LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP©18824.D

Acqg On : 14 Dec 2023 02:01
Operator : MA/JU

Sample : 05677-11

Misc :

ALS Vvial : 15 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-BP120123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18824.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.258 26 29 34 rVB 67888 81208 ©.98% 0.094%
2 3.681 97 101 113 rBV 308768 457789 5.54% 0.532%
3  3.917 136 141 145 rBV 21050 31158 0.38% 0.036%
4 4,005 153 156 161 rVB 17435 22203 0.27% 0.026%
5 4.934 306 314 318 rvB3 7439 16163 0.20% 0.019%
6 6.246 531 537 541 rBv4 10901 20439 0.25% 0.024%
7 6.387 556 561 566 rBv9 6941 13833 0.17% 0.016%
8 6.793 622 630 633 rBv8 8699 19231 0.23% 0.022%
9 7.005 659 666 678 rVB 281179 447559 5.42% 0.520%
106 7.169 687 694 707 rVB 888732 1383168 16.75% 1.608%
11  7.364 720 727 735 rBV 868068 1353661 16.39% 1.574%
12 7.458 739 743 749 rVB8 5654 11570 0.14% 0.013%
13 7.834 800 807 815 rBV 1055856 1622882 19.65% 1.887%
14 8.546 921 928 938 rBV 659976 1043924 12.64% 1.214%
15 8.993 997 1004 1012 rBV 936817 1488013 18.02% 1.730%
16 9.093 1015 1021 1026 rVB10 9793 21127 0.26% 0.025%
17 9.716 1119 1127 1135 rBV 645287 1078896 13.06% 1.255%
18 9.952 1161 1167 1173 rVB 5847 11495 0.14% 0.013%

19 10.252 1211 1218 1234 rBV 1098479 1846862 22.36% 2.148%
20 10.628 1275 1282 1289 rBV 1268297 2062538 24.97% 2.398%

21 10.769 1297 1306 1324 rBV 727855 1275486 15.44%  1.483%

22 11.028 1343 1350 1354 rVB1o 4925 12046 ©0.15% 0.014%
23 11.187 1373 1377 1383 rBV 52039 83885 1.02% ©.098%
24 11.893 1491 1497 153 rBV7 8545 16860 ©.20% ©0.020%
25 11.963 1505 1509 1514 rVB 12695 18969 ©.23% 0.022%
26 12.216 1546 1552 1557 rBV 22482 39643 0.48%  0.046%
27 12.293 1557 1565 1571 rVB 9873 25008 ©.30% 0.029%
28 12.375 1571 1579 1583 rBV6 12990 30016 ©.36% ©.035%
29 12.422 1583 1587 1591 rVB 49034 70588 ©0.85% 0.082%
30 12.769 1641 1646 1654 rVV 185314 262779 3.18% ©.306%
31 12.840 1655 1658 1664 rVB6 7715 12925 0.16% ©0.015%
32 13.187 1714 1717 1722 rBV6 14144 20226 0.24% 0.024%
33 13.246 1722 1727 1732 rVB9 8132 14185 0.17% 0.016%
34 13.299 1732 1736 1740 rBV7 7494 10274 ©.12% 0.012%
35 13.375 1743 1749 1756 rBV ~ 363225 520093 6.30% ©0.605%
36 13.604 1783 1788 1792 rBV3 19544 28568 ©.35% 0.033%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP©18824.D

Acqg On : 14 Dec 2023 02:01
Operator : MA/JU

Sample : 05677-11

Misc :

