LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc :

ALS Vvial : 14 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_ M\Methods\SFAM-EPA-BM040524 .MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@44975.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.557 61 80 83 rBv2 199233 683125 5.24% 0.489%
2 3.963 119 149 152 rBV 389634 2046450 15.70% 1.466%
3 5.210 345 361 368 rBV 145166 450189  3.45% 0.322%
4 6.716 603 617 625 rBV 170035 473801 3.63% 0.339%
5 6.816 627 634 645 rW 286795 525224 4.03% 0.376%
6 6.987 658 663 680 rVB 221234 369638 2.84% 0.265%
7 7.169 681 694 702 rVW 302686 493416 3.79% ©.353%
8 7.634 766 773 780 rBV 381406 607032 4.66% 0.435%
9 8.345 885 894 900 rvVv 333723 580431 4.45% 0.416%
106 8.792 964 970 988 rVB 253511 470875 3.61% ©.337%
11 9.504 1085 1091 1102 rBV 220890 400996 3.08% 0.287%
12 9.751 1115 1133 1143 rBV 247188 898932 6.90% 0.644%
13 10.039 1175 1182 1194 rVB 325367 603423 4.63% 0.432%
14 10.410 1238 1245 1251 rVV 508095 851288 6.53% 0.610%
15 12.551 1603 1609 1616 rVB 124555 211581 1.62% 0.152%
16 12.639 1616 1624 1632 rBV2 98273 209586 1.61% 0.150%
17 13.222 1712 1723 1730 rVV 1528077 2364092 18.14% 1.693%
18 13.457 1757 1763 1769 rVV 122534 276974  2.12%  0.198%
19 13.710 1793 1806 1811 rVV 516269 801673 6.15% 0.574%
20 13.974 1845 1851 1859 rVB 634958 989954 7.59% 0.709%
21 14.163 1878 1883 1888 rVV 207269 296069  2.27% 0.212%
22 14.280 1897 1903 1910 rVV 732940 1130575 8.67% 0.810%
23 14.533 1936 1946 1954 rBV5 310387 651442 5.00% 0.467%
24 14.727 1974 1979 1985 rVV5 115271 237567 1.82% 0.170%
25 14.810 1985 1993 2001 rVV2 401246 884290 6.78% 0.633%
26 14.898 2001 2008 2018 rVB2 182871 396400 3.04% 0.284%
27 15.116 2039 2045 2050 rBV 454437 665859 5.11% 0.477%
28 15.286 2069 2074 2081 rVB 767818 1136104 8.72% 0.814%
29 15.421 2091 2097 2106 rBV 260592 435229 3.34% 0.312%
30 15.680 2129 2141 2147 rBV3 301967 706177 5.42% 0.506%

31 15.780 2147 2158 2162 rBV 8473634 13034999 100.00%
32 15.863 2167 2172 2178 rBV2 148982 228433 1.75%
33 16.021 2193 2199 2211 rBV2 995031 1530087 11.74%
34 16.362 2252 2257 2267 rVB 506057 730640 5.61%
35 16.457 2267 2273 2284 rBV2 1089963 1780878 13.66%
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36 16.933 2345 2354 2364 rBV 790232 1552242 11.91% 1.112%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc :

ALS Vvial : 14 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_ M\Methods\SFAM-EPA-BM040524 .MA.M
Title : SVOA CALIBRATION
37 17.045 2366 2373 2378 rBV2 1350741 2112641 16.21% 1.513%
38 17.145 2384 2390 2400 rVB 930969 1516938 11.64% 1.087%
39 17.286 2410 2414 2422 rVB2 210848 304803 2.34% 0.218%
40 17.698 2479 2484 2486 rBV 180674 252525 1.94% 0.181%
41 17.733 2486 2490 2495 rVB 210504 285720 2.19% 0.205%
42 17.839 2503 2508 2514 rBV3 150155 292785 2.25% 0.210%
43 17.898 2514 2518 2524 rVB 207412 272858 2.09% 0.195%
44 17.974 2524 2531 2542 rBV 5118813 8086652 62.04% 5.793%
45 18.215 2568 2572 2573 rBV 235679 253295 1.94% 0.181%
46 18.251 2573 2578 2582 rVV 1928217 2725778 20.91% 1.953%
47 18.292 2582 2585 2592 rVB2 232238 358749 2.75% 0.257%
48 18.392 2598 2602 2608 rBV4 166452 245584 1.88% 0.176%
49 18.456 2608 2613 2619 rVB3 293013 505119 3.88% 0.362%
50 18.568 2628 2632 2638 rVB3 187979 268510 2.06% ©0.192%
51 18.633 2638 2643 2651 rBV5 284447 582201 4.47% 0.417%
52 18.880 2680 2685 2688 rBvV3 422574 613633 4.71% 0.440%
53 18.915 2688 2691 2695 rVB3 438327 543303 4.17% 0.389%
54 19.039 2707 2712 2719 rVvV3 379788 756781 5.81% 0.542%
55 19.121 2719 2726 2729 rVV 5203354 10110232 77.56% 7.242%
56 19.151 2729 2731 2745 rVV2 7058095 10298728 79.01% 7.377%
57 19.256 2745 2749 2762 rVB 1426207 1945865 14.93% 1.394%
58 19.421 2773 2777 2779 rBV 472743 645517 4.95% 0.462%
59 19.451 2779 2782 2790 rVV 1136366 1471921 11.29% 1.054%
60 19.780 2830 2838 2842 rBV5 543925 982800 7.54% 0.704%
61 19.856 2848 2851 2856 rVB 241054 296213  2.27% 0.212%
62 19.992 2871 2874 2880 rVB4 180136 292561 2.24% 0.210%
63 20.156 2895 2902 2910 rBV6 394739 1043073 8.00% 0.747%
64 20.250 2910 2918 2921 rBV2 845855 1416647 10.87% 1.015%
65 20.292 2921 2925 2928 rVVv4 922213 1428571 10.96% 1.023%
66 20.345 2930 2934 2939 rVV3 1062732 1751650 13.44%  1.255%
67 20.403 2941 2944 2946 rVV 319738 469969 3.61% 0.337%
68 20.445 2946 2951 2953 rVV 2000638 2913689 22.35% 2.087%
69 20.468 2953 2955 2958 rVV 1654001 1898296 14.56% 1.360%
70 20.498 2958 2960 2965 rVV2 485224 795458 6.10% 0.570%
71 20.545 2965 2968 2972 rVV3 268092 451163 3.46% 0.323%
72 20.592 2973 2976 2983 rVB2 290232 487494 3.74% 0.349%
73 20.792 3007 3010 3012 rBV2 295300 381671 2.93% 0.273%
74 20.827 3012 3016 3024 rVB 1712766 2308893 17.71% 1.654%
75 20.956 3033 3038 3047 rBV2 2679902 4410477 33.84% 3.159%

76 21.121 3063 3066 3070 rVB2 155879 205757  1.58% ©.147%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc :

ALS Vvial : 14 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_ M\Methods\SFAM-EPA-BM040524 .MA.M
Title : SVOA CALIBRATION
77 21.203 3075 3080 3084 rVV6 530112 947577 7.27% 0.679%
78 21.250 3084 3088 3091 rVV 1336096 1896697 14.55%  1.359%
79 21.292 3091 3095 3103 rVvV2 1250031 1792583 13.75% 1.284%
80 21.362 3103 3107 3112 rVB2 587458 770579  5.91% 0.552%
81 21.580 3141 3144 3148 rVB 354524 364431 2.80% 0.261%
82 21.721 3165 3168 3172 rBV3 255228 363002 2.78% 0.260%
83 21.874 3191 3194 3204 rVB3 893548 1443324 11.07% 1.034%
84 21.997 3212 3215 3220 rVB 235669 272669 2.09% 0.195%
85 22.097 3229 3232 3237 rVB 492900 643461 4.94% 0.461%
86 22.197 3244 3249 3260 rBV2 840851 1454787 11.16% 1.042%
87 22.321 3267 3270 3274 rVB 463831 567884 4.36% 0.407%
88 22.444 3287 3291 3296 rVB 680718 942058 7.23% 0.675%
89 22.827 3352 3356 3360 rVB 737820 1007406 7.73% 0.722%
90 22.874 3360 3364 3375 rVB2 394367 644194 4.94% 0.461%
91 23.203 3415 3420 3425 rBV 1007165 1592883 12.22% 1.141%
92 23.338 3437 3443 3449 rVB 856934 1519169 11.65% 1.088%
93 23.474 3460 3466 3474 rVB 944745 1913625 14.68% 1.371%
94 24.044 3558 3563 3570 rVB 464545 879541 6.75% 0.630%
95 24.127 3572 3577 3587 rVB2 382928 825804 6.34% 0.592%
96 24.533 3640 3646 3656 rVB2 1228677 2825565 21.68% @ 2.024%
97 24.991 3719 3724 3736 rVB 439778 1033914 7.93% 0.741%
98 26.115 3907 3915 3942 rVB2 853918 2873525 22.04% 2.058%
99 26.527 3975 3985 4000 rVB2 1784547 5767041 44.24% 4.131%
100 27.785 4193 4199 4208 rBV3 542712 1569112 12.04% 1.124%

