LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc :

ALS Vvial : 22 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-BP082324.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@21734.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.017 3 5 24 rVB 4720692 5707979 58.51% 3.331%
2 3.275 45 49 55 rVB 95115 115141 1.18% 0.067%
3 3.540 990 94 105 rBV 239962 336505 3.45% 0.196%
4 3.693 115 120 131 rBV 561579 831571 8.52% 0.485%
5 5.893 485 494 502 rVB2 59422 93048 0.95% 0.054%
6 6.499 590 597 605 rVB 288224 455138 4.67% 0.266%
7 6.799 643 648 651 rBV 59412 95217 ©0.98% 0.056%
8 6.840 651 655 664 rWwW 96605 186156 1.91% 0.109%
9 6.963 666 676 692 rVV 1766783 2979047 30.54% 1.739%
10 7.116 696 702 719 rVB 1398081 2248715 23.05% 1.312%
11 7.328 730 738 745 rVV 1688885 2732977 28.01% 1.595%
12 7.393 745 749 759 rVwV 100173 185339 1.90% 0.108%
13 7.616 782 787 796 rBv4 41398 84648 0.87% 0.049%
14 7.787 809 816 823 rBV 1660029 2762904 28.32% 1.612%
15 8.493 926 936 946 rBV 2197993 3644989 37.36% 2.127%
16 8.934 1004 1011 1023 rBV 1511148 2681060 27.48% 1.565%
17 9.493 1099 1106 1113 rBV 167375 266020 2.73% 0.155%
18 9.657 1127 1134 1141 rBV 1326400 2143145 21.97% 1.251%
19 9.846 1155 1166 1171 rBV 400623 981342 10.06% 0.573%
20 9.899 1172 1175 1188 rVB5 98808 210333 2.16% 0.123%

21 10.199 1217 1226 1248 rBV 1803339 3606242 36.96%
22 10.575 1282 1290 1298 rBV 2341812 4023778 41.24%
23 10.704 1304 1312 1333 rVB 985546 1852915 18.99%
24 11.110 1376 1381 1389 rBV3 54580 109075 1.12%
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25 11.316 1410 1416 1435 rBV 296104 701890  7.19% 410%
26 12.169 1552 1561 1564 rBV2 36853 71064 ©.73% 0.041%
27 12.216 1564 1569 1574 rVV3 67235 139862 1.43% ©0.082%
28 12.640 1630 1641 1646 rBV7 30515 77348 ©.79%  0.045%
29 12.793 1662 1667 1673 rVB2 93679 153635 1.57% ©0.090%
30 13.181 1728 1733 1735 rBv4 71619 129086 1.32% 0.075%

31 13.310 1750 1755 1758 rBV2 183860 290900  2.98%
32 13.528 1786 1792 1801 rBV 112899 205868  2.11%
33 13.840 1838 1845 1852 rBV 3663401 5247132 53.78%
34 13.904 1852 1856 1861 rVB 117293 158027 1.62%
35 14.128 1884 1894 1902 rBV 3792673 6143386 62.97%
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36 14.204 1903 1907 1912 rVB2 66021 92596 0.95%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc :

ALS Vvial : 22 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-BP082324.MA.M
Title : SVOA CALIBRATION
37 14.287 1913 1921 1925 rBV3 240694 421423  4.32%  0.246%
38 14.404 1934 1941 1943 rVV 1699428 2419755 24.80% 1.412%
39 14.439 1943 1947 1953 rVV 3250237 5270209 54.02% 3.076%
40 14.522 1956 1961 1974 rVB2 262337 535325 5.49% 0.312%
41 14.645 1974 1982 1988 rBV 1508658 3040137 31.16% 1.774%
42 14.698 1988 1991 1999 rVB2 437068 748703 7.67% 0.437%
43 14.775 1999 2004 2012 rVB2 189185 432738 4.44% 0.253%
44 14.875 2015 2021 2024 rBV3 132489 214343  2.20% 0.125%
45 14.969 2034 2037 2047 rVB 51261 98929 1.01% 0.058%
46 15.110 2057 2061 2067 rVB6 48722 82044 0.84% 0.048%
47 15.251 2081 2085 2091 rVB3 59447 100996 1.04% 0.059%
48 15.445 2111 2118 2128 rVB 4337070 7403924 75.89% 4.321%
49 15.557 2130 2137 2144 rBV 1330280 1977067 20.27% 1.154%
50 15.692 2156 2160 2167 rVB6 64240 114068 1.17% 0.067%
51 15.798 2173 2178 2182 rBV2 119375 210029 2.15% 0.123%
52 15.845 2183 2186 2190 rVv2 79918 108165 1.11% 0.063%
53 15.945 2193 2203 2208 rVB2 453801 950724 9.74% 0.555%
54 16.034 2210 2218 2224 rBV3 265289 444449  4.56%  0.259%
55 16.092 2224 2228 2237 rBV6 63210 152757 1.57% ©.089%
56 16.192 2241 2245 2250 rBv2 173210 244617 2.51% 0.143%
57 16.345 2268 2271 2275 rBV4 57096 82973 0.85% 0.048%
58 16.616 2311 2317 2329 rVB4 369285 717686  7.36% 0.419%
59 16.728 2332 2336 2344 rBV 78033 140654 1.44% 0.082%
60 16.963 2372 2376 2381 rVV5 43597 84192 0.86% 0.049%
61 17.051 2382 2391 2398 rVB2 168819 358210 3.67% 0.209%
62 17.192 2410 2415 2417 rBV2 108917 168270 1.72% 0.098%
63 17.239 2417 2423 2430 rVV 3993647 6648687 68.15%  3.880%
64 17.339 2434 2440 2451 rVB2 5793577 8121284 83.24% 4.740%
65 17.451 2453 2459 2463 rBV4 84743 165404 1.70% 0.097%
66 17.551 2470 2476 2480 rVB5 109193 224344 2.30% 0.131%
67 17.645 2487 2492 2502 rVB 302724 554828 5.69% 0.324%
68 17.910 2532 2537 2540 rBV 179143 289072 2.96% 0.169%
69 17.951 2541 2544 2553 rVB4 158098 280726 2.88% 0.164%
70 18.116 2569 2572 2575 rBv4 79593 107777 1.10% 0.063%
71 18.180 2578 2583 2596 rBV 1871197 3329007 34.12% 1.943%
72 18.310 2601 2605 2609 rVB2 219270 292716 3.00% 0.171%
73 18.486 2632 2635 2638 rBV3 76465 106971 1.10% 0.062%
74 18.533 2640 2643 2648 rVB2 138226 213287 2.19% 0.124%
75 18.692 2658 2670 2677 rBvV2 202429 762387 7.81% 0.445%