ALS Vvial : 15 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-BP120123.MA.M
Title : SVOA CALIBRATION
37 13.693 1799 1803 1808 rvB2 11878 17081 0.21% 0.020%
38 13.757 1810 1814 1821 rBV7 23801 40553 0.49% 0.047%
39 13.881 1825 1835 1848 rVV 2193983 3070527 37.18% 3.570%
40 13.998 1848 1855 1868 rVV 1498763 2017215 24.42% 2.346%
41 14.122 1870 1876 1878 rVV 1070810 1471834 17.82% 1.711%
42 14.157 1878 1882 1898 rVB 2463503 3658951 44.30% 4.255%
43 14.351 1907 1915 1919 rBV2 95805 154093 1.87% 0.179%
44 14.463 1923 1934 1942 rBV2 2424213 4019644 48.67% 4.674%
45 14.604 1956 1958 1961 rVB2 12811 13558 0.16% 0.016%
46 14.669 1961 1969 1972 rBV2 186213 353840 4.28% 0.411%
47 14.704 1972 1975 1980 rVB2 205203 298047 3.61% 0.347%
48 14.863 1998 2002 2010 rVB 35158 65816 0.80% 0.077%
49 14.998 2019 2025 2036 rVB 688524 932303 11.29% 1.084%
50 15.122 2040 2046 2055 rBV 957048 1270393 15.38% 1.477%
51 15.234 2058 2065 2071 rBV 102363 188962 2.29% 0.220%
52 15.340 2079 2083 2085 rBV 50121 63355 0.77% 0.074%
53 15.369 2085 2088 2096 rVB 46286 79639 0.96% 0.093%
54 15.457 2096 2103 2109 rBV 3136050 4582633 55.48% 5.329%
55 15.510 2109 2112 2117 rVB2 59330 78711 0.95% 0.092%
56 15.575 2117 2123 2130 rBV 818134 1130230 13.68% 1.314%
57 15.640 2130 2134 2140 rVB3 75669 116205 1.41% 0.135%
58 15.740 2147 2151 2155 rVB4 22505 31969 0.39% 0.037%
59 15.922 2177 2182 2185 rBv2 75545 110959 1.34% 0.129%
60 15.963 2185 2189 2197 rVB2 162115 257548 3.12% 0.299%
61 16.157 2218 2222 2226 rVB5 21357 28907 0.35% 0.034%
62 16.345 2251 2254 2258 rBV6 8828 13784 0.17% 0.016%
63 16.410 2262 2265 2270 rVB6 16699 28339 0.34% 0.033%
64 16.534 2283 2286 2290 rBV2 21056 26615 0.32% 0.031%
65 16.845 2335 2339 2346 rVB 33687 41312 0.50% 0.048%
66 16.928 2349 2353 2366 rBV2 90350 223809 2.71% 0.260%
67 17.022 2367 2369 2375 rVB2 17715 24888 0.30% 0.029%
68 17.210 2395 2401 2406 rBV 2311914 3229661 39.10% 3.755%
69 17.251 2406 2408 2412 rVV 250689 287994 3.49% 0.335%
70 17.310 2412 2418 2429 rVB 3785635 5318630 64.40% 6.185%
71 17.704 2481 2485 2489 rBV 32001 43622 0.53% 0.051%
72 17.851 2507 2510 2512 rBV4 16336 22066 0.27% 0.026%
73 18.069 2542 2547 2549 rBV3 74909 110925 1.34% 0.129%
74 18.104 2549 2553 2561 rVB 382300 579423 7.02% 0.674%
75 18.269 2578 2581 2585 rBV3 26324 37946 0.46% 0.044%
76 18.304 2585 2587 2592 rVB 37542 39061 0.47% 0.045%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP©18824.D

Acqg On : 14 Dec 2023 02:01
Operator : MA/JU

Sample : 05677-11

Misc :

ALS Vvial : 15 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-BP120123.MA.M
Title : SVOA CALIBRATION
77 18.386 2598 2601 2604 rBV4 26683 32235 0.39% 0.037%
78 18.569 2629 2632 2636 rBv4 20602 27065 0.33% 0.031%
79 18.628 2638 2642 2646 rBV3 117389 165001 2.00% 0.192%
80 18.851 2677 2680 2683 rBV6 23986 31593 0.38% 0.037%
81 19.051 2708 2714 2718 rBV3 76847 140785 1.70% 0.164%
82 19.122 2723 2726 2730 rVV2 60569 85218 1.03% 0.099%
83 19.192 2734 2738 2740 rW 66719 94580 1.15% 0.110%
84 19.222 2740 2743 2751 rVB 212424 284800 3.45% 0.331%
85 19.339 2758 2763 2770 rBV 511853 721310 8.73% 0.839%
86 19.545 2792 2798 2805 rBV 5286382 7179683 86.93%  8.349%
87 19.722 2824 2828 2835 rBV 88943 124621 1.51% 0.145%
88 19.904 2855 2859 2863 rVB 204798 226664 2.74%  0.264%
89 20.280 2920 2923 2927 rBV2 79058 93727 1.13% 0.109%
90 20.333 2927 2932 2937 rVB 405206 486405 5.89% 0.566%
91 20.410 2940 2945 2952 rBV 1284708 1501867 18.18% 1.746%
92 20.686 2988 2992 2994 rBV 229374 307546 3.72% 0.358%
93 20.710 2994 2996 3005 rVB 448206 516803 6.26% 0.601%
94 20.886 3022 3026 3040 rBV 2927067 3824625 46.31% 4.447%
95 20.992 3041 3044 3046 rBV2 111014 121071 1.47% 0.141%
96 21.063 3053 3056 3061 rVB 333839 338592 4.10% 0.394%
97 21.298 3091 3096 3109 rVB 3523583 4462742 54.03% 5.189%
98 21.957 3204 3208 3214 rVB2 1908162 2672585 32.36% 3.108%
99 23.504 3464 3471 3487 rVB2 4172850 8259271 100.00% 9.604%
100 23.657 3490 3497 3507 rVB 2435663 4743541 57.43% 5.516%

