LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021739.D

Acqg On ¢ 30 Aug 2024 03:36
Operator : RC/JU

Sample : P3721-13

Misc :

ALS Vvial : 27 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@21739.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 28 rVB 19518128 23698156 100.00% 10.478%
2 3.540 91 94 104 rBV 118003 198847 0.84% 0.088%
3  4.922 323 329 335 rBV 106929 163649 0.69% 0.072%
4 5.887 484 493 501 rVvB2 70889 140343 ©.59% 0.062%
5 6.064 516 523 530 rVB2 75761 127740 0.54% 0.056%
6 6.499 590 597 606 rVB 1406958 2212206 9.33% 0.978%
7 6.805 643 649 651 rBV3 55559 92888 0.39% 0.041%
8 6.840 651 655 662 rVW 119282 217083 ©.92% 0.096%
9 6.964 666 676 691 rVB 1196956 2242881 9.46% 0.992%
106 7.122 696 703 714 rVB 957636 1595097 6.73% 0.705%
11  7.246 718 724 731 rBV2 71064 164893 0.70% 0.073%
12 7.328 731 738 745 rVV 1174059 1892732 7.99% 0.837%
13 7.393 745 749 758 rVB3 67354 130356 ©.55% 0.058%
14 7.622 781 788 798 rBV5 50795 128807 ©.54% 0.057%
15 7.793 809 817 824 rBV 1913023 3221532 13.59% 1.424%
16 8.022 849 856 861 rVV6 49408 120244 0.51% 0.053%
17 8.493 925 936 944 rBV 1290571 2151255 9.08% 0.951%
18 8.605 949 955 964 rVB 511603 889736 3.75% 0.393%
19 8.934 1003 1011 1017 rBV 1104719 1901863 8.03% 0.841%
20 8.975 1017 1018 1024 rVB2 89211 115907 0.49% 0.051%
21  9.493 1099 1106 1113 rBV 121447 216879 ©.92% 0.096%
22 9.652 1127 1133 1141 rBV 854145 1457211 6.15% 0.644%
23 9.834 1156 1164 1169 rBvV 187917 377223 1.59% 0.167%
24 9.899 1169 1175 1185 rVV5 108227 242678 1.02% 0.107%
25 10.010 1187 1194 1202 rVB 66214 130047 ©.55% 0.058%
26 10.199 1218 1226 1246 rBV 1284355 2554925 10.78% 1.130%
27 10.357 1246 1253 1263 rVB3 67091 167223 0.71% 0.074%
28 10.475 1268 1273 1279 rVW2 66128 115338 ©0.49% 0.051%
29 10.575 1282 1290 1303 rVV 2669974 4699160 19.83% 2.078%
30 10.710 1303 1313 1325 rVB3 93297 284859 1.20% 0.126%
31 11.116 1374 1382 1394 rBV 194621 606731 2.56% 0.268%
32 11.316 1410 1416 1422 rBV 215480 453830 1.92% 0.201%
33 13.169 1725 1731 1736 rBV2 108465 189729 0.80% 0.084%
34 13.334 1755 1759 1765 rVB3 68402 123541 ©0.52% 0.055%
35 13.698 1816 1821 1830 rBV4 57199 104878 0.44% 0.046%

36 13.834 1837 1844 1852 rBV 2362597 3507129 14.80% 1.551%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021739.D

Acqg On ¢ 30 Aug 2024 03:36
Operator : RC/JU

Sample : P3721-13

Misc :

ALS Vvial : 27 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 14.122 1883 1893 1901 rBV 2678997 4283645 18.08% 1.894%
38 14.281 1914 1920 1926 rVB4 62978 125657 ©.53% 0.056%
39 14.428 1938 1945 1952 rBV 4211252 6335514 26.73% 2.801%
40 14.510 1955 1959 1966 rVV4 54794 106942 0.45% 0.047%
41 14.640 1974 1981 1998 rBV 1185481 2287967 9.65% 1.012%
42 14.781 2000 2005 2012 rVB 110414 170355 0.72% 0.075%
43 14.857 2012 2018 2022 rBV 146516 234180 0.99% 0.104%
44 15.245 2078 2084 2090 rVB5S 46776 94659 0.40% 0.042%
45 15.387 2102 2108 2111 rBV6 54020 112357 ©0.47% 0.050%
46 15.440 2111 2117 2124 rVB 3529690 5264523 22.21% 2.328%
47 15.551 2129 2136 2144 rBV 776078 1169491 4.93% 0.517%
48 16.339 2265 2270 2275 rBV5 75257 143805 0.61% 0.064%
49 16.622 2311 2318 2323 rBv4 102350 233094 0.98% 0.103%
50 16.875 2357 2361 2369 rVB 145780 260820 1.10% 0.115%
51 17.134 2400 2405 2413 rBV 178786 354672 1.50% 0.157%
52 17.228 2413 2421 2428 rVV 4743361 7624486 32.17% 3.371%
53 17.334 2432 2439 2449 rVB 3859013 5640815 23.80% 2.494%
54 17.416 2450 2453 2459 rVvVv2 82110 121705 ©.51% 0.054%
55 17.534 2469 2473 2483 rBV3 136493 200879 0.85% 0.089%
56 17.892 2530 2534 2538 rBV3 146247 222315 ©0.94% 0.098%
57 18.045 2554 2560 2566 rVB3 128104 243130 1.03% 0.107%
58 18.104 2567 2570 2575 rBV4 104018 216238 ©.91% 0.096%
59 18.163 2575 2580 2593 rVV 2641871 4260800 17.98% 1.884%
60 18.281 2597 2600 2610 rVB2 336477 637273  2.69%  0.282%
61 18.469 2629 2632 2635 rBV 136530 187402 ©.79% 0.083%
62 18.516 2635 2640 2645 rVB4 459154 794858 3.35% 0.351%
63 18.633 2654 2660 2663 rBv4 125086 2777%0  1.17% 0.123%
64 18.675 2664 2667 2674 rVB4 187053 262686 1.11% 0.116%
65 18.975 2713 2718 2724 rBV 244004 444477 1.88% ©0.197%
66 19.028 2724 2727 2730 rBV2 90678 119385 0.50% 0.053%
67 19.069 2730 2734 2737 rBV5 117079 224977 ©.95% 0.099%
68 19.110 2737 2741 2750 rVV2 878582 1428642 6.03% 0.632%
69 19.281 2767 2770 2774 rVB2 453663 589228 2.49% 0.261%
70 19.375 2777 2786 2797 rBV 2923964 5953909 25.12% 2.633%
71 19.469 2798 2802 2803 rBV 408925 447487 1.89% ©0.198%
72 19.498 2803 2807 2818 rVB 1174150 1875526 7.91% 0.829%
73 19.586 2820 2822 2824 rVB 156035 115315 ©0.49% 0.051%
74 19.622 2824 2828 2836 rBV 766737 1291251 5.45% 0.571%
75 19.698 2836 2841 2847 rBV 3524513 5502121 23.22% @ 2.433%
76 20.016 2888 2895 2902 rVB4 714099 1443748 6.09% 0.638%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021739.D

