LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
Data File : BP013302.D

Acqg On : 24 Dec 2022 16:23
Operator : CG/JU

Sample : N6016-09

Misc :

ALS Vvial : 13  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@13302.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 32 rVB 214452 278454  1.23% 0.118%
2 3.628 72 75 81 rBv4 13301 24456 0.11% 0.010%
3  3.758 93 97 113 rBV 3049236 4475000 19.79%  1.889%
4 4.087 149 153 159 rVB 45279 60649 0.27% 0.026%
5 4.311 189 191 196 rVB3 23980 30789 0.14% 0.013%
6 5.034 308 314 319 rVB2 67138 114259 0.51% 0.048%
7 5.263 348 353 364 rBvV2 23403 50439 0.22% 0.021%
8 6.540 565 570 573 rBV6 12378 22871 0.10% 0.010%
9 7.105 659 666 679 rBV 3978926 6273574 27.75% 2.648%
10 7.269 687 694 705 rVB 3197130 4819490 21.32% 2.034%
11 7.469 721 728 737 rBV 4088863 6266449 27.72% 2.645%
12 7.552 737 742 751 rVB6 21861 58540 0.26% 0.025%
13  7.940 801 808 815 rBV 2649082 4075324 18.03% 1.720%
14 8.651 922 929 941 rBV 4645746 7624480 33.72%  3.218%
15 9.110 999 1007 1022 rBV 3845058 6274648 27.75% 2.649%
16 9.263 1028 1033 1038 rVB6 20129 30613 0.14% 0.013%
17 9.504 1070 1074 1079 rBV 60468 89705 0.40% 0.038%
18 9.834 1122 1130 1142 rBV 3289345 5404928 23.91% 2.282%
19 10.051 1163 1167 1172 rBV8 13115 25346 0.11% 0.011%
20 10.257 1194 1202 1207 rBV5 20162 40942 0.18% 0.017%

21 10.375 1214 1222 1238 rBV 4981220 8367099 37.01%
22 10.757 1277 1287 1297 rBV 3506031 5995292 26.52%
23 10.893 1302 1310 1331 rBV 4286645 7289989 32.24%
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R

24 11.281 1371 1376 1383 rVB 12579 23541  0.10% 010%
25 11.540 1416 1420 1431 rVB 12358 24332 0.11% 010%
26 12.004 1495 1499 1504 rVB3 16350 26499 0.12% 0.011%
27 12.163 1520 1526 1531 rVB6 14998 28270  ©0.13% 0.012%
28 12.240 1535 1539 1544 rBV2 16927 28727 ©.13% 0.012%
29 12.340 1550 1556 1563 rBv2 83869 138617 ©0.61% 0.059%
30 12.851 1636 1643 1647 rBV9 13008 27790 0.12% 0.012%
31 13.104 1680 1686 1694 rVB7 18694 35914 0.16% ©0.015%
32 13.328 1718 1724 1728 rBV6 14186 32487 0.14% 0.014%
33 13.398 1728 1736 1741 rVB2 64680 111324 0.49% 0.047%
34 13.551 1757 1762 1765 rVB6 16474 29897 ©0.13% 0.013%
35 13.992 1828 1837 1851 rVV 8054242 11023306 48.76% 4.653%
36 14.104 1852 1856 1859 rVB6 19910 33340 0.15% 0.014%

SFAM-EPA-BP120722.M Mon Dec 26 00:24:19 2022 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
Data File : BP013302.D

Acqg On : 24 Dec 2022 16:23
Operator : CG/JU

Sample : N6016-09

Misc :

ALS Vvial : 13  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 14.228 1872 1877 1879 rBV6 13888 24243 0.11% 0.010%
38 14.281 1879 1886 1896 rVV 9395205 13464816 59.56% 5.684%
39 14.469 1911 1918 1925 rVB2 45072 81661 0.36% 0.034%
40 14.586 1931 1938 1945 rVB 5007127 7425575 32.84% 3.134%
41 14.786 1965 1972 1989 rBV 2619410 4115009 18.20% 1.737%
42 14.992 2002 2007 2013 rBvV3 70697 107863 0.48% 0.046%
43 15.363 2067 2070 2075 rBV3 13376 24974 0.11% 0.011%
44 15.422 2077 2080 2087 rVB3 24435 36945 0.16% 0.016%

