LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42893.D

Acqg On : 18 Nov 2023 22:46
Operator : MA/JU

Sample : 05370-22

Misc :

ALS Vvial : 49 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\SFAM-EPA-BM111323.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@42893.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.175 28 32 35 rBV3 8936 10448 0.96% 0.098%
2 3.616 105 107 121 rBV 37325 74554 6.86% 0.697%
3  4.263 213 217 220 rBV6 3243 5338 ©.49% 0.050%
4 4.734 295 297 302 rVB5 1501 2223  0.20% 0.021%
5 5.310 393 395 398 rBvV3 1464 1936 ©0.18% 0.018%
6 6.063 518 523 526 rBV5 1083 1853 0.17% 0.017%
7 6.322 562 567 570 rBV6 4151 6574 0.60% 0.061%
8 6.993 672 681 689 rBv3 19991 53762 4.95% 0.502%
9 7.163 704 710 727 rBV 106763 196160 18.05% 1.833%
10 7.340 733 740 752 rBV 111134 213850 19.67% 1.998%
11 7.546 774 775 778 rVB3 2399 2294 0.21% 0.021%
12 7.816 815 821 832 rBV 100522 186977 17.20% 1.747%
13 7.916 834 838 842 rVB2 8838 13105 1.21% 0.122%
14 8.540 937 944 956 rBV2 67259 146580 13.49% 1.370%
15 8.657 960 964 967 rVB4 3453 4240 0.39% 0.040%
16 8.928 1005 1010 1019 rBV6 3565 7314 0.67% 0.068%
17 9.016 1019 1025 1038 rBV 127539 253404 23.31% 2.368%
18 9.187 1050 1054 1060 rVB3 10662 18346 1.69% 0.171%