Acqg On ¢ 30 Aug 2024 03:36
Operator : RC/JU

Sample : P3721-13

Misc :

ALS Vvial : 27 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 20.110 2909 2911 2917 rVB 299368 334482 1.41% 0.148%
78 20.169 2918 2921 2925 rBV2 299209 422760 1.78% 0.187%
79 20.292 2939 2942 2947 rBV2 455678 521784 2.20% 0.231%
80 20.510 2975 2979 2986 rBV 1361859 1871740 7.90% 0.828%
81 20.592 2989 2993 2996 rVV2 617249 863077 3.64% 0.382%
82 20.627 2997 2999 3004 rVB2 374049 434016 1.83% 0.192%
83 20.733 3013 3017 3022 rVB 1133704 1660973 7.01% 0.734%
84 20.798 3023 3028 3037 rVV2 1634746 2692885 11.36% 1.191%
85 21.010 3061 3064 3067 rBV2 321050 392084 1.65% 0.173%
86 21.322 3109 3117 3119 rBV 8210511 15087677 63.67% 6.671%
87 21.345 3119 3121 3134 rVB 6284229 9212394 38.87% 4.073%
88 21.627 3165 3169 3173 rBV3 693036 968016 4.08% 0.428%
89 21.680 3173 3178 3186 rVV2 4779369 7602461 32.08% 3.361%
990 21.751 3187 3190 3200 rVB 1430196 2080623 8.78% 0.920%
91 22.204 3264 3267 3275 rVB4 479604 712752 3.01% 0.315%
92 22.627 3332 3339 3354 rBV 9346211 18703426 78.92% 8.270%
93 23.133 3421 3425 3440 rVB2 1152468 2565521 10.83% 1.134%
94 24.251 3608 3615 3620 rBV 1873331 4516930 19.06% 1.997%
95 24.310 3620 3625 3640 rVB 1961901 4810897 20.30% 2.127%
96 24.857 3712 3718 3727 rVB 1272790 3128501 13.20% 1.383%
97 25.098 3751 3759 3769 rVB2 2676398 7602592 32.08% 3.361%
98 26.521 3993 4001 4011 rVB 2051031 5274333 22.26% 2.332%
99 26.645 4013 4022 4040 rVB 2561233 8776079 37.03% 3.880%
100 30.845 4722 4736 4737 rBV2 2943215 7989958 33.72% 3.533%

Sum of corrected areas: 226167681
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021739.D

Acqg On : 30 Aug 2024 03:36
Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 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: BP021739.D\data.ms
17
1.5e+07
le+07
5000000
2703 10.575
6.499 6.9643828 84938934  gg5p 10.199
’ .60 :
0 3.540 4.922 5.88064 ﬂ S 7.2 Azi](s.ozz % 8/075 9.4988 65710111816
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.00 350 4.00 450 500 550 600 650 7.00 750 800 850 9.00 950 1000 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP021739.D\data.ms
1.5e+07
22.62
1e+07 21322
21.680
5000000 14.428 11'223%4
15.440 ' 1
13.8%4.122 girrd
22.204
16,551 ; A
0 1311%693143.698 14.28 o T4 16.386.602875 154 4 H3U7 186G .
R T B e e e e e e e I T T B e e o e e e S R
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: BP021739.D\data.ms
1.5e+07
le+07
5000000
- 25.098 262§ 5 30.845
23.133 24.85 '
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 : BP021739.D

Acqg On : 30 Aug 2024 03:36
Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.017 147.12 ng/ul 23698200 1,4-Dichlorobenzene-d4 7.793

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 59
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
Abundance Scan 5 (3.017 min): BP021739.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
3.103.203.303.40

obrddl 16712250  3351392.945345125 ., 4310  32.04%

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

Abundance #5054: Butane, 2-methoxy-2-methyl-

73.0
5000 T T T T T[T T T T [ TT T T[T 11T
3.103.203.303.40
“ ‘ m/z 87.10  32.26%
O\\l‘\‘!“‘HWW\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
R A RAEREEs s
3.103.203.303.40
5000 m/z 55.10 26.87%
0um‘m‘ﬂH‘mwmwm‘u\\‘\\H‘HHWHWHWH_
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #15764: 2,2,4-Trimethyl-3-pentanol O Ran s RRARREREEESa
73.0 3.103.203.303.40
m/z 71.10 11.51%
5000 /\\
o\HH T
m/z--> 50 100 150 200 250 300 350 400 450 500 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021739.D