76 18.827 2690 2693 2696 rBV3 86588 122453 1.26% 0.071%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc :

ALS Vvial : 22 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-BP082324.MA.M
Title : SVOA CALIBRATION
77 19.075 2730 2735 2740 rBV3 560789 1052741 10.79% 0.614%
78 19.116 2740 2742 2747 rVB3 267511 368877 3.78% 0.215%
79 19.245 2761 2764 2765 rBV 112064 133338 1.37% 0.078%
80 19.357 2779 2783 2785 rBvV2 263125 378317 3.88% 0.221%
81 19.386 2785 2788 2803 rVB3 662678 1502202 15.40% 0.877%
82 19.510 2804 2809 2819 rVB 873132 1445325 14.81% 0.843%
83 19.710 2837 2843 2852 rBV 5793096 9756049 100.00% 5.694%
84 20.086 2904 2907 2911 rBV2 740402 987508 10.12% 0.576%
85 20.127 2911 2914 2919 rVB 831051 1125091 11.53% 0.657%
86 20.274 2935 2939 2943 rBV2 608399 946291 9.70% 0.552%
87 20.598 2991 2994 2997 rBV2 450546 608364 6.24%  0.355%
88 20.633 2997 3000 3009 rVB 1548766 2025436 20.76% 1.182%
89 20.739 3016 3018 3023 rVB 469689 534588 5.48% 0.312%
990 21.016 3062 3065 3068 rBV 369544 397793 4.08%  0.232%
91 21.145 3083 3087 3094 rVB 7514725 9648135 98.89% 5.631%
92 21.221 3098 3100 3107 rVB3 497843 614769 6.30% 0.359%
93 21.310 3110 3115 3119 rVV 5039895 7545075 77.34% 4.403%
94 21.351 3119 3122 3131 rVB 2009730 3215243 32.96% 1.876%
95 21.686 3173 3179 3185 rBV2 3352957 6190295 63.45% 3.613%
96 21.751 3186 3190 3197 rVB 859289 1420758 14.56% 0.829%
97 22.616 3332 3337 3356 rVB 1647810 3428451 35.14% 2.001%
98 24.862 3710 3719 3727 rVB 3418839 7907040 81.05% 4.614%
99 25.086 3749 3757 3776 rVB 2275595 6982581 71.57% 4.075%
100 26.627 4013 4019 4035 rVB2 1116572 3652951 37.44% 2.132%

Sum of corrected areas: 171352626

SFAM-EPA-BP082324 .MA.M Fri Aug 30 11:53:17 2024 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP021734.D\data.ms
8000000
7000000
6000000
5000000P17
4000000

3000000
8493 10 19(130'575

2000000 6.9637 328 7.787 8934  gggy

1000000 3.693 1p-704

3.27%540 5803 S 19%& jk7-39%1 9.498%850 1M’ mam e

O\T\\‘\7\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\i‘\\A\\Tf\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\T\\‘\\\\‘\\\\‘\\f

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP021734.D\data.ms

21.145
8000000

7000000
19.710 21.310

6000000 17.339

5000000 21.686
17.239

15.445
4000000 13.846.128

3000000

20.633 22.61
i 21,751

2000000

1000000

135028990

e L e e L T S E—

Time--> 13.00 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: BP021734.D\data.ms

8000000

7000000

6000000

5000000 24.862

4000000

5.086
3000000

2000000 26627

1000000

0\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.017 41.32 ng/ul 5707980 1,4-Dichlorobenzene-d4 7.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance Scan 5 (3.017 min): BP021734.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 j\¥
A RAREREEEEEEE R
‘ ‘ 3.103.203.30 3.40
ol Akl 1448 22332801 382643954986 nm/; 43.10  29.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T T[T T T T[T T T T[T TTT]
3.103.203.30 3.40
m/z 87.10  27.88%
O\\“\LU“M\J\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
3.103.203.30 3.40
5000 m/z 55.10 23.03%
0"\J,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R ARRRRRREEEEEE
73.0 3.103.203.30 3.40
m/z 71.10 10.82%
5000 j\\
o\H’l e e A T e e AR e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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 Propylene Glycol Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
3.540 2.44 ng/ul 336505 1,4-Dichlorobenzene-d4 7.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
3 Propylene Glycol 76 C3H802 000057-55-6 78
4 Isopropyl Alcohol 60 C3H80 000067-63-0 56

5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40

Abundance  Scan 94 (3.540 min): BP021734.D\data.ms (-90) (-) m/z 45.05 100.00%
45.

