LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc :

ALS Vvial : 29 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-BP062623.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15863.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.375 28 32 40 rVB 56450 83084 1.25% 0.069%
2 3.822 106 108 121 rVvV 478340 707317 10.67% 0.590%
3 3.922 121 125 135 rVB 299836 400583 6.04% 0.334%
4 3,999 135 138 141 rBV 34082 41019 0.62% 0.034%
5 4.046 141 146 150 rVB 45189 66804 1.01% 0.056%
6 4.146 160 163 172 rVB2 22460 41897 0.63% 0.035%
7 4.722 257 261 270 rVB2 53316 86422 1.30% 0.072%
8 5.216 342 345 353 rBV2 25068 49001 0.74% 0.041%
9 7.234 681 688 702 rBvV 562464 1470948 22.19% 1.227%
10 7.375 706 712 725 rW 693421 1192950 18.00% 0.995%
11 7.581 741 747 766 rVV 838503 1579012 23.82% 1.317%
12 8.052 819 827 841 rVwV 859794 1585949 23.93% 1.322%
13 8.346 872 877 888 rVB2 44151 79090 1.19% 0.066%
14 8.793 946 953 971 rBV 424842 1240958 18.72% 1.035%
15 9.240 1022 1029 1051 rBV 716892 1558007 23.51% 1.299%

16 9.969 1144 1153 1179 rBV 503976 1338749 20.20%
17 10.546 1243 1251 1281 rBV 537713 1913146 28.87%
18 10.881 1301 1308 1326 rVV 1172058 2385879 36.00%

OCOR LR
0
0
O
R

19 11.081 1335 1342 1373 rVB2 110289 466518 7.04% 389%
20 12.757 1621 1627 1633 rBV7 17040 40337 0.61% 034%
21 13.022 1665 1672 1678 rBV9 13252 39718 0.60% ©0.033%
22 13.498 1748 1753 1758 rVB2 23411 35742 0.54% 0.030%
23 13.581 1758 1767 1774 rBV2 31071 66026 1.00% ©.055%
24 14.016 1835 1841 1847 rBV5 17025 42237 0.64% 0.035%
25 14.110 1847 1857 1870 rBV 1774905 2931845 44.24%  2.445%

26 14.398 1896 1906 1922 rBV 2162423 3519937 53.11%
27 14.569 1930 1935 1940 rVB2 30743 46126 0.70%
28 14.704 1951 1958 1977 rVB 1852088 3005894 45.35%

OO NON
Ul
[
(o))
R

29 14.910 1985 1993 2000 rBV2 106475 243537 3.67% 203%
30 14.987 2000 2006 2022 rVV2 213165 744948 11.24% 621%
31 15.116 2024 2028 2036 rVB8 40752 101119 1.53% ©.084%
32 15.469 2083 2088 2093 rBV6 18009 35008 0.53% 0.029%
33 15.516 2093 2096 2101 rVB 39899 53489 0.81% 0.045%
34 15.698 2120 2127 2146 rBV 2399247 4150831 62.63% 3.461%
35 15.863 2150 2155 2175 rBV 402110 1020163 15.39% ©0.851%

36 16.069 2184 2196 2199 rBV 620826 993609 14.99%  0.828%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc :

ALS Vvial : 29 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-BP062623.MA.M
Title : SVOA CALIBRATION
37 16.398 2239 2246 2253 rBV3 55077 126760 1.91% 0.106%
38 16.545 2267 2271 2277 rBV4 60711 101025 1.52% 0.084%
39 16.610 2277 2282 2294 rVB2 154056 304692 4.60% 0.254%
40 16.839 2318 2321 2327 rBV4 37741 48247 0.73% 0.040%
41 17.181 2375 2379 2382 rBV3 49058 57196 0.86% 0.048%
42 17.334 2400 2405 2412 rBV 229595 359535 5.42% 0.300%
43 17.398 2412 2416 2421 rVV 151780 220097 3.32% 0.184%
44 17.463 2421 2427 2432 rVV 1897635 2930292 44.21%  2.443%
45 17.504 2432 2434 2439 rVV 225939 324289 4.89% 0.270%
46 17.563 2439 2444 2457 rVV2 1931841 3380400 51.00% 2.819%
47 17.916 2500 2504 2511 rVB3 65470 96707 1.46% 0.081%
48 18.063 2526 2529 2532 rBV3 42157 51292 0.77% 0.043%
49 18.092 2532 2534 2539 rVB5 44823 49751 0.75% 0.041%
50 18.145 2539 2543 2545 rBV5 30896 47623 0.72% 0.040%
51 18.204 2548 2553 2557 rBV2 159594 257183 3.88% 0.214%
52 18.263 2558 2563 2568 rBV 1030837 1316118 19.86% 1.097%
53 18.316 2568 2572 2580 rBV 3055960 4093531 61.76% 3.413%
54 18.604 2616 2621 2625 rBV5 146254 266504  4.02%  0.222%
55 19.039 2692 2695 2701 rBV8 62871 100131 1.51% ©0.083%
56 19.104 2702 2706 2712 rBVS8 93572 211593 3.19% 0.176%
57 19.192 2718 2721 2728 rVB4 242675 419137 6.32% 0.349%
58 19.298 2736 2739 2743 rVB2 76195 92331 1.39% 0.077%
59 19.369 2747 2751 2753 rBV2 142872 204988 3.09% 0.171%
60 19.404 2753 2757 2759 rW 346340 440229 6.64% 0.367%
61 19.428 2759 2761 2762 rVV 234599 223455  3.37% 0.186%
62 19.463 2762 2767 2776 rVB2 697814 1387515 20.93% 1.157%
63 19.539 2776 2780 2784 rBV 954016 1229029 18.54% 1.025%
64 19.757 2812 2817 2818 rBV3 333346 475604  7.18% ©.397%
65 19.792 2818 2823 2832 rVB2 2827503 4690226 70.77% 3.911%
66 19.933 2844 2847 2851 rVB3 496293 618904 9.34% 0.516%
67 19.986 2853 2856 2859 rVB4 195683 228490 3.45% 0.191%
68 20.027 2860 2863 2864 rBV2 128009 144635 2.18% 0.121%
69 20.098 2871 2875 2878 rBV5 181426 339501 5.12% 0.283%
70 20.133 2878 2881 2885 rVV3 512291 625689  9.44%  0.522%
71 20.175 2885 2888 2892 rVV2 225825 274259 4.14%  0.229%
72 20.227 2893 2897 2900 rVB4 417579 535570 8.08% 0.447%
73 20.269 2900 2904 2912 rBV3 481374 996115 15.03% 0.831%
74 20.339 2912 2916 2923 rVB4 601199 976217 14.73% 0.814%
75 20.410 2924 2928 2931 rBV2 465131 609522 9.20% 0.508%

76 20.457 2932 2936 2940 rBV2 716446 984361 14.85% 0.821%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc :

ALS Vvial : 29 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-BP062623.MA.M
Title : SVOA CALIBRATION
77 20.575 2951 2956 2962 rBV6 1002408 1691404 25.52% 1.410%
78 20.633 2962 2966 2969 rVV3 435065 566320 8.54% 0.472%
79 20.827 2996 2999 3003 rBV2 454323 532995 8.04% 0.444%
80 20.874 3004 3007 3020 rVB5 1058632 2066669 31.18% 1.723%
81 20.998 3022 3028 3034 rBV6 726928 1537423 23.20% 1.282%
82 21.051 3034 3037 3043 rVV3 370495 503431 7.60% 0.420%
83 21.163 3053 3056 3059 rBV2 575206 650145 9.81% 0.542%
84 21.210 3059 3064 3071 rVV4 1843860 3246295 48.98% 2.707%
85 21.274 3072 3075 3081 rVB5 618525 923522 13.93% 0.770%
86 21.398 3091 3096 3102 rBV2 1369847 2449027 36.95% 2.042%
87 21.551 3118 3122 3128 rBV2 1603374 2251449 33.97% 1.877%
88 21.898 3178 3181 3185 rBV4 394302 478360 7.22% ©.399%
89 22.127 3217 3220 3223 rBV 528569 601140 9.07% 0.501%
90 22.169 3223 3227 3241 rVB 1348737 2410547 36.37% 2.010%
91 22.916 3351 3354 3360 rVB 378873 508419 7.67% 0.424%
92 23.233 3402 3408 3414 rVB 3106662 5098567 76.93% 4.251%
93 23.316 3417 3422 3450 rVB 836295 2684541 40.50% 2.238%
94 23.927 3521 3526 3532 rVB2 1436097 2925792 44.14%  2.440%
95 24.092 3549 3554 3571 rVB 1290858 3211498 48.46% 2.678%
96 24.274 3581 3585 3592 rVB 669495 1205671 18.19% 1.005%
97 24.557 3626 3633 3642 rVB2 3033739 6627759 100.00% 5.526%
98 24.663 3645 3651 3664 rVB 1667168 3798287 57.31% 3.167%
99 26.115 3890 3898 3911 rVB 1829149 4981095 75.16% 4.153%
100 26.621 3977 3984 4006 rVB 1705960 5783091 87.26% 4.822%