Acqg On : 30 Aug 2024 03:36
Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 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 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.499 13.73 ng/ul 2212210 1,4-Dichlorobenzene-d4 7.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 94
2 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH16 004889-83-2 94
3 .alpha.-Pinene 136 C1OH16 000080-56-8 94
4 .alpha.-Pinene 136 C1OH16 000080-56-8 91
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000508-32-7 91
Abundance Scan 597 (6.499 min): BP021739.D\data.ms (-590) (-) m/z 93.10 100.00%
93.1
5000

T
‘ 6.20 6.40 6.60 6.80
hadhli],  208.0267.13263389.1447.3 5383 1/, 91.65  44.36%
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

5000 A RassRLESEERSEEILES
6.20 6.40 6.60 6.80

m/z 92.05 35.89%

zqﬁmw L

‘\\\f‘\\f“\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #18173: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
93.0

o

6.20 6.40 6.60 6.80
5000 m/z 77.00 29.60%

Z?WWW

0 e L e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18035: .alpha.-Pinene R S R EE
93.0 6.20 6.40 6.60 6.80
m/z 79.05 24.58%
5000
27'“) “
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 : BP021739.D

Acqg On : 30 Aug 2024 03:36
Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 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 Benzeneacetic acid Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.116 2.58 ng/ul 606731 Naphthalene-d8 10.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 62
2 Benzeneacetic acid 136 C8H802 000103-82-2 53
3 Benzeneacetic acid, 2-methylprop... 192 C12H1602 000102-13-6 53
4 Benzeneacetic acid 136 C8H802 000103-82-2 50
5 Benzeneacetic acid 136 C8H802 000103-82-2 49

Abundance Scan 1382 (11.116 min): BP021739.D\data.ms (-1374) (- m/z 91.05 100.00%

91.0
5000
P e
| L 11.00 11.50
bl 351.7208,1266.9 3441 447.3 5247 ;n/z 136.05  23.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18694: Benzeneacetic acid
91.0
5000 S sSe
11.00 11.50
m/z 92.10 22.83%
02\7\‘9‘l\ll\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18695: Benzeneacetic acid
91.0
P e
11.00 11.50
5000 ITI/Z 65.00 14 .00%
0“NHM"H‘W‘H‘_‘H‘H‘w“u‘u‘w‘u‘_‘u‘u‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #66683: Benzeneacetic acid, 2-methylpropyl ester e ——
91.0 11.00 11.50
m/z 59.00 9.36%
"
offh | | w20 ) Do) Mo
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021739.D

Acqg On : 30 Aug 2024 03:36
Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.163 11.18 ng/ul 4260800 Phenanthrene-di10 17.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89

Abundance Scan 2580 (18.163 min): BP021739.D\data.ms (-2575) (- m/z 73.00 100.00%

73.0
5000

2132 i ——
‘H 18.00 18.50
ol il £ A_Hmu 285.1343.14010 475.15344 1/, 60.00  80.37%
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  65.24%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0

1500 1&50
5000 256.0 m/z 57.05 61.75%
129.0
O‘H“H‘\ “HH“JH\}?Ib‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid = P
73.0 18.00 18.50

m/z 55.10  59.45%

256.0 \JAM»/JJXJ\MAKVN
5000
57.0
Jm.‘MMMM“\\ | : =

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

B
03
: R
. P

02

Quant Method
Quant Title

TIC Libra

ry

Library Search Compound Report

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

PB21739.D

0 Aug 2024 03:36
C/3u

3721-13

7 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 5 m-Camphorene Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
18.516 2.09 ng/ul 794858  Phenanthrene-di10 17.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 m-Camphorene 272 C20H32 020016-73-3 55
2 p-Camphorene 272 C20H32 020016-72-2 53
3 3,7,11,15-Tetramethylhexadeca-1, ... 290 C20H340 068931-30-6 47
4 .beta.-Bisabolenol 220 C15H240 147126-90-7 43
5 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 40

Abundance Scan 2640 (18.516 min): BP021739.D\data.ms (-2635) (- m/z 69.10 100.00%
69.1
w o2 M
R \
11V
Obrrd ‘l‘ L U bk ‘u““““““3‘5‘5“1“‘4‘2‘%?‘ 2352 m/z 41.10  54.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163948: m-Camphorene
69.0
5000 =~ :
18.50
m/z 109.10  53.35%
M 229.0
O \1“[“\“‘!!1 ffAl\Jl‘g\\T‘\\1\‘1\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163949: p-Camphorene
69.0
R \
18.50
5000 m/z 91.00 41.48%
‘ N133 .0 229 0
0 mu“*‘“' H“ O
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #187037: 3,7,11,15-Tetramethylhexadeca-1,6,10,14-tetrg —— ‘
69.0 18.50
m/z 161.15 37.75%
29.0
oL uufiuu ZS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021739.D