5.0

= -

5000
A RERRNEEEE RS
3.20 3.40 3.60 3.80
ol /1069 208126703309 40094611 5336 1y 43.00 19.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
5000 L L L B B
3.20 3.40 3.60 3.80
m/z 60.95 7.34%
O‘\‘WJUWI‘H‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1091: R-(-)-1,2-propanediol
45.0
R NEER RS
3.20 3.40 3.60 3.80
5000 m/z 44.00 5.51%
0‘\1”‘4“1““\\\‘HH‘\H\’HH‘HH‘HH‘HH‘\H\‘HH‘HH‘\ UMM’LWM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1085: Propylene Glycol e RRREESS ST
45.0 3.20 3.40 3.60 3.80
m/z 42.00 3.45%
Ol e e T T T

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

3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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 .alpha.-Pinene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.499 3.29 ng/ul 455138  1,4-Dichlorobenzene-d4 7.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 94
2 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 94
3 .alpha.-Pinene 136 C10H16 000080-56-8 91
4 .alpha.-Pinene 136 C10H16 000080-56-8 91
5 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1@H16 004889-83-2 91
Abundance Scan 597 (6.499 min): BP021734.D\data.ms (-590) (-) m/z 93.10 100.00%
93.1

-

5000
SRS S U S V-
‘ 6.20 6.40 6.60 6.80
Orbiidli 2662 2759 3789 47725351 L., 9110  44.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18035: .alpha.-Pinene
93.0
5000 L L B I BN R

6.20 6.40 6.60 6.80
m/z 92.10 35.76%

27‘1% | ‘\ L

m/z--> 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

%»

6.20 6.40 6.60 6.80
5000 m/z 77.00 29.49%

s VLIV

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

N

O e
Abundance #18033: .alpha.-Pinene R ARHRESEL RS
93.0 6.20 6.40 6.60 6.80
m/z 79.05  25.23%
5000
27.“)
0‘H‘Lwv"\“\\i‘“\“‘\u\,\u\‘u\\‘uu‘\m‘\m‘\m‘uu‘\ o AARSsaEESE s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324 .MA.M
: SVOA CALIBRATION

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 Benzoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.846 4.88 ng/ul 981342  Naphthalene-d8 10.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 96
2 Benzoic acid 122 C7H602 000065-85-0 94
3 Benzoic acid 122 C7H602 000065-85-0 94
4 Benzoic acid 122 C7H602 000065-85-0 91
5 Benzoic acid, silver(1+) salt 228 C7H5Ag02 000532-31-0 72

Abundance Scan 1166 (9.846 min): BP021734.D\data.ms (-1155) () | m/z 105.00 100.00%
105.0

—

5000
— —=
?’QL) 9.50 10.00
Obrrtibod o) L 1672 2810 3743 4736 5448 n/; 77.00  74.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11265: Benzoic acid
105.0
5000 = ——
9.50 10.00
m/z 122.00 69.55%
45\0 i
O‘\\\\‘[!l\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11261: Benzoic acid
105.0
— —=
9.50 10.00
5000 ITI/Z 51.00 26.86%

39.L
ol

-

(O e S N R A N R e B R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11264: Benzoic acid = —T
105.0 9.50 10.00
m/z 50.10 15.31%
5000

-

39.L
i

. = hec
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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 1-Phenoxypropan-2-ol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.316 3.49 ng/ul 701890 Naphthalene-d8 10.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 95
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 95
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 94
4 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 90
5 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 87
Abundance Scan 1416 (11 316 min): BP021734.D\data.ms (-1410) (- ' m/z 94.00 100.00%
94.0
5000 J\\h
361’ l15\2.0 221.8280.9 354.9413.7 477.0 549. 11.00 1150
ol S8l i, | 22182809 354.94137477.0 549 n/; 77.00 .96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000
1100 1150
152.0 m/z 78.05 .66%
0311‘ﬂ#“’¥!’1[\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
1100 1150
5000 m/z 108.05 4.62%
' 152.0
o‘wwww’mH‘\w,‘HwH_m_m‘w_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30124: 1-Phenoxypropan-2-ol 4
94.0 1100 1150
m/z 152.0 2.53%
5000
‘ 152.0
o"Hw\““wl‘m‘\"H,‘HwH_m_Wwwww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1100 1150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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 Naphthalene, 1,2,4a,5,6,8a-... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.522 2.03 ng/ul 535325  Acenaphthene-d10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 031983-22-9 93
2 (1R,4aS,8aR)-1-Isopropyl-4,7-dim... 204 C15H24 020085-19-2 93
3 .alpha.-Muurolene 204 C15H24 010208-80-7 93
4 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 000483-75-0 91
5 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 031983-22-9 91
Abundance Scan 1961 (14.522 min): BP021734.D\data.ms (-1956) (- m/z 105.05 100.00%
105.1
T
il
obdbihlhids | L] 28183408 414947325840 ./, 16115  36.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80466: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dime
105.0
5000 204.0 14.50 |
41.0 m/z 93.10 36.22%
O \H\J“JL\J”\HJ”‘“l\u‘\“"\lil\m"\\l\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80376: (1R,4aS,8aR)-1-Isopropyl-4,7-dimethyl-1,2,4a,5,
105.0
T
14.50
5000 m/z 91.05 31.17%
204.0
41.0 ‘ \
0 mJWMMﬁmmﬂimkw‘u,‘H‘_‘H‘H‘W‘H‘_‘H“H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80184: .alpha.-Muurolene =
105.0 14.50
m/z 94.05 28.88%
5000
204.0
vl IR
0 H$wa‘uw@ﬁ@‘ﬂ“u‘w“W“H“H“H“_“W“H“ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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 Naphthalene, 1,2,3,5,6,8a-h... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.698 2.84 ng/ul 748703  Acenaphthene-di10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,5,6,8a-hexahy... 204 C15H24 000483-76-1 97
2 Naphthalene, 1,2,3,5,6,8a-hexahy... 204 C15H24 000483-76-1 97
3 1-Isopropyl-4,7-dimethyl-1,2,3,5... 204 C15H24 016729-01-4 97
4 Naphthalene, 1,2,3,5,6,8a-hexahy... 204 C15H24 000483-76-1 93
5 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 000523-47-7 91
Abundance Scan 1991 (14.698 min): BP021734.D\data.ms (-1988) (- m/z 161.10 100.00%
161.1
— —
M ‘ | ‘ | 14.50 15.00
ol (221128113413 4119 48685481  n/; 119.05  77.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80409: Naphthalene, 1,2,3,5,6,8a-hexahydro-4,7-dimeth
161.0
5000 R —
41.0 14.50 15.00
m/z 105.10  72.27%
O}'llkmw‘%“mJ““\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80406: Naphthalene, 1,2,3,5,6,8a-hexahydro-4,7-dimeth
161.0
= —
14.50 15.00
5000 m/z 134.05 51.93%
41.0
0 AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80297: 1-Isopropyl-4,7-dimethyl-1,2,3,5,6,8a-hexahydro e P
161.0 14.50 15.00
m/z 91.00  48.35%
- | J/AM/\M
oﬂ\xlﬂH\Hw“H‘u A ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP©21734.D