45 15.581 2100 2107 2116 rBV 10980458 15675042 69.33% 6.617%

46 15.698 2121 2127 2141 rVWVW 2537117 3397856 15.03% 1.434%
47 15.816 2143 2147 2154 rVB2 57345 96537 ©.43% 0.041%
48 15.945 2163 2169 2178 rVB 1029828 1396229 6.18% ©.589%
49 16.286 2224 2227 2233 rVB7 20112 33533 0.15% 0.014%
50 16.357 2234 2239 2245 rVB3 19163 40359 0.18% 0.017%
51 16.433 2248 2252 2254 rBV5 18546 24825 0.11% ©0.010%
52 16.475 2256 2259 2262 rVv3 23465 29718 0.13% 0.013%
53 16.516 2262 2266 2272 rVB7 19876 32569 0.14% 0.014%
54 16.728 2297 2302 2309 rBV2 86109 127069 0.56% ©0.054%
55 17.086 2359 2363 2367 rBV6 22756 40347 0.18% 0.017%
56 17.222 2382 2386 2394 rBV5 52995 88055 0.39% 0.037%
57 17.292 2394 2398 2400 rBv4 38115 44539 0.20% 0.019%
58 17.345 2400 2407 2417 rVV 5118375 7258038 32.10% 3.064%
59 17.445 2417 2424 2431 rVV 9463588 13442476 59.46% 5.674%
60 17.504 2431 2434 2436 rVV3 44593 59244 0.26% 0.025%
61 17.533 2437 2439 2447 rVB8 47501 92661 0.41% ©.039%
62 17.616 2451 2453 2460 rVB6 22129 42331 0.19% 0.018%
63 17.698 2463 2467 2470 rBV5 42285 64116 ©0.28% 0.027%
64 17.998 2516 2518 2522 rVB5 32913 35540 0.16% 0.015%
65 18.098 2530 2535 2540 rBv4 67559 1319067 ©.58% ©.056%
66 18.157 2541 2545 2550 rBV2 107321 142612 0.63% ©.060%
67 18.216 2550 2555 2565 rBV 1807736 2481219 10.97% 1.047%
68 18.463 2593 2597 2601 rBV 95282 128062 0.57% ©.054%
69 18.551 2608 2612 2619 rVB2 115032 192265 0.85% 0.081%
70 18.780 2647 2651 2656 rVB 191586 224583 0.99% 0.095%
71 19.122 2704 2709 2713 rBV2 131880 197753 0.87% ©0.083%
72 19.251 2728 2731 2735 rVB 123720 141005 0.62% 0.060%
73 19.327 2737 2744 2747 rBV3 234065 518049 2.29% 0.219%
74 19.445 2760 2764 2773 rBV 454406 660277 2.92% ©0.279%

75 19.674 2798 2803 2811 rBV 10177068 13942918 61.67% 5.886%

76 19.827 2824 2829 2836 rBV 1397248 1870665 8.27%  0.790%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
Data File : BP013302.D

Acqg On : 24 Dec 2022 16:23
Operator : CG/JU

Sample : N6016-09

Misc

ALS Vvial : 13  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 19.951 2846 2850 2857 rBV 200227 343725 1.52% 0.145%
78 20.174 2884 2888 2893 rVB4 230481 401443 1.78% 0.169%
79 20.668 2969 2972 2975 rVB 190241 206304 ©0.91% 0.087%
80 21.127 3045 3050 3054 rBV 1997092 3261936 14.43% 1.377%
81 21.433 3097 3102 3107 rBV 5055271 6892736 30.49% 2.910%
82 22.698 3314 3317 3323 rVB 602115 865469 3.83% 0.365%
83 23.127 3387 3390 3396 rVB 502830 706743  3.13%  0.298%
84 23.757 3490 3497 3512 rVB2 7788590 16393005 72.51% 6.920%
85 23.915 3517 3524 3536 rVB2 3556953 7529507 33.30% 3.178%
86 24.533 3624 3629 3637 rVB 827259 1656663 7.33% 0.699%
87 28.503 4293 4304 4325 rVB 5649657 22608144 100.00%  9.543%

88 29.003 4382 4389 4418 rVB8 2139209 8844549 39.12% 3.733%

Sum of corrected areas: 236901089
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 24 Dec 2022 16:23
: CG/IU
: N6016-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
BPO13302.D