Sum of corrected areas: 139601022
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM044975.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 Propanoic acid, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
3.557 22.51 ng/ul 683125 1,4-Dichlorobenzene-d4 7.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 80
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 72
3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 64
4 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 59
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 45
Abundance  Scan 80 (3.557 min): BM044975.D\data.ms (-61) (-) m/z 43.05 100.00%
3.0
5000 73.0
_ N

T\ NSNS S
“ 3.20 3.40 3.60 3.80
e b 9 146.8 | 190.82209 2810 n/z 41.00  56.55%

0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2312: Propanoic acid, 2-methyl-
43.0
5000 730 [T T T[T T T[T T[Tt

3.20 3.40 3.60 3.80
m/z 73.00 42.03%

L
O' L HH‘\\H‘H\\‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2317: Propanoic acid, 2-methyl- /\
43.0

3.20 3.40 3.60 3.80

5000 m/z 44.95  24.74%
73.0
0! e —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2319: Propanoic acid, 2-methyl- RR R e R ARRE
43.0 3.20 3.40 3.60 3.80

m/z 39.00  23.34%

5000
73.0

m/z--> 20 40 60 80 100120140160180200220240260280 3.20 3.40 3.60 3.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 Butanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.963 67.42 ng/ul 2046450 1,4-Dichlorobenzene-d4 7.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 91
2 Butanoic acid 88 (C4H802 000107-92-6 87
3 Butanoic acid 88 (C4H802 000107-92-6 80
4 Butanoic acid 88 (C4H802 000107-92-6 72
5 Silver butanoate 194 C4H7Ag02 005076-24-4 40
Abundance Scan 149 (3.963 min): BM044975.D\data.ms (-119) (-) m/z 59.95 100.00%
60.0
5000 /\\
R ARAREEEEEEE
‘HH || 3.603.804004.20
ol 1l ] 958 1811 2089 2801 /7 73.00  37.40%
miz-> 50 100 150 200 250
Abundance #2273: Butanoic acid
60.0
5000 R AR R
270 3.60 3.80 4.00 4.20
m/z 41.05 23.84%
0
miz--> 50 100 150 200 250
Abundance #2274: Butanoic acid
60.0
R AREEARRAREE
3.60 3.80 4.00 4.20
5000 m/z 42.00 23.53%
27.0
miz--> 50 100 150 200 250
Abundance #2275: Butanoic acid R RANNRRENEEEE
60.0 3.60 3.80 4.00 4.20
m/z 44.95 20.77%
5000
27.0
o‘u‘“‘ “HH“‘«”_ S—— LS.\ S
m/z--> 50 100 150 200 250 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 Pentanoic acid Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
5.210  14.83 ng/ul 450189 1,4-Dichlorobenzene-d4 7.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 90
2 Pentanoic acid 102 C5H1002 000109-52-4 83
3 Butanoic acid 88 (C4H802 000107-92-6 83
4 Pentanoic acid 102 C5H1002 000109-52-4 78
5 Butanoic acid 88 C4H802 000107-92-6 74
Abundance Scan 361 (5.210 min): BM044975.D\data.ms (-345) (-) m/z 59.95 100.00%
60.0
5000 /L
s Ea
h‘ ‘ . 4.80 5.00 5.20 5.40 5.60
ol ALl | 10091850  207.0 280 ;7300 46.53%
miz-> 50 100 150 200 250
Abundance #4772: Pentanoic acid
60.0
5000 ‘L/‘kuu‘uu‘uu’uu‘m
4.80 5.00 5.20 5.40 5.60
m/z 41.00 20.02%
27.0
O T T ‘M\ ‘\‘H‘ “‘ . T L T J\-O‘ll\o T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #4773: Pentanoic acid
60.0
T T T T
4.80 5.00 5.20 5.40 5.60
5000 ITI/Z 44 .95 17.03%
27.0
il
miz--> 50 100 150 200 250
Abundance #2269: Butanoic acid
60.0 4.80 5.00 5.20 5.40 5.60
m/z 55.00 12.93%
5000
27.0‘
ow““ “H““mu“ - el M ey
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 Hexanoic acid Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
6.716 15.61 ng/ul 473801 1,4-Dichlorobenzene-d4 7.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 90
2 Hexanoic acid 116 C6H1202 000142-62-1 78
3 Pentanoic acid 102 C5H1002 000109-52-4 72
4 Hexanoic acid 116 C6H1202 000142-62-1 72
5 Hexanoic acid 116 C6H1202 000142-62-1 72
Abundance Scan 617 (6.716 min): BM044975.D\data.ms (-603) (-) m/z 60.00 100.00%
60.0
5000 /L
6.40 6.60 6.80 7.00
110.0 : : : :
— HH M‘”“ ol 1469 2089 28201 ./, 73.00  55.06%
miz-> 50 100 150 200 250
Abundance #9148: Hexanoic acid
60.0
5000 N N RN R R
27.0 6.40 6.60 6.80 7.00
m/z 41.05 33.95%
Ol “\‘ “H ““H ‘H T ‘\99‘0\ L e Bt B s B B B
miz--> 50 100 150 200 250
Abundance #9147: Hexanoic acid
60.0
B EAARRwEEEE ST
6.40 6.60 6.80 7.00
5000 m/z 45.00 21.17%
27.0
o LU a0 :
miz--> 50 100 150 200 250
Abundance #4772: Pentanoic acid S A (Nhaaat
60.0 6.40 6.60 6.80 7.00
m/z 42.95 20.21%
5000
27.0
ol paono e UL A
m/z--> 50 100 150 200 250 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 Benzoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.751  21.12 ng/ul 898932  Naphthalene-d8 10.410

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, silver(1l+) salt 228 C7H5Ag02 000532-31-0 90
5 Heptanediamide, N,N'-di-benzoyloxy- 398 C21H22N206 1000253-26-4 90

Abundance Scan 1133 (9.751 min): BM044975.D\data.ms (-1115) () | m/z 105.00 100.00%

105.0
5000
51.0
T

‘ 9.50 10.00
e el R m/z 122.00  82.66%

0 o 349 192.9 281.
miz-> 50 100 150 200 250
Abundance #11265: Benzoic acid
105.0
5000 — ——
51.0 9.50 10.00

m/z 76.95 76.61%

O T T T \M!‘ \h\‘w\ \‘ ‘ ‘\ \‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #11261: Benzoic acid
105.0