Sum of corrected areas: 119930089
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP015863.D\data.ms
4000000
3500000
3000000
2500000
2000000

1500000

10.881

1000000

3.822
500000 922

3.375 M6 4722 5216
0 T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T

Time--> 350 400 450 5.00 5.50 6.00 6.50 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP015863.D\data.ms

9.969 10.546

4000000

3500000 18.316 19.792

3000000

2500000 15.698
14.398

144683
2000000 14110 | 14.704

1500000 18.95
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Time-> 1200 1250 13.00 1350 1400 1450 1500 1550 1600 1650 17.00 17.50 1800 1850 19.00 19.50 20.00

Abundance TIC: BP015863.D\data.ms
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Data Path :
Data File :
Acqg On
Operator
Sample

Misc

ALS vial

Quant Method

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\

Library Search Compound Report

BPO15863.D

: 01 Jul 2023 01:54
: MA/JU

. 03161-12

: 29  Sample Multiplier: 1

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M

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 2H-Pyran, tetrahydro-2-methyl- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.

3.922 5.05 ng/ul 400583  1,4-Dichlorobenzene-d4 8.052
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 64
2 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 38
3 Methacrylamide 85 C4H7NO 000079-39-0 36
4 Oxetane, 2-ethyl-3-methyl- 100 C6H120 053778-62-4 36
5 Methacrylamide 85 C4H7NO 000079-39-0 33

Abundance Scan 125 (3.922 min): BP015863.D\data.ms (-121) (-)
85.0

m/z 85.00 100.00%

=

5000
S .
‘ 3.60 3.80 4.00 4.20
okl L 15002090 2950352.9414.9 4990  n/z 41.00 76.87%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4433: 2H-Pyran, tetrahydro-2-methyl-
84.0
5000 UL L B R I B R |
3.60 3.80 4.00 4.20
27‘- 1 m/z 43.08 53.97%
O‘\\}\J ‘”\L\‘\\‘;\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

N

Abundance #4434: 2H-Pyran, tetrahydro-2-methyl-
85.0
R ARNR RS SRS
3.60 3.80 4.00 4.20
5000 m/z 39.00 34.56%
27.
O‘MLth‘L‘H‘H‘w‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1733: Methacrylamide R s R Ene
85.0 3.60 3.80 4.00 4.20
m/z 60.00  25.11%
5000
27.
0 A e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 Benzophenone Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.069 6.61 ng/ul 993609  Acenaphthene-di1e 14.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 91

Abundance Scan 2190 (16.069 min): BP015863.D\data.ms (-2184) (-~ m/z 104.95 100.00%

105.0
5000 182.1
T \
39 16.00
Ol A 282.9341.2401.0460.78215  p/;  77.00  69.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
5000 = ‘
182.0 16.00
m/z 182.10  48.20%
27.0
O\\‘\1[‘[\”\1‘\\\\“\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
T \
182.0 16.00
5000 ITI/Z 51.00 27.12%
27.0
0\Hm_HM‘u\¢ij\u\_u\_\u‘uu‘u\w\uw\u\_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone T
105.0 16.00
m/z 50.00 9.34%
182.0
5000
Ofrrrr e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 01

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
BP015863.D

Jul 2023 01:54

: MA/JU
. 03161-12

29

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 4 Pentadecanoic acid Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
17.334 2.45 ng/ul 359535  Phenanthrene-d10 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Heneicosanoic acid 326 C21H4202 002363-71-5 58

Abundance Scan 2405 (17.334 min): BP015863.D\data.ms (-2400) (- m/z 43.00 100.00%

43.0
5000
129.1
199 1 T T
M 17.00 17.50
ol il bt L H‘uw 42903969 46035207 m/z 73.00  86.89%
miz—s 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
5000 = ——
17.00 17.50
( ‘ 143.0 ‘ 242.0 m/z 60.00 72.56%
0‘\\\L“‘ H’“!“‘\“\H Lf}\\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #126199: Pentadecanoic acid
73.0

s

=
17.00 17.50
5000 m/z 41.00 67.76%

199.0

OLSOL m ’\Hihﬁ*@\ ”

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

:

Abundance #109281: Tetradecanoic acid
73.0 17.00 17.50
m/z 57.10 65.72%
5000
L 228.0
o lgsel L )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 (E)-Hexadec-9-enoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.263 8.98 ng/ul 1316120  Phenanthrene-d10 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 99
2 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 99
3 Palmitoleic acid 254 C16H3002 000373-49-9 94
4 9-Hexadecenoic acid 254 C16H3002 002091-29-4 90
5 Myristoleic acid 226 C14H2602 000544-64-9 83

Abundance Scan 2563 (18.263 min): BP015863.D\data.ms (-2558) (-  m/z 55.00 100.00%

53.0 '
5000
== —
“I 236.2 18.00 18.50
o‘H‘U,w"‘m i, 297135494158 490.0549.  m/z 41.e0  57.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
5000 = —
18.00 18.50
m/z 69.00 54.08%
OILJ’“\ \\m\h\‘A\\\\“‘12?’\?‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #140807: cis-7-Hexadecenoic acid
55.0
= —
18.00 18.50
5000 m/z 83.00 33.32%
| %H iy, 2350
o‘uhﬁ‘mWMﬂAﬁl‘M‘HMM‘H,H‘W‘H‘“‘H,H‘W‘H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140796: Palmitoleic acid T 7
55.0 18.00 18.50
m/z 97.05 28.65%
5000
“ 236.0
o_wlh,m me e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.316  27.94 ng/ul 4093530  Phenanthrene-di10 17.463
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 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94
Abundance Scan 2572 (18.316 min): BP015863.D\data.ms (-2568) (- m/z 73.00 100.00%
73.0
5000
= =
“H L 213 2 18.00 18.50
Ol AL A_H oy 28103410 412.4 48125448 4/ 43.05  87.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
2
430 256.0
5000 = —
129.0 18.00 18.50
m/z 60.00 85.56%
O‘\\\‘““‘ }‘“llhlmul‘\\}?ﬂ’.b\l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
— —
18.00 18.50
5000 129.0 m/Z 41.00 70.15%
“ 213.0
(" ‘HJ‘M:WHm,mw‘um‘HH_wwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid = T
43.0 18.00 18.50
m/z 57.00 67.00%
5000 256.0
129.0
ol Ll 3000 Al
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
19.192 2.86 ng/ul 419137  Phenanthrene-d10 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heneicosane 296 C21H44 000629-94-7 64
3 Decane, 1-iodo- 268 C1leH21I 002050-77-3 60
4 Octadecane 254 C18H38 000593-45-3 53
5 Tridecane 184 C13H28 000629-50-5 53

Abundance Scan 2721 (19.192 min): BP015863.D\data.ms (-2718) (- m/z 57.00 100.00%
57.0

.