Sum of corrected areas: 85998648
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 14 Dec 2023 02:01
: MA/JU
. 05677-11

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
BP018824.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BP018824.D\data.ms

7.834 10.2520-0%8

7.16864 8.993
8.546

3.258 | 34005 4.934 6.74887 6.793| || 7.458 \ AO% 9.952 111487

9.716 0.769

3.681 7.00

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BP018824.D\data.ms

19.

p45

17.310

15.457

14.15/4.463
13.881

13.375

4.3

Time-->

EREL S

12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BP018824.D\data.ms

23.504

21.298

20.886
23.657

21.957

SN\ N A N Y N ¥ U U U N

0.71@1.063
0. .9 EJ

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP018824.D

Acqg On : 14 Dec 2023 02:01
Operator : MA/JU

Sample : 05677-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 2H-imidazole-2-thione, 1,3-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.375 2.59 ng/ul 520093  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-imidazole-2-thione, 1,3-dihyd... 156 C7H12N2S 1000404-33-5 62
2 1,4-benzenedicarbonitrile, 2,5-d... 156 C1@H8N2 1000404-33-1 58
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 58
4 Pent-1-yn-3-ene, 4-methyl-3-phenyl- 156 C12H12 065050-80-8 58
5 Disulfide, methyl phenyl 156 C7H8S2 014173-25-2 53
Abundance Scan 1749 (13.375 min): BP018824.D\data.ms (-1743) (- m/z 156.10 100.00%
156.1
57.0
5000
— —
M | ‘ ‘ 13.00 13.50
ol ad ], 220028103411 4159 48215406 1/, 57,65  65.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33428: 2H-imidazole-2-thione, 1,3-dihydro-1-methyl-5-(1
156.0
5000 = Pt
13.00 13.50
m/z 140.95 53.19%
42.0
\‘\\L‘h\“\‘\l\“\‘\ﬂ\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33075: 1,4-benzenedicarbonitrile, 2,5-dimethyl-
156.0
— ——
13.00 13.50
5000 m/z 41.05 36.44%
51.0
VY1)
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33146: Naphthalene, 2,7-dimethyl- == —T=
156.0 13.00 13.50
m/z 43.00 23.09%
5000
77.0
‘Hfﬁm“MW%L“W“H“H‘M“W“H“H“H“M“W‘ — —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

SFAM-EPA-BP120123.MA.M Fri Dec 15 ©6:16:08 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP018824.D

Acqg On : 14 Dec 2023 02:01
Operator : MA/JU

Sample : 05677-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 2,6-Di-tert-butyl-4-hydroxy... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.999 10.04 ng/ul 2017220  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Di-tert-butyl-4-hydroxy-4-me... 236 C15H2402 010396-80-2 87
2 Phenol, 3-(1,1-dimethylethyl)-4-... 180 C11H1602 000088-32-4 70
3 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 64
4 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 64
5 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 64

Abundance Scan 1855 (13.998 min): BP018824.D\data.ms (-1848) (-

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

165.1
57.1
5000
S
‘ k6.2 14.00
owk,”\w‘u‘“"‘ '£294.8  400.9 476.0535.9 m/z 57.10  76.92%