9.50 1000
5000 m/z 50.95 31.97%
51.0
o \H‘m!\ - ‘ I - — —
m/z--> 50 100 150 200 250
Abundance #11264: Benzoic acid ;
105.0 9 1000

m/z 50 00  21.59%

5000
51.0
18.0
o= \Hu P

miz--> 50 100 150 200 250 9.5 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 Vanillin Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.222 41.82 ng/ul 2364090  Acenaphthene-d10 14.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 98
2 Vanillin 152 C8H803 000121-33-5 97
3 Vanillin 152 C8H803 000121-33-5 97
4 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 97
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 97
Abundance Scan 1723 (13.222 min): BM044975.D\data.ms (-1712) (- | m/z 151.00 100.00%
151.0
5000 81.0 J\
51‘”‘0 &2 Lo ‘ 13.00 1350
obr bl b 2220, | 1929 2804 ;152,00 94.63%
miz-> 50 100 150 200 250
Abundance #29935: Vanillin
151.0
5000 \
81.0 13 00 13 50
51.0 m/z 81.0 37.83%
R0 Y |
O T T T ‘! lm \H\ H\ T ‘ *‘2‘1‘9‘ “ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #29937: Vanillin
152.0
T
13 00 13 50
5000 m/z 109.0 22.60%
81.0
51.0
01‘5"‘0‘“\‘ ‘\“\ l”‘\ ‘M\‘ Il P {‘zi ‘0\‘ “ . — —
miz--> 50 100 150 200 250
Abundance #29934: Vanillin T
151.0 13.00 13.50
m/z 52.95 15.54%
5000
81.0
51.0 &
oSO i o |
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 3-Hydroxy-4-methoxybenzoic ... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.810 15.64 ng/ul 884290  Acenaphthene-die 14.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hydroxy-4-methoxybenzoic acid 168 C8H804 000645-08-9 96
2 Vanillic acid 168 C8H804 000121-34-6 96
3 3-Hydroxy-4-methoxybenzoic acid 168 C8H804 000645-08-9 95
4 3-Hydroxy-4-methoxybenzoic acid 168 C8H804 000645-08-9 93
5 1,2,4-Trimethoxybenzene 168 C9H1203 000135-77-3 70

Abundance Scan 1993 (14.810 min): BM044975.D\data.ms (-1985) (- | m/z 167.95 100.00%

16Y7.9
5000 97.0

510 i | 14.50 15.00
oL—— i \H‘\ L, \‘h by 359\\ | ‘2‘0‘0-9‘ — 280.¢ m/z 153.00 75.19%
miz--> 50 100 150 200 250
Abundance #44071: 3-Hydroxy-4-methoxybenzoic acid
168.0
5000
97.0 14. 50 15 00

m/z 97.00 44.69%

51.0
1\5-\0\ L }H“ \‘m‘\‘ ‘h‘ 4 “\ \i\36\ O‘ ‘\ LA B e B B e s
miz--> 50 100 150 200 250
Abundance #44045: Vanillic acid
168.0

o

14. 50 15.00
5000 m/z 125.00 21.96%
97.0
51.0

0 :!'%'(\)u‘ ‘\Hu }H‘\ by \h\ - I, A‘??'d“\ . “ — e

m/z--> 50 100 150 200 250

Abundance #44072: 3-Hydroxy-4-methoxybenzoic acid
168.0 14. 50 15 00

m/z 151.00  19.60%

5000
97.0
51.0 i
\' s \u\m i, \‘h 136 0‘ |

miz--> 50 100 150 200 250 14.50 15.00

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 Benzaldehyde, 4-hydroxy-3,5... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.780 123.40 ng/ul 13035000  Phenanthrene-d1e 17.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 4-hydroxy-3,5-dime... 182 C9H1004 000134-96-3 96
2 Benzaldehyde, 4-hydroxy-3,5-dime... 182 C9H1004 000134-96-3 94
3 Benzaldehyde, 4-hydroxy-3,5-dime... 182 C9H1004 000134-96-3 93
4 Benzaldehyde, 4-hydroxy-3,5-dime... 182 C9H1004 000134-96-3 93
5 Benzaldehyde, 4-hydroxy-3,5-dime... 182 C9H1004 000134-96-3 91
Abundance Scan 2158 (15.780 min): BM044975.D\data.ms (-2147) (- | m/z 182.00 100.00%
182.0
5000
111.0 — —
650 ‘ ‘ ) 15.50 16.00
o i d U ahzol [ 2229 3290 o Tig1 00 61.25%
miz--> 50 100 150 200 250 300
Abundance  #57565: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-
182.0
5000 —r— ——
15.50 16.00
650 1110 m/z 110.95 21.12%
O \2\9‘\.?\‘ H‘\HL“\ h\ \H ‘1‘ \H \h\ “ T ‘\ T ‘ T T T ‘ T T T ‘ T T T
miz-> 50 100 150 200 250 300
Abundance  #57566: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-
182.0
— —
15.50 16.00
5000 m/z 96.00 18.96%
111.0
65.0 ‘
m/iz--> 50 100 150 200 250 300
Abundance  #57562: Benzaldehyde, 4-hydroxy-3,5-dimethoxy- — ——
182.0 15.50 16.00
m/z 92.95 13.10%
5000
65.0 111.0
A~ MOS0 NP S ) |
m/z--> 50 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 Azulene, 1,4-dimethyl-7-(1-... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
16.021  14.49 ng/ul 1530090  Phenanthrene-d10 17.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azulene, 1,4-dimethyl-7-(1-methy... 198 C15H18 000489-84-9 76
2 Benzaldehyde, 3,4-dihydroxy-2,5-... 198 C9H1005 1000362-67-7 70
3 1,2,3,4-Tetramethoxybenzene 198 C10H1404 021450-56-6 68
4 ethanone, 1-(5,8-dimethyl-1-naph... 198 C14H140 1000396-02-9 68
5 .beta.-Carboline, 6-methoxy- 198 C12H1ON20 030684-42-5 58
Abundance Scan 2199 (16.021 min): BM044975.D\data.ms (-2193) (+ | m/z 197.95 100.00%
197.9
5000
55.0 1270 155.0 e
16.00
oL “H MMM “”“ “_m‘w‘ »MQ m/z 182.95  55.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74036: Azulene, 1,4-dimethyl-7-(1-methylethyl)-
183.0
5000 \
16 00
m/z 55.00  25.24%

o

153.0
39.0 620 830 10591280 /") | |
‘\\\\‘\\\\‘\\\\‘\\f\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74447: Benzaldehyde, 3,4-dihydroxy-2,5-dimethoxy-
198.0

16 00
5000 55.0 99.0 m/z 155.00 24.13%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 A,/b
Abundance #73151: 1,2,3,4-Tetramethoxybenzene e ‘
198.0 16.00
m/z 126.95 20.44%
5000 140.0
O 97.0 168.0
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 Coniferyl aldehyde Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.457 16.86 ng/ul 1780880  Phenanthrene-d10 17.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Coniferyl aldehyde 178 C10H1e03 000458-36-6 99
2 Coniferyl aldehyde 178 C10H1003 000458-36-6 98
3 4-Hydroxy-2-methoxycinnamaldehyde 178 C10H1003 127321-19-1 43
4 1-(2-Ethoxyphenyl)acetone 178 C11H1402 086432-38-4 42
5 1-(2-Ethoxyphenyl)acetone 178 C11H1402 086432-38-4 38
Abundance Scan 2273 (16.457 min): BM044975.D\data.ms (-2267) (- | m/z 178.00 100.00%
178.0
77.0
107_0137.0
5000
43.
=
212.1 16.50
0 ““ MLTET 2871 s 77,00 71.55%
miz-> 50 100 150 200 250
Abundance #52247: Coniferyl aldehyde
178.0
135.0
77.0
5000 1
16.50
390 “ ‘ m/z 137.00  62.95%
0- \“i”\“‘”\”hl‘ \“\ ‘\ L B B B
miz--> 50 100 150 200 250
Abundance #52246: Coniferyl aldehyde
178.0
AP
135.0 16.50
5000 77.0 m/z 107.00 58.32%
=Ll
0! ‘““ ‘\\‘H‘Hh}w ‘\“ “ — —
miz--> 50 100 150 200 250
Abundance #52284: 4-Hydroxy-2-methoxycinnamaldehyde 5
178.0 16.50
m/z 123.95 56.79%
5000
77.0 135.0
45.0
oL, _W\ }MJ Ll ‘LL PR ‘L\‘ » e AN A
m/z--> 50 100 150 200 250 16.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library
TIC Integra

14

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM040624\

BM044975.D

: 06 Apr 2024 17:51
: MA/JU
. P2018-10

Sample Multiplier: 1

: SVOA CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524 .MA.M

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 21 Benzoic acid, 4-hydroxy-3,5...

Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
16.933 14.69 ng/ul 1552240  Phenanthrene-d10 17.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-hydroxy-3,5-dime... 198 C9H1005 000530-57-4 98
2 Benzoic acid, 4-hydroxy-3,5-dime... 198 C9H1005 000530-57-4 98
3 Benzoic acid, 4-hydroxy-3,5-dime... 198 C9H1005 000530-57-4 98
4 Benzoic acid, 4-hydroxy-3,5-dime... 198 C9H1005 000530-57-4 93
5 Benzoic acid, 4-hydroxy-3,5-dime... 198 C9H1005 000530-57-4 93

Abundance Scan 2354 (16.933 min): BM044975.D\data.ms (-2345) (- | m/z 197.95 100.00%
197.9
5000
127.0
1700
oL 377“(?\‘”\‘”‘\” MW m m\ Ly M‘I.GSQ “ ‘ ‘2‘4‘1-’1‘ 281 m/z 182.9 31.71%
miz--> 50 100 150 200 250
Abundance #74443: Benzoic acid, 4- hydroxy-3 5-dimethoxy-
98.0
5000
1700
127.0 m/z 126.9 30.04%
ol 299 M‘MMW\J\AJJM . de8q
miz--> 50 100 150 200 250
Abundance #74439: Benzoic acid, 4-hydroxy-3,5-dimethoxy-
198.0
1700
5000 m/z 109.0 16.14%
127.0
53.0 g3
0150“ \‘u M\ M‘\ Hm ‘H H\‘ “\‘M “‘;‘68‘.9“ “ . o
m/iz--> 50 100 150 200 250
Abundance #74440: Benzoic acid, 4-hydroxy-3,5-dimethoxy-
198.0 1700
10.78%
5000
1270
53.0
93.0
01§P‘¢HM‘WWWJM\jJ‘ T2
miz--> 50 100 150 200 250 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 27 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.974 76.55 ng/ul 8086650  Phenanthrene-d10 17.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tetradecanoic acid 228 C14H2802 000544-63-8 90

Abundance Scan 2531 (17.974 min): BM044975.D\data.ms (-2524) ({ | m/z 73.00 100.00%
73.0

5000
129.0
213.2
‘ ‘ 171.1 ‘ 256.1 1800
ol -38 Al L L 1729913410y 6 00 82.69%
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
0
5000 129.0
1800
171.0 213.0 256.0 m/z 43.05 79.92%
0! m\h”wﬂ‘\h}\‘“\“‘\H‘LHH“H“‘
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0 w00
5000 ITI z 41.05 66.48%
213.0
29.0 ‘ ‘ T
0\\“ m\h‘\ﬂ\u\‘ : HH“HH‘HH“
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
256.0 1800
' m/z 55.05  64.44%
5000
129.0
213.0
171.0 ‘
0! wu‘m” i ‘ ‘ ‘u\ L ‘

m/z--> 50 100 150 200 250 300 350 1800
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 29 trans-Sinapaldehyde Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.251  25.80 ng/ul 2725780  Phenanthrene-d10 17.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapaldehyde 208 C11H1204 004206-58-0 93
2 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 86
3 2-Allyl-3-ethoxy-4-methoxyphenol 208 C12H1603 1000122-70-6 58
4 Benzene, 1,2,4-trimethoxy-5-(1-p... 208 C12H1603 000494-40-6 53
5 .beta.-Asarone 208 C12H1603 005273-86-9 53

Abundance Scan 2578 (18.251 min): BM044975.D\data.ms (-2573) (- | m/z 208.00 100.00%

208.0
5000 137.0
77.0
—— —
I
o bbb i d | 2721 8271 4113 L iee 0e 56.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #84448: trans-Sinapaldehyde
208.0
5000 = —
137.0 18.00 18.50
77.0 m/z 137.00 50.06%

O

\ﬁ“ﬂ“ﬂkwwhwmu\ e e e

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

Abundance #84493. 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0

18 00 18 50
5000 m/z 77.00 33.79%
65.0 137.0 ‘
O{II‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #84743: 2-Allyl-3-ethoxy-4-methoxyphenol
208.0 18 00 18 50

m/z 180.00  28.15%

137.0
5000
43.0 91.0
\H ‘ ‘H‘ \‘ L \\ I h

—
m/z--> 50 100 150 200 250 300 350 400 18 00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 32 (DEL) Alkane: Straight-Chai... Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
18.456 4.78 ng/ul 505119  Phenanthrene-d10 17.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 11-cyclopentyl- 364 C26H52 006703-81-7 42
2 Butyl tetratriacontyl ether 551 C38H780 1000406-41-4 38
3 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 38
4 Butyl docosyl ether 382 C26H540 1000406-40-8 30
5 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 30
Abundance Scan 2613 (18.456 min): BM044975.D\data.ms (-2608) (- | m/z 57.05 100.00%
57.0
5000
m' A 260 P
0“‘ﬂ‘ww‘wwwmﬁhu‘%H_‘ﬁ_‘HM‘HMH‘_H‘_H‘_HW“ m/z 55.00 80.97%
m/z--> 0 50 100150200 250 300 350400 450500550 600 650
Abundance #273813: Heneicosane, 11-cyclopentyl-
57.0
5000 1
18.50
m/z 41.00 69.82%
0 ?L? 223 029? 0364.0
TTT r WH‘\H\‘HH‘T\H‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250300 350400 450 500550600 650
Abundance #343818: Butyl tetratriacontyl ether
57.0
s
18.50
5000 m/z 43.05 63.97%
ol J ” L 139.0509.0 296.0 476.0
B TN
m/z--> 0 50 100150200 250300 350400 450 500 550 600 650
Abundance #348587: Hexatriacontyl pentafluoropropionate R
57.0 18.50
m/z 69.10 51.58%
5000
ol \{ﬁ . 222.0292.0362.0432.0504.0 650.(
HH,HH‘HHM‘HM‘H_‘HMH‘_H"H‘_HW‘HW‘HWH‘WH P
m/z--> 0 50 100150200 250300 350400 450 500 550 600 650 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 38 9,12-Octadecadienoic acid (... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.121 95.71 ng/ul 10110200 Phenanthrene-d10 17.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 99
2 9,12-Octadecadienoic acid (Z,Zz)- 280 C18H3202 000060-33-3 99
3 Linoelaidic acid 280 C18H3202 000506-21-8 98
4 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 98
5 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 98
Abundance Scan 2726 (19.121 min): BM044975.D\data.ms (-2719) ({ m/z 67.05 100.00%
67.0
- ANJ\ﬁX\AAH
1900 1950
202.0 280.1 . :
o“‘HHH“L”““““W“‘W 3268 4290 m/z 81.05  78.50%
miz--> 50 100 150 200 250 300 350 400
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 — A
19.00 19.50
m/z 55.10 57.61%
280.0
olwwm\\wi [ly.am20299070°
m/z--> 50 100 150 200 250 300 350 400
Abundance #173584: 9,12-Octadecadienoic acid (Z,2)-
67.0
A f=
19.00 19.50
5000 m/z 95.05 53.89%
J.“ 0 280.0
AN 1A ¥ Y URE: - R
m/z--> 50 100 150 200 250 300 350 400
Abundance #173566: Linoelaidic acid Py ===
67.0 19.00 19.50
m/z 41.05 53.47%
280.0
ol lﬂl%%omo NUNAY U
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 39 9-Octadecenoic acid, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.151 108.60 ng/ul 10298700  Chrysene-di12 21.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 99
2 trans-13-Octadecenoic acid 282 (C18H3402 000693-71-0 87
3 Oleic Acid 282 (C18H3402 000112-80-1 87
4 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 78
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 56

Abundance Scan 2731 (19.151 min): BM044975.D\data.ms (-2729) (- ' m/z 55.10 100.00%