5000
19.00 19.50
- 52.9 4291 5017 m/z 71.00  75.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000 T ——

19.00 19.50

m/z 43.05 71.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194588: Heneicosane
57.0
—— —
19.00 19.50
5000 m/z 85.05 57.83%
7.0
oo sene a0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #157264: Decane, 1-iodo- 7 —
57.0 19.00 19.50
m/z 55.00 34.33%
5000
155.0
o_““ ) I . L o —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

SFAM-EPA-BP062623.MA.M Sat Jul 01 22:27:20 2023 Page: 10



Data Path :
Data File :
. 01
: MA/JU

: 03161-12

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
BP015863.D

29

TIC Library
TIC Integration Parameters: LSCINT.P

Jul 2023 01:54

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
: SVOA CALIBRATION

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

Concentration Rank 34

Peak Number 8 9,12-Octadecadienoic acid (...

R.T. EstConc Area Relative to ISTD R.T.
19.404 3.00 ng/ul 440229  Phenanthrene-d10 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 97
2 Linoelaidic acid 280 C18H3202 000506-21-8 95
3 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 92
4 7-Heptadecyne, 17-chloro- 270 C17H31C1 056554-75-7 90
5 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 89

Abundance Scan 2757 (19.404 min): BP015863.D\data.ms (-2753) (- m/z 67.00 100.00%
67.0

5000

-

292.9 19.50
398.1462.0 549.

0 m/z 81.00 79.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 1
19.50
m/z 55.00 62.10%
“ F 280.0
O \l “ ” | ‘ H || bu 196 0 ‘
‘\\1\’\ \\\\‘\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.0 19.50

m/z 95.00 51.68%

Abundance #173566: Linoelaidic acid
67.0
19.50
5000 m/z 41.00 57.98%
‘ hf 280.0
ol Hut,‘u Wi aes0 0
m/z--> O 100 150 200 250 300 350 400 450 500 550
—

5000
294.0

ol kaﬂﬂnl 220.0 | \

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\BP063023\
Data File : BP@15863.D

Acqg On : 01 Jul 2023 01:54

Operator : MA/JU

Sample : 03161-12

Misc

ALS vial : 29

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 9 Octadecanoic acid Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
19.539 10.92 ng/ul 1229030  Chrysene-d12 21.551
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 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 95

Abundance Scan 2780 (19.539 min): BP015863.D\data.ms (-2776) (-

3

m/z 73.00 100.00%

-

5000
185.1
Hl } \ 284.1 3728 19.50
ok Al Lk | 3728430.9489.1549: 1/, 43 .90 99.33%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — ‘
19.50
’ ‘ ZT‘-O m/z 60.00 83.16%
0‘\\"\ "J’h”\“\“\\“l\\‘\\g\‘\“f“l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

o

Abundance #179093: Octadecanoic acid
73.0
19.50
5000 284.0 m/z 57.08  78.38%
185.0
olil, ‘Mm\“\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid ——
73.0 19.50
m/z 55.00 73.06%
5000
H 185.0 284.0
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\BP063023\
Data File : BP@15863.D

Acq On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknown-01 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
19.933 5.50 ng/ul 618904  Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (dichloromethyl)- 160 C7H6C12 000098-87-3 38
2 2-(3-Chlorobenzylthio)benzothiazole 291 C14H1O0CINS2 342806-16-0 38
3 Carbonochloridic acid, chloromet... 128 C2H2C1202 022128-62-7 32
4 2,6-Dichlorobenzylsulfonyl chloride 258 C7H5C1302S 085952-31-4 25
5 5,5,6-Ex0-8,9,10-hexachlorocamphene 340 C10H1OCl6 165820-10-0 22

Abundance Scan 2847 (19.933 min): BP015863.D\data.ms (-2844) (- m/z 125.00 100.00%

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

Abundance  #13693: Carbonochloridic acid, chloromethyl ester e
49.0 20.00
m/z 160.90 62.85%

125.0
51.0 209.0
5000 292.9
20.00
377.9 I ’
0 4889549 /7 158.90  74.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36601: Benzene, (dichloromethyl)-
125.0
5000 T
20.00
63.0 m/z 51.00 65.51%
O ‘\\I\“L“‘I\A‘\h\.\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #187400: 2-(3-Chlorobenzylthio)benzothiazole
125.0
e
20.00
m/z 209.00 65.01%
5000 430 /
291.0
223.0

5000

€

ol “\ |

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 33
R.T. EstConc Area Relative to ISTD R.T.

20.098 3.02 ng/ul 339501 Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dieldrin 378 C12H8C160 000060-57-1 42
2 Dieldrin 378 C12H8C160 000060-57-1 25
3 Glutaric acid, hex-4-yn-3-yl 2,4... 390 C17H17C1304 1000392-16-1 10
4 Dieldrin 378 C12H8C160 000060-57-1 9

5 S-(2,5-Dichloro-6-cyano-3-[[(eth... 412 C12H10C12N202S4 194228-14-3 7

Abundance Scan 2875 (20.098 min): BP015863.D\data.ms (-2871) (- m/z 79.00 100.00%

79.0
159.0
5000 278.9

£21.0

S
— 20.00 20.50

425.2 489.2549.
0! } oy 2222 4892549 s 159,00 60.80%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #285611: Dieldrin
79.0

5000 — —
20.00 20.50
263.0 m/z 161.00  60.43%
191.0 345.0
ol .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #285610: Dieldrin
79.0
— —
20.00 20.50
5000 ITI/Z 81.00 52.21%

173.0
L‘5 9\ Jdd -‘\m ‘Nm " 345.0

==
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #295106: Glutaric acid, hex-4-yn-3-yl 2,4,5-trichloropheny e
81.0 20.00 20.50

m/z 197.00 49.71%

5000
196.0
’ ‘ l L MMU\
\m“,lunﬁ\“ il | u 392.0

O ekl s b b SR e ) —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 unknown-@3 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.

20.133 5.56 ng/ul 625689  Chrysene-di2 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Imidazo[4,5-b]pyridin-2-one, 5,6... 291 C6H3Br2N30 1000316-67-0 38
2 Thieno[2,3-c]pyridine, 2,3-dibromo- 291 C7H3Br2NS 028783-19-9 38
3 Thieno[3,2-c]pyridine, 2,3-dibromo- 291 C7H3Br2NS 028783-20-2 38
4 2-Hydroxy-3-iodo-5-nitrobenzalde... 293 C7H4INO4 070331-81-6 15
5 Benzenacetic acid, .alpha.-chlor... 198 C10H11Cl02 1010131-77-0 15

Abundance Scan 2881 (20.133 min): BP015863.D\data.ms (-2878) (- m/z 292.90 100.00%

292.9
125.0
5000
63. 85.0
—— —
H s5a0 20.00 20.50
0 LhLi By 3P3:2 416.0475.0 5491 /) 155 9p  75.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #188122: Imidazo[4,5-b]pyridin-2-one, 5,6-dibromo-1,3-di
298.0
5000 e —
20.00 20.50
m/z 294.90  62.34%
77.0 159.0215.0
O\H“h\‘\\h\‘\“'l\\}A\U‘“\V\“\‘\“\\\M‘\mu RSN RN R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #188125: Thieno[2,3-c]pyridine, 2,3-dibromo-
293.0
—— —
20.00 20.50
5000 m/z 290.90 61.36%
133.0
214.0
62.0 }
O‘mﬁLWMMuﬂwwww‘u‘_u‘,H“_‘H,H‘W‘H‘,H‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #188126: Thieno[3,2-c]pyridine, 2,3-dibromo- —— ——
293.0 20.00 20.50
m/z 161.00 47.11%
5000
133.0
53.0 | 1 214.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acq On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 unknown-04 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
20.174 2.44 ng/ul 274259  Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-isothiocyanatoethyl)- 163 CO9HINS 002257-09-2 22
2 Benzene, 1-chloro-2-(isothiocyan... 183 C8H6CINS 018967-44-7 22
3 3',4'-Dichlorophenylacetanilide 279 C14H11C12NO 027816-82-6 18

4 2-Benzyloxy-5-bromo-4-(N,N-dimet... 307 C13H14BrN30 205672-18-0 14
5 Succinic acid, 5-fluoro-2-nitrop... 319 C12H11C1FNO6 1000357-98-0 12