Acqg On : 30 Aug 2024 03:36
Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 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 unknown-01 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.110 3.75 ng/ul 1428640  Phenanthrene-d10 17.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Thioxanthen-9-one, 2-(1-methy... 254 C16H140S 005495-84-1 25
2 Pyrrolo[3,4-c]pyridine-1,3-dione... 254 C14H10N203 1000316-41-8 25
3 9H-xanthen-9-one, 1-(1,1-dimethy... 252 C17H1602 1000396-66-9 25
4 3,6-Dimethoxy-4-phenanthrol 254 C16H1403 000481-81-2 20
5 Harmol, bis(ethyl)- 254 C16H18N20 1000395-82-7 20
Abundance Scan 2741 (19.110 min): BP021739.D\data.ms (-2737) (| m/z 254.30 100.00%
155.1 254.3
5000 91.1
— —
i 20 53 55
ol kbl il A L 8271 4299 5364 ;537 20 93.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #140732: 9H-Thioxanthen-9-one, 2-(1-methylethyl)-
239.0
5000 e, S
19.00 19.50
m/z 155.10 83.50%
»7.0 139
O\l\\‘\\‘\\“\‘Q\!‘l\wJ\J\JHI}I‘\\ [l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140276: Pyrrolo[3,4- c]pyndlne 1,3-dione, 2-(2-methoxyg
54.0
= -
19.00 19.50
5000 m/z 239.20 71.97%
50.0
} “ 'fo 0180.0
Ok ‘”‘mymWﬁVNMMﬁkuH‘_‘H“H‘_‘H‘H‘W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #138431: 9H-xanthen-9-one, 1-(1,1-dimethylethyl)- — ——
237.0 19.00 19.50
m/z 141.05 68.38%
5000
41.0
104.0
0""|\'*P\l‘ s it
m/z--> 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 : BP021739.D

Acqg On : 30 Aug 2024 03:36
Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 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 cis-Vaccenic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.375 15.62 ng/ul 5953910  Phenanthrene-d10 17.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 97
2 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 92
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 92
4 9-Octadecenoic acid 282 C18H3402 002027-47-6 91
5 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 91
Abundance Scan 2786 (19.375 min): BP021739.D\data.ms (-2777) (- m/z 55.10 100.00%
55.1
= ——
| F-l 264.3 ~ 19.00 19.50
ob - MllkhLy, 2933, 773051 42904901549, 1 6910 79.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176209: cis-Vaccenic acid
55.0
5000 = ——
19.00 19.50
‘ m/z 83.10 69.97%
264 0
0\!“"}1’\ f“l‘\lk‘]nf{\‘. ;\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
5000 m/z 41.10 62.16%
264.0
O‘HWM‘M“ ﬁww‘m‘[ﬂ‘wﬂu‘_‘u“u‘_‘u‘u“_‘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 97.10 55.65%
5000
264.0 JL/\
o“l,} ‘wn‘\"“""wﬂ?w‘ﬂ\uw"H‘u‘w_m_mw‘_m_ = e
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:\
Data File : BP@

Acqg On : 30
Operator : RC/
Sample . P37
Misc

ALS vial : 27

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP082924\
21739.D

Aug 2024 03:36

Ju

21-13

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 8 Octadecanoic acid Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
19.498 4.93 ng/ul 1875530  Chrysene-di12 21.680
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 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 96
5 Octadecanoic acid 284 C18H3602 000057-11-4 95

Abundance Scan 2807 (19.498 min): BP021739.D\data.ms (-2803) (-

3

m/z 73.00 100.00%

5

5000
‘ H \ | 2043 1950
0l h iy bakd g L 342040104611 849, /0 66 06 76.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 T
19.50
’ h‘ 1850  284.0 m/z 57.10 70.47%
O‘\\‘\U" ‘!\'[M“!H\“‘\!\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

=

Abundance #179093: Octadecanoic acid
73.0
19.50
5000 284.0 m/z 43.10  67.45%
185.0
ob i ‘h”h\“ T
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 55.78%
5000 129.0
284.0
L ey vl
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 : BP021739.D

Acqg On : 30 Aug 2024 03:36
Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 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 (Z)-5-(Pentadec-8-en-1-yl)b... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
19.622 3.40 ng/ul 1291250  Chrysene-di12 21.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-5-(Pentadec-8-en-1-yl)benzen... 318 C21H3402 022910-86-7 86
2 1,3-Benzenediol, 5-hexyl- 194 C12H1802 005465-20-3 83
3 1,3-Benzenediol, 5-pentadecyl- 320 C21H3602 003158-56-3 80
4 (Z)-5-(Pentadec-8-en-1-yl)benzen... 318 C21H3402 022910-86-7 78
5 1,3-Benzenediol, 5-pentyl- 180 C11H1602 000500-66-3 72

Abundance Scan 2828 (19.622 min): BP021739.D\data.ms (-2824) (- m/z 124.05 100.00%
124.1

5000

—

_— —
411 236.2 19.50 20.00
S b 2001 857.14159 491.2549.0 /7 123.10  22.89%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #222616: (Z)-5-(Pentadec-8-en-1-yl)benzene-1,3-diol
124.0

TTRYIN
T

o

-

5000 R ——
19.50 20.00
m/z 137.05  11.91%

o 55.0 | 2220 3180
‘\\\\‘\\\\‘\‘f!‘\‘y\“\\\"l\\l\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69012: 1,3-Benzenediol, 5-hexyl-

124.0

7
19.50 20.00

5000 m/z 236.15 8.87%
194.0
41.0 ’
S L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #225039: 1,3-Benzenediol, 5-pentadecyl- P e
124.0 19.50 20.00

m/z 125.10 8.74%

h M
430 1940 3200

O bl AT TR — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021739.D

Acqg On : 30 Aug 2024 03:36
Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 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@ (3Z)-1,7,7-trimethyl-3-(4-M... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.016 3.80 ng/ul 1443750  Chrysene-d12 21.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (32)-1,7,7-trimethyl-3-(4-Methyl... 254 C18H220 1000514-88-5 80
2 (6-Isopropyl-3,4-bis(methylamino... 254 C15H18N4 014203-76-0 72
3 2-(3,4-Dimethoxyphenyl)-1-benzof... 254 C16H1403 051924-87-9 59
4 (E)-4-Hydroxy-4'-methoxychalcone... 296 C18H1604 1454800-31-7 59
5 1-Propene, 1,2-bis(4-methoxyphen... 254 C17H1802 020802-02-2 58

