% ©.055%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
Data File : BP013325.D

Acqg On : 25 Dec 2022 05:54
Operator : CG/JU

Sample : N6018-18

Misc :

ALS Vvial : 37 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-BP120722.M

Title : SVOA CALIBRATION

77 17.692 2463 2466 2469 rBV4 40444 58295 0.56% 0.041%
78 17.998 2515 2518 2522 rVB6 34447 41157 0.39% 0.029%
79 18.098 2530 2535 2539 rBV7 39374 76562 0.73% 0.054%
80 18.157 2541 2545 2550 rBV3 67644 103787 ©.99% 0.074%
81 18.210 2550 2554 2565 rBV 1056503 1602516 15.30% 1.137%
82 18.545 2608 2611 2616 rVB6 74351 99469 0.95% 0.071%
83 18.645 2625 2628 2634 rVB 82700 112267 1.07% ©.080%
84 19.104 2703 2706 2711 rBV3 163770 202583 1.93% 0.144%
85 19.345 2737 2747 2752 rBV3 247210 707370 6.75% 0.502%
86 19.445 2759 2764 2769 rBvV2 323225 502672 4.80% 0.357%
87 19.675 2797 2803 2812 rBV 6836339 8948699 85.42% 6.347%
88 19.798 2822 2824 2826 rBV2 88079 100890 0.96% 0.072%
89 19.881 2835 2838 2843 rVB7 113643 141317 1.35% 0.100%
90 20.616 2959 2963 2967 rBV 427573 556102 5.31% 0.394%
91 21.122 3044 3049 3061 rBV2 2098132 4063708 38.79%  2.882%
92 21.433 3096 3102 3107 rBV 4995317 7173102 68.47% 5.087%
93 22.033 3202 3204 3207 rBV2 324420 404058 3.86% 0.287%
94 22.069 3207 3210 3220 rVB 626744 960400 9.17% 0.681%
95 23.122 3385 3389 3396 rBV 1161944 1801079 17.19% 1.277%
96 23.751 3490 3496 3510 rVB2 4768045 10475811 100.00%  7.430%
97 23.916 3517 3524 3531 rVB2 3374923 7020691 67.02% 4.979%
98 24.416 3603 3609 3618 rVB3 2088819 4265883 40.72% 3.025%
99 24.521 3623 3627 3636 rVB 1352318 2803598 26.76% 1.988%
100 24.627 3639 3645 3655 rBvV2 1618175 4251109 40.58% 3.015%

Sum of corrected areas: 140998617
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
BP©13325.D

: 25 Dec 2022 05:54

: CG/JU

: N6018-18

: 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

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

Time-->

6000000

5000000

3000000

2000000

1000000

Abundance TIC: BP013325.D\data.ms
7000000

4000000 6.611

10.752

9 7.940 8.652 10.369

7.099 7-46 9.105

9.828
3.758

893
B.328 4.081 5.028258 5.975 6.45 8281 263505 10.052 ]LLZZ&S%

0\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Time-->

6000000
5000000
4000000 13.087 | 14.581
3000000
2000000

1000000

Abundance TIC: BP013325.D\data.ms
7000000 19.675

15.575 17.440

14.275
17.340

2133 B34 12.7813.]11%14133; SEiei

Db ~ - =
[ L e L T [T T T T T T L L L R

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 1650 17.00 1750 18.00 1850 19.00 19.50 20.00

Time-->

6000000
5000000
4000000
3000000
2000000

1000000 |

Abundance TIC: BP013325.D\data.ms
7000000

21.433 23.751

23.916

o

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 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_P\Data\BP122422\
Data File : BP013325.D

Acqg On : 25 Dec 2022 05:54
Operator : CG/JU

Sample : N6018-18

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.611 31.96 ng/ul 5624370 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 95
2 .alpha.-Pinene 136 C10H16 000080-56-8 94
3 .gamma.-Terpinene 136 C1OH16 000099-85-4 91
4 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 Cl@Hl6 007785-26-4 91
5 .alpha.-Pinene 136 C10H16 000080-56-8 91
Abundance Scan 582 (6.611 min): BP013325.D\data.ms (-575) (-) m/z 93.05 100.00%
93.0
5000