Abundance Scan 2888 (20.175 min): BP015863.D\data.ms (-2885) (- m/z 163.00 100.00%

168.0
99.0
5000 39.0 232.9
306.9
—r —r
399.1 20.00 20.50
o 229350 /s 125,00 74.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39142: Benzene, (2-isothiocyanatoethyl)-
91.0
5000 163.0 —— ——
20.00 20.50
m/z 161.00 69.58%
27.
O \\\Pél\d\“h\"J\\\\’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58188: Benzene, 1-chloro-2-(isothiocyanatomethyl)-

3

125.0
— —
20.00 20.50
5000 ITI/Z 197.00 61.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171751: 3',4'-Dichlorophenylacetanilide T 7
91.0 20.00 20.50
m/z 127.00 59.41%
5000 161.0
‘ \ 279.0
Y c2eR PO NN U R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acq On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 unknown-05 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
20.227 4.76 ng/ul 535570  Chrysene-di12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrazolo[3,4-d][1,3,2]diazaph... 278 C7H11N4PS3 1000350-06-9 35
2 Acetyl chloride, dichloro- 146 C2HC130 000079-36-7 25
3 4-Iodo-3-nitroanisole 279 C7H6INO3 058755-70-7 16
4 Phenol, 3-chloro-5-nitro- 173 C6H4CINO3 000618-63-3 14
5 (1-Chloroethyl)trichlorosilane 196 C2H4C14Si 007787-82-8 14

Abundance Scan 2897 (20.227 min): BP015863.D\data.ms (-2893) (- m/z 83.00 100.00%

83.0
194.9
278.9
5000
— —
h”3 0.9 107.9 4748 20.00 20.50
0 Whdh, 407947485345 . g4 00  83.57%

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

Abundance #171366: 1H-Pyrazolo[3,4-d][1,3,2]diazaphosphorine, 2,7
231.0

3

5000 2000 2050
63.0 : :
1510 m/z 194.95  66.52%
O u‘h‘%"’“"‘JHWHW%1 \\’\\L\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25079: Acetyl chloride, dichloro-
83.0
— —
20.00 20.50
5000 ITI/Z 159.00 64 .44%
0l25.9 |, 1146.0
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #172353: 4-lodo-3-nitroanisole —— —
279.0 20.00 20.50
m/z 161.00 62.96%
5000 63.0
218.0
l 1‘22.0 ‘
0“‘HrJﬁJ,MM“H‘1$v‘W“““H“H“H“‘H“_“w‘ —r —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.269 8.85 ng/ul 996115  Chrysene-di12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Eicosane 282 C20H42 000112-95-8 76
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 76
4 Tridecane, 1-iodo- 310 C13H271 035599-77-0 70
5 Heptacosane 380 C27H56 000593-49-7 70

Abundance Scan 2904 (20.269 min): BP015863.D\data.ms (-2900) (-  m/z 57.05 100.00%
57.0

:

5000
20.00 20.50
294.9
ob Al 35214143 4892549 /7 71.05  76.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 —— —

20.00 20.50
m/z 43.00 68.15%

‘ J‘ ﬁ L1 1197 0 282.0

O‘\\‘\\’\\\\‘\\\1‘\\\\‘\\\1‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176387: Eicosane
57.0
— —
20.00 20.50
5000 m/z 85.00 55.68%
282.0
127.0
O‘HJW‘H‘MHWH‘AMAM\p‘M‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59048: Dodecane, 2-methyl- T —
57.0 20.00 20.50
m/z 41.00 29.62%
5000
141.0
o_‘\\ ,HJ}we\mﬂm_‘H_m‘mWm_mwuww e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

SFAM-EPA-BP062623.MA.M Sat Jul 01 22:27:24 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 unknown-06 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.339 8.67 ng/ul 976217  Chrysene-di12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(4-Methyl-2,4-diphenyl-2-penty... 330 C24H260 052379-26-7 44
2 1,3-Difluoro-2-trichloromethylbe... 230 C7H3C13F2 093632-85-0 41
3 Benzenamine, 2,4,5-trichloro- 195 C6H4C13N 000636-30-6 35
4 Benzenamine, 2,3,4-trichloro- 195 C6H4C13N 000634-67-3 35
5 4-Bromoindole 195 C8H6BrN 1000484-38-4 35

Abundance Scan 2916 (20.339 min): BP015863.D\data.ms (-2912) (- m/z 194.90 100.00%

194.9
82.9
5000
290.9 b4 ——
20.00 20.50
375.8
. 47475349 /7 196.90  96.27%

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

Abundance  #237248: 4-(4-Methyl-2,4-diphenyl-2-pentyl)phenol
197.0

2

5000 s :
20.00 20.50
119.0 m/z 159.00  82.95%

550 || 330.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #111950: 1,3-Difluoro-2-trichloromethylbenzene

o

=

195.0
— ‘ ‘
20.00 20.50
5000 ITI/Z 161.00 65.42%
125.0
57'91 | | I
O oo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #70500: Benzenamine, 2,4,5-trichloro- — —
195.0 20.00 20.50
m/z 82.90 57.00%
62.0124'0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 unknown-07 Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
20.410 5.41 ng/ul 609522  Chrysene-di2 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2,4,6-trichloro- 195 C6H4C13N 000634-93-5 38
2 Benzenamine, 2,4,5-trichloro- 195 C6H4C13N 000636-30-6 38
3 Benzenamine, 2,4,5-trichloro- 195 C6H4C13N 000636-30-6 38
4 Benzenamine, 3,4,5-trichloro- 195 C6H4C13N 000634-91-3 38
5 4-Bromoindole 195 C8H6BrN 1000484-38-4 30

Abundance Scan 2928 (20.410 min): BP015863.D\data.ms (-2924) (-  m/z 194.90 100.00%

194.9
125.0
5000
51.0, 268.9
L —
| 2050
0. 402.8 4764 349 m/z 196.90  94.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #70498: Benzenamine, 2,4,6-trichloro-
195.0
5000 1
124.0 20.50
GZOJ m/z 158.95 85.89%
O‘H\15"?\1L\m‘”“1|\“15\A\m\’lluwu T T T T T T T T [T T T[T T T[T

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

2

Abundance #70500: Benzenamine, 2,4,5-trichloro-
195.0
—
20.50
5000 m/z 160.95 69.17%
0 124.0
0“‘hW$LﬁM“w‘ML,m£“H““““_““““‘H““““‘H“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #70501: Benzenamine, 2,4,5-trichloro- ——
195.0 20.50
m/z 125.00 62.24%
5000
124.0
62.0
R MV I N -

miz--> 0 50 100 150 2

00 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 Benzenamine, 2,4,6-trichloro- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.457 8.74 ng/ul 984361  Chrysene-di12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2,4,6-trichloro- 195 C6H4C13N 000634-93-5 60
2 Benzenamine, 2,4,5-trichloro- 195 C6H4C13N 000636-30-6 55
3 Benzenamine, 2,4,5-trichloro- 195 C6H4C13N 000636-30-6 55
4 Benzenamine, 2,4,5-trichloro- 195 C6H4C13N 000636-30-6 55
5 Benzenamine, 2,3,4-trichloro- 195 C6H4C13N 000634-67-3 53

Abundance Scan 2936 (20.457 min): BP015863.D\data.ms (-2932) (-  m/z 194.90 100.00%
194.9

3

5000 82.9
326.9 ——
254.9 | 20.50
ol 41184753 549.  1/7 196.90  90.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #70497: Benzenamine, 2,4,6-trichloro-
195.0
5000 T
124.0 20.50
62.0 m/z 158.90  46.75%
O‘\\\\“‘I‘!‘l\m‘}“!‘[ﬂ\A\m\’ll‘uf\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #70495: Benzenamine, 2,4,5-trichloro-
195.0
——
20.50
5000 ITI/Z 82.90 40.76%
124.0
62.0
0“‘HW4kﬁWJN‘Mk,hW““H““““‘H““““‘W““““‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #70500: Benzenamine, 2,4,5-trichloro- —
195.0 20.50
m/z 84.90 37.77%
5000
62.0 124.0
0“HM$LM4WMHLJW“H“w“H“H“‘H“H“M“W“H“ ——
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\BP063023\
Data File : BP@15863.D