Acqg On : 30 Aug 2024 00:00

Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324 .MA.M
: 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 .tau.-Cadinol Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
15.945 2.86 ng/ul 950724  Phenanthrene-d1e 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .tau.-Cadinol 222 C15H260 005937-11-1 93
2 Copaene 204 C15H24 003856-25-5 91
3 Copaene 204 C15H24 003856-25-5 91
4 .alpha.-Cubebene 204 C15H24 017699-14-8 90
5 .gamma.-Muurolene 204 C15H24 030021-74-0 89

Abundance Scan 2203 (15.945 min): BP021734.D\data.ms (-2193) (- m/z 161.15 100.00%
161.2
95.0
5000
—7
3 JM\’”|J | 42332811 356.9 428.9489.0547. 10.00
oA MR bl g {11822 2202 2 9909 APIA0TEAL m/z 119.05  65.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101937: .tau.-Cadinol
43.0 161.0
5000 T T
16.00
M m/z 105.05  56.38%
OH“lm‘wlmﬁﬁaJ‘w“i‘\\l‘\zalwo‘uu‘uu‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80079: Copaene
161.0
—
93.0 16.00
5000 ITI/Z 95.05 54.02%
P7.
R0 o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80078: Copaene —
119.0 16.00
m/z 43.00 50.85%
41.0
5000
‘ H’ 204.0
o“‘M"\wﬂuM‘M”M e —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00

SFAM-EPA-BP@82324.MA.M Fri Aug 30 11:53:30 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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 (E)-4-(3-Hydroxyprop-1-en-1... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
16.616 2.16 ng/ul 717686  Phenanthrene-di10 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 98
2 (E)-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 94
3 4-(1-Hydroxyallyl)-2-methoxyphenol 180 C10H1203 112465-50-6 64
4 2,3,4,5-Tetrafluorobenzyl alcohol 180 C7H4F40 053072-18-7 56
5 3,7-Benzofurandiol, 2,3-dihydro-... 180 C10H1203 017781-15-6 49

Abundance Scan 2317 (16.616 min): BP021734.D\data.ms (-2311) (- m/z 137.00 100.00%
137.0

5000
77.

-

070 16.50 17.00
ol 7.0 280.9 356.2414.9475.1537.1 m/z 124.05 63. 359

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54491: (E)-4-(3-Hydroxyprop-1-en-1-yl)-2-methoxyphen
137.0

N

T
16.50 17.00

m/z 180.05 61.71%

5000

s M il \ i

\H\‘\\H WIH[\\H‘\\H‘\H\‘\H\‘\\H‘\\H‘\\H‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54484: (E)-4-(3-Hydroxyprop-1-en-1-yl)-2-methoxyphen

O

137.0
) —
16.50 17.00
5000 ITI/Z 91.05 53.92%
oMWIMWM
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #54362: 4-(1-Hydroxyallyl)-2-methoxyphenol —— —
137.0 16.50 17.00
m/z 119.05 30.74%
5000
77.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.180 10.01 ng/ul 3329010  Phenanthrene-d10 17.239
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 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89

Abundance Scan 2583 (18.180 min): BP021734.D\data.ms (-2578) (- m/z 73.00 100.00%