57.0 165.0

5000

Ll 2ppo

g
’\H\‘

Abundance #118681: 2,6-Di-tert-butyl-4-hydroxy-4-methylcyclohexa-:

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

165.0

5000

107.0
41.0 \
ol

a1 ¢

|

Abundance  #54727: Phenol, 3-(1,1-dimethylethyl)-4-methoxy-

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

Abundance
165.0

5000

15.0 7.0
[y H i ‘l ‘ e

#54687: 3-tert-Butyl-4-hydroxyanisole

m/z 165.05 100.00%

L

14.00

m/z 180.10  53.56%

14.00

m/z 137.05 35.04%

14.00

m/z 43.00 33.93%

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

14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP018824.D

Acqg On : 14 Dec 2023 02:01
Operator : MA/JU

Sample : 05677-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 2-Methyl-1-(2,4,6-trihydrox... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.998 4.64 ng/ul 932303  Acenaphthene-dile 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1-(2,4,6-trihydroxyphen... 196 C10H1204 035458-21-0 58
2 1-Butanone, 1-(2,4,5-trihydroxyp... 196 C10H1204 001421-63-2 53
3 Thiophene, 2,5-bis(2-methylpropyl)- 196 C12H20S 054845-33-9 53
4 1-Butanone, 1-(2,4,5-trihydroxyp... 196 C10H1204 001421-63-2 53
5 Ethyl methylphosphonate, TMS der... 196 C6H1703PSi 057451-30-6 45
Abundance Scan 2025 (14.998 min): BP018824.D\data.ms (-2019) (- m/z 153.00 100.00%

153.0
5000
15.00
237.1

owﬂ,‘w m‘mg_u‘lw‘HM"““3‘2“?‘:7‘”49‘1‘-9”‘f‘??’-ﬁ'?ﬂ:‘ m/z 57.05 24.29%

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

Abundance #70966: 2-Methyl-1-(2,4,6-trihydroxyphenyl)propan-1-one
153.0

5000 1
15.00

m/z 196.05 21.12%

69.0
‘\\‘\ghf‘\llf\\‘\‘\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #70920: 1-Butanone, 1-(2,4,5-trihydroxyphenyl)-

158.0
~ A
15.00
5000 m/z 181.10 20.12%
69.0
W‘”Whu‘N”“‘W““\‘”‘\”‘W“”\‘”‘W“W“”\‘”‘W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71537: Thiophene, 2,5-bis(2-methylpropyl)- —s
153.0 15.00
m/z 43.00 16.85%
5000
43.0
\”‘MW‘hui““H”‘w"”\‘”‘M“w“”\”“w“w‘”‘\‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP018824.D

Acqg On : 14 Dec 2023 02:01
Operator : MA/JU

Sample : 05677-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.122 6.32 ng/ul 1270390  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Allyl-5-butylbarbituric acid 224 C11H16N203 003146-66-5 35
2 Talbutal 224 C11H16N203 000115-44-6 25
3 3,4-Dihydroxy-5-methoxybenzaldehyde 168 C8H804 003934-87-0 22
4 Butylphosphonic acid, ethyl decy... 306 C16H3503P 1000322-89-9 22
5 Butylphosphonic acid, ethyl 3-(2... 350 C18H3904P 1000323-49-4 17
Abundance Scan 2046 (15.122 min): BP018824.D\data.ms (-2040) (- m/z 167.05 100.00%
57.1 167.1
5000
—— —
15.00 15.50
o kALl || 22512830341.04000 467.35252 ./, 57,10 99.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #103727: 5-Allyl-5-butylbarbituric acid
167.0
5000{ 41.0
1500 1550
m/z 69.05 86.12%
‘\\“Tl‘“\h\h\‘WTL?JH\LJ\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #103716: Talbutal
16Y7.0
41.0
1500 1550
5000 ITI z 55.00 81.52%
”Hm 0| oo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44086: 3,4-Dihydroxy-5-methoxybenzaldehyde
168.0 1500 1550
m/z 168.05 67.48%
5000
39.0 97.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
BP018824.D

: 14 Dec 2023 02:01
: MA/JU
. 05677-11

. 15

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 5 n-Hexadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.104 3.59 ng/ul 579423  Phenanthrene-d10 17.210
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 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Tetradecanoic acid 228 C14H2802 000544-63-8 90