Acq On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Bornane, 2,2,5-endo,6-ex0,8... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.575 15.03 ng/ul 1691400 Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bornane, 2,2,5-endo,6-ex0,8,9,10... 376 C1OH11Cl7 051775-36-1 76
2 Carbamic acid, (2,4-dichlorophen... 233 C9H9C12NO2 006333-37-5 45
3 Carbanilic acid, p-chloro-, 2-ch... 233 C9H9C12NO2 025217-18-9 44
4 Carbamic acid, (3,4-dichlorophen... 233 C9H9C12NO2 007159-94-6 25
5 2-Chloro-5-nitrophenol 173 C6H4CINO3 000619-10-3 25
Abundance Scan 2956 (20.575 min): BP015863.D\data.ms (-2951) (-  m/z 125.00 100.00%
125.0

232.9
306.9

5000 :
0 Ll Ammmmm40°95028 n/z 159.00  92.85%

3

J{ M 2050

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

Abundance #284047: Bornane, 2,2,5-endo,6-ex0,8,9,10-heptachloro-
125.0 233.0 307.0

%

m/z 161.00  84.36%

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

Abundance #115295: Carbamic acid, (2,4-dichlorophenyl)-, ethyl este
161.0

£

29.0 233.0 20.50
5000/ | m/z 51.00 72.96%

Wy l?aﬁ N | IL

_m_m_m, -

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115290: Carbanilic acid, p-chloro-, 2-chloroethyl ester

o

=

2338.0 20.50

630 1530 m/z 232.90  72.30%

h NMM
o\k"“h‘h, —
m/z--> 0O 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\BP063023\
Data File : BP@15863.D

Acq On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 21 unknown-08 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.

20.633 5.03 ng/ul 566320 Chrysene-di12 21.551

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Bromo-2,6-dichlorobenzoic acid... 340 C10H11BrCl202Si 1000497-68-4 22
2 6-(4-Chlorophenyl)benzo[4,5]imid... 329 C20H12CIN3 105997-06-6 14
3 1H-Indole, 5,6-dimethoxy-2-(3,5-... 327 C19H21NO4 156785-69-2 11

4 1,2-bis(4-Methoxyphenyl)indole 329 C22H19N02 1262543-81-6 11
5 1H-Pyrazole-5-carboxamide, 3-cyc... 327 C20H29N30 1000350-11-6 11

Abundance Scan 2966 (20.633 min): BP015863.D\data.ms (-2962) (- m/z 326.90 100.00%

326.9
159.0
5000/ 830
19.0
s R
H is 20.50 21.00
(

0! hily. 41184760 5481 /7 358 86 82.73%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #247547: 4-Bromo-2,6-dichlorobenzoic acid, TMS

327.0
253.0

3

5000 — —
20.50 21.00

73.0 1440 m/z 159.00  57.84%

L5.0J1H!h,\‘“h \Lh A H |’l L d L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235683: 6-(4-Chlorophenyl)benzo[4,5]imidazo[1,2-c]-qui
329.0

o

=

— —
20.50 21.00

o

‘\\\\’\“\l\\‘\\\\‘\\\\‘\\\\‘\\\\“\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #233024: 1H-Indole, 5,6-dimethoxy-2-(3,5-dimethoxyphel P ——
327.0 20.50 21.00

m/z 324.90  50.13%

5000 m/z 194.90 56.62%
147.0
63.0 | | 216.0

5000

269.0

2

77.0 164.0 1
O e et e e e

7 —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acq On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 22 unknown-09 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
20.827 4.73 ng/ul 532995  Chrysene-di12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Quinoline, 2,3,4-trichloro- 231 C9H4C13N 040335-02-2 42
2 Carbamic acid, (2,4-dichlorophen... 233 C9H9C12NO2 006333-37-5 35
3 4-Bromo-3-nitrobenzenethiol 233 C6H4BrN02S 1000459-09-8 25
4 4-(4-Bromophenyl)pyridine 233 C11H8BrN 039795-60-3 25
5 Carbamic acid, (3,4-dichlorophen... 233 C9H9C12NO2 007159-94-6 18

Abundance Scan 2999 (20.827 min): BP015863.D\data.ms (-2996) (- m/z 194.90 100.00%

82.9 194.9
281.0
5000
342.9 o T
ﬂ 409.6 475.1 548.! 20-50 2100
0! ol 10204701 3985 /7 82,90 91.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #113003: Quinoline, 2,3,4-trichloro-
231.0
161.0
5000 — —
99.0 20.50 21.00
? \ m/z 161.00  86.52%
O‘\\\m\’\h\}’l\H\“'\ll\‘“\ﬂ\‘ \\\\“\\\ ‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #115295: Carbamic acid, (2,4-dichlorophenyl)-, ethyl este
161.0

2

- —
250 233.0 20.50 21.00
5000, | m/z 230.90  85.36%

g

90.0
o"HJ,MWMW‘ Huulm_m,uH,W_WW_W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115134: 4-Bromo-3-nitrobenzenethiol
30.0 235.0 20.50 21.00
m/z 84.90 81.99%
B T W\WJ\A
oMl e | A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acq On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 23 unknown-10 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

20.875 18.36 ng/ul 2066670 Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Amino-3-phenylpyrazole 159 C9H9N3 000827-41-8 25
2 2,4-Dichloro-1-dimethyl(trimethy... 320 C13H22C120Si2 1000280-14-1 14
3 Dimethylgermanium dichloride 174 C2H6C12Ge 001529-48-2 11
4 2,2,5-Endo,6-ex0,8,9,9,10-octach... 410 C10H10Cl8 058002-19-0 11
5 1-Phenyl-1H-pyrazol-3-amine 159 C9H9N3 001128-56-9 10

Abundance Scan 3007 (20.874 min): BP015863.D\data.ms (-3004) (-  m/z 159.00 100.00%
1

59.0
82.9
230.9
5000 304.9
20‘56 ‘21‘00‘
362.8 . .
429.2
0. | 4891548 m/z 82.90  77.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #35969: 5-Amino-3-phenylpyrazole
159.0
5000 “ ——
770 20.50 21.00
{ m/z 84.90 70.80%
O\\\}\\‘\H\}‘"\‘\‘L\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223878: 2,4-Dichloro-1-dimethyl(trimethylsilylmethyl)sily
159.0
— —
20.50 21.00
m/z 194.90  66.46%
5000 73.0
bl 050
T Y S —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #49184: Dimethylgermanium dichloride “ —
159.0 20.50 21.00
m/z 161.00 61.77%
- ﬂﬂajk%W\AAﬂ\/\ﬂﬁﬂA/&M
08(‘3-#}“"“‘h “ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acq On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 24 2,2,5-Endo,6-ex0,8,9,9,10-0... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.998 13.66 ng/ul 1537420 Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,5-Endo,6-ex0,8,9,9,10-octach... 410 C10H10C18 058002-19-0 90
2 Benzene, 1,2,3-trichloro-4-methyl- 194 C7H5C13 007359-72-0 41
3 Benzene, 1-chloro-4-(dichloromet... 194 C7H5C13 013940-94-8 25
4 Bis-2-chloroethyl-2-chloroethylp... 268 C6H12C1303P 006294-34-4 18
5 Dimethylgermanium dichloride 174 C2H6C12Ge 001529-48-2 14
Abundance Scan 3028 (20.998 min): BP015863.D\data.ms (-3022) (- m/z 159.00 100.00%
159.0

85.0 268.9

5000
340.9
Mlm \ 01.9461.1 549, 21.00
0 ‘W“nﬂﬁuﬂ 199611 5490 n/z 161.00  85.10%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307426: 2,2,5-Endo,6-ex0,8,9,9,10-octachlorobornane