5!:
97.1
5000
264.1 ‘19‘00‘ ‘19‘50‘
37.1 : :
180.1 222.2
0 M i e b 9232 m/z 69.10  83.75%

miz--> 50 100 150 200 250 300
Abundance #176223: 9-Octadecenoic acid, (E)-

55.0

—

5000 T
19.00 19.50
m/z 41.10 68.61%
38.0 180.0 222.0
0,
miz--> 50 100 150 200 250 300
Abundance #176229: trans-13-Octadecenoic acid
55.0
A =
19.00 19.50
5000 m/z 83.16 67.91%
97.0
2640
ots0 | UL |1870 1800 2220 2680
Miz--> 50 100 150 200 250 300
Abundance #176207: Oleic Acid A= A==
55.0 19.00 19.50
m/z 97.10 55.43%
5000
264.0
18 8.0 180.0 222.0
0! . \muu\h MMH““}\H“‘\‘w“”” foerms P
miz--> 50 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 40 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.256  20.52 ng/ul 1945870  Chrysene-d12 21.250
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 Pentadecanoic acid 242 C15H3002 001002-84-2 91
Abundance Scan 2749 (19.256 min): BM044975.D\data.ms (-2745) (- | m/z 73.00 100.00%
73.0
5000
129.0 Jh
185.1 — =
8‘5 24‘1'2 284.3 19.00 19.50
0 b L L L3409 L 43,65 06.76%
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 e (s
129.0 19.00 19.50
m/z 60.00 79.84%
29. 185.0 541 o 284.0
0 Hr“““\“‘l \“‘\ \‘ \“\ “ I \L‘ T \“\ L
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
—" =
19.00 19.50
129.0
5000/ 28.0 284.0 m/z 57.05 66.82%
185.0 241.0
oL ‘\“‘ \H‘\“““m‘dl u‘\‘ ‘ L “\ AL “ il ‘\“ ‘\ ‘\‘ , “‘ i
m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid A =
43.0 19.00 19.50
m/z 55.05 63.66%
5000 129.0
3.0
284.0
1850 2410 ‘
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM040624\

Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524 .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 43 (DEL) Alkane: Straight-Chai... Concentration Rank 65

R.T. EstConc Area Relative to ISTD R.T.
19.992 3.08 ng/ul 292561  Chrysene-di12 21.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Eicosene 280 C20H40 003452-07-1 58
2 2H-Quinolizin-1-o0l, 1-ethenyloct... 181 C11H19NO 069597-57-5 46
3 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 41
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 38
5 Cyclohexanone, 2-ethyl- 126 C8H140 004423-94-3 30

Abundance Scan 2874 (19.992 min): BM044975.D\data.ms (-2871) (- | m/z 98.10 100.00%
98.1
43.(¢
5000 181.0
——
255.1 20.00
3550 429|
ok J““l h‘ﬂ“w‘mu b SR D27 m/z 55.00  88.34%
miz--> 50 100 150 200 250 300 350 400
Abundance #173727: 1-Eicosene
43.0
97.0
5000 1
20.00
280.0 m/z 84.00 77.10%
‘ ‘ ‘ 53.0
O\‘\““‘\‘\‘ “‘"”\‘I\\“\‘\\\\“\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #55859: 2H-Quinolizin-1-ol, 1-ethenyloctahydro-
83.0
——
20.00
5000 ITI/Z 69.10 68.87%
28.? 181 0
0 “‘H‘uu‘m ‘“H,uuMm‘_m_m_m_m
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #123696: Cyclopentadecanone, 2-hydroxy- —
55.0 20.00
m/z 43.00 66.54%
5000
10.0
0
ol A MMAANRL R 200 o
m/z--> 50 100 150 200 250 300 350 400 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 45 Acridin-9-amine, 1,2,3,4-te... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
20.250 14.94 ng/ul 1416650 Chrysene-d12 21.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 297758-19-1 64
2 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 1000300-57-6 60
3 9H-Carbazole, 9-methyl-3-nitro- 226 C13H10N202 061166-05-0 50
4 Anthralin 226 C14H1003 001143-38-0 50
5 9H-Pyrido[3,4-b]indole, 7-methox... 226 C14H14N20 143502-37-8 49
Abundance Scan 2918 (20.250 min): BM044975.D\data.ms (-2910) (1  m/z 226.85 100.00%
226.1
5000 165.0
— —
69 01150 h ‘ 20.00 20.50
oL ‘\Md\‘m \‘\ n‘\ \‘\‘“\ L Ih\ M\\ ‘\L‘ d‘“ S - ‘2‘8‘1‘0‘ _ ‘3‘5‘2‘-]‘-‘ “‘”‘-Ff‘l‘ m/z 165.00 51.39%
miz--> 50 100 150 200 250 300 350 400
Abundance #107129: Acridin-9-amine, 1,2,3,4-tetrahydro-5,8-dimethy
226.0
5000 ey _—
20.00 20.50
m/z 225.10 43.12%
113.0
O \3\9‘“?\‘\“\ \H“m\h\“\ \‘ H\“\ ”H\W“\“ \‘\ T ‘ T T ‘ T T ‘ LI ‘ LI
m/z--> 50 100 150 200 250 300 350 400
Abundance #107128: Acridin-9-amine, 1,2,3,4-tetrahydro-5,7-dimethy
226.0
M\ ‘ T T ‘ T
20.00 20.50
5000 ITI/Z 151.95 21.63%
39.0 11?0 171.0
o TR PR T T8 SRt ut N
m/z--> 50 100 150 200 250 300 350 400
Abundance #106559: 9H-Carbazole, 9-methyl-3-nitro- e —
226.0 20.00 20.50
m/z 194.00 16.87%
5000 180.0
30.0 76.0 1270“ .l
R S “‘H“““_“““‘w““ T P
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 46 1-Phenanthrenecarboxylic ac... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.

26.202  15.06 ng/ul 1428578 Chrysene-di2 21.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Phenanthrenecarboxylic acid,
2 1-Phenanthrenecarboxylic acid,

4 1-Phenanthrenecarboxylic acid,

.. 316 C21H3202
... 316 C21H3202

. 316 C21H3202

001686-62-0 91
001686-62-0 89
005524-25-4 70
001686-62-0 53

7
7
3 Kaur-16-en-18-o0ic acid, methyl e... 316 C21H3202
7
6

5 7-Ethenyl-1,4a,7-trimethyl-3,4, . 316 C21H3202 1000504-06-6 35

Abundance Scan 2925 (20.292 min): BM044975.D\data.ms (-2921) (- | m/z 241.15 100.00%

2412
105.0
5000| 41.1
17301 WU AU
1 20.00 20.50
N 357.1414.9 530 4w/z 105.00  80.32%

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

Abundance #220129: 1-Phenanthrenecarboxylic acid, 7-ethenyl-1,2,3
241.0

-

5000 105.0 e —
20.00 20.50
1730 316.0 m/z 91.80  79.52%
i J‘

| MH | l‘.d Ll

N [T T [T T T T T I T[T T T[T ITT rrrT

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #220133: 1-Phenanthrenecarboxylic acid, 7-ethenyl-1,2,3

41,
| \‘1
[RRRRE

o

=

91.0 241.0
—r— —r—
20.00 20.50

5000 m/z 79.00 67.92%
7.0
‘ ‘ 316.0
Ol ot ,J| “\ HH‘H M ‘,‘ ““‘ }\ \ o MM N
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #220091: Kaur-16-en-18-oic acid, methyl ester, (4.beta.)- —— —
91.0 257.0 20.00 20.50
m/z 119.00 63.52%

5000

o T

7 —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.00 20.50

316.0
8.0

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524 .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 47 Eicosanoic acid Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
20.345 18.47 ng/ul 1751650  Chrysene-d12 21.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid 312 C20H4002 000506-30-9 95
2 Eicosanoic acid 312 C20H4002 000506-30-9 84
3 Eicosanoic acid 312 C20H4002 000506-30-9 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
5 n-Decanoic acid 172 C10H2002 000334-48-5 38

Abundance Scan 2934 (20.345 min): BM044975.D\data.ms (-2930) (- | m/z 43.10 100.00%

43.1
| T
0\||1\Q?4QJ.325037014170 m/i 73.00 . 92.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #214913: Eicosanoic acid
43.0
5000 — ——
129.0 20.00 20.50
} 312.0 m/z 55.05 80.40%
O T \“\‘ ‘“h l\l ‘\“‘\ \‘ \‘\ ‘ T \2\4\1‘0\‘\ T ‘ \‘\ T ‘ L ‘ T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #214911: Eicosanoic acid
73.0
— —
20.00 20.50
5000 129.0 m/Z 57.10 79.79%
312.0
185.0
41
0 }\\ \ ‘ ‘ \% ‘}‘w“””‘””‘””
m/z--> 50 100 150 200 250 300 350 400
Abundance #214912: Eicosanoic acid — —
43.0 20.00 20.50
m/z 60.00 73.49%
5000
97.0
312.0
0 }J‘2419‘ o T
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : 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 49 Methyl dehydroabietate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
20.445 30.72 ng/ul 2913690  Chrysene-d12 21.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl dehydroabietate 314 C21H3002 001235-74-1 95
2 Methyl dehydroabietate 314 C21H3002 001235-74-1 92
3 Methyl dehydroabietate 314 C21H3002 001235-74-1 91
4 Methyl dehydroabietate 314 C21H3002 001235-74-1 90
5 9,10-Anthracenedione, 1-amino-4-... 239 C14HSNO3 000116-85-8 59