73.0
5000

2132 ‘ —
H 3, 18.00 18.50
0lrr H\‘\MMw”m???-}m L4011 4748 5491 ./, .00  77.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 e —_—
129.0 18.00 18.50

m/z 43.10 66.28%

O‘\\\‘““ ml"mmA}?ﬂbl‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0

1&00 1&50
5000 256.0 m/z 57.10 64.01%
129.0
O‘H“.H‘ “H“Mm\}?b‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid o .
73.0 18.00 18.50

m/z 55.10  59.88%

256.0
5000
57.0
! mth\‘l\\

o L S S
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\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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 11 24-Norursa-3,12-diene Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
18.692 2.29 ng/ul 762387  Phenanthrene-di10 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 24-Norursa-3,12-diene 394 C29H46 201358-25-0 70
2 1H-Cycloprop[e]azulen-7-0l, deca... 220 C15H240 006750-60-3 55
3 Cedranoxide, 8,14- 220 C15H240 018319-31-8 45
4 (R)-2-((4aS,8aR)-4a-Methyl-8-met... 220 C15H240 028102-68-3 43
5 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 35

Abundance Scan 2670 (18.692 min): BP021734.D\data.ms (-2658) (- m/z 55.10 100.00%

55.1 205.2
9.1
5000

438.4 T T
267.0 18.50 19.00
339.1 502.0
ol : m/z 205.20  90.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298437: 24-Norursa-3,12-diene
218.0
5000 — —
107.0 18.50 19.00
m/z 81.10  85.81%
394.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99377: 1H-Cycloprop[e]azulen-7-ol, decahydro-1,1,7-tri
2
43.0 119.0 205.0
— —
18.50 19.00
5000 ITI/Z 95.05 85.74%
ok | ‘\ W
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99188: Cedranoxide, 8,14- 7 —
97.0 18.50 19.00

m/z 67.10 66.62%

5000
205.0

“WMWMMmmL.A\\

m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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 12 (DEL) Alkane: Cyclic19.075 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.075 3.17 ng/ul 1052740  Phenanthrene-d10 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 94
2 7-Heptadecene, 1-chloro- 272 C17H33Cl 056554-78-0 93
3 Cyclotridecane 182 C13H26 000295-02-3 93
4 Cyclohexadecane 224 C16H32 000295-65-8 92
5 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 90
Abundance Scan 2735 (19.075 min): BP021734.D\data.ms (-2730) (|  m/z 83.10 100.00%
83.
5000 m
i wog
438.4 :
0Lkl ‘“‘“Mh'\“;\'ﬁ“w ““1\“??5“1‘“‘?’5‘2“1‘“”HWSR‘??W m/z 55.10 94.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71730: Cyclotetradecane
55.0
5000 —— :
19.00
m/z 69.10 91.10%
| ‘ 5.0 196.0
O‘\\‘\ “\\\\‘f\\1‘\1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #163813: 7-Heptadecene, 1-chloro-
55.0
RN
19.00
5000 m/z 97.10 77 .73%
272.
0\“)}.&5-9205.00‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56952: Cyclotridecane 7
41.0 19.00
m/z 57.10 74.44%
5000
1=
0'prrt ‘Hwm_m_m_HwH_Wwwww I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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 13 9-Octadecenoic acid, (E)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.386 4.52 ng/ul 1502200  Phenanthrene-d10 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 97
2 Oleic Acid 282 (C18H3402 000112-80-1 86
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 83
4 14-Pentadecenoic acid 240 C15H2802 017351-34-7 83
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 74

Abundance Scan 2788 (19.386 min): BP021734.D\data.ms (-2785) (- m/z 55.10 100.00%
55.1

:

5000
1 H 5.1 264.3 19.00 19.50
- : 35714235 5847 m/z 69.10  73.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176220: 9-Octadecenoic acid, (E)-
55.0
264.0
5000 — —
19.00 19.50
} m/z 83.10 63.13%
O‘\\‘Tll’\\‘\h\ \\nh\h\‘"‘\Ihl\l\“‘l\\“\I\l‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176208: Oleic Acid
55.0
P e
19.00 19.50
5000 m/z 97.10  58.84%
} 264.0
o_HJ,H“I‘N Jw“‘wwﬁlu_!\u ‘,,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176223: 9-Octadecenoic acid, (E)- — —
55.0 19.00 19.50
m/z 41.10 56.63%
5000
264.0
o“l,} ‘Wm«"“‘"{'u&?wﬂw‘H‘u“H“wwwwwm — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP082924\

Data File : BP©21734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324 .MA.M
: SVOA CALIBRATION

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 14 Octadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.510 4.67 ng/ul 1445330  Chrysene-d12 21.686
Hit# of 5 Tentative ID MW MolForm CASH# 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 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 81

Abundance Scan 2809 (19.510 min): BP021734.D\data.ms (-2804) (- m/z 73.00 100.00%
73.0
2000 M/LW
241.3 T I
iz
ol MMM 1L, 19251 416447615351 0 6o.00  74.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 =
19.50
H 185.0 284.0 m/z 43.10 70.40%
O\"\H“ ‘1"\“1”\“\\HJ\f\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
T \
19.50
5000 284.0 m/z 57.18  68.04%
185.0
0 MW 1 T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179092: Octadecanoic acid —— ‘
43.0 19.50
m/z 55.10 65.89%
5000
129.0 284.0
ollwlﬂ\mx.\lﬁg-olx o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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 15 7-Oxabicyclo[4.1.0]heptane,... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

20.086 3.19 ng/ul 987508  Chrysene-di12 21.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptane, 2,2,... 218 C15H220 070038-20-9 62
2 .alpha.-Amyrin, TMS derivative 498 C33H580S1 1000374-76-6 53
3 Epilupeol; 20(29)-Lupen-3alpha-o... 440 C31H520 1000513-01-9 45
4 Acetic acid, 2-(2-propyl-1-benzi... 218 C12H14N202 331736-92-6 44
5 24-Norursa-3,12-diene 394 C29H46 201358-25-0 41