%

Abundance #69661: Benzene, 1-chloro-4-(dichloromethyl)-
159.0 21.00

m/z 85.00 50.55%

159.0
305.0
33.0
5000 T
99.0 21.00
377.0 m/z 125.00 67.97%
O,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69660: Benzene, 1,2,3-trichloro-4-methyl-
159.0
—r
21.00
5000 ITI/Z 268.90 52.88%
63.0
o_m‘lJ,'“““v““m"mlmuwHwWHWm_m_m_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
—r

5000

89.0
Q ﬂhll\\ ‘I\ l H

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

3

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 unknown-11 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
21.051 4.47 ng/ul 503431 Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Dichlorobenzyl chloride 194 C7H5C13 002745-49-5 46
2 4-Methoxycinnamonitrile, c&t 159 C10H9NO 028446-68-6 30
3 1H-Indole-5-carboxaldehyde, 1-me... 159 C1OH9NO 090923-75-4 27
4 Propane, 1,1,1,3-tetrachloro- 180 C3H4Cl4 001070-78-6 27
5 3-endo,5-endo-dichloro-7,7-bis-c... 340 C10H1eCl6 1000365-99-8 22

Abundance Scan 3037 (21.051 min): BP015863.D\data.ms (-3034) (-~ m/z 158.95 100.00%

830 159
230.1
5000
378.9 21,00 |
0. 4120 5349 n/z 83.00 83.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69652: 2,5-Dichlorobenzyl chloride
159.0
5000 —— :
21.00
63.0 m/z 196.95  72.24%
O‘\\‘\“\H%\‘IJH‘I‘\“‘\\L\h\‘ \\\HI‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35629: 4-Methoxycinnamonitrile,c&t
159.0
T
89.0 21.00
5000 ITI/Z 85.00 71.60%
15.0
O“HJ“Jm‘i,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #35676: 1H-Indole-5-carboxaldehyde, 1-methyl- ——
150.0 21.00

m/z 194.90  70.65%

5000 77.0

| “ I ‘\l N

R AR —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00

4
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acq On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 26 unknown-12 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
21.163 5.78 ng/ul 650145  Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,5-Endo,6-ex0,8,9,9,10-octach... 410 C10H10C18 058002-19-0 42
2 Dimethylgermanium dichloride 174 C2H6C12Ge 001529-48-2 30
3 2,4-Dichloro-1-(2,3-dibromo-2-ch... 378 C9H7Br2C13 1000444-78-6 15
4 Benzene, 1,2,3-trichloro-4-methyl- 194 C7H5C13 007359-72-0 15
5 Benzene, 1,3-dichloro-5-(chlorom... 194 C7H5C13 003290-06-0 15

Abundance Scan 3056 (21.163 min): BP015863.D\data.ms (-3053) (- m/z 159.00 100.00%

159.0
83.0 231.0
5000
2100 2150
376.8 . :
0 47495351 1/7 161.00  74.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307426: 2,2,5-Endo,6-ex0,8,9,9,10-octachlorobornane
159.0
305.0
33.0
5000 e —
99.0 21.00 21.50
377.0 m/z 125.00 69.45%
O,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #49184: Dimethylgermanium dichloride
159.0
P e
21.00 21.50
5000 ITI/Z 231.00 57.56%
89.(# ‘
o“‘u“cw‘waq‘W‘w“‘w“‘w“‘w““_“‘_“‘_“‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #286467: 2,4-Dichloro-1-(2,3-dibromo-2-chloropropyl)ben —— ——
159.0 21.00 21.50

m/z 83.00 56.75%

5000

:

63.0 l ‘
ol bbb "

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

| . 231.0 30910 382.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.210  28.84 ng/ul 3246300 Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 93
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 89
3 Heptacos-1-ene 378 C27H54 015306-27-1 87
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 86
5 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 81

Abundance Scan 3064 (21.210 min): BP015863.D\data.ms (-3059) (-  m/z 57.05 100.00%

57.0 '
5000
1p5.1 —— ——
{ 1] 1949 278093388 21.00 21.50
0“‘v‘Mq “MMM“WMHHMMAmPWWW‘N 41%7‘ﬂ7§%5§59 m/z 43.05 90.59%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — ——
21.00 21.50
m/z 83.00  84.06%
O\\J‘\l\‘\\\\‘\\\\‘]\_\8\2\‘0\\\\‘2\\89\(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138523: 5-Octadecene, (E)-
55.0
—— —
21.00 21.50
5000 ITI/Z 55.00 76.70%
ooz 220
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #286432: Heptacos-1-ene T ——
57.0 21.00 21.50
m/z 69.00 62.81%
5000
1p5.0
‘ ‘i } 378.0
o H‘_uw!pum‘H‘Wm‘mw“H_m_m‘mw — e
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acq On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 28 unknown-13 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

21.275 8.20 ng/ul 923522  Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,3,3-Tetrachloro-1,3-disilacy... 224 C2H4C14Si2 002146-97-6 38
2 2-Benzothiazolamine, 6-nitro- 195 C7H5N302S 006285-57-0 14
3 2-Chloroethyl thiocyanate 121 C3H4CINS 1000342-25-2 14
4 Benzene, 1,2,3-trichloro-4-methyl- 194 C7H5C13 007359-72-0 12
5 2,6-Dichlorobenzylsulfonyl chloride 258 C7H5C1302S 085952-31-4 12

Abundance Scan 3075 (21.274 min): BP015863.D\data.ms (-3072) (-  m/z 226.10 100.00%

226.1
830 15990
5000
304.9
L — T
3788 | 21.00 21.50
) 4725 5490 . 83 00  66.11%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #104634: 1,1,3,3-Tetrachloro-1,3-disilacyclobutane

-

226.0
5000 — —
63.0 21.00 21.50
m/z 159.00 62.12%
O‘\\\\‘\\\\‘\h‘\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #70538: 2-Benzothiazolamine, 6-nitro-
195.0
—r —
63.0 21.00 21.50
5000 122.0 m/z 84.90  58.45%
o‘wu\w‘MMW‘LL‘m_m_ww_WW_WH_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10773: 2-Chloroethyl thiocyanate T T
27.0 21.00 21.50
m/z 194.90 50.30%
5000
121.0
OLHH —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acq On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 29 unknown-14 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.398 21.76 ng/ul 2449030 Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2,4,5-trichloro- 195 C6H4C13N 000636-30-6 44
2 Phthalic acid, isobutyl 2,4,6-tr... 414 C19H17C1304 1000382-87-7 44
3 Benzenamine, 2,3,4-trichloro- 195 C6H4C13N 000634-67-3 44
4 Benzenamine, 2,4,5-trichloro- 195 C6H4C13N 000636-30-6 25
5 Selenolo[2,3-b]pyridine, 3-methyl- 197 C8H7NSe 055108-56-0 25

Abundance Scan 3096 (21.398 min): BP015863.D\data.ms (-3091) (- m/z 82.90 100.00%
.0

:

230.9
5000
21.00 21.50
0! m/z 159.00  98.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #70495: Benzenamine, 2,4,5-trichloro-
195.0
5000 “ —
124.0 21.00 21.50
62.0 m/z 149.00  98.16%
O ‘1‘!"\“\"““}\“v"h \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310006: Phthalic acid, isobutyl 2,4,6-trichlorobenzyl este
149.0
— —
21.00 21.50
5000 ITI/Z 194.90 94.94%
379.0
57.0 ‘
0L rbhetin b b, u‘?"79"“‘39"lew_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #70496: Benzenamine, 2,3,4-trichloro- “ ——
195.0 21.00 21.50

m/z 84.90  81.25%

124.0
5000
mM h\ I M Jh‘ iy ‘\ .V “ I

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

o

SFAM-EPA-BP062623.MA.M Sat Jul 01 22:27:29 2023 Page: 31



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acq On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 30 unknown-15 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.