: 13 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

Abundance

1le+07

8000000

6000000

4000000

2000000

TIC: BP013302.D\data.ms

10.375
8.651 10.893
7.1057.469 9.110

3.758 7.269 9.834 10.75
7.940

B-328; 608 4.087311 5.0%1263 6.540 552 263504 |10.0812 11.281.540

0
Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

le+07

8000000

6000000

4000000

2000000

TIC: BP013302.D\data.ms
15.581 19.674

14.281 17.445

13.992

14.586 17.345

4.786 15.698

)L 15 945
P IPAREY0 12853 NBROBE51 thmo; 4.99 1asm@@7za7jm

0

Time--> 12.00 1250 13.00 1350 14.00 14.50 15.00 1550 16.00 1650 17.00 1750 18.00 1850 19.00 19.50 20.00

Abundance

1le+07

8000000

6000000

4000000

2000000

TIC: BP013302.D\data.ms

23.757

28.503

22.69823.127

Time-->

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 : BP013302.D

Acqg On : 24 Dec 2022 16:23
Operator : CG/JU

Sample : N6016-09

Misc

ALS vial : 13  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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.945 3.76 ng/ul 1396230  Acenaphthene-d10 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 90
5 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 72
Abundance Scan 2169 (15.945 min): BP013302.D\data.ms (-2163) (- m/z 105.00 100.00%
105.0
182.1
5000
o
a9 16.00
Ofrobid b L 281134084010 475.05825  n/; 77.00  66.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 S T T
16.00
m/z 182.05 59.18%
0 27\0 il L
\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
105.0
e
182.0 16.00
5000 ’ m/z 51.00 27 .34%
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone T
105.0 16.00
m/z 181.05 9.37%
5000 182.0
A e o R P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
Data File : BP013302.D

Acqg On : 24 Dec 2022 16:23
Operator : CG/JU

Sample : N6016-09

Misc

ALS vial : 13  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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.216 6.84 ng/ul 2481220  Phenanthrene-d10 17.345
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 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 95

Abundance Scan 2555 (18.216 min): BP013302.D\data.ms (-2550) (- m/z 73.00 100.00%

73.0
5000
213.2 — e
“H 8 \ ‘ 18.00 18.50
ook HJMH,M\\m2“?‘1“134‘1‘9”4‘1‘?1“‘4‘3?‘9?““7‘ m/z 43.10  93.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
213.0 m/z 59.95 88.89%
O‘\\\\“‘ m‘"h“’l\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.
30 256.0
— —
18.00 18.50
5000 ITI/Z 41.10 72.40%
129.0
194.0
O e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T 7
43.0 18.00 18.50

m/z 57.10 70.90%

5000 256.0 VL
129.0
oL L 1980 |

R R R R e e  RARRERERRNEASESEREES == =

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 : BP013302.D

Acqg On : 24 Dec 2022 16:23
Operator : CG/JU

Sample : N6016-09

Misc

ALS vial : 13  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 3 4-(3-Fluoro-8-nitronaphthal... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.827 5.43 ng/ul 1870670  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(3-Fluoro-8-nitronaphthalen-2-... 276 C14H13FN203 1000409-37-1 91
2 (1H)Pyrrole, 3,4-dimethyl-5-meth... 276 C15H20ON20S 1000197-22-6 90
3 5H-Furo[3,2-g][1]benzopyran-5-on... 276 C14H1206 000668-10-0 80
4 3,5-di-tert-Butyl-4-hydroxycinna... 276 C17H2403 022014-01-3 70
5 5,6,7,8-Tetrahydrothieno[2,3-b]q... 276 C14H20N2SSi 1000496-40-4 70

Abundance Scan 2829 (19.827 mln) BP013302.D\data.ms (-2824) (- m/z 261.05 100.00%
61.1
5000
— —
115.1 ‘ 19.50 20.00
ob bbb pbdia " '“ Iy M“‘ bl 3422 414.947615348 1/, 276.05  79.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168181: 4-(3-Fluoro-8-nitronaphthalen-2-yl)morpholine
276.0
42.0 144.0
218.0
5000 — —A
19.50 20.00
‘ } m/z 233.05  35.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
261.0
— =
19.50 20.00
5000 m/z 247.16  21.56%
310 163.0
97.0
e B A A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168164: 5H-Furo[3,2-g][1]benzopyran-5-one, 7-(hydrox == e
261.0 19.50 20.00
m/z 231.10 19.95%
5000
43.0 105.0 ZOT 0
0 ‘M\M\‘Mﬂ‘lwu‘nﬂ‘L‘ul‘ ‘,m‘Jm l‘ll‘m‘ ) M‘ J\‘\H‘ ———— [ s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
Data File : BP013302.D