Abundance Scan 2553 (18.104 min): BP018824.D\data.ms (-2549) (- m/z 73.00 100.00%

73.0 '
5000
213.2
T —
e,
0kl HMWWMHMH““‘395?““2‘9‘?””?‘2%?_ m/z 60.00  83.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 RN CT
18.00 18.50
213.0 m/z 43.10 71.06%
‘ “H\Hm\‘“\ \‘

[T LB B L B B L L B R L R I B R R I

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

%

Abundance #143508: n-Hexadecanoic acid
e
43.0 256.0
\
18.00 18.50
5000 m/z 55.05 64.44%
129.0
M e |
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 57.10 63.48%
5000 256.0
129.0
i W.Mm%b‘ 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\BP121323\
Data File : BP018824.D

Acqg On : 14 Dec 2023 02:01
Operator : MA/JU

Sample : 05677-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.339 3.23 ng/ul 721310  Chrysene-di12 21.298
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 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 94
Abundance Scan 2763 (19.339 min): BP018824.D\data.ms (-2758) (- m/z 73.00 100.00%
73.0
5000
241.2
— —
‘ V ’ 171‘ 19.00 19.50
343.2
0l LS ““ui e ‘M‘ i £402.946225243  m/z 43.05  78.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 = Bt
185.0 19.00 19.50
M m/z 60.00 77.53%
J \\“\Jl\w\\‘\\\‘\\‘\‘\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
— =
19.00 19.50
5000 129.0 m/z 57.85 73.96%
284.0
M mex
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179090: Octadecanoic acid — —
43.0 19.00 19.50
m/z 55.00 70.64%
5000
12
“ 9.0 284.0
‘““H““Hl%\ - Mkt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP018824.D

Acqg On : 14 Dec 2023 02:01
Operator : MA/JU

Sample : 05677-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 Carbonic acid, monoamide, N... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.333 2.18 ng/ul 486405  Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, monoamide, N-(4-p... 271 C16H17NO3 1000340-19-7 50
2 Sebacic acid, 2-(2-chlorophenoxy... 398 C21H31C1l05 1000416-77-1 42
3 2-(1-Hydroxynaphthyl-2)quinoline 271 C19H13NO 024641-28-9 38
4 7-Bromo-2-chloroquinoline-3-carb... 269 C10H5BrC1lNO 136812-31-2 38
5 6H-dibenzo[b,d]pyran-6,9(8H)-dio... 271 C16H17NO3 1000397-00-0 37

Abundance Scan 2932 (20.333 min): BP018824.D\data.ms (-2927) (- m/z 57.05 100.00%

57.0 271.1
5000
371.2

20. 00 20 50
128.0 189.1
O sttt b s 1 111429.0488.75450 /s 571 19 86.64%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #162194: Carbonic acid, monoamide, N-(4-phenoxyphen
271.0
5000 185.0 T T

20.00 20.50
m/z 229.05 44.66%

lll\\‘\\’ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #300751: Sebacic acid, 2-(2-chlorophenoxy)ethyl propyl ¢
271.0

20. 00 20 50
5000 ITI/Z 371.20 34.07%
Lol B i
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #162410: 2-(1-Hydroxynaphthyl-2)quinoline
271.0 20. 00 20 50

m/z 272.10  17.88%

5000
440 1220 2159

m/z--> 50 100 150 200 250 300 350 400 450 500 20. 00 20 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP018824.D

Acqg On : 14 Dec 2023 02:01
Operator : MA/JU

Sample : 05677-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 4,4-Bis(1,1-dimethylethyl)-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

20.410 6.73 ng/ul 1501870  Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4-Bis(1,1-dimethylethyl)-4'-me... 312 C21H2802 1010326-27-1 80
2 Furo[2,3-d]pyrimidine-4,6(5H,7H)... 368 C20H17CIN203  ©21864-00-6 47
3 1,3-Cyclohexanedione, 2,2'-benzy... 368 C23H2804 019419-23-9 46
4 Cholesta-3,5-diene 368 C27H44 000747-90-0 41
5 phenol, 2,6-bis(1,1-dimethylethy... 368 C25H3602 1000402-61-1 38

Abundance Scan 2945 (20.410 min): BP018824.D\data.ms (-2940) (- m/z 57.10 100.00%