21.898 4.25 ng/ul 478360  Chrysene-di12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanol, bromomethyldimethylsi... 252 C9H21Br0Si 1000375-64-8 30
2 N-(3,5-Dinitro-phenyl)-3,5-dinit... 377 C13H7N509 058338-55-9 25
3 3-0-Acetyl-1,4-anhydro-2,5-di-0-... 204 C9H1605 1000357-22-8 12
4 2,2',4',5"-Tetrachloroacetanilide 271 C8H5C14NO 023595-42-8 12
5 3-Aminooxy-4-chlorobutyric acid,... 181 C6H12C1NO3 1000186-78-9 12

Abundance Scan 3181 (21.898 min): BP015863.D\data.ms (-3178) (- m/z 82.90 100.00%
82.9
159.0

5000

-

— =
410.8 21.50 22.00

ol 4780 548 /7 159.00  83.87%
mjz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #138716: 2-Hexanol, bromomethyldimethylsilyl ether
75.0 159.0

-

5000 — —
21.50 22.00

m/z 194.90  80.82%

1500y, m”l Sy 237.0

Ty T rTTT TI T[T T T[T T T T[T T T T[T T TT [T T TT[TT T T [TTTT[T
\ 1 | T I \ I I I I

‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #285082: N-(3,5-Dinitro-phenyl)-3,5-dinitro-benzamide

o

-

195.0
— ——
21.50 22.00
5000 m/z 84.90 80.61%
75.0
ol s .x‘.ml?ﬂ.ow 284.0
e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #80954: 3-O-Acetyl-1,4-anhydro-2,5-di-O-methyl-D-ribitol

85.0 21.50 22.00
m/z 242.05 70.11%
159.0
5000
0““‘ — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP063023\

Data File : BP@15863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 31 (DEL) Alkane: Straight-Chai... Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
22.127 5.34 ng/ul 601140  Chrysene-di12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Nonadecane 268 C19H40 000629-92-5 93
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Pentadecane 212 C15H32 000629-62-9 83

Abundance Scan 3220 (22.127 min): BP015863.D\data.ms (-3217) (- m/z 57.00 100.00%
57.0

2000 /L/\‘JV\W/
2200 2250
127.1 242.1 : :
ouu_m‘f”ﬁ?‘??”wH‘“‘3‘5‘?"1“““‘3‘1“1“}9‘1‘??“‘?“ m/z 71.05 68.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane
57.0
5000 — ——
22.00 22.50
m/z 43.00 62.18%
J L g270 240.0
O\\\‘“\\\\‘\“\‘\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
— —
22.00 22.50
5000 m/z 85.05 50.58%
“ PF70 197.0 268.0
owMuwwwmwH_m_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl- T —
57.0 22.00 22.50
m/z 55.00 24.39%
5000
140.0
m/z--> 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_P\Data\BP063023\
Data File : BP@15863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 1-Heneicosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.169 21.41 ng/ul 2410550  Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Octadecanol 270 C18H380 000112-92-5 94

Abundance Scan 3227 (22.169 min): BP015863.D\data.ms (-3223) (- m/z 57.00 100.00%
57.0

2000 xfdd\/kaﬂA\mV\ﬁJ\vﬂ
5.1 — —
‘ 22.00 22.50
bl JM i 222 3084 41504751 549.  n/z 83.00  97.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
53.0
5000 —— —
22.00 22.50
1P5.0 m/z 55.00 94.65%
O‘\\J\M\"\\l \J}‘l\l\‘l\‘! ‘h\l\l\g\e‘.\q\\z‘e\e\.\o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene
55.0
— —
22.00 22.50
5000 ITI/Z 43.00 93.68%
125.0
\ ‘ 195.0 2640 00
L SR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1 —— —
57.0 22.00 22.50
m/z 97.10 86.13%
5000
125.0
ob kbl [ 2950 8080 — —
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_P\Data\BP063023\
Data File : BP@15863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 33 Heptadecanal Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
22.916 3.17 ng/ul 508419 Perylene-di2 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 93
2 1,19-Eicosadiene 278 C20H38 014811-95-1 93
3 Pentadecanal- 226 C15H300 002765-11-9 92
4 Octadecanal 268 C18H360 000638-66-4 91
5 Hexacosanal 380 C26H520 026627-85-0 90

Abundance Scan 3354 (22.916 min): BP015863.D\data.ms (-3351) (- m/z 43.00 100.00%

43.0 ' '
5000
“ ’ 23.00
281.0 356.1 428.4 :
0l me"J‘“JIU,MH "\m‘l et 9890 s 57,00 97.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141014: Heptadecanal
43.0
5000 T
23.00
m/z 82.00  83.05%
}‘\ h"llh 2080
O‘\\f[\1f\‘1f\\’\\1\‘Y\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171302: 1,19-Eicosadiene
55.0
——
23.00
5000 m/z 55.00 74.64%
3.0
ob MU a000 200
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107137: Pentadecanal- T
82.0 23.00
m/z 83.00 62.12%
J‘ 1820
ol e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00
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Data Path : Z:
Data File : BP

Acqg On 01
Operator : MA
Sample : 03
Misc

ALS vial : 29

Quant Method
Quant Title

TIC Library
TIC Integratio

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
015863.D
Jul 2023 01:54
/U
161-12

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L
n Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
: SVOA CALIBRATION

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 34

(DEL) Alkane: Straight-Chai...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
23.233  31.75 ng/ul 5098570  Perylene-di12 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
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 91
5 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 91

Abundance Scan 3408 (23.233 min): BP015863.D\data.ms (-3402) (-  m/z 57.05 100.00%
57.0

5000

:

|| 127 1972 2300 2350
o_H‘,"HJ_m«H‘:‘“‘2‘5‘1"‘1"3‘5‘1‘-‘3‘4‘1“?-‘9“‘59‘3‘-9“‘ m/z 71.85 69.99%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
5000 == =
23.00 23.50
m/z 43.05 61.65%
l‘ FF70 197.0 268.0
O ‘\l\’\\\\‘\\‘\\l“\‘\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

N

Abundance #194590: Heneicosane
23.00 23.50
5000 ITI/Z 85.05 50.54%
0 \‘ ‘ I J‘1F7ﬂ 1 ‘197 0 296.0
A A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane = =
57.0 23.00 23.50
m/z 55.00 22.76%
h JL
ol | ‘ || 1270 197.0 267.0  367.0
A A e e e —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\

Data File : BP@
Acqg On 01
Operator : MA/
Sample : 031
Misc

ALS vial : 29

Quant Method
Quant Title

TIC Library

Library Search Compound Report

15863.D

Jul 2023 01:54
Ju

61-12

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 35 Oxirane, heptadecyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
24.274 7.51 ng/ul 1205670  Perylene-di12 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 Tetracosanal 352 C24H480 057866-08-7 91
5 Octacosanal 408 C28H560 022725-64-0 90

Abundance Scan 3585 (24.274 min): BP015863.D\data.ms (-3581) (-  m/z 57.00 100.00%
57.0

Lj

5000
‘ 3.1 20‘7-0 o821 3902 24.00 24.50
o bbb, 20ES  SUD24585 8212 mjz 82.00  82.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176357: Oxirane, heptadecyl-
82.0
5000 — ——
24.00 24.50
m/z 43.05 81.51%
‘ 264.0
0‘\\|\‘ "‘\\\\‘\‘\JP\.\“‘\l\‘\\l“\\l\‘\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

.

Abundance #158580: Oxirane, hexadecyl-
82.0
24.00 24.50
5000 m/z 55.00 60.56%
o$§¢,¢J‘ “FF“hHHMKQO W/\Jmm\,j\mej\/\J
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #158569: Octadecanal T ——
43.0 24.00 24.50
m/z 83.05 54.24%
5000
109.0

L, 220
Ot ,“"H‘QWM@‘_“w“u“‘H“H“H“‘H“_“w‘ — —
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\BP063023\
Data File : BP@15863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 36 unknown-16 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

24,557 41.28 ng/ul 6627760  Perylene-d12 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 1-pyreneethanoate 274 C19H1402 073654-19-0 35
2 N-[2-(1H-Indol-3-yl)ethyl]propan... 288 C16H24N20Si 1000493-19-0 25
3 1-Pyrenebutanoic acid 288 C20H1602 003443-45-6 15
4 Indanidine 215 C11H13N5 085392-79-6 15
5 10-Fluoro-2,4-dimethylpyrimido[1... 215 C12H10FN3 1000388-01-0 11

Abundance Scan 3633 (24.557 min): BP015863.D\data.ms (-3626) (- m/z 69.00 100.00%

69.0 215.2
5000 .