Abundance Scan2895(20016num BP021739.D\data.ms (-2888) (- m/z 254.25 100.00%
54.3

5000

ﬁ

91.0 1831

| 20.00
0 o 1Ly 358.1 429.1490.0549. 1/ 539 26 32.86%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141052: (32)-1,7,7-trimethyl-3-(4-Methylbenzylidene)bic
254.0

128.0

%

5000
20.00

m/z 255.20  20.15%

41.0

O, _'_'_'_'_‘_'_'_'_'_‘_'_'_'_'_‘_'_'_'_'_‘_'_'_'_'_‘_'_'_'_'_‘_r

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

Abundance #140603: (6-Isopropyl-3,4-bis(methylamino)-2,4,6-cycloh
254.0

-

o

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

Abundance #140683: 2-(3,4-Dimethoxyphenyl)-1-benzofuran
254.0 20.00

m/z 183.10  16.54%

20.00
5000 m/z 91.05 19.36%
42.0 171, \
J L J;I'IQ it m A' i I\ n“ L
L — T

5000

168.0

0 i, Hi | ” “ Ly \

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

g
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021739.D

Acqg On : 30 Aug 2024 03:36
Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 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 Acridin-9-amine, 1,2,3,4-te... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.510 4.92 ng/ul 1871746  Chrysene-d12 21.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 297758-19-1 70
2 9H-Pyrido[3,4-b]indole, 7-methox... 226 C14H14N20 143502-37-8 52
3 9H-Pyrido[3,4-b]indole, 7-methox... 226 C14H14N20 143502-37-8 50
4 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 1000300-57-6 49
5 Benzenamine, N-[(4-nitrophenyl)m... 226 C13H1@N202 000785-80-8 46

Abundance Scan 2979 (20.510 min): BP021739.D\data.ms (-2975) (- m/z 226.10 100.00%
226.1

5000 165.1

>

77.0
i

—
ehtl sse e
gl AL 81523791 | 474.9537.0 5 965 10 45.20%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107129: Acridin-9-amine, 1,2,3,4-tetrahydro-5,8-dimethy
226.0

o

-

5000 T

20.50
m/z 225.10  42.69%

113.0
'O.. bt g b

‘\\\l\lf\\\\‘\\1;‘\!1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #106851: 9H-Pyrido[3,4-bJindole, 7-methoxy-1,9-dimethy
226.0

o

N

=
20.50
5000 m/z 194.10  17.05%

113.0
YO i)

e e A A e
mlz--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #106849: 9H-Pyrido[3,4-blindole, 7-methoxy-1,9-dimethy T
226.0 20.50
m/z 152.05 16.90%

o

-

5000

113.0
0 5]‘..9“‘ . h\ | '\ b A ‘ |

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

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021739.D

Acqg On : 30 Aug 2024 03:36
Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 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 unknown-02 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.

20.592 2.27 ng/ul 863077  Chrysene-di12 21.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 2,5-diamino- 109 C5H7N3 004318-76-7 38
2 1,2-Benzenediol, O-(ethoxycarbon... 264 C13H1206 1000329-71-6 38
3 2,4-Heptadienal, 2,4-dimethyl- 138 C9H140 042452-48-2 35
4 2-Cyclopentene-1-carboxylic acid... 182 C11H1802 029915-95-5 35
5 1-Allyl-cyclopropanecarboxylic a... 328 C22H3202 108546-69-6 35

Abundance Scan 2993 (20.592 min): BP021739.D\data.ms (-2989) (- m/z 109.10 100.00%

109.1
5000
43.1 — ‘
M L 1871 280.3 20.50
ol AR 1872 | 3851 4311 6349 .. 83 00  60.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6247: Pyridine, 2,5-diamino-
109.0
5000 S :
20.50
m/z 43.10 21.30%
28.0 ’
0 HIMJ

SRR BN NN RN RN R R RN N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #152555: 1,2-Benzenediol, O-(ethoxycarbonyl)-O'-(propa

3

109.0
T I
20.50
5000 m/z 55.10 19.97%
39.0
192.0
bbbkl 220200
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20209: 2,4-Heptadienal, 2,4-dimethyl- —— ‘
109.0 20.50
m/z 41.10 15.25%
5000
41.0
o"J«‘M“Wq‘ A — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021739.D

Acqg On : 30 Aug 2024 03:36
Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 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 Methyl dehydroabietate Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.733 4.37 ng/ul 1660970  Chrysene-d12 21.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl dehydroabietate 314 C21H3002 001235-74-1 96
2 Imidazolo[2,1-b]thiazole, 5-(3-i... 239 C13H9N3S 327097-37-0 64
3 9,10-Anthracenedione, 2-amino-3-... 239 C14H9NO3 000117-77-1 64
4 9,10-Anthracenedione, 1-amino-4-... 239 C14H9NO3 000116-85-8 59
5 Methyl dehydroabietate 314 C21H3002 001235-74-1 55

Abundance Scan 3017 (20.733 min): BP021739.D\data.ms (-3013) (- m/z 239.20 100.00%

239.2
5000

20.50 21.00
431 1411 299.1
Ot prith ke e _H‘M?15‘7‘1‘4‘1‘5“1““7?:‘1‘5"‘39?‘ m/z 240.20  19.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #217665: Methyl dehydroabietate
239.0
5000 == =
20.50 21.00

m/z 299.10 7.78%

43.0 141.0 29‘9"0
O\\\\“‘\\\\’\“\l\l\‘l‘h%VJWl\J‘f\\‘l\f\\i\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #122149: Imidazolo[2,1-b]thiazole, 5-(3-indolyl)-
239.0