57.1
368.3
5000
2411
=
20.50
1150176.1 ‘
o 20l B 4301 5031 ) 368.30  71.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215065: 4,4-Bis(1,1- dlmethylethyl) -4'-methoxy-1,1'-biph
57.0 2.0
5000 241.0 U
20.50
m/z 353.20 30.27%
| 1270
bl T
\\\\[\\\\‘\\\1‘\!1\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #276823: Furo[2,3-d]pyrimidine-4,6(5H,7H)-dione,2,3-dih
368.0
I —
20.50
5000 m/z 241.10 27.34%
119.0
41.0 ‘ 232.0
T 2|
m/z--> 50 100 150 200 250 300 350 400 450 500 550 A
Abundance #277409: 1,3-Cyclohexanedione, 2,2'-benzylidenebis(5,5 m—
368.0 20.50
m/z 369.30 19.90%
5000 241.0
83.0 ‘
173.
H‘MhddﬁWHwMWﬂuwﬁyhﬁngw‘“‘H‘w‘u‘_‘u“ P
m/z--> 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\BP121323\
Data File : BP018824.D

Acqg On : 14 Dec 2023 02:01
Operator : MA/JU

Sample : 05677-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

26.716  2.32 ng/ul 516863 Chrysene-di2 21.298

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-quinoxalinecarbonitrile, 6-(di... 410 C25H38N40 1000399-06-1 38
2 Ferrocene, 1,1',3,3'-tetrakis(1,... 410 C26H42Fe 001317-17-5 27
3 9-Chloro-4,5-dihydro-4-[3,4,5-tr... 410 C22H19CIN204 1000212-48-1 25
4 6,4'-Dimethoxy-7-hydroxyisoflavo... 410 C19H13C1F206 1010449-08-0 16
56

»9-Methanobenzo[h]pentaphene-5,... 410 C27H2204 057427-50-6 12
Abundance Scan 2996 (20.710 min): BP018824.D\data.ms (-2994) (- m/z 395.30 100.00%
571 395.3
5000 /\\
176.1 S —
15.0 l ' 20.50 21.00
ol wu il o 28113390 || 46108199 /s 416.30  84.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307981: 2-quinoxalinecarbonitrile, 6-(diethylamino)-4-do
410.0
5000 s —
20.50 21.00
227.0 )
410 m/z 57.10 81.90%
\‘\\H‘l‘\\\\‘\]\-\4f2‘f({\\‘\d\lf‘“”\\f?‘}\?\‘\\\\‘ \\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308159: Ferrocene, 1,1',3,3-tetrakis(1,1-dimethylethyl)-
410.0
= e
20.50 21.00
5000 m/z 396.30 28.95%
560 134.0 198.0 266.0 3380
R A R N R R EEEEREES
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307770: 9-Chloro-4,5-dihydro-4-[3,4,5-trimethoxyphenyl A — S m—
410.0 20.50 21.00
m/z 411.30 24.90%
5000
65.0
H"‘mH?ﬁﬂmduﬁf‘ﬁ??T??PwmWH_W S L E—
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\BP121323\
Data File : BP018824.D

Acqg On : 14 Dec 2023 02:01
Operator : MA/JU

Sample : 05677-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 10 unknown-03 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.886 17.14 ng/ul 3824630  Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cobalt, [[2,2'-[(1,1-dimethyl-1,... 353 C18H18CoN202 ©32593-87-6 38
2 Benzenamine, N-(triphenylphospho... 353 C24H20ONP 002325-27-1 28
3 3,4'-Diamino-4-[N-methylanilino]... 353 C19H19N302S 1000253-45-4 9
4 1,3-benzenedicarboxylic acid, 5-... 353 C19H15NO6 1000398-38-7 9
5 7-Chloro-3,4-dihydro-3-[4-methox... 353 C20H16C1NO3 144155-15-7 9
Abundance Scan 3026 (20.886 min): BP018824.D\data.ms (-3022) (- m/z 353.20 100.00%
353.2
57.1
5000
241.1 A
2971 20,50 21.00
185.1 456.3 ' :
Ol B22OR L bl T0TB193 s 57,10 72.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262382: Cobalt, [[2,2'-[(1,1-dimethyl-1,2-ethanediyl)bis(r
353.0
5000 A = ~~
20.50 21.00
m/z 241.10 32.40%
59. 180.0 297.0
\\\“\\\\]‘_\Zfs\\()‘\“\”‘[\ﬁ"\‘\\\‘\‘\\\\"\\\l\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #262862: Benzenamine, N-(triphenylphosphoranylidene)
3538.0