T
24.50

ol 4152 548! m/z 215.15  99.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166311: Methyl 1-pyreneethanoate
215.0
5000 274.0 ‘24ﬁ50‘ |

m/z 55.00  82.96%

0h29:0 107.0 Lo

‘\\\\‘WTVW[\\\\[\\\\[f\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #183867: N-[2-(1H-Indol-3-yl)ethyl]propanamide, TMS de
73.0 215.0

LA \
24.50
5000 m/z 105.00 76.30%
143.0 288.0
21U BUS VRN § S S——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #184259: 1-Pyrenebutanoic acid —
215.0 24.50
m/z 255.20 68.47%
5000
288.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 37 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

24.663  23.65 ng/ul 3798290  Perylene-di12 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Heptadecane 240 C17H36 000629-78-7 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 9-Methylheneicosane 310 C22H46 070475-51-3 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3651 (24.663 min): BP015863.D\data.ms (-3645) (-  m/z 57.05 100.00%
57.0

- LJL
—— —
O d b 2972 290 3654 47595361 nyz 71.85  71.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl-
43.0
5000 T —
24.50 25.00
m/z 43.05 61.58%
196.0
O‘\\\ “\)\\J\i‘ﬂ-ﬂ\]\%“\1\\L!\\2\5‘4\..\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
—— —
24.50 25.00
5000 m/z 85.10 50.65%
7.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane T T
57.0 24.50 25.00
m/z 55.00 23.18%
- //\J\\/LU
7.0
o LS om0 oo R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc

ALS vial : 29

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 38 (Z)-14-Tricosenyl formate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
26.115 31.02 ng/ul 4981100 Perylene-di2 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 95
2 Hexacosanal 380 C26H520 026627-85-0 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Octadecanal 268 C18H360 000638-66-4 90
5 Octadecanal 268 C18H360 000638-66-4 90

Abundance Scan 3898 (26.115 min): BP015863.D\data.ms (-3890) (- m/z 57.00 100.00%
57.0

5000 WH/\¢\‘m#/\vﬁwv~/
— —
‘ ‘ f&11801 0811 418.4 26.00 26.50
ol AL Ly 280 28113420 418447605351 .., 43 95 83.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275491: (Z)-14-Tricosenyl formate
53.0
5000 — —
26.00 26.50
3.0 m/z 82.00 78.59%
' 320.0
O'wl‘“"[hl“whlls?.o250.0||
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287971: Hexacosana
57.0
— =
26.00 26.50
5000 ITI/Z 55.00 59.49%
4.0 362.0
0‘1%@«182-0250-0‘,\,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158579: Oxirane, hexadecyl- —— —
82.0 26.00 26.50
m/z 96.00 55.65%
5000 JWW\MMhWV/\WMWMWWﬁMM
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP@15863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
26.621 36.01 ng/ul 5783090  Perylene-d12 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacosane, 2-methyl- 422 C30H62 001560-75-4 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane, 1-iodo- 520 C28H571 1000406-32-2 91

Abundance Scan 3984 (26.621 min): BP015863.D\data.ms (-3977) (- m/z 57.05 100.00%
57.0

-

5000
— ‘
Ol Ll 3222070 36538 4448 5211 m/z 71.10  71.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #314339: Nonacosane, 2-methyl-
57.0
5000 T —
26.50 27.00
70 379.0 m/z 43.05 59.55%
U Rasrozere ™
O‘\\‘\\‘\\\\‘1\\\‘\‘\H’\\\‘\“\‘\\\“\\\\‘\\Y\"HH‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194590: Heneicosane
57.0
—— —
26.50 27.00
5000 ITI/Z 85.10 51.19%

J I il 191970 2960

-

O b R R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347241: Tetratetracontane T ‘ ‘
57.0 26.50 27.00
m/z 55.00  24.29%

- w\

o HIH‘“27;9;97.0267.0337.0407.0 491.0 562.0
[ e e e T T T T e T T T —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 26.50 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015863.D

Acqg On : 01 Jul 2023 01:54
Operator : MA/JU

Sample : 03161-12

Misc :

ALS Vvial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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|
2H-Pyran, tetra... 3.922 5.0 ng/ul 400583 1 8.052 1585950 20.0
Benzophenone 16.069 6.6 ng/ul 993609 3 14.704 3005890 20.0
Pentadecanoic acid 17.334 2.5 ng/ul 359535 4 17.463 2930290 20.0
(E)-Hexadec-9-e... 18.263 9.0 ng/ul 1316120 4 17.463 2930290 20.0
n-Hexadecanoic ... 18.316 27.9 ng/ul 4093530 4 17.463 2930290 20.0
(DEL) Alkane: S... 19.192 2.9 ng/ul 419137 4 17.463 2930290 20.0
9,12-Octadecadi... 19.404 3.0 ng/ul 440229 4 17.463 2930290 20.0
Octadecanoic acid 19.539 10.9 ng/ul 1229030 5 21.551 2251450 20.0
unknown-01 19.933 5.5 ng/ul 618904 5 21.551 2251450 20.0
unknown-02 20.098 3.0 ng/ul 339501 5 21.551 2251450 20.0
unknown-03 20.133 5.6 ng/ul 625689 5 21.551 2251450 20.0
unknown-04 20.174 2.4 ng/ul 274259 5 21.551 2251450 20.0
unknown-05 20.227 4.8 ng/ul 535570 5 21.551 2251450 20.0
(DEL) Alkane: S... 20.269 8.8 ng/ul 996115 5 21.551 2251450 20.0
unknown-06 20.339 8.7 ng/ul 976217 5 21.551 2251450 20.0
unknown-07 20.410 5.4 ng/ul 609522 5 21.551 2251450 20.0
Benzenamine, 2,... 20.457 8.7 ng/ul 984361 5 21.551 2251450 20.0
Bornane, 2,2,5-... 20.575 15.0 ng/ul 1691400 5 21.551 2251450 20.0
unknown-08 20.633 5.0 ng/ul 566320 5 21.551 2251450 20.0
unknown-09 20.827 4.7 ng/ul 532995 5 21.551 2251450 20.0
unknown-10 20.875 18.4 ng/ul 2066670 5 21.551 2251450 20.0
2,2,5-Endo,6-ex... 20.998 13.7 ng/ul 1537420 5 21.551 2251450 20.0
unknown-11 21.051 4.5 ng/ul 503431 5 21.551 2251450 20.0
unknown-12 21.163 5.8 ng/ul 650145 5 21.551 2251450 20.0
(DEL) Alkane: S... 21.210 28.8 ng/ul 3246300 5 21.551 2251450 20.0
unknown-13 21.275 8.2 ng/ul 923522 5 21.551 2251450 20.0
unknown-14 21.398 21.8 ng/ul 2449030 5 21.551 2251450 20.0
unknown-15 21.898 4.3 ng/ul 478360 5 21.551 2251450 20.0
(DEL) Alkane: S... 22.127 5.3 ng/ul 601146 5 21.551 2251450 20.0
1-Heneicosanol 22.169 21.4 ng/ul 2410550 5 21.551 2251450 20.0
Heptadecanal 22.916 3.2 ng/ul 508419 6 24.092 3211500 20.0
(DEL) Alkane: S... 23.233 31.8 ng/ul 5098570 6 24.092 3211500 20.0
Oxirane, heptad... 24.274 7.5 ng/ul 1205670 6 24.092 3211500 20.0
unknown-16 24.557 41.3 ng/ul 6627760 6 24.092 3211500 20.0
(DEL) Alkane: S... 24.663 23.6 ng/ul 3798290 6 24.092 3211500 20.0
(Z)-14-Tricosen... 26.115 31.0 ng/ul 4981100 6 24.092 3211500 20.0
(DEL) Alkane: S... 26.621 36.0 ng/ul 5783090 6 24.092 3211500 20.0
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