7= T
20.50 21.00

5000 m/z 141.05 5.84%

4o 1420
T ¥ TS
miz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #122220: 9,10-Anthracenedione, 2-amino-3-hydroxy- —— ——
239.0 20.50 21.00

m/z 128.00 5.11%

o WM/\M
154.0

77.0
ol8.0. RIS ﬂ[
e RS —

‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50 21.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021739.D

Acqg On : 30 Aug 2024 03:36
Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 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 Dehydroabietic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.322  39.69 ng/ul 15087700  Chrysene-d12 21.680
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 96
3 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 94
4 trans-1,2-Bis(methyldichlorosily... 252 C4H8C14Si2 065899-10-7 93
5 Dehydroabietic acid 300 C20H2802 001740-19-8 89
Abundance Scan 3117 (21.322 min): BP021739.D\data.ms (-3109) (- | m/z 239.20 100.00%
239.2
1411
— ==
l\ my ‘I bl L T senzanomnassny 0 20
O bt b e MLy ) 908, SED.9TIDIT m/z 285.15  61.76%
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 197.20  53.34%
O WXKH‘“‘IMHHNMlJK ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 26.71%
197.0
43.0 1290 l
I PPV T¥Y 10 O | S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #200036: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10 = —
285.0 21.00 21.50
m/z 195.10 24.60%
5000
197.0
43.0 1290 \
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

SFAM-EPA-BP@82324.MA.M Fri Aug 30 11:59:14 2024 Page: 18



Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP©21739.D

Acqg On : 30 Aug 2024 03:36

Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

¢ 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 16 n-Nonadecanol-1 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.345  24.24 ng/ul 9212390  Chrysene-d12 21.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Nonadecanol-1 284 C19H400 001454-84-8 94

2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91

Abundance Scan 3121 (21.345 min): BP021739.D\data.ms (-3119) (- m/z 83.10 100.00%

N

8
5000

— =
| pont 21.00 21.50
o i b pi1g9L 20413263 4152 49015481 sz 97.16  91.39%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1
83.0
5000 == —
21.00 21.50
m/z 57.10 89.45%
10011 ‘ﬂFf‘-O 238.0

o

R \‘H‘HH‘\'\H‘H\‘\‘HH‘HH‘HH‘HH‘HH‘HH‘\

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

-

Abundance #232316: Behenic alcoho
83.0
= T
21.00 21.50
5000 ITI/Z 55.10 82.78%
0191 | {. h \‘F‘F?IO 222'0280'0
e A it = e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155961: 1-Nonadecene o —
97.0 21.00 21.50
m/z 69.10 82.42%
5000
29.0
R 36802660
e S et e e e — e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

SFAM-EPA-BP@82324.MA.M Fri Aug 30 11:59:16 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021739.D

Acqg On : 30 Aug 2024 03:36
Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 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 Abietic acid Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
21.627 2.55 ng/ul 968016  Chrysene-di2 21.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Abietic acid 302 C20H3002 000514-10-3 98
2 Abietic acid 302 C20H3002 000514-10-3 93
3 Abietic acid 302 C20H3002 000514-10-3 89
4 Abietic acid 302 C20H3002 000514-10-3 70
5 Isopimaric acid 302 C20H3002 005835-26-7 38

Abundance Scan 3169 (21.627 min): BP021739.D\data.ms (-3165) (- m/z 105.10 100.00%

105.1
302.3
5000 41.1 241.

— —
Lﬁ l | 21.50 22.00
o NNleNWMw"H?T%?f§9?u5939“‘ m/z 91.00  84.45%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202322: Abietic acid
1050 302.0
5000 43-0 T ‘ T T ‘ T
213.0 21.50 22.00

m/z 136.05 80.53%

O+ "mlmhlj\mr\rrulr\ T \J\ ‘i T T T T[T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202325: Abietic acid
302.0

136.0 — —
21.50 22.00
5000 ITI/Z 302.25 70.71%
43.0 241
0' W
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202324: Abietic acid T —

302.0 21.50 22.00

430 m/z 121.10  52.86%

136.0
5000

213.0

.

—V_Y_Y_Y—FY_Y_Y_Y—FY_Y_Y_Y—FY_Y_Y_Y—FY_Y_Y_Y—FV T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP©21739.D

Acqg On 30 Aug 2024 03:36

Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: 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 18 Docosanoic acid Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
21.751 5.47 ng/ul 2080620  Chrysene-d12 21.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid 340 C22H4402 000112-85-6 99
2 Docosanoic acid 340 C22H4402 000112-85-6 96
3 Docosanoic acid 340 C22H4402 000112-85-6 89
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Pentadecanoic acid 242 C15H3002 001002-84-2 70

Abundance Scan 3190 (21.751 min): BP021739.D\data.ms (-3187) (- m/z 73.00 100.00%

73.0
5000

‘ 3404 2150 2200
2831 : :
0 HQMM”“\‘muw‘H‘M“M‘ﬁ999u‘u5ﬂ3%“‘ m/z 57.10 94.71%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248976: Docosanoic acid
43.0

5000 340.0 T T LU
21.50 22.00
129.0 m/z 43.10 91.38%
l‘ M, . 20
O\TH“W \\‘\“w\\‘\\HM‘T\\W“\\\\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 60.00 75.25%
340.0
’ 185.0
ob bbb B30
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance

#248977: Docosanoic acid — —T—
43.0 21.50 22.00

m/z 55.10 70.90%

340.0
5000
129.0
M
“\mh‘ ST

Ot """‘H""""‘H""wHH_m‘w_ww_ _ =
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 : BP021739.D