Abundance Scan 2951 (20.445 min): BM044975.D\data.ms (-2946) (- | m/z 239.10 100.00%
239.1
5000 4/)}
2050
43.0 g1 1410 2991 .
1801 | L1 3550 428 ., 549.15  20.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217665: Methyl dehydroabietate
239.0
5000 U J
20.50
m/z 141.00 8.47%
299.0
ol 430 890 101860 |
\\\\‘\\\\‘\\\\‘\\\\‘1\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #217664: Methyl dehydroabietate
239.0
—T
20.50
5000 ITI/Z 299.10 7.03%
141.0
59.0 314.0
0 o0 D
m/z--> 50 100 150 200 250 300 350 400
Abundance #217661: Methyl dehydroabietate e
239.0 20.50
m/z 129.00 6.58%
5000
430 299.0
141.0
ki I B o
m/z--> 50 100 150 200 250 300 350 400 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 50 2-Pentenoic acid, 5-(decahy... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.468 20.02 ng/ul 1898300  Chrysene-d12 21.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentenoic acid, 5-(decahydro-5... 304 C20H3202 024470-48-2 98
2 (E)-3-Methyl-5-((1R,4aR,8aR)-5,5... 304 C20H3202 020257-75-4 94
3 Naphthalene, 1,1'-(1,2-ethanediy... 302 C22H38 054934-69-9 64
4 3-Iodomethyl-3,6,6-trimethyl-cyc... 264 C10H17I 1000193-08-2 50
5 Bicyclo[6.1.0]nonane, 9-bromo-9-... 216 C10H17Br 059474-03-2 49
Abundance Scan 2955 (20.468 min): BM044975.D\data.ms (-2953) (- | m/z 137.05 100.00%
81.1 137.1
5000
289.1
T
‘ ‘ 20.50
oL LIk 3409 401.0 461 /7 81.10  89.54%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #204910: 2-Pentenoic acid, 5-(decahydro-5,5,8a-trimethy
137.0
81.0
5000 U
20.50
289.0 m/z 95.85  78.00%
29. | ‘ \2050
0' “\MM\‘\‘ \H\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #204907: (E)-3-Methyl-5-((1R,4aR,8aR)-5,5,8a-trimethyl-
137.0
81.0
——
20.50
5000 289.0 m/z 69.10 62.23%
205.0
=L
o! vJ‘qu_‘a‘_“1$“‘_“‘_“‘_‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202482: Naphthalene, 1,1'-(1,2-ethanediyl)bis[decahydr, T
137.0 20.50
81.0 m/z 109.10  58.82%
5000
302.0
ol bbb by 2080 L A
m/z--> 50 100 150 200 250 300 350 400 450 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 55 Isopimaric acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.827  24.35 ng/ul 2308890  Chrysene-d12 21.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopimaric acid 302 C20H3002 005835-26-7 99
2 (1S,4aR,5S,8aR)-1,4a-Dimethyl-6-... 302 C20H3002 002761-77-5 64
3 1-Phenanthrenecarboxylic acid, 7... 316 C21H3202 001686-62-0 53
4 1-Phenanthrenecarboxylic acid, 7... 316 C21H3202 001686-62-0 47
5 9,12-Octadecadiynoic acid, methy... 290 C19H3002 1000333-56-4 41

Abundance Scan 3016 (20.827 min): BM044975.D\data.ms (-3012) (- | m/z 105.00 100.00%

105.0
41.0 241.1
5000
02.1 s —
‘ “ 20.50 21.00
ol il 356.04112 476. /7, 91.e0 93.80%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #202328: Isopimaric acid
105.0 241.0
302.0
187.0
5000 55.0 LN LW
20.50 21.00
’ ‘ ‘ m/z 79.05 80.68%
0 H‘Hruh" 1 ‘“n‘m‘h‘ “‘Hh‘l‘\\‘ \”H . \[\\\\‘\\\\‘\\\\’\\\\

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #202378: (1S 4aR ,5S,8aR)-1,4a-Dimethyl-6-methylene-5

20.50 21.00
5000/ 410 1750 m/z 119.10  80.26%
302.0
l ‘ 246.0
H\\“‘\L‘M\“\"\ ‘\ H‘m‘ﬂm.l., “\‘H‘ \H‘ -

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

Abundance #220129: 1-Phenanthrenecarboxylic acid, 7-ethenyl-1,2,3
241.0 20.50 21.00

m/z 41.00 64.13%

:

o

-

5000 105.0

187.0 316.0

STIH. ‘MH i “ .\“\ L \‘\l |‘ L ‘

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

-

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 56 Dehydroabietic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.956 46.51 ng/ul 4410480  Chrysene-di12 21.250
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 98
3 trans-1,2-Bis(methyldichlorosily... 252 C4H8C14Si2 065899-10-7 92
4 Dehydroabietic acid 300 C20H2802 001740-19-8 87
5 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 64

Abundance Scan 3038 (20.956 min): BM044975.D\data.ms (-3033) (- | m/z 239.10 100.00%

239.1
5000
141.0 [
T

43.0
PR P B
: \JJ ‘\L‘ ok ‘\ ‘\‘ ‘ \}U “m“m‘ Nh I‘J\h‘ h\’ Yl ’ L 355.0 417.2 476. m/z 285.15 63.30%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #199993: Dehydroabietic acid
239.0

5000 "y P
43.0 300.0 .
m/z 197.10  39.18%

\\H\\“‘\H\‘\“\ }‘mm‘h” "
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #199992: Dehydroabietic acid
285.0
-

o

o

21 00
5000 ITI/Z 141.00 29.95%
197.0
43.0 141.0 ‘
0‘uuMMwJpMMMMWWWJM”pu‘u_“w‘u“u“_“
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #138578: trans-1,2-Bis(methyldichlorosilyl)ethylene
104.0 239.0 21 00
m/z 240.10 20.91%
5000
0 HH_‘uHw‘h“uk“m‘,‘“H b || JM‘ :
m/z--> 50 100 150 200 250 300 350 400 450 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 61 n-Nonadecanol-1 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
21.874 15.22 ng/ul 1443320  Chrysene-d12 21.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 58
2 Behenic alcohol 326 C22H460 000661-19-8 49
3 1-Nonadecene 266 C19H38 018435-45-5 46
4 1-Octadecanol 270 C18H380 000112-92-5 45
5 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 43

Abundance Scan 3194 (21.874 min): BM044975.D\data.ms (-3191) (- | m/z 83.05 100.00%
83.0

:

5000
272.1
— ——
139.0 207.0 ‘ 21.50 22.00
o"‘u‘“m“w‘mw,uu"‘m‘_?‘4‘1,-9”4‘1‘5-‘1‘,47‘5-‘ m/z 97.1e 85.15%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179253: n-Nonadecanol-1
83.0
5000 — i
21.50 22.00
- m/z 69.10 80.72%
' 139.0
0\‘!‘\‘%IMI’T23l8.O”
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232316: Behenic alcoho
83.0
— ——
21.50 22.00
5000 ITI/Z 55.05 74 .85%
29. ‘ 1%9.0
oA, 2080 2800
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155961: 1-Nonadecene “ T
43 97.0 21.50 22.00
m/z 43.10 50.01%

-

.0
5000
1\

ﬂ ‘}‘31‘54-0 210.0 266.0

L

of— L 2 — —
miz-> O 50 100 150 200 250 300 350 400 450 21.50 22.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\

Library Search Compound Report

Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 64 Tetracosanoic acid Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
22.197 15.34 ng/ul 1454796  Chrysene-d12 21.250
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 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 45