Abundance Scan 2907 (20.086 min): BP021734.D\data.ms (-2904) (- m/z 190.20 100.00%
190.2

81.1
5000
\‘\ ‘
4072 20.00
ob Lk 3411 4072 47465360 |/, 135.95  75.20%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #96842: 7-Oxabicyclo[4.1.0]heptane, 2,2,6-trimethyl-1-(3-

-

43.0
119.0
5000 — ‘
218.0 20.00
l m/z 207.10 68.50%
O‘\\H\ J“lmmml“ﬂ“n“\\i'hh. ’l T T T T T T T T T [T T I T T[T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #337788: .alpha.-Amyrin, TMS derivative
218.0
T T T
20.00
5000 m/z 81.10 63.53%
135.0

73.0
N J“‘L m‘w T 279.0 3930  498.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #322346: Epilupeol; 20(29)-Lupen-3alpha-ol, methyl ethe
189.0

3

o

T
20.00

12110 m/z 189.20  60.55%
5000 950
257.0 3790 440.0
o! : ——
mfz--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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 16 2-Propenoic acid, 3-phenyl-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.127 3.64 ng/ul 1125090  Chrysene-d12 21.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenoic acid, 3-phenyl-, 1,7... 284 C19H2402 006330-67-2 93
2 Cinnamoylechinadiol, acetate 426 C26H3405 1000503-42-5 59
3 N-(3-Chlorophenyl)-3-phenyl-2-pr... 353 C17H11C1F3NO2 1000492-37-1 53
4 Cinnamyl cinnamate 264 C18H1602 000122-69-0 53
5 2-Propenoic acid, 3-phenyl-, 1,7... 284 C19H2402 006330-67-2 45
Abundance Scan 2914 (20.127 min): BP021734.D\data.ms (-2911) (| m/z 131.05 100.00%
131.1
5000
H 2000 2050
69,1 284.1 : :
o‘u‘éwﬁwhusML??ﬁpuu‘Hu_$ﬁ%94999§?97w5§§ﬁ m/z 103.00  28.13%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179240: 2-Propenoic acid, 3-phenyl-, 1,7,7-trimethylbicy

131.0
5000 S —
20.00 20.50
m/z 109.10 27.01%
41.0 Jl 284.0
0‘\\\‘\“’“\'”\“\‘\‘”"\\‘ J\‘\\]\-\g\%.g\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #316174: Cinnamoylechinadiol, acetate
131.0
—r —
20.00 20.50
5000 m/z 77.05 19.01%
43.0
0 ‘mew“n.\zllo 285.0 369.0
L e S e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #262300: N-(3-Chlorophenyl)-3-phenyl-2-propenamide, — —
131.0 20.00 20.50

m/z 132.05 10.70%

5000

ol 510 2040 353.0
Sho R OO "2 N - X L —

T \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

=
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 30

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
BP021734.D

Aug 2024 00:00

: RC/JU
: P3721-04

. 22

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324 .MA.M
: SVOA CALIBRATION

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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.275 3.06 ng/ul 946291  Chrysene-di12 21.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 97
2 1-Octadecanol 270 C18H380 000112-92-5 90
3 3-Chloropropionic acid, heptadec... 346 C20H39C102 1000283-05-1 87
4 n-Nonadecanol-1 284 C19H400 001454-84-8 87
5 1-Heneicosanol 312 C21H440 015594-90-8 87

Abundance Scan 2939 (20.274 min): BP021734.D\data.ms (-2935) (- m/z 83.10 100.00%
1

83
5000

T L —
Il #LO 1 2452 3252 20.00 20.50
O f L“W‘w“l‘m‘l‘”‘H“‘H“-‘H"‘H_‘“““4‘2‘5‘).‘3"“1‘594_"9““ ITI/Z 55.10 83.56%

miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173731: 3-Eicosene, (E)-
57.0

5000 — ——
20.00 20.50
m/z 69.10 82.82%
5.0
ol IAM..182-0 280.0
\\\‘\\\‘!f\\‘\\f\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161350: 1-Octadecano
43.0
—— —
20.00 20.50
5000 m/z 97.10 82.59%

111.0
UL, 220
o
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance  #255608: 3-Chloropropionic acid, heptadecyl ester ——
57.0 20.00 20.50
m/z 57.10 79.81%

5000
5.0
UL 200

T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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 18 Eicosanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.633 6.54 ng/ul 2025440  Chrysene-d12 21.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid 312 C20H4002 000506-30-9 99
2 Eicosanoic acid 312 C20H4002 000506-30-9 97
3 Eicosanoic acid 312 C20H4002 000506-30-9 96
4 Heptadecanoic acid 270 C17H3402 000506-12-7 93
5 Heptadecanoic acid 270 C17H3402 000506-12-7 91

Abundance Scan 3000 (20.633 min): BP021734.D\data.ms (-2997) (- m/z 73.00 100.00%

73.0
5000

185 1 269 3 T T T T T T

l'Hl | ‘ b 20.50 21.00
bhdiad bl Ly v 3870 4011 47465382 /0 57 .19 77.73%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214911: Eicosanoic acid
73.0