Acqg On : 30 Aug 2024 03:36
Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.627 49.20 ng/ul 18703400  Chrysene-di12 21.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 1-Tetracosene 336 C24H48 010192-32-2 91

Abundance Scan 3339 (22.627 min): BP021739.D\data.ms (-3332) (- m/z 83.10 100.00%

83.1
5000
—

=
‘ 22.50 23.00

2
obrtd HPF"M‘Z?“??}W?%““_3‘9?‘2‘”“‘??9‘95‘4?‘ m/z 97.10  94.70%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0

5000 —T =
22.50 23.00
H 5.0 m/z 57.10 92.70%
O‘\\J\M\“\\\\‘\\}\1\\“\‘\]_\9\6‘\9\\2‘6\6\\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1
57.0
— =
22.50 23.00
5000 ITI/Z 55.10 81.15%
125.0
ol{ }1x~‘195°3°8°,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcohol == T
83.0 22.50 23.00

m/z 69.10  78.85%

5000 A]\\\J
190 { \ﬁf’.. 222.0280.0

o e 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 : BP021739.D

Acqg On : 30 Aug 2024 03:36
Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 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 Tetracosanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.133 6.75 ng/ul 2565520  Chrysene-d12 21.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosanoic acid 368 (C24H4802 000557-59-5 99
2 Tetracosanoic acid 368 (24H4802 000557-59-5 96
3 Tetracosanoic acid 368 (C24H4802 000557-59-5 90
4 Hexacosanoic acid 396 C26H5202 000506-46-7 83
5 Hexacosyl acetate 424 C28H5602 000822-32-2 60

Abundance Scan 3425 (23.133 min): BP021739.D\data.ms (-3421) (- m/z 57.10 100.00%

57.1
5000 129.1
— —
J ‘ 368.4 23.00 23.50
ol n\u\uw PMMU MM« ‘}‘“““‘39'?“”‘?5'9 m/z 73.00  90.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277536: Tetracosanoic acid
43.0
5000 —r ——
368.0 23.00 23.50
1290 m/z 43.10 87.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277537: Tetracosanoic acid
73.0
— —
23.00 23.50
5000 368.0 m/z 55.10  75.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance i i

#277535: Tetracosanoic acid T —T
43.0 23.00 23.50

m/z 60.00 71.36%

129.0
5000 368.0 JL\
0 2690
\‘ |H ’H(l hm m P.P k(i \

O it b T e — —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP082924\

Data File : BP©21739.D

Acqg On : 30 Aug 2024 03:36
Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
24,251 11.88 ng/ul 4516930 Perylene-di2 25.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87

Abundance Scan 3615 (24.251 min): BP021739.D\data.ms (-3608) (- m/z 57.10 100.00%

57.1
5000

—
‘ F 1972 24.00 24.50
ol MIEZ 1972 2053 ses2a3094001509. 1 7110 77.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 =T T
24.00 24.50

m/z 85.10 62.68%

O‘\\“1‘1’\Jff\“fﬁﬁh1\‘1\‘\1\9\7‘\0\\12‘6\7\\0\‘\\\\3‘6\5\\()\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0

\
24.00 24.50
5000 m/z 43.10 52.95%

0 \‘ IJ‘l ‘\“1‘970 2960
e 2%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #275537: Hexacosane T ——
57.0 24.00 24.50

m/z 55.10  22.98%

- LW/M
||| 1270 107.0 2670 367.0

JIY

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021739.D

Acqg On : 30 Aug 2024 03:36
Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 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 22 Behenic alcohol Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
24.310 12.66 ng/ul 4810900 Perylene-di2 25.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 86
2 Behenic alcohol 326 C22H460 000661-19-8 83
3 1-Docosene 308 C22H44 001599-67-3 64
4 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 53
5 Oleyl alcohol, trifluoroacetate 364 C20H35F302 1000352-68-4 52

Abundance Scan 3625 (24.310 min): BP021739.D\data.ms (-3620) (- m/z 97.10 100.00%
97.1
- J/\M
— ——
5 ‘} ‘ 672 24.00 24.50
ot lILL B2 | 2781 368442914899 ./, g3.16  99.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosano
55.0
5000 o —
24.00 24.50
5.0 m/z 55.10 74.87%
O‘H‘h‘f‘\‘\\\A‘l\\\‘\‘!‘.\"\1\9\6‘.\0\\\2‘6\6\.\0\‘\\H‘H\\‘H\\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232316: Behenic alcoho
83.0
— ——
24.00 24.50
5000 ITI/Z 69.10 74 .43%
0 191 ‘ | 1 ‘FPISHO 222'0280'0
A A L e e ERARRARES
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209741: 1-Docosene “ —
55.0 24.00 24.50
m/z 111.10 51.92%
5000
I
o T eeo ) e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.00 24.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Z:
BP021739.D

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP082924\

: 30 Aug 2024 03:36
: RC/JU
: P3721-13

: 27  Sample Multiplier: 1

hod
le

ry

¢ 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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
26.521 13.88 ng/ul 5274330  Perylene-di12 25.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 4001 (26.521 min): BP021739.D\data.ms (-3993) (- m/z 57.10 100.00%
57.1

=

5000
} "F 26.50
o‘u‘w‘uu}ukuuﬁgzg‘w S09.4  401.04606 5371 n/z 71.10  78.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 = |
26.50
m/z 85.10 62.88%
ok il 22,0 2810
‘\Hr{1H‘HH‘H\\‘\H\‘H\\‘\H\‘\H\‘\H\‘\\H‘HH‘\