Abundance Scan 3249 (22.197 min): BM044975.D\data.ms (-3244) (- m/z 43.05 100.00%

43.0
5000 129.0

7 7
’ 2691 \36?4 22.00 22.50
M|
i H AR o perbp e

}J J i £00-0 kb 4751 5490 /7 73.0  93.11%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277536: Tetracosanoic acid
43.0

o

5000 — —
368.0 22.00 22.50
129.0 m/z 57.10 89.86%
0‘\\\\ "\ f\‘\1\|!121302830\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277537: Tetracosanoic acid
73.0
— —
22.00 22.50
5000 368.0 m/z 60.00 71.69%
0ty IHMMw umu‘w_\m_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277535: Tetracosanoic acid ; : :

[
43.0 22.00 22.50
m/z 55.00 70.18%

129.0
5000 368.0 MM
“ ‘h M JH m \‘w 269.0

0t rL”‘w‘“w"w”””W‘H‘\‘“‘\w“w“‘w“w“”\‘

7 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 67 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
22.827 10.53 ng/ul 1007410  Perylene-di12 23.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 90

Abundance Scan 3356 (22.827 min): BM044975.D\data.ms (-3352) (- | m/z 57.10 100.00%
57.1

-

5000
— —r
‘ H ‘1 71 9 820 22.50 23.00
ol L7 1970 | 282.0341.0401.9 4901549, ./, 71 19 75.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
5000

- T
22.50 23.00

m/z 43.10  61.07%
+J

|} 2270 1970 267.0  367.0

0‘\\\\’\\f\‘\\\‘\l“\‘\\‘\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
— ——
22.50 23.00
5000 m/z 85.10 55.51%

| ‘ L 1‘1,%‘17'0 197.0  296.0

-

0 e A e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo- = ]
57.0 22.50 23.00
m/z 55.05  24.55%
5000
127.0
ol LT 2970 2670 3370 4490
e e e P —
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_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 68 (DEL) Alkane: Cyclic22.874 Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
22.874 6.73 ng/ul 644194  Perylene-di12 23.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 95
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
5 1-Tetracosene 336 (C24H48 010192-32-2 87
Abundance Scan 3364 (22.874 min): BM044975.D\data.ms (-3360) (- | m/z 83.10 100.00%
83.1
5000 Jh\/\
22‘56 ‘23‘00‘
8.0207-0269.0 ' :
0 AL H‘ b o2k 432.1490.08491 s 97 95 93.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane
83.0
5000 336.0 T LN
22.50 23.00
m/z 69.10 91.38%
ik
0‘\\"\‘\“\‘\“\‘\\‘\\\‘A\‘I\\"\“‘\\“\‘\Z‘IG\S\T(\)‘g\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #289621: 1-Hexacosano
97.0
= ==
22.50 23.00
5000 m/z 55.00 89.49%
0 29\u 1 “ ‘ IPFwi i .236 0294 0 364 0 \//\/ijv\\/\\/v\A
A e e A RRAa R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol “ T
55.0 22.50 23.00
m/z 57.10 86.02%
5000
125.0
ol{ liasozsso
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_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 69 2-(2,4,5-Trimethoxyphenyl)e... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
23.203 16.65 ng/ul 1592880  Perylene-di12 23.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(2,4,5-Trimethoxyphenyl)ethyla... 357 C14H16F5NO4 1000071-83-4 64
2 2,4'-Dihydroxy-3"'-methoxyacetoph... 182 C9H1004 018256-48-9 46
3 4-(Methylsulfanyl)benzohydrazide 182 C8H1ON20S 1000484-57-9 41
4 Acetonitrile, (3-chloro-5,5-dime... 181 C10H12CIN 076399-17-2 38
5 Benzoic acid, 4-hydroxy-3-methox... 182 C9H1004 003943-74-6 38

Abundance Scan 3420 (23.203 min): BM044975.D\data.ms (-3415) (- m/z 181.00 100.00%

181.0
5000
—— AN
65.0 123 3301 | 23.00 23.50
0“HvWWWMLLﬂﬂH 2810 TP 41604770 549. sz 151.00  60.29%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #266412: 2-(2,4,5-Trimethoxyphenyl)ethylamine, PFP
181.0
5000 — —
23.00 23.50
m/z 123.00 13.03%
3710 1190 ||
O‘\\\f’\f\\‘\f\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance  #57558: 2,4'-Dihydroxy-3'-methoxyacetophenone
151.0

-

T T
23.00 23.50
5000 m/z 108.00  10.12%

N

52.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #57394: 4-(Methylsulfanyl)benzohydrazide = =
151.0 23.00 23.50
m/z 182.00 10.08%
5000
45.0 ]
O‘H‘ﬁvﬂ‘_em RN R e e A RARRERRRRNE = —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 70 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
24.044 9.19 ng/ul 879541  Perylene-di2 23.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Heneicosane 296 C21H44 000629-94-7 83
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
4 Nonadecane 268 C19H40 000629-92-5 80
5 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 74

Abundance Scan 3563 (24.044 min): BM044975.D\data.ms (-3558) (- | m/z 57.10 100.00%
57.1

%

5000
‘ ‘ w 169.1221.0 281.0 342.0 24.09
Obrbh i} i 169:1221.0 281.0 3420 402.94609 1/, 71.10  72.13%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #123958: Heptadecane
57.0
5000 —— |
24.00
m/z 43.10 60.20%
L3 03s80 200
O\\‘\‘!‘\J\Wﬂfﬂ‘!‘\\d\\l‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
—— ‘
24.00
5000 m/z 85.10 58.00%

“ ”ﬂJJd¢1§902250 296.0

i R e RRERAEaE s
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- — ‘
57.0 24.00

m/z 55.00  23.72%

o

%

5000

0 “ l Jl ﬂ\ I | 183.0 239.0 296.0
L L I B B B B R B R N I

m/z--> 0 50 100 150 200 250 300 350 400 450 24.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 72 unknown-01 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24,532  29.53 ng/ul 2825570  Perylene-d12 23.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetonitrile, (3-chloro-5,5-dime... 181 C10H12CIN 076399-17-2 47
2 5-Methoxy-[1,2,4]triazolo[4,3-a]... 181 C7H7N30S 1000186-81-4 42
3 N-(2-Fluoro-phenyl)-2-methoxy-4-... 291 C15H14FNO2S 1010294-30-3 39
4 8-Methoxy-[1,2,4]triazolo[4,3-a]... 181 C7H7N30S 1000186-80-8 38
5 Danielone 212 C10H1205 090426-22-5 38
Abundance Scan 3646 (24.533 min): BM044975.D\data.ms (-3640) (- | m/z 181.00 100.00%
181.0
5000 /k
2450 |
67.0 1230 362.1 ‘ :
Obrrpbipab kbt | 2810 b5 4820 5840 /7 137.00  18.37%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #55707: Acetonitrile, (3-chloro-5,5-dimethyl-2-cyclohexen
181.0
39.0
119.0
5000 4 :
24.50
‘ \ m/z 182.00 10.19%
Of[“lNl””II“"’ll ‘Iﬂ‘l \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #56072: 5-Methoxy-[1,2,4]triazolo[4,3-a]pyridine-3-thiol
181.0
T 7
24.50
5000 m/z 123.00 6.89%
94.0
39.0
0‘u‘k"k“““ul‘:“‘“"J“I“:‘MH\M T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #187553: N-(2-Fluoro-phenyl)-2-methoxy-4-methylsulfany — ‘
181.0 24.50
m/z 138.00 6.15%
5000
291.0
480 1230 |
R o m s Eamamma =
m/z--> 50 100 150 200 250 300 350 400 450 500 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 74 Naphtho[2,3-c]furan-1(3H)-o... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.115 30.03 ng/ul 2873530  Perylene-d12 23.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphtho[2,3-c]furan-1(3H)-one, 3... 356 C20H2006 000518-55-8 64
2 Naphtho[2,3-c]furan-1(3H)-one, 3... 356 C20H2006 000518-55-8 64
3 1,4-Benzenediamine, N,N-diphenyl... 356 C20H15F3N20 1000495-45-7 46
4 Cobalt, hexamethylbenzene-pentam... 356 C22H33Co 1000161-46-2 41

5 N-(3-Cyano-4,5-diphenylfuran-2-y... 356 C19H11F3N202 1000311-96-1 37

Abundance Scan 3915 (26.115 min): BM044975.D\data.ms (-3907) (- | m/z 356.10 100.00%
356.1

5000 241.1

—

=T =T
26.00 26.50
m/z 241.05 42.57%

ol 429.1 490.