2000 205  21.00
312.0 ‘ ‘

‘ ' m/z 43.10  75.20%
|

185.0
O\H‘ww JLJHJA‘JE?R?”\”‘W‘”‘W‘”\”‘W‘”‘W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214913: Eicosanoic acid
43.0

o

7 —
20.50 21.00
m/z 60.00 74.03%
5000 129.0 /
312.0
ow‘if mk'““e*“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214912: Eicosanoic acid T T
43.0 20.50 21.00

m/z 55.10 64.27%

5000
129.0
m 312.0
L

ol L k“ll\‘ |\x\lL‘ |

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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 19 Cinnamyl cinnamate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.145 31.17 ng/ul 9648140  Chrysene-d12 21.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 91
2 Cinnamyl cinnamate 264 C18H1602 000122-69-0 86
3 (E)-4-Bromo-4-methyl-1-phenylpen... 252 C12H13BroO 1000443-02-8 50
4 (2E)-N-(4-Methylphenyl)-3-phenyl... 237 C16H15NO 134430-88-9 49
5 (2E)-N-(2-Fluorophenyl)-3-phenyl... 241 C15H12FNO 025893-50-9 47
Abundance Scan 3087 (21.145 min): BP021734.D\data.ms (-3083) (| m/z 131.85 100.00%
131.1
5000
— —
51.0‘ | 21?'2 21.00 21.50
bbb LA 2821 356.1414.1475.05815 /7 115.05  43.75%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #153419: Cinnamyl cinnamate
131.0
5000 — —
21.00 21.50
219.0 m/z 117.10 37.92%
19
0 \H“\"\‘H‘H l\‘\\‘\\‘\‘\\l\‘\‘\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #153420: Cinnamyl cinnamate
131.0
— —
21.00 21.50
5000 m/z 103.10 37.68%
510 l 219.0
0 H\HHLJM\ w\\H‘\M\‘ﬁ\\_\\w\\u,\u\,u\\_\\w\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #137543: (E)-4-Bromo-4-methyl-1-phenylpent-1-en-3-one o —
131.0 21.00 21.50
m/z 77.10 28.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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 20 Dehydroabietic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.310  24.38 ng/ul 7545080  Chrysene-d12 21.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 99
2 Dehydroabietic acid 300 C20H2802 001740-19-8 97
3 trans-1,2-Bis(methyldichlorosily... 252 C4H8C14Si2 065899-10-7 94
4 Dehydroabietic acid 300 C20H2802 001740-19-8 94
5 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 94
Abundance Scan 3115 (21.310 min): BP021734.D\data.ms (-3110) (- m/z 239.20 100.00%
239.2
5000 h
141.0 — s
“‘ | 300.3 21.00 21.50
0 ” bl MH‘ Wlkdhy o d L 3742 47505350 o5 15 e.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #199993: Dehydroabietic acid
239.0
5000 — —
141.0 21.00 21.50
43.0 300.0 .
m/z 197.15  41.25%
O WAMHJ“‘m“h"h"l ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #199992: Dehydroabietic acid
285.0
— =
21.00 21.50
5000 m/z 141.00 24.51%
197.0
43.0 129 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #138578: trans-1,2-Bis(methyldichlorosilyl)ethylene P —=
104.0 239.0 21.00 21.50
m/z 240.20  20.15%
5000 jL
ol M M NN -
m/z--> 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\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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 21 Heptafluorobutyric acid, pe... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.351 10.39 ng/ul 3215240  Chrysene-d12 21.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91

Abundance Scan 3122 (21.351 min): BP021734.D\data.ms (-3119) (- m/z 57.10 100.00%
57.1

1951 = -
| } 191.0252.2 316.3 21.00 21.50
o"m_m\‘Hw!_‘HW‘5‘w‘““““4‘1‘5‘9““7“?‘2“59““3 m/z 83.10  94.90%

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

Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0

:

5000
21.00 21.50

m/z 97.10  89.60%

LU HJ\ | 2100 406.0

WH[HH[HH‘H\r‘HH‘H\\‘H\\‘H\\‘\H\‘\H\‘\

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

Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0

o

%

21.00 21.50
5000 m/z 55.10 80.61%

-

HH 238.0
0\HAWHRM“A*W*H\H‘w*H*w*H\H‘w*H*M*wa*w*
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0 21.00 21.50
m/z 69.10 76.54%
5000

5.0
1) { | ‘\ |, 196.0 266.0
0 L e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

%
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\

Data File : BP
Acqg On : 30
Operator : RC
Sample : P3
Misc

ALS vial : 22

Quant Method
Quant Title

TIC Library

Library Search Compound Report

021734.D

Aug 2024 00:00
/3U

721-04

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324 .MA.M
: SVOA CALIBRATION

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 22 Docosanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
21.751 4.59 ng/ul 1420760  Chrysene-d12 21.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid 340 C22H4402 000112-85-6 97
2 Docosanoic acid 340 C22H4402 000112-85-6 96
3 Octadecanoic acid 284 C18H3602 000057-11-4 72
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 42

Abundance Scan 3190 (21.751 min): BP021734.D\data.ms (-3186) (- m/z 73.00 100.00%

73.0
5000
185.2 340.3 L !
’WJ L., 2082 || 40114611 537.0 2150 22.00
0y wﬁ_%mq T e et m/z 57.10 93.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248976: Docosanoic acid
43.0
5000 340.0 L R
21.50 22.00
‘ 129.0 m/z 43.10 89.74%
O‘T‘l \HL“‘J\“\\I‘\\‘\\l\\\‘!2\\4.1‘1‘1()11\H!!\!‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248974: Docosanoic acid
73.0
—— —
21.50 22.00
5000 ITI/Z 55.10 77 .22%