Acqg On : 24 Dec 2022 16:23
Operator : CG/JU

Sample : N6016-09

Misc

ALS vial : 13  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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.127 9.46 ng/ul 3261940  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 99
2 1-Nonadecene 266 C19H38 018435-45-5 97
3 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94
Abundance Scan 3050 (21.127 min): BP013302.D\data.ms (-3045) (- m/z 57.10 100.00%
57.1
T o
{ hﬂ 193.0 281.1 355.0 21.00 21.50
b bbb 275 2911 355.0413.4475.1 549 n/z 43.10  90.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227238: 9-Tricosene, (2)-
57.0
5000 - —
21.00 21.50
5.0 m/z 55.10 88.12%
‘ ' ‘ 322.0
O‘\\‘\‘\“\\‘\\\‘H\i\‘!‘A\I\]-\g\e’\(\)\\z’6\4\\0\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
97.0
o e
21.00 21.50
5000 m/z 83.10 75.96%
29.0
0 168.0 266.0
Rl R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275085: Octadecy! trifluoroacetate = T
57.0 21.00 21.50
m/z 69.10 72.42%
5000 »J\VU\
‘H‘w“u“u‘_"w“u,u“_"w“u‘u“_“w‘u“‘ T P
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 : BP013302.D

Acqg On : 24 Dec 2022 16:23
Operator : CG/JU

Sample : N6016-09

Misc

ALS vial : 13  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 7,11-Dimethyldodeca-2,6,10-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.698 2.30 ng/ul 865469  Perylene-di2 23.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 87
2 Supraene 410 C30H50 007683-64-9 86
3 trans-Farnesol 222 C15H260 000106-28-5 80
4 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 64
5 Farnesol (E), methyl ether 236 C16H280 1000352-67-3 64

Abundance Scan 3317 (22.698 min): BP013302.D\data.ms (-3314) (- m/z 69.10 100.00%

69.1
5000

T
22.50 23.00

obrebibid ‘h‘”|‘“‘m20,3u1w2u8;7 1 3501 429.1489.1549. ./, g1.18 50.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0
5000 — —
22.50 23.00

m/z 41.10 25.31%

‘““N"““th“%qﬁgw‘H‘M‘H\H‘W‘H‘MH‘M‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0

T
22.50 23.00

o

5000 ITI/Z 95.10 13.30%
137.0
0 203.0 273.0 341.0 410.0
T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101946: trans-Farnesol T —
69.0 22.50 23.00

m/z 68.10 11.91%

B \J/LM/
1360 2220

L gl

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
Data File : BP013302.D

Acqg On : 24 Dec 2022 16:23
Operator : CG/JU

Sample : N6016-09

Misc

ALS vial : 13  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 Hexadecane, 1-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.533 4.40 ng/ul 1656660 Perylene-d12 23.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 95
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
4 Tricosane 324 C23H48 000638-67-5 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
Abundance Scan 3629 (24.533 min): BP013302.D\data.ms (-3624) (- m/z 57.10 100.00%
57.1
2450 |
1p7.1 281.1 : '
b, J «HL £ b ALY SO 8794 ABOASAT h/; 71.10  67.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #261135: Hexadecane, 1-iodo-
57.0
5000 —— :
24.50
2250 m/Z 43.10 63.37%
‘ ’1&7.0 ‘
O \“\‘\‘\l\\\\‘\l\l\\\“\‘\\\‘\\‘\\‘\\\\‘\\3\\5‘2\.\0\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
T \
24.50
5000 m/z 85.10 50.08%
239.0
o 127.0 296.0
e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158610: Octadecane, 2-methyl- ——
43.0 24.50
m/z 55.00 23.85%
o M/\]LW
1] \1 ?'0 225.0
Y o e S R RARR e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
BPO13302.D

: 24 Dec 2022 16:23

: CG/JU

: N6016-09

: 13 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-

: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
ion Parameters: LSCINT.P

EPA-BP120722.M

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

R.T. E

7 2-Amino-.alpha.-[2-chloroph... Concentration Rank 1
stConc Area Relative to ISTD R.T.
28.563  60.05 ng/ul 22608168 Perylene-di2 23.915
Tentative ID MW MolForm CASH# Qual

Hit# of 5

alpha.-[2-chlorophenyl]... 273 C15H12C1NO2 1000254-08-5 59

1 2-Amino-.