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

Abundance #265586: Naphtho[2,3-c]furan-1(3H)-one, 3a,4,9,9a-tetra
356.0

N

5000 et 5
26.00 26.50

241.0 m/z 137.00  23.64%

55.0 13101890 A LLR97.0

’Hr\’\\H‘\lm‘\‘HH‘\H\‘H\\‘H"H‘HH‘HH‘HH’

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

Abundance #265587: Naphtho[2,3-c]furan-1(3H)-one, 3a,4,9,9a-tetral
356.0

o

-

T T
26.00 26.50
5000 m/z 357.10  22.85%

241.0

137.0
o 20 laseo et |

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #265529: 1,4-Benzenediamine, N,N-diphenyl-N'-trifluorog T ——
356.0 26.00 26.50

m/z 255.05  22.63%

-

5000
259.0

77.0 129.0
| \ 81.0
0 L W P

w o
LA L L L L L L L L O L RN T ]

m/z--> 0 50 100 150 200 250 300 350 400 450 26.00 26.50

B
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 75 .gamma.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.526  60.27 ng/ul 5767040  Perylene-d12 23.480
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 99
3 .beta.-Sitosterol 414 C29H500 000083-46-5 91
4 .gamma.-Sitosterol 414 C29H500 000083-47-6 83
5 (35,85,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 56
Abundance Scan 3985 (26.527 min): BM044975.D\data.ms (-3975) (- | m/z 43.10 100.00%
43.1
107.1
5000
LN T
\Hx\ ,
—th w' 4901549 ‘'m/z 55.05  61.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 —— :
414.0 26.50
m ‘ 2130 303.0 m/z 57.10  60.38%
0 ‘\\J‘! \“ “.M“‘hf‘!\Mm"nlIJ..‘h ‘\\\\ \\\‘M‘L\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol
43.0
N T
26.50
5000 m/z 107.05 53.34%
107.0 414.0
‘ H ‘ 2130 3030
ol “JL“”“f‘““\m“h‘;“‘hJ‘”&”\",w\ b W U S 1 IS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310595: .beta.-Sitosterol T ‘
43.0 26.50
m/z 105.00  52.25%
5000 05.0
414.0
LI 271.0
owww —
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_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 76 Lupeol Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
27.785 16.40 ng/ul 1569110 Perylene-di12 23.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lupeol 426 C30H500 000545-47-1 97
2 Lupeol 426 C30H500 000545-47-1 97
3 Epilupeol; 20(29)-Lupen-3alpha-o... 426 C30H500 1000513-01-4 91
4 Epilupeol; 20(29)-Lupen-3alpha-o... 468 C32H5202 1010513-01-8 64
5 Guaia-9,11-diene 204 C15H24 1000374-19-8 60

Abundance Scan 4199 (27.785 min): BM044975.D\data.ms (-4193) (- | m/z 95.10 100.00%

93.1 | 189.1
5000{ 41.
‘ 13152 2750 28.00
15. 426.4 . .
Ofrr M. LA it ”M‘HM‘\ 'WM ¥ M‘“Mﬁ?p‘?w\wﬁpﬁ' m/z 107.05 97.52%
miz—> 0 50 100 150 200 250 300 350 400 450 500
Abundance #316485: Lupeo
109.0 180.0
5000 — e
55. 4260 27.50 28.00
‘ 1 6703150 ' m/z 93.10  96.46%
O 1 ‘ 11"\“\\‘\‘\rm‘““]l
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #316482: Lupeol
95.0
e e
189.0 27.50 28.00

257.0 315.0

m/z 189.10  96.40%
i

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #316530: Epilupeol; 20(29)-Lupen-3alpha-ol (isomer 2)
189.0

o

£

27.50 28.00
135.0 m/z 81.05 95.69%
o \/\/\‘/\/‘\A
315.0 42
NE: J\Hﬁﬁ‘m“““3‘799_‘?2”‘\_ S
miz--> 0 50 100 150 200 250 300 350 400 450 500 27.50 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40624\
Data File : BM@44975.D

Acqg On : 06 Apr 2024 17:51
Operator : MA/JU

Sample : P2018-10

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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|
Propanoic acid,... 3.557 22.5 ng/ul 683125 1 7.634 607032 20.0
Butanoic acid 3.963 67.4 ng/ul 2046450 1 7.634 607032 20.0
Pentanoic acid 5.210 14.8 ng/ul 450189 1 7.634 607032 20.0
Hexanoic acid 6.716 15.6 ng/ul 473801 1 7.634 607032 20.0
Benzoic acid 9.751 21.1 ng/ul 898932 2 10.410 851288 20.0
Vanillin 13.222 41.8 ng/ul 2364090 3 14.280 1130580 20.0
3-Hydroxy-4-met... 14.810 15.6 ng/ul 884290 3 14.280 1130580 20.0
Benzaldehyde, 4... 15.780 123.4 ng/ul 13035000 4 17.045 2112640 20.0
Azulene, 1,4-di... 16.021 14.5 ng/ul 1530090 4 17.045 2112640 20.0
Coniferyl aldehyde 16.457 16.9 ng/ul 1780880 4 17.045 2112640 20.0
Benzoic acid, 4... 16.933 14.7 ng/ul 1552240 4 17.045 2112640 20.0
n-Hexadecanoic ... 17.974 76.5 ng/ul 8086650 4 17.045 2112640 20.0
trans-Sinapalde... 18.251 25.8 ng/ul 2725780 4 17.045 2112640 20.0
(DEL) Alkane: S... 18.456 4.8 ng/ul 505119 4 17.045 2112640 20.0
9,12-Octadecadi... 19.121 95.7 ng/ul 10110200 4 17.045 2112640 20.0
9-Octadecenoic ... 19.151 108.6 ng/ul 102987060 5 21.250 1896700 20.0
Octadecanoic acid  19.256 20.5 ng/ul 19458706 5 21.250 1896700 20.0
(DEL) Alkane: S... 19.992 3.1 ng/ul 292561 5 21.250 1896700 20.0
Acridin-9-amine... 20.250 14.9 ng/ul 1416650 5 21.250 1896700 20.0
1-Phenanthrenec... 20.292 15.1 ng/ul 1428570 5 21.250 1896700 20.0
Eicosanoic acid 20.345 18.5 ng/ul 1751650 5 21.250 1896700 20.0
Methyl dehydroa... 20.445 30.7 ng/ul 2913690 5 21.250 1896700 20.0
2-Pentenoic aci... 20.468 20.0 ng/ul 1898300 5 21.250 1896700 20.0
Isopimaric acid 20.827 24.4 ng/ul 2308890 5 21.250 1896700 20.0
Dehydroabietic ... 20.956 46.5 ng/ul 4410480 5 21.250 1896700 20.0
n-Nonadecanol-1 21.874 15.2 ng/ul 1443320 5 21.250 1896700 20.0
Tetracosanoic acid 22.197 15.3 ng/ul 1454790 5 21.250 1896700 20.0
(DEL) Alkane: S... 22.827 10.5 ng/ul 1007410 6 23.480 1913630 20.90
(DEL) Alkane: C... 22.874 6.7 ng/ul 644194 6 23.480 1913630 20.0
2-(2,4,5-Trimet... 23.203 16.6 ng/ul 1592880 6 23.480 1913630 20.0
(DEL) Alkane: S... 24.044 9.2 ng/ul 879541 6 23.480 1913630 20.0
unknown-01 24.532 29.5 ng/ul 2825570 6 23.480 1913630 20.0
Naphtho[2,3-c]f... 26.115 30.0 ng/ul 2873530 6 23.480 1913630 20.0
.gamma.-Sitosterol 26.526 60.3 ng/ul 5767040 6 23.480 1913630 20.0
Lupeol 27.785 16.4 ng/ul 1569110 6 23.480 1913630 20.0

SFAM-EPA-BM040524.MA.M Mon Apr 08 18:59:06 2024 40