H \ ||, 207.8265.7325.1384.0443.2501.3 6.2016.40 6.60/6.89 7.00
bk L 207,8265.7325.1384.0443.2500.8 /7 91.00  44.10%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #18190: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0

o

5000 e
6.20 6.40 6.60 6.80 7.00

m/z 92.05 35.73%

27“.% | “\ | l \

O‘H\\‘H\ ‘HH‘HH‘HH‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
93.0
T
6.20 6.40 6.60 6.80 7.00
5000 m/z 77.00 31.62%
27.0
O e e T T T T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18039: .gamma.-Terpinene T T T T
93.0 6.20 6.40 6.60 6.80 7.00
m/z 79.05 25.25%
5000
o
o' ‘h‘ﬁ)m i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
Data File : BP013325.D

Acqg On : 25 Dec 2022 05:54
Operator : CG/JU

Sample : N6018-18

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 .beta.-Pinene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.369 7.01 ng/ul 1233200 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Pinene 136 C1OH16 000127-91-3 93
2 .beta.-Pinene 136 C1OH16 000127-91-3 91
3 .beta.-Pinene 136 C1@H16 000127-91-3 91
4 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1OH16 018172-67-3 91
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000508-32-7 91
Abundance Scan 711 (7.369 min): BP013325.D\data.ms (-705) (-) m/z 93.10 100.00%
91
5000

SN &
HH | 7.00 7.20 7.40 7.60
ULl 511 221128113421 4289 5389 )
Ly A5l 1 221.1281.1342.1 4289 5389 &z 41.e5  43.35%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18019: .beta.-Pinene
93.0

o

5000 L L N L LA BN
7.00 7.20 7.40 7.60
m/z 69.05 32.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
93.0
T
7.00 7.20 7.40 7.60
5000 m/z 91.05 27.85%
27.0
N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18023: .beta.-Pinene RERENEEEE e e
93.0 7.00 7.20 7.40 7.60

m/z 79.00  25.34%

5000 J
0 ’WJ“|J\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
Data File : BP013325.D

Acqg On : 25 Dec 2022 05:54
Operator : CG/JU

Sample : N6018-18

Misc

ALS vial : 37

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 n-Hexadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.210 5.63 ng/ul 1602520  Phenanthrene-d10 17.340
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 Tridecanoic acid 214 C13H2602 000638-53-9 93

Abundance Scan 2554 (18.210 min): BP013325.D\data.ms (-2550) (- m/z 43.10 100.00%

43.1
5000
129.0
213.2 ses =
‘H | ‘ 620 18.00 18.50
o ‘HHM‘Hmmfu‘_‘?’5“?‘941‘5?}“‘242‘5?"""3 m/z 73.00  99.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR T
18.00 18.50
“ 213.0 m/z 59.95 92.06%
O‘\\\\“ \L’l‘\\h\”\\“\\\\\\“\\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0 256.0
— =
18.00 18.50
5000 m/z 41.05 78.11%

o

129.0
194.0
[T P o e P T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143511: n-Hexadecanoic acid T ——
73.0 18.00 18.50
m/z 57.05 77.86%
256.0
5000
“ 157.0
o L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
Data File : BP013325.D

