LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc :

ALS Vvial : 19 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@21731.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 21 rVB 4262293 5087656 49.58% 3.354%
2 3.275 45 49 54 rVB 82761 105006 1.02% 0.069%
3 3.540 99 94 105 rBV 189003 267830 2.61% 0.177%
4 3.687 115 119 134 rBV 292600 448600 4.37% 0.296%
5 5.887 487 493 500 rVB 46770 73728 0.72% 0.049%
6 6.493 589 596 6604 rBV 792929 1171993 11.42% 0.773%
7 6.793 637 647 651 rBV3 61886 108895 1.06% 0.072%
8 6.957 667 675 687 rBV 1596363 2593231 25.27% 1.710%
9 7.116 696 702 716 rVB 1232585 1937087 18.88% 1.277%
10 7.322 730 737 744 rVV 1538983 2366587 23.06% 1.560%
11  7.393 744 749 760 rVB 53930 100015 ©.97% 0.066%
12 7.787 809 816 823 rBV 1286026 2085306 20.32% 1.375%
13 8.487 927 935 945 rBV 2007243 3242320 31.60% 2.138%
14 8.934 1000 1011 1021 rBV 1280544 2354808 22.95% 1.552%
15 9.493 1100 1106 1115 rBV 144695 235084  2.29% 0.155%
16 9.651 1125 1133 1147 rBV 1109451 1830657 17.84% 1.207%
17 9.828 1153 1163 1170 rBV 238423 564697 5.50% 0.372%
18 9.893 1170 1174 1182 rVB5 40185 95107 0.93% 0.063%
19 10.193 1217 1225 1248 rBV 1758683 3197848 31.17% 2.108%
20 10.575 1281 1290 1297 rBV 1739117 3032157 29.55% 1.999%
21 10.698 1303 1311 1333 rVB 794570 1464228 14.27% 0.965%
22 11.110 1375 1381 1389 rBV2 48458 100757 0.98% 0.066%
23 11.316 1409 1416 1433 rBV 224801 580424 5.66% 0.383%
24 12.163 1550 1560 1563 rBV 33998 75344 0.73% 0.050%
25 12.198 1563 1566 1572 rVV3 35690 76494 0.75% 0.050%
26 12.792 1660 1667 1674 rBV3 89543 146073 1.42% 0.096%
27 13.192 1732 1735 1742 rVB4 60556 95041 0.93% 0.063%
28 13.304 1749 1754 1758 rBV 110312 207830 2.03% 0.137%
29 13.510 1781 1789 1800 rBV2 45196 100628 0.98% 0.066%
30 13.710 1817 1823 1827 rBV3 49663 79031 0.77% 0.052%
31 13.757 1827 1831 1837 rVB2 63836 99346 0.97% 0.065%
32 13.828 1837 1843 1850 rBV 3402224 4798032 46.76% 3.163%
33 13.898 1851 1855 1861 rVB 58302 94382 0.92% 0.062%
34 14.116 1883 1892 1901 rBV 3453856 5481399 53.42% 3.614%
35 14.192 1901 1905 1909 rvv2 54081 87874 0.86% 0.058%

36 14.281 1911 1926 1924 rVWV3 216997 387051 3.77% ©.255%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc :

ALS Vvial : 19 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 14.328 1924 1928 1932 rVV3 51459 96632 0.94% 0.064%
38 14.398 1932 1940 1942 rVV 1545815 2182480 21.27% 1.439%
39 14.428 1942 1945 1951 rVV 2684526 4185194 40.79% 2.759%
40 14.510 1951 1959 1972 rVV4 254948 678587 6.61% 0.447%
41 14.628 1972 1979 1988 rVV4 1352667 3540569 34.51%  2.334%
42 14.698 1988 1991 1998 rvVv 600999 1012969 9.87% 0.668%
43 14.763 1998 2002 2011 rVV2 237370 514204 5.01% 0.339%
44 14.857 2013 2018 2023 rVW5 77615 172352 1.68% 0.114%
45 14.898 2023 2025 2031 rVB4 53386 72475 0.71% 0.048%
46 14.969 2033 2037 2048 rVB2 42242 79935 0.78% 0.053%
47 15.245 2077 2084 2090 rVB4 46827 100770 ©.98% 0.066%
48 15.439 2110 2117 2127 rBV 4443534 6760264 65.88% 4.457%
49 15.551 2128 2136 2143 rBV 1187959 1871037 18.23% 1.234%
50 15.686 2155 2159 2167 rVB6 34604 68337 0.67% 0.045%
51 15.792 2172 2177 2181 rBV3 114029 190875 1.86% 0.126%
52 15.839 2181 2185 2188 rVB2 79556 104137 1.01% 0.069%
53 15.933 2193 2201 2208 rVB 291188 561122 5.47% 0.370%
54 16.033 2212 2218 2224 rVB3 129228 237354  2.31% 0.156%
55 16.104 2224 2230 2239 rBV1e 29946 84082 0.82% ©.055%
56 16.186 2240 2244 2249 rBV2 71208 106225 1.04% 0.070%
57 16.345 2267 2271 2275 rBV5 39811 64208 0.63% 0.042%
58 16.610 2311 2316 2330 rVB4 237682 506848 4.94% 0.334%
59 16.716 2330 2334 2338 rBV 54502 85364 0.83% 0.056%
60 17.045 2387 2390 2398 rVB 121283 192655 1.88% 0.127%
61 17.180 2409 2413 2416 rBV 90546 130897 1.28% 0.086%
62 17.233 2416 2422 2430 rVV 3502259 5361134 52.25% 3.534%
63 17.339 2433 2440 2451 rVB 5064681 7643207 74.49% 5.039%
64 17.445 2451 2458 2462 rBV7 52120 106501 1.04% 0.070%
65 17.551 2470 2476 2480 rBV5 119057 184886 1.80% 0.122%
66 17.657 2486 2494 2503 rVB2 183172 377931 3.68% 0.249%
67 17.904 2532 2536 2539 rBV 111943 153247 1.49% 0.101%
68 17.951 2541 2544 2554 rVB3 115895 181393 1.77% 0.120%
69 18.180 2577 2583 2598 rBV 1299700 2329024 22.70% 1.535%
70 18.304 2601 2604 2608 rVB2 126648 174179 1.70% 0.115%
71 18.492 2632 2636 2638 rBV 61040 91202 0.89% 0.060%
72 18.539 2640 2644 2649 rVB 232865 302732 2.95% 0.200%
73 18.827 2689 2693 2697 rBV5 70235 116335 1.13% 0.077%
74 19.074 2731 2735 2740 rBV 221243 373949 3.64% 0.247%
75 19.116 2740 2742 2745 rVW3 68255 83283 0.81% 0.055%

76 19.151 2745 2748 2752 rVW4 61330 106254 1.04% 0.070%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc :

ALS Vvial : 19 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 19.245 2761 2764 2767 rBV3 56913 84017 ©0.82% 0.055%
78 19.345 2778 2781 2783 rBvV2 150315 175969 1.71% 0.116%
79 19.374 2783 2786 2799 rVB3 395337 833445 8.12% 0.549%
80 19.504 2803 2808 2818 rBV 797605 1202799 11.72% 0.793%
81 19.704 2835 2842 2851 rBV 5715236 9044309 88.15% 5.963%
82 20.121 2909 2913 2918 rVB 319070 487243 4.75% 0.321%
83 20.169 2918 2921 2923 rBV 119249 157591 1.54% 0.104%
84 20.263 2933 2937 2941 rBV2 518677 824440 8.03%  0.544%
85 20.592 2989 2993 2995 rBV 437768 546432 5.33% 0.360%
86 20.621 2995 2998 3003 rVB 1097942 1424321 13.88% 0.939%
87 20.733 3013 3017 3023 rVB 488988 725097 7.07% 0.478%
88 20.792 3023 3027 3030 rBv4 189496 348742  3.40%  0.230%
89 20.998 3059 3062 3065 rBV 308574 321685 3.14% 0.212%
90 21.133 3076 3085 3096 rBV 7379016 10260713 100.00% 6.765%
91 21.292 3107 3112 3116 rBV 3048776 4403775 42.92%  2.903%
92 21.339 3116 3120 3131 rVB 1886763 3035629 29.58% 2.001%
93 21.674 3171 3177 3183 rBV2 3396675 6028196 58.75% 3.974%
94 21.739 3183 3188 3198 rVB 728430 1398169 13.63% 0.922%
95 22.621 3332 3338 3349 rVB 1065314 2236417 21.80% 1.474%
96 24.239 3609 3613 3617 rVB2 211676 373604 3.64%  0.246%
97 24.845 3706 3716 3733 rVB 3691911 9514356 92.73% 6.273%
98 25.074 3746 3755 3768 rVB 2340292 6520811 63.55% 4.299%
99 26.639 4014 4021 4034 rVB3 682945 2470742 24.08% 1.629%
100 30.809 4721 4730 4733 rBV6 1175142 3307398 32.23% 2.180%

Sum of corrected areas: 151683275
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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\BP082924\
BP021731.D

: 29 Aug 2024 21:51

: RC/JU

: P3721-06

: 19 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

Time-->

7000000
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5000000

4000000

3000000

2000000

Abundance TIC: BP021731.D\data.ms

p17
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Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc

ALS vial : 19 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 48.80 ng/ul 5087660 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 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance Scan 5 (3.017 min): BP021731.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 j\\
o R ARARAERERE
‘ ‘ ) 3.103.203.30 3.40
Obrbd| 14322061 2051 3634424848315432 ., 43,00  29.17%
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[T TTT]
3.103.203.30 3.40
m/z 87.10  28.15%
O\\“\LU“M\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 23.43%
0"\J,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol o AR R
73.0 3.103.203.30 3.40
m/z 71.10 10.82%
5000 j\\
o\H“‘ R RaEN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.30 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc

ALS vial : 19 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 19
R.T. EstConc Area Relative to ISTD R.T.
3.540 2.57 ng/ul 267830 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 Propylene Glycol 76 C3H802 000057-55-6 64
5 Isopropyl Alcohol 60 C3H80 000067-63-0 56

Abundance  Scan 94 (3.540 min): BP021731.D\data.ms (-90) (-) m/z 45.05 100.00%
45.0

—

5000
R BABRERRERES
3.20 3.40 3.60 3.80
ol 11601759 28083388 4537 5406 sz 43.00  21.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
5000 L A R B R
3.20 3.40 3.60 3.80
m/z 61.00 7.49%
O‘\\Ju#“\‘\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1091: R-(-)-1,2-propanediol
45.0
AT T
3.20 3.40 3.60 3.80
5000 m/z 44.00 5.38%
0‘JMM‘JH‘,H‘W“H“H‘W“w“H‘H“_“W‘H“H“_ NWJWAMMMMANNMMMNWMw
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 3.81%
Ol e e e i
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 : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc

ALS vial : 19 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 4
R.T. EstConc Area Relative to ISTD R.T.
6.493 11.24 ng/ul 1171996 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 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1OH16 000508-32-7 91

4 (+)-3-Carene 136 C10H16 000498-15-7 91
5 .alpha.-Pinene 136 C10H16 000080-56-8 91

Abundance Scan 596 (6.493 min): BP021731.D\data.ms (-589) (-) m/z 93.05 100.00%

93.0
5000

\ 6.20 6.40 6.60 6.80
—dalll ], 1911 2666 343.2 409.9472.15300 ./, o1.95  45.67%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18035: .alpha.-Pinene
93.0
5000 TTr T rrrrprrirrs

6.20 6.40 6.60 6.80
m/z 92.05 36.22%

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 30.77%

s VLIV

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

Abundance #18211: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl- T e T
93.0 6.20 6.40 6.60 6.80

m/z 79.10 24.61%

o

5000

0 zm i H\ |

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 : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc

ALS vial : 19 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 4 Benzoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.828 3.72 ng/ul 564697 Naphthalene-d8 10.569

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 90
5 Benzoic acid, silver(1+) salt 228 C7H5Ag02 000532-31-0 90

Abundance Scan 1163 (9.828 min): BP021731.D\data.ms (-1153) (-) m/z 105.00 100.00%
105.0

—

5000
— — =
39‘*) 9.50 10.00
bbb ] 1948 2810 3521 4386 5359 sz 76.95  76.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11265: Benzoic acid
105.0
5000 — e
9.50 10.00
m/z 122.00 72.52%
45‘0“
O‘\\\\‘[!h\l\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11264: Benzoic acid
105.0
— =
9.50 10.00
5000 ITI/Z 51.00 27.07%

39*}
N

—

o e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11261: Benzoic acid == fk“%
105.0 9.50 10.00
m/z 50.00 17.40%
5000
39'LJ
O e == T
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 : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc

ALS vial : 19 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 3.83 ng/ul 580424  Naphthalene-d8 10.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 94
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 94
3 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 83
5 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 70
Abundance Scan 1416 (11.316 min): BP021731.D\data.ms (-1409) (| m/z 94.00 100.00%
94.0
5000 /\\h
| J15f-1 i 11,00 1150
ol 380IL L1 | 22322831 3700 4703 5425 177 00 26.36%
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 78.00 .78%
sig)[. |
O‘\\\‘\\ﬁ‘\ll\lT“W‘!\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30124: 1-Phenoxypropan-2-ol
94.0
1100 1150
5000 m/z 108.0 4.31%
ﬂ h ‘1520
o‘H‘U,JH‘_m‘\‘H‘_H‘_m‘Hwww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 /
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0 1100 1150
m/z 152.0 3.29%
5000
152.0
oml‘w\
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 : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc

ALS vial : 19 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 16
R.T. EstConc Area Relative to ISTD R.T.
14.510 3.24 ng/ul 678587  Acenaphthene-di10 14.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 031983-22-9 96
2 .alpha.-Muurolene 204 C15H24 010208-80-7 95
3 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 031983-22-9 94
4 .alpha.-Muurolene 204 C15H24 010208-80-7 93
5 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 024406-05-1 89
Abundance Scan 1959 (14.510 min): BP021731.D\data.ms (-1951) (| m/z 105.05 100.00%
105.1
5000 i
41.1 204.3
ol o]
ol ALLY "'ﬂ““wﬂh“\ Lol 2811 3508 41844791 5491 /7 93,10  39.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80467: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dime
105.0
5000 41.0 — :
204.0 14.50
m/z 161.15 39.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80184: .alpha.-Muurolene
105.0
1 \
14.50
5000 m/z 91.10 35.49%
204.0
41.0 w \
0 H¢Mﬂw‘mﬂmﬂauk‘u"V“w“u“u“u“_“w‘u“
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 T ‘
105.0 14.50
m/z 81.00 25.44%
5000 204.0
41.0
0 mukhﬁlwﬂu“NMWL‘\H4m‘;‘H","""‘wawm‘w_ L
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 : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc

ALS vial : 19 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 10
R.T. EstConc Area Relative to ISTD R.T.
14.698 4.84 ng/ul 1012970  Acenaphthene-d10 14.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,5,6,8a-hexahy... 204 C15H24 000483-76-1 96
2 Naphthalene, 1,2,3,5,6,8a-hexahy... 204 C15H24 000483-76-1 94
3 Naphthalene, 1,2,3,5,6,8a-hexahy... 204 C15H24 000483-76-1 93
4 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 000523-47-7 93
5 Naphthalene, 1,2,3,5,6,8a-hexahy... 204 C15H24 000483-76-1 90

Abundance Scan 1991 (14.698 min): BP021731.D\data.ms (-1988) (- m/z 161.15 100.00%

160.2
91.
5000
\ —

- ‘
mio
Lt L 4 |,|22092801 34374012 47505349 1/, 119,10  o3.40%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80407: Naphthalene, 1,2,3,5,6,8a-hexahydro-4,7-dimeth
161.0
41.0

5000

o

— -
14.50 15.00

m/z 105.10 70.12%

H'NWHNM"H"\
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
T T

T
14.50 15.00

o

5000 m/z 134.05 61.08%
41.0
0 JMJHHW"
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80408: Naphthalene, 1,2,3,5,6,8a-hexahydro-4,7-dimetH = P
161.0 14.50 15.00
m/z 91.05 54.21%
5000
81.0
0 "“MMH\'“M ‘HHHWH""H_Wwwww ‘
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 : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc

ALS vial : 19 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 8 cis-Calamenene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.763 2.46 ng/ul 514204  Acenaphthene-d10 14.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Calamenene 202 C15H22 072937-55-4 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 202 C15H22 000483-77-2 95
3 4-isopropyl-1,6-dimethyl-1,2,3,4... 202 C15H22 1000378-99-6 95
4 trans-Calamenene 202 C15H22 073209-42-4 95
5 trans-Calamenene 202 C15H22 073209-42-4 93
Abundance Scan 2002 (14.763 min): BP021731.D\data.ms (-1998) (- m/z 159.10 100.00%
159.1
e —
91.? | 14.50 15.00
Ok kAL 267.0 34124018 490.9547.( /5 179 08  13.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78023: cis-Calamenene
159.0
5000 s e
14.50 15.00
m/z 128.05 13.15%
02\7\.9‘\2‘]\‘"‘?\“‘\4‘#“‘\1\\[‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78072: Naphthalene, 1,2,3,4-tetrahydro-1,6-dimethyl-4-
159.0
o =
14.50 15.00
5000 m/z 160.10 12.96%
28.0 91.0
]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78057: 4-isopropyl-1,6-dimethyl-1,2,3,4-tetrahydronapht e ——
159.0 14.50 15.00
m/z 105.00 11.55%
5000
77.0
T 1 VA —
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 : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc

ALS vial : 19 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 .alpha.-Cubebene Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
'15.934  2.09 ng/ul 561122 Phenanthreme-dio 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Cubebene 204 ClsH2a 017699-14-8 89

2 .gamma.-Muurolene 204 C15H24
3 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24

030021-74-0 89
039029-41-9 89

4 Copaene 204 C15H24 003856-25-5 78
5 .gamma.-Muurolene 204 C15H24 030021-74-0 78
Abundance Scan 2201 (15.933 min): BP021731.D\data.ms (-2193) (- m/z 161.20 100.00%
161.2
95.0
5000
s
3%'%\1“ Lo e
obrrblithhday ) 11222.3283.0 3550 4289 5080 /7 119.05  69.26%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80164: .alpha.-Cubebene
105.0
5000 T
41.0 16.00
‘ “ 204.0 m/z 95.05 61.69%
0 \”\U#“\“L“\‘\I‘H\u"\m\""\\\“\\\\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80187: .gamma.-Muurolene
161.0
——5
16.00
5000 93. ITI/Z 105.05 59.59%
or2alllLLL |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80530: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-7-met T
161.0 16.00
m/z 43.10 53.16%
5000 91
oL i
m/z--> 50 100 150 200 250 300 350 400 450 500 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc

ALS vial : 19 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 8.69 ng/ul 2329020  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96

Abundance Scan 2583 (18.180 min): BP021731.D\data.ms (-2577) (- m/z 73.00 100.00%

73.0
5000
P

2132 I
h \ 18.00 18.50
ok H‘Hw: il W Ly 282:1 354.9414.9475.18315 n/z 6@.00  79.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 — —

18.00 18.50

H 157.0 m/z 43.10 65.45%
HH

O\ll\“l \\‘\‘l\ul\"\\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0

T
18.00 18.50

5000 256.0 m/z 55.10 62.23%
129.0
0“‘.“ ”HM‘HH\PL\O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid S o
60.0 18.00 18.50

m/z 57.10 62.22%

5000 129.0 ij‘N\MNA\MWAANVV
2130
\ m ’ﬂ h‘\ Ll \ = e

okt "_‘H_"W"W‘H"‘H_Mw_ww_
miz--> 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 : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc

ALS vial : 19 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 9-Octadecenoic acid, (E)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.375 3.11 ng/ul 833445  Phenanthrene-di10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 93
2 Oleic Acid 282 C18H3402 000112-80-1 90
3 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 83
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 70
5 Dodecane, 1-cyclopentyl-4-(3-cyc... 348 C25H48 007225-68-5 64
Abundance Scan 2786 (19.374 min): BP021731.D\data.ms (-2783) (- m/z 55.10 100.00%
55.
— ——
F 264.3 19.00 19.50
ob Al *WM%pu\ﬁﬁhwﬂm‘_3§ﬁpu‘ﬁ?9}u‘§?99_ m/z 69.10 91.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
5000 — ——
19.00 19.50
" 640 m/z 83.10 71.15%
0‘\\\\1‘\ \J\Il‘““lih‘\“h\l‘ll\“\\\‘ l\p\lW‘\l\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176208: Oleic Acid
55.0
— ——
19.00 19.50
5000 m/z 97.10 65.84%
' ‘ 264.0
ol IHW%O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176218: cis-13-Octadecenoic acid — —
55.0 19.00 19.50
m/z 41.10 62.86%
B JV\/\/\\KVW
264.0
ol e e o W4
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc

ALS vial : 19

Quant Method
Quant Title

TIC Library

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 12 Octadecanoic acid Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
19.504 3.99 ng/ul 1202800 Chrysene-d12 21.674
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 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2808 (19.504 min): BP021731.D\data.ms (-2803) (- m/z 73.00 100.00%
3.0

3

%

5000
241 2
‘ ’ ‘ 19.50
0l At ‘\HJ'l J" H_m_“\‘?2‘9?"401‘?”?7““25‘3?70 m/z 60.00  77.39%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 SAL ‘
185.0 19.50
‘ ‘ H m/z 43.10  73.97%
0‘\\|\|\"\ ’I‘\”\h‘f\\“\\l\\“\l\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

—

Abundance #179089: Octadecanoic acid
73.0
19.50
5000 ITI/Z 57.05 71.52%
185.0 284.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid —— :
43.0 19.50
m/z 55.10 66.21%
5000 129.0
284.0
o Ll 00 o
m/z--> 0 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 : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc

ALS vial : 19 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 (DEL) Alkane: Cyclic20.263 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.263 2.74 ng/ul 824440  Chrysene-di12 21.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 93
2 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 89
3 n-Nonadecanol-1 284 C19H400 001454-84-8 76
4 1-Heneicosanol 312 C21H440 015594-90-8 76
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 76

Abundance Scan 2937 (20.263 min): BP021731.D\data.ms (-2933) (- m/z 83.10 100.00%

83.1
5000

T T
L 7.0 20.00 20.50

208.1 282.1 |
OlJ\ Mkt oty oot A31.1488.95460 /55 10 99.65%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #71730: Cyclotetradecane
55.0

a1 3

20.00 20.50
m/z 69.10 88.06%

‘ 50 196.0

O‘\\‘\‘\\\\]1\\%‘\1\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #271371: Bromoacetic acid, hexadecyl ester
43.0

- i
20.00 20.50

5000 m/z 57.10  87.22%

111.0
‘ }\,’H,.,,,,_zego“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179253: n-Nonadecanol-1

— T
83.0 20.00 20.50
m/z 97.10 83.61%

- M
190/ )| ‘FF“O 238.0

o L — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 20.00 20.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc

ALS vial : 19 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 14 Heptadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.621 4.73 ng/ul 1424320  Chrysene-d12 21.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 96
2 Eicosanoic acid 312 C20H4002 000506-30-9 96
3 Eicosanoic acid 312 C20H4002 000506-30-9 95
4 Heptadecanoic acid 270 C17H3402 000506-12-7 91
5 Eicosanoic acid 312 C20H4002 000506-30-9 90

Abundance Scan 2998 (20.621 min): BP021731.D\data.ms (-2995) (- m/z 73.00 100.00%
73.0

%

5000
269.3
U L \ L | 20.50 21.00
0l LA 14 Mm bk BAL9 415.1 488.9547. /7 57.10  81.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #161155: Heptadecanoic acid
73.0
270.0
5000 . ~
20.50 21.00
171.0 m/z 60.00 77.52%
0 141'%)\\ H h AM T 1 T \

‘\\H‘ \\‘\\\\’\\1!‘1\1!‘\T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

B

Abundance #214911: Eicosanoic acid
73.0
20.50 21.00
5000 ITI/Z 43.10 77 .12%
312.0
ot Jwﬂuﬂmjw oo, |
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #214913: Eicosanoic acid 7 —
43.0 20.50 21.00
m/z 55.10 63.63%
5000 129.0
Hl 312.0
O‘HM“Jl"J‘«“‘“M,M“fﬂm‘HH‘J‘H‘HH‘HH‘HHWH“ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc

ALS vial : 19 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 Methyl dehydroabietate Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
20.733 2.41 ng/ul 725097  Chrysene-di2 21.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl dehydroabietate 314 C21H3002 001235-74-1 96
2 9,10-Anthracenedione, 1-amino-4-... 239 C14H9NO3 000116-85-8 64
3 Methyl dehydroabietate 314 C21H3002 001235-74-1 60
4 Phthalic acid, 4-methoxyphenyl 3... 362 C22H1805 1000315-68-0 59
5 9,10-Anthracenedione, 1-amino-4-... 239 C14HSNO3 000116-85-8 45

Abundance Scan 3017 (20.733 min): BP021731.D\data.ms (-3013) (- m/z 239.20 100.00%

239.2
5000

141.1 299.1 20.50 21.00
Ot ikt 13581 4312 503.2 o4 20 20.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217665: Methyl dehydroabietate
239.0
5000 T
20.50 21 00
m/z 299.1 6.81%
430 1410 299.0
0\\\“‘\\\\[\u\l\l\‘|‘\l%\l1l\l‘f\\“\\\\g\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #122221: 9,10-Anthracenedione, 1-amino-4-hydroxy-
239.0
o
20.50 21 00
5000 ITI/Z 141.0 6.78%

o

154.0
77.0
"‘ih‘l‘\ll"\‘lh“‘““‘””“” R e e e AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217663: M i

ethyl dehydroabietate
239.0 20 50 21 00

m/z 117.10 5.59%

5000

43.0
141.0 814.0

0 H“““H\‘\‘J“u“‘"““"““\‘%‘W‘u“‘m ‘HHHW‘HH‘HH‘HHWH_ — ——

m/z--> 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 : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc

ALS vial : 19 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 Cinnamyl cinnamate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.133  34.04 ng/ul 10260700  Chrysene-d12 21.674
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 47
4 Cinnamoylglycine, methyl ester 219 C12H13NO3 040778-04-9 47
5 (2E)-N-(4-Methylphenyl)-3-phenyl... 237 C16H15NO 134430-88-9 46

Abundance Scan 3085 (21.133 min): BP021731.D\data.ms (-3076) (- m/z 131.05 100.00%
13

1.1
5000
T

‘ —
510\\ 219:2 | 21.00 21.50
etk b bk 2873, 356.1 430.0488.9549. /7 115,10 44.00%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153419: Cinnamyl cinnamate
131.0

5000 — —
21.00 21.50
m/z 117.10  38.77%

219.0
19|
\\\‘l\”\‘\\‘l\‘\‘\‘\\‘\\‘\\l\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153420: Cinnamyl cinnamate
131.0

—— ——
21.00 21.50

o

o

5000 m/z 103.05 37.92%
510 ‘ 219.0
0 *HJ*JHﬁ*”*\*H*\*“*\“**\H**\H**w***w**w‘**w*
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #137543: (E)-4-Bromo-4-methyl-1-phenylpent-1-en-3-one . —
131.0 21.00 21.50

m/z 77.05 28.51%

5000
ol o2 254.0

= ——
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 : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc

ALS vial : 19 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 17 Dehydroabietic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.292 14.61 ng/ul 4403780  Chrysene-di12 21.674
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 Dehydroabietic acid 300 C20H2802 001740-19-8 94
4 Dehydroabietic acid 300 C20H2802 001740-19-8 90
5 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 70
Abundance Scan 3112 (21.292 min): BP021731.D\data.ms (-3107) (| m/z 239.20 100.00%
239.2
w M
141.1 — —
‘ 300.1 21.00 2150
0 m” ok ‘\‘M‘““‘““M“J‘u“m 41514781 5490 og0 15 58.91%
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 o
m/z 197.15  38.85%
0 WAKHJ“‘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 141.05 24.25%
197.0
43.0 1290 l ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #199994: Dehydroabietic acid —r= —=
285.0 21.00 21.50
m/z 240.15 20.57%
5000
43.0
197.0
117(T ‘
o‘m‘,‘hAM‘M‘“‘l“quwh"mj‘H"_m_ww_ww_ —r —
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 : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc

ALS vial : 19 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 Dichloroacetic acid, heptad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.339 10.07 ng/ul 3035630 Chrysene-d12 21.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 95
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 90
5 1-Hexacosene 364 C26H52 018835-33-1 90

Abundance Scan 3120 (21.339 min): BP021731.D\data.ms (-3116) (- m/z 57.10 100.00%
57.1

3

5000
125.1
} ‘ 187.1 316.3 21.00 2150
ofAdbLLAlL 1871 25713163 3991 489.1548: ./, 8310 97.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
5000 = —
21.00 21.50
F 50 m/z 97.10  87.08%
238.0
0‘\\J‘T“\“’”\\lL\\‘“\‘\\‘l\“"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester

T

57.0
21.00 21.50
5000 m/z 55.10 83.40%
02m°4%0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #292190: Trichloroacetic acid, hexadecyl ester — ——
43.0 21.00 21.50
m/z 69.10 80.58%
5000
1.0
SONE 11RO TS o B, S
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 : B
Acqg On )
Operator : R
Sample H
Misc

ALS vial : 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

P021731.D

9 Aug 2024 21:51
C/3u

3721-06

9 Sample Multiplier: 1

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

: SVOA CALIBRATION

¢ 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 Docosanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
21.739 4.64 ng/ul 13981760  Chrysene-d12 21.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Docosanoic acid 340 C22H4402 000112-85-6 96
3 Docosanoic acid 340 C22H4402 000112-85-6 93
4 1-Fluorononane 146 COH19F 000463-18-3 38
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 35

Abundance Scan 3188 (21.739 min): BP021731.D\data.ms (-3183) (- m/z 73.00 100.00%

73.0
5000

’ 185.2 297.3 — —

Ll 1y 21.50 22.00
A L 360.0 429.1 503.2 m/z 57.10  93.24%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0

5000 —— S
21.50 22.00

m/z 43.10  85.42%

H 185.0  284.0
\"\H‘ ‘1"\[‘”“‘ILT‘\“‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248974: Docosanoic acid

73.0

T
21.50 22.00
5000 m/z 55.10  73.21%

340.0
’ 185.0 ‘
ol bbby L B2 L
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #248976: Docosanoic acid T 7
43.0 21.50 22.00

m/z 60.00 72.07%

o

o

5000 340.0

1

241.0
om_m\_“uu"‘m"‘Hu"‘J"‘H_Wwwww —— _—

m/z--> 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 : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc

ALS vial : 19 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 Trifluoroacetic acid, penta... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.621 7.42 ng/ul 2236420  Chrysene-d12 21.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
2 Cyclopentadecane 210 C15H30 000295-48-7 93
3 Cyclohexadecane 224 C16H32 000295-65-8 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 Eicosyl methyl ether 312 C21H440 1000406-29-4 91
Abundance Scan 3338 (22.621 min): BP021731.D\data.ms (-3332) (- m/z 83.10 100.00%
83.1
—T= —
‘ 24.1283.1 355.1 22.50 2300
o b ALLLEP32 224.12831 355.14150476.1 549. /7 97.1p  92.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #228955: Trifluoroacetic acid, pentadecyl ester
57.0
5000 T ———
22.50 23.00
5.0 m/z 57.10  88.40%
ot m.h 2100 306.0
‘ \\’\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 55.05 83.54%
‘ FO 210.0
ol ,“w‘!J‘H_m_m_H‘,m‘,w,w,w,w,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane — —
55.0 22.50 23.00
m/z 69.10  79.90%
5000
ez
o"Hl,um_w‘Hm‘_HWHwwm‘wwm g i
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 : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc

ALS vial : 19 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 Nonacosan-10-o0l Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

26.639 7.58 ng/ul 2470740  Perylene-d12 25.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacosan-10-o0l 424 C29H600 000504-55-2 93
2 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 55
3 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 49
4 1-Dotriacontanol, acetate 509 (C34H6802 023811-94-1 49
5 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 49

Abundance Scan 4021 (26.639 min): BP021731.D\data.ms (-4014) (- m/z 83.10 100.00%