2 D:C-Friedo-B':A'-neogammacer-9(1... 440 C31H520

3 Lupeol

426 C30H500

004555-56-0 50
000545-47-1 30

4 Imidazolo[1,2-a]pyridine, 6-chlo... 273 C13H8CIN302 118000-62-7 25
5 2-(1H-Indol-3-ylmethylene)-1H-in... 273 C18H11NO2

031060-64-7 15

Abundance Scan 4304 (28.503 min): BP013302.D\data.ms (-4293) (-, | m/z 241.20 100.00%
241.2
981 4254
5000
J
11.3
0l.38 '“wanhm*“‘“J‘\‘\4890549' m/z 273.15  85.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164710: 2-Amino-.alpha.-[2-chlorophenyl]cinnamic acid
273.0
96.0 165.0 /
5000 VARN :
28.50
m/z 95.10 62.99%
O' M‘n'\lm\Ii\“‘ﬂ\J‘\l“H‘“J\ |l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
273.0 425.0
T \
28.50
5000 109.0 m/z 425.40  57.61%
189.0
0 355.0
e e AR T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 //
Abundance #316484: Lupeol e ™
95.0 28.50
189.0 m/z 71.10 50.77%
5000
29 ‘ ‘ 315.0 260
: 57.0 .
OM,HA‘ “Lﬂ“»“ﬂwwhlﬁﬂk&‘ﬂpL‘w“H““‘W““‘H““ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 28.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
Data File : BP013302.D

Acqg On : 24 Dec 2022 16:23
Operator : CG/JU

Sample : N6016-09

Misc

ALS vial : 13  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 D:C-Friedo-B':A'-neogammace... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
29.003  23.49 ng/ul 8844550  Perylene-d12 23.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D:C-Friedo-B':A'-neogammacer-9(1... 440 C31H520 004555-56-0 86
2 Pregnan-18-o0l, (5.alpha.)- 304 C21H360 056053-09-9 60
3 Imidazolo[1,2-a]pyridine, 6-chlo... 273 C13H8CIN302 118000-62-7 56
4 9-Thiabicyclo[3.3.1]nonane, 2,6-... 274 C14H18N4S 1000141-52-1 38
5 3-Ethyl-2,8-dimethyl-4-quinolino... 273 C16H23NOSi 1000474-26-4 25
Abundance Scan 4389 (29.003 min): BP013302.D\data.ms (-4382) (| | m/z 95.10 100.00%
95.1 273.1
425.4
5000
\f 2860 28.80 20.00
3 } ‘ 355 1 ‘ : : :
0 HU([J “"“I‘MH‘ Mw bbbk L 482154600 69 10 93.86%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #322351: D:C-Friedo-B":A'-neogammacer-9(11)-ene, 3-m
273.0 425.0
109.0
5000 L L L
28.60 28.80 29.00
F890 m/z 273.15  90.12%
O' JH“HJ“““' N\m\ “\' \ ‘H \“\ ‘ \‘ \‘\3\!:-)‘5\ \0\ \" TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
273.0
67.0
R
28.60 28.80 29.00
5000 m/z 55.10 88.71%
163.0
R | N SR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #164475: Imidazolo[1,2-a]pyridine, 6-chloro-2-(4-nitrophe T T
273.0 28.60 28.80 29.00
m/z 71.05 79.69%
89.0
5000
192.0
033‘ 0”'1““'““‘“‘\\, RS
m/z--> 50 100 150 200 250 300 350 400 450 500 28.60 28.80 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122422\
Data File : BP013302.D

Acqg On : 24 Dec 2022 16:23
Operator : CG/JU

Sample : N6016-09

Misc

ALS Vvial : 13  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|
Benzophenone 15.945 3.8 ng/ul 1396230 3 14.586 7425580 20.0
n-Hexadecanoic ... 18.216 6.8 ng/ul 2481220 4 17.345 7258040 20.0
4-(3-Fluoro-8-n... 19.827 5.4 ng/ul 1870670 5 21.433 6892740 20.0
(DEL) Alkane: S... 21.127 9.5 ng/ul 3261940 5 21.433 6892740 20.0
7,11-Dimethyldo... 22.698 2.3 ng/ul 865469 6 23.915 7529510 20.0
Hexadecane, 1-i... 24.533 4.4 ng/ul 1656660 6 23.915 7529510 20.0
2-Amino-.alpha.... 28.503 60.0 ng/ul 22608100 6 23.915 7529510 20.0
D:C-Friedo-B':A... 29.003 23.5 ng/ul 8844550 6 23.915 7529510 20.0
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