Acqg On : 25 Dec 2022 05:54
Operator : CG/JU

Sample : N6018-18

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.122  11.33 ng/ul 4063710  Chrysene-di12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 1-Hexacosene 364 C26H52 018835-33-1 91
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
5 Heptacos-1-ene 378 C27H54 015306-27-1 91
Abundance Scan 3049 (21.122 min): BP013325.D\data.ms (-3044) (- | m/z 57.10 100.00%
57.1
5000 239.2 JLMA”J\M‘WVf\\jk
— —
‘ | hS 1 #)0.1 2100 2150
o bbbl L | I 4029 8031 s 43010 99.42%
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
5000 I ——
21.00 21.50
m/z 55.10 89.69%
‘ 196.0
O‘\\HJ ‘J\‘\\J\“‘\H\L\J\l‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
—— —
21.00 21.50
5000 m/z 83.05 73.97%
125.0
0 196.0 266.0
e T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene T —
57.0 21.00 21.50
m/z 69.10 73.50%
5000
5.0
o i “,1960 202.0 364.0
‘H"H‘W‘H‘_H‘_‘H‘HH‘H‘W‘HW‘H‘_‘HM‘H“ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
Data File : BP013325.D

Acqg On : 25 Dec 2022 05:54
Operator : CG/JU

Sample : N6018-18

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 6 1-Heneicosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.069 2.68 ng/ul 960400  Chrysene-di12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 10-Heneicosene (c,t) 294 C21H42 095008-11-0 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 91

Abundance Scan 3210 (22.069 min): BP013325.D\data.ms (-3207) (- m/z 55.10 100.00%
55.1

-

5000
‘ 51 207.1 — !
22.00
302.1 .
o‘H‘!‘mm‘\‘\lw‘u!;mw,’:mu,‘uw‘iuH?f??:‘l_mf“?‘r?ul_?‘}?:' m/z 83.10 92.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
5000 —— |
22.00
5.0 m/z 97.05 86.72%
0 ‘{ ‘M ‘\ I .1960 266.0
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
T \
22.00
5000 ITI/Z 57.10 86.10%
125.0
294.0
o+ e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1 T ‘
83.0 22.00
m/z 69.05 84.88%
- MJL\»A/\
HLP -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00

SFAM-EPA-BP120722.M Mon Dec 26 00:42:22 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
Data File : BP013325.D

Acqg On : 25 Dec 2022 05:54
Operator : CG/JU

Sample : N6018-18

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.122 5.13 ng/ul 1801080  Perylene-di12 23.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 (C24H50 000646-31-1 97
2 Tetracosane 338 C24H50 000646-31-1 96
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
4 Heneicosane 296 C21H44 000629-94-7 95
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
Abundance Scan 3389 (23.122 min): BP013325.D\data.ms (-3385) (- m/z 57.10 100.00%
57.1
5000 W\J\@J
— —
‘ 1271 5074 23.00 23.50
obA «‘\ L g2l 3021 3934 47625361  n/z 71.10  67.17%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246483: Tetracosane
57.0
5000 — —
23.00 23.50
m/z 43.10 62.79%
127.0
O \‘\\‘\l'\\'\i‘\I‘\“\\“‘\‘\\9\7‘\0\\\‘\\\\‘ﬁ%?‘(\)\\\‘\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
—— —
23.00 23.50
5000 m/z 85.10 51.21%
127.
0 270 1970 267.0 338.0
B A B B o e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl- T T
57.0 23.00 23.50
m/z 41.10 23.76%
- M/\w
239 0
m/z--> 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
Data File : BP013325.D

Acqg On : 25 Dec 2022 05:54
Operator : CG/JU

Sample : N6018-18

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 8 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.416  12.15 ng/ul 4265880  Perylene-di2 23.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 1-pyreneethanoate 274 C19H1402 073654-19-0 42
2 2-0xo0-3-[3-trifluoromethylbenzoy... 260 C11H7F304 1000211-47-7 38
3 Chlorflurecol methyl ester 274 C15H11Cl03 002536-31-4 27
4 4-Methoxy-1-naphthyl thiocyanate 215 C12H9NOS 066231-77-4 20
5 2-Methoxy-1-naphthyl thiocyanate 215 C12H9NOS 092696-42-9 18
Abundance Scan 3609 (24.416 min): BP013325.D\data.ms (-3603) (- m/z 215.15 100.00%
215.2
69.1 i
5000 3.0
—=
24.50
01 m/z 69.10 81.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #166311: Methyl 1-pyreneethanoate
215.0
5000 1
274.0 24.50
m/z 55.05 72.67%
p9.0 107.0 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0 215.0
——
24.50
5000 m/z 255.20 72.60%
145.0
Ol phtbedd b e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #165789: Chlorflurecol methyl ester —=
215.0 24.50
m/z 105.05 61.04%
5000
152.0
o || o
(O o e o B N R e RANN —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
Data File : BP013325.D