]

183.0 20.50 21.00
5000 m/z 354.20  27.22%
122.0
‘ 262.0
H*\*H*\WH*J*Hkv*H*\LM*vH**\H**vH**\H**\H**\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262471: 3,4'-Diamino-4-[N-methylanilino]diphenyl sulfory | & — P
353.0 20.50 21.00
m/z 297.10 18.00%
65.0
5000 140.0
%2880 /\ — P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

SFAM-EPA-BP120123.MA.M Fri Dec 15 ©6:16:19 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP018824.D

Acqg On : 14 Dec 2023 02:01
Operator : MA/JU

Sample : 05677-11

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 11 Strychnidin-10-one, 2,3-dim... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.957 11.98 ng/ul 2672590  Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Strychnidin-10-one, 2,3-dimethox... 410 C23H26N205 017301-81-4 72
2 3-Acetyl-1-(3,4-dimethoxyphenyl)... 410 C23H26N205 090140-65-1 59
3 Ferrocene, 1,1',3,3'-tetrakis(1,... 410 C26H42Fe 001317-17-5 58
4 Stigmasta-4,6,22-trien-3.beta.-o0l 410 C29H460 096737-58-5 49
5 6,9-Methanobenzo[h]pentaphene-5,... 410 C27H2204 057427-50-6 40

Abundance Scan 3208 (21.957 min): BP018824.D\data.ms (-3204) (- m/z 410.30 100.00%

410.3
57.1
5000

190.1 2200

307.1
Ll 150 \‘1‘M?““?‘QWMW‘ 4758 549 /7 57.10  63.63%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307835: Strychnidin-10-one, 2,3-dimethoxy-, 19-oxide
410.0

o

5000
2200
m/z 411.30 31.57%
77.0 1350 203.0 2800 35010 ‘
‘?l‘h’uﬂ‘m‘ h‘n i ul‘nf ‘n\‘l‘u o M‘ ‘L“u‘l‘ul‘ ‘h ‘m‘m i J‘h‘i‘ﬂl REEE .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307837: 3-Acetyl-1-(3,4-dimethoxyphenyl)-5-ethyl-7,8-d
410.0
2200
5000 m/z 395.38  28.71%
326.0
43.0 165.0 ‘ ‘ J‘ \
“H‘W‘H‘H‘W‘H‘_‘H‘H‘w‘u‘_‘u‘“w‘u‘_‘u‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308159: Ferrocene, 1,1',3,3'-tetrakis(1,1-dimethylethyl)-
410.0 2200

m/z 190.10  16.44%

5000
56.0 134.0198.0 266.0 3380

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2200
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121323\
Data File : BP018824.D

Acqg On : 14 Dec 2023 02:01
Operator : MA/JU

Sample : 05677-11

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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-imidazole-2-... 13.375 2.6 ng/ul 520093 3 14.463 4019640 20.0
2,6-Di-tert-but... 13.999 10.0 ng/ul 2017220 3 14.463 4019640 20.0
2-Methyl-1-(2,4... 14.998 4.6 ng/ul 932303 3 14.463 4019640 20.0
unknown-01 15.122 6.3 ng/ul 1270390 3 14.463 4019640 20.90
n-Hexadecanoic ... 18.104 3.6 ng/ul 579423 4 17.210 3229660 20.0
Octadecanoic acid  19.339 3.2 ng/ul 721310 5 21.298 4462740 20.0
Carbonic acid, ... 20.333 2.2 ng/ul 486405 5 21.298 4462740 20.0
4,4-Bis(1,1-dim... 20.410 6.7 ng/ul 1501870 5 21.298 4462740 20.0
unknown-02 20.710 2.3 ng/ul 516803 5 21.298 4462740 20.0
unknown-03 20.886 17.1 ng/ul 3824630 5 21.298 4462740 20.0
Strychnidin-10-... 21.957 12.0 ng/ul 2672590 5 21.298 4462740 20.0
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