1572 T T

1% 011 2074 26.50 27.00
H"H‘ﬂv‘m‘H"_‘H“H‘_‘§?§}ﬁ¥§ﬁ‘ﬁsﬁ7§4ﬂ m/z 97.10  71.79%

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

5000 ‘ ‘
157.0 297.0 26.50 27.00
J’

o

m/z 57.10 67.11%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #343754: Tetracosyl heptafluorobutyrate
57.0

26.50 27.00
5000 m/z 69.10 55.89%

125.0
oL |‘|ﬂ“.1;3202500 336.0 532.0
AL 2500 3360 5320
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance  #311253: Pentafluoropropionic acid, octadecy! ester ‘ ‘
57.0 26.50 27.00

m/z 43.10  45.42%

5000
125.0
|, L|1820 252.0 398.0

0 “‘_“‘“‘H“““H“ﬂ“‘w“““‘u‘““‘H“““w‘

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

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

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

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 22 .gamma.-Sitosterol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
30.809 10.14 ng/ul 3307400 Perylene-di12 25.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 95
3 Pregn-5-en-3-0l, 21-bromo-20-met... 394 C22H35BroO 055103-80-5 94
4 .beta.-Sitosterol 414 C29H500 000083-46-5 91
5 Campesterol 400 C28H480 000474-62-4 76

Abundance Scan 4730 (30.809 min): BP021731.D\data.ms (-4721) (- m/z 43.10 100.00%

Abundance #298127: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.

43.1
107.1
5000
— ——
L 30.50 31.00
ol w“ 4773 548 nm/z 107.10  73.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 == e
414.0 30.50 31.00
M‘ 2130 303.0 m/z 105.05 70.76%
O‘\\J‘f “ J"\lw!hmm“m‘L‘J" \\\}\“‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310595: .beta.-Sitosterol
43.0
\
30.50 31.00
5000 ITI/Z 81.10 68.91%
05.0
414.0
H ‘ L 30 L,ee g 329.0
0 ‘HJ: m“\ Hl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
— ——

410 1070 394.0 30.50 31.00
283.0 m/z 55.10 67.09%
5000
213.0
OHM' - —r—
miz--> 50 100 150 200 250 300 350 400 450 500 550 30.50 31.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021731.D

Acqg On : 29 Aug 2024 21:51
Operator : RC/JU

Sample : P3721-06

Misc :

ALS Vvial : 19 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 48.8 ng/ul 5087660 1 7.787 2085310 20.0
Propylene Glycol 3.540 2.6 ng/ul 267830 1 7.787 2085310 20.0
.alpha.-Pinene 6.493 11.2 ng/ul 1171990 1 7.787 2085310 20.0
Benzoic acid 9.828 3.7 ng/ul 564697 2 10.569 3032160 20.90
1-Phenoxypropan... 11.316 3.8 ng/ul 580424 2 10.569 3032160 20.0
Naphthalene, 1,... 14.510 3.2 ng/ul 678587 3 14.434 4185190 20.0
Naphthalene, 1,... 14.698 4.8 ng/ul 1012970 3 14.434 4185190 20.0
cis-Calamenene 14.763 2.5 ng/ul 514204 3 14.434 4185190 20.0
.alpha.-Cubebene 15.934 2.1 ng/ul 561122 4 17.233 5361130 20.0
n-Hexadecanoic ... 18.180 8.7 ng/ul 2329020 4 17.233 5361130 20.0
9-Octadecenoic ... 19.375 3.1 ng/ul 833445 4 17.233 5361130 20.0
Octadecanoic acid 19.504 4.0 ng/ul 1202800 5 21.674 6028200 20.0
(DEL) Alkane: C... 20.263 2.7 ng/ul 824440 5 21.674 6028200 20.0
Heptadecanoic acid 20.621 4.7 ng/ul 1424320 5 21.674 6028200 20.0
Methyl dehydroa... 20.733 2.4 ng/ul 725097 5 21.674 6028200 20.0
Cinnamyl cinnamate 21.133 34.0 ng/ul 10260700 5 21.674 6028200 20.0
Dehydroabietic ... 21.292 14.6 ng/ul 4403780 5 21.674 6028200 20.0
Dichloroacetic ... 21.339 10.1 ng/ul 3035630 5 21.674 6028200 20.0
Docosanoic acid 21.739 4.6 ng/ul 1398170 5 21.674 6028200 20.0
Trifluoroacetic... 22.621 7.4 ng/ul 2236420 5 21.674 6028200 20.0
Nonacosan-10-ol 26.639 7.6 ng/ul 2470740 6 25.074 6520810 20.0
.gamma.-Sitosterol 30.809 10.1 ng/ul 3307400 6 25.074 6520810 20.0
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