Acqg On : 25 Dec 2022 05:54
Operator : CG/JU

Sample : N6018-18

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.522 7.99 ng/ul 2803600  Perylene-d12 23.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Methylpentacosane 366 C26H54 015689-71-1 94
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3627 (24.521 min): BP013325.D\data.ms (-3623) (| m/z 57.10 100.00%
57.1
LN T
H]'FY']' 1972 24.50
bk WAL, 240226713374 4212 8351 m/z 71.10  64.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275548: 11-Methylpentacosane
57.0
5000 — :
24.50
168.0 m/z 43.18 59.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
LN T
24.50
5000 m/z 85.10 48.47%
0 127.0197.0267.0337.0407.0 491.0562.0
[ e P P T e e T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl- —— ‘
57.0 24.50
m/z 55.10 23.42%
- JJJ\M
oL 019700670 3650
e A e e e e e e e P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
Data File : BP013325.D

Acqg On : 25 Dec 2022 05:54
Operator : CG/JU

Sample : N6018-18

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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 10 Nonacosan-10-ol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.627 12.11 ng/ul 4251110  Perylene-di12 23.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacosan-10-ol 424 C29H600 000504-55-2 95
2 Triacontyl acetate 480 C32H6402 041755-58-2 83
3 Undecane, 4-cyclohexyl- 238 C17H34 013151-79-6 64
4 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 49
5 Heneicosyl pentafluoropropionate 458 C24H43F502 1000351-81-1 46

Abundance Scan 3645 (24.627 min): BP013325.D\data.ms (-3639) (- m/z 83.10 100.00%
3.1

157.1 LI
24.50 25.00

| \ 2231 22[® 4031 47515359
kb 223 L4031 47515359 1 nyz 57.10  76.87%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #315386: Nonacosan-10-ol
83.0

5000 oAl
157.0 297.0 24.50 25.00
m/z 97.10 67.76%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0

T
24.50 25.00

o

o

5000 111.0 m/z 69.10 56.51%
0 181.0 250.0 334.0 420.0480.0
T e o T T T [T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121350: Undecane, 4-cyclohexyl- T —
83.0 24.50 25.00

m/z 43.10 56.24%

H nLﬁfTo “V“Wj\]\/\”x‘”ﬂ*”“

‘ ‘ 238.0
LR T

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
Data File : BP013325.D

Acqg On : 25 Dec 2022 05:54
Operator : CG/JU

Sample : N6018-18

Misc

ALS Vvial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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|
(1R)-2,6,6-Trim... 6.611 32.0 ng/ul 5624370 1 7.940 3519960 20.0
.beta.-Pinene 7.369 7.0 ng/ul 1233200 1 7.940 3519960 20.0
n-Hexadecanoic ... 18.210 5.6 ng/ul 1602520 4 17.340 5693210 20.0
Trichloroacetic... 21.122 11.3 ng/ul 4063710 5 21.433 7173100 20.0
1-Heneicosanol 22.069 2.7 ng/ul 960400 5 21.433 7173100 20.0
(DEL) Alkane: S... 23.122 5.1 ng/ul 1801080 6 23.916 7020690 20.0
unknown-01 24.416 12.2 ng/ul 4265880 6 23.916 7020690 20.0
(DEL) Alkane: S... 24.522 8.0 ng/ul 2803600 6 23.916 7020690 20.0
Nonacosan-10-ol 24.627 12.1 ng/ul 4251110 6 23.916 7020690 20.0
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