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

%

Abundance #307033: Octacosane, 2-methyl-
57.0
\ \
26.50
5000 ITI/Z 43.10 52.19%
127
ol L1270 1970 2670 3650
‘H‘w‘u‘_‘u‘u‘w‘H‘_‘H,H‘W‘H‘_‘H‘H‘w‘u‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane T
57.0 26.50
m/z 55.10 23.15%
5000 EAVW\J/\J/\k¢/\\\~
0 ‘ ‘ J1F7ﬂ I \197 0 296.0
"H"H“‘H“_"w‘“w“H“H“‘H“H“_“‘_“w‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021739.D

Acqg On : 30 Aug 2024 03:36
Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 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.
26.645 23.09 ng/ul 8776080  Perylene-d12 25.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H,5H-Pyrrolo[1',2':3,4]imidazo[... 166 C10H18N2 054966-11-9 64
2 Docosyl heptafluorobutyrate 522 C26H45F702 1000351-83-1 41
3 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 41
4 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 38
5 Triacontan-15-o0l 438 C30H620 031849-26-0 38

Abundance Scan 4022 (26.645 min): BP021739.D\data.ms (-4013) (- m/z 83.10 100.00%

83.1
5000

= —

‘ ‘ \15\7.2 2973 26.50 27.00
(

ol bbby 2222 7 38514171 49035460 4/, 97,19 75.07%
miz--> 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 2 —
26.50 27.00
166.0

m/z 57.10 63.60%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #341024: Docosyl heptafluorobutyrate
57.0

T
26.50 27.00

5000 m/z 69.10 55.20%
125.0
3080
R s S
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #342427: Tricosyl heptafluorobutyrate T —T
57.0 26.50 27.00

m/z 55.10  45.69%

5000
125.0
L ‘ | } | 182.0 250.0 322.0 518.0

Qv AL L L PR S T

T 7
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 : BP021739.D

Acqg On : 30 Aug 2024 03:36
Operator : RC/JU

Sample ¢ P3721-13

Misc

ALS vial : 27 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 25 .gamma.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
30.845 21.02 ng/ul 7989960  Perylene-d12 25.098
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 89
5 .gamma.-Sitosterol 414 C29H500 000083-47-6 70
Abundance Scan 4736 (30.845 min): BP021739.D\data.ms (-4722) (- | m/z 43.10 100.00%
43.1
105.1
5000
— —
y 30.50 31.00
01 ah‘ﬂ' m/z 105.10  71.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 — —
414.0 30.50 31.00
M ‘ 2130 303.0 m/z 55.10 67.89%
0‘\\J‘! Jl \“!“J“ hf‘!“”“m"“‘d“‘ \\\l\h‘\\\\‘\\\\‘\\\\‘\
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 05.0 m/z 107.10 67 .09%
414.0
‘ ‘ ‘ 30 2550 3200
0 ‘HJ: m“\ !‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298127: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta. — —
107.0 394.0 30.50 31.00
41.0 283.0
: m/z 95.10 66.15%
5000
213.0 J\W
OHHM' — ——
m/z--> 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 : BP021739.D

Acqg On : 30 Aug 2024 03:36
Operator : RC/JU

Sample : P3721-13

Misc :

ALS Vvial : 27 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... 3.017 147.1 ng/ul 23698200 1 7.793 3221530 20.0
(1R)-2,6,6-Trim... 6.499 13.7 ng/ul 2212210 1 7.793 3221530 20.0
Benzeneacetic acid 11.116 2.6 ng/ul 606731 2 10.575 4699160 20.0
n-Hexadecanoic ... 18.163 11.2 ng/ul 4260800 4 17.228 7624490 20.0
m-Camphorene 18.516 2.1 ng/ul 794858 4 17.228 7624490 20.0
unknown-01 19.110 3.8 ng/ul 1428640 4 17.228 7624490 20.0
cis-Vaccenic acid 19.375 15.6 ng/ul 5953910 4 17.228 7624490 20.0
Octadecanoic acid 19.498 4.9 ng/ul 1875530 5 21.680 7602460 20.0
(Z)-5-(Pentadec... 19.622 3.4 ng/ul 1291250 5 21.680 7602460 20.0
(32)-1,7,7-trim... 20.016 3.8 ng/ul 1443750 5 21.680 7602460 20.0
Acridin-9-amine... 20.510 4.9 ng/ul 1871740 5 21.680 7602460 20.0
unknown-02 20.592 2.3 ng/ul 863077 5 21.680 7602460 20.0
Methyl dehydroa... 20.733 4.4 ng/ul 1660970 5 21.680 7602460 20.0
Dehydroabietic ... 21.322 39.7 ng/ul 15087700 5 21.680 7602460 20.0
n-Nonadecanol-1 21.345 24.2 ng/ul 9212390 5 21.680 7602460 20.0
Abietic acid 21.627 2.5 ng/ul 968016 5 21.680 7602460 20.0
Docosanoic acid 21.751 5.5 ng/ul 2080620 5 21.680 7602460 20.0
1-Heneicosanol 22.627 49.2 ng/ul 18703400 5 21.680 7602460 20.0
Tetracosanoic acid 23.133 6.8 ng/ul 2565520 5 21.680 7602460 20.0
(DEL) Alkane: S... 24.251 11.9 ng/ul 4516930 6 25.098 7602590 20.0
Behenic alcohol 24.310 12.7 ng/ul 4810990 6 25.098 7602590 20.0
(DEL) Alkane: S... 26.521 13.9 ng/ul 5274330 6 25.098 7602590 20.0
1H,5H-Pyrrolo[1l... 26.645 23.1 ng/ul 8776080 6 25.098 7602590 20.0
.gamma.-Sitosterol 30.845 21.0 ng/ul 7989960 6 25.098 7602590 20.0
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