340.0
’ 185.0
ol b s |
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #179089: Octadecanoic acid —— —
73.0 21.50 22.00

m/z 60.00 76.05%

5000
H 1850  284.0
“\ d”ﬂm\‘ ‘

0, "_“w“u“u“u“_“w“u“u“H“_“w‘ — B——
miz--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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 23 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.616 11.08 ng/ul 3428450  Chrysene-d12 21.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Cyclopentadecane 210 C15H30 000295-48-7 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Behenic alcohol 326 C22H460 000661-19-8 90
Abundance Scan 3337 (22.616 min): BP021734.D\data.ms (-3332) (- m/z 83.10 100.00%
83.1
—— —
{ ‘}53.1 8213 22.50 23.00
oML EPTm21 1 282.1341.1402.1 4891549, n/z 57.10  97.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
5000 — =
22.50 23.00
125.0 m/z 97.10 91.87%
O‘HJ\M\"H' \J}‘I\l\‘l\‘!“l\'\lwgwe‘.\(\)uz‘eﬁ.\o\‘\H\‘HH‘\H\‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane
55.0
—— —
22.50 23.00
5000 m/z 55.10 80.98%
H 1F5~° 210.0
ol ,“-pu\‘!Jw‘um‘1‘H_H‘_HWH_MWWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1 —— —
83.0 22.50 23.00
m/z 69.10 76.92%
B AJAJL“
0290{ 111 15402380
AR A AR R e e —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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 24 1H,5H-Pyrrolo[1',2':3,4]imi... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.627 10.46 ng/ul 3652950  Perylene-di12 25.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H,5H-Pyrrolo[1',2':3,4]imidazo[... 166 C10H18N2 054966-11-9 52
2 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 45
3 Octacosyl pentafluoropropionate 556 C31H57F502 1000351-88-9 45
4 Tetracosyl pentafluoropropionate 500 C27H49F502 1000351-81-3 43
5 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 43

Abundance Scan 4019 (26.627 min): BP021734.D\data.ms (-4013) (-] ' m/z 83.10 100.00%

83.1
5000

T
‘ ‘ \15\7.2 297 4 26.50 27.00
L 229.2 356 1416.1475.0537.1 m/z 97.10 73.91%

b ol
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ [T T[T T T[T T[T T[T

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41363: 1H,5H-Pyrrolo[1',2':3,4]imidazo[1,5-a]pyridine, o
83.0

5000 _— s
26.50 27.00
166.0

m/z 57.10 66.75%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #330472: Heptafluorobutyric acid, n-octadecyl ester
57.0

1
26.50 27.00

o

5000 ITI/Z 69.10 56.95%
125.0
252.0
0 ﬂ\ql‘WHJM¢}§‘OH“_‘H“H‘_“W‘ﬂéﬁg‘W‘H“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #344255: Octacosyl pentafluoropropionate — ——
57.0 26.50 27.00
m/z 55.10 47.81%
5000
125.0
0+ ‘ ‘ “ “\J\ 1\ hl.8.2 0 250. 0308 0 392 0 53|8 0
““ A RARAARARERass S e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.50 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021734.D

Acqg On : 30 Aug 2024 00:00
Operator : RC/JU

Sample : P3721-04

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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|
Butane, 2-metho... 3.017 41.3 ng/ul 5707980 1 7.787 2762900 20.0
Propylene Glycol 3.540 2.4 ng/ul 336505 1 7.787 2762900 20.0
.alpha.-Pinene 6.499 3.3 ng/ul 455138 1 7.787 2762900 20.0
Benzoic acid 9.846 4.9 ng/ul 981342 2 10.575 4023780 20.0
1-Phenoxypropan... 11.316 3.5 ng/ul 701890 2 10.575 4023780 20.0
Naphthalene, 1,... 14.522 2.0 ng/ul 535325 3 14.440 5270210 20.0
Naphthalene, 1,... 14.698 2.8 ng/ul 748703 3 14.440 5270210 20.0
.tau.-Cadinol 15.945 2.9 ng/ul 950724 4 17.239 6648690 20.0
(E)-4-(3-Hydrox... 16.616 2.2 ng/ul 717686 4 17.239 6648690 20.0
n-Hexadecanoic ... 18.180 10.0 ng/ul 3329010 4 17.239 6648690 20.0
24-Norursa-3,12... 18.692 2.3 ng/ul 762387 4 17.239 6648690 20.0
(DEL) Alkane: C... 19.075 3.2 ng/ul 1052740 4 17.239 6648690 20.90
9-Octadecenoic ... 19.386 4.5 ng/ul 1502200 4 17.239 6648690 20.0
Octadecanoic acid 19.510 4.7 ng/ul 1445330 5 21.686 6190300 20.0
7-Oxabicyclo[4.... 20.086 3.2 ng/ul 987508 5 21.686 6190300 20.0
2-Propenoic aci... 20.127 3.6 ng/ul 1125090 5 21.686 6190300 20.0
(DEL) Alkane: S... 20.275 3.1 ng/ul 946291 5 21.686 6190300 20.0
Eicosanoic acid 20.633 6.5 ng/ul 2025440 5 21.686 6190300 20.0
Cinnamyl cinnamate 21.145 31.2 ng/ul 9648140 5 21.686 6190300 20.0
Dehydroabietic ... 21.310 24.4 ng/ul 7545080 5 21.686 6190300 20.0
Heptafluorobuty... 21.351 10.4 ng/ul 3215240 5 21.686 6190300 20.0
Docosanoic acid 21.751 4.6 ng/ul 1420760 5 21.686 6190300 20.0
1-Heneicosanol 22.616 11.1 ng/ul 3428450 5 21.686 6190300 20.0
1H,5H-Pyrrolo[1... 26.627 10.5 ng/ul 3652950 6 25.086 6982580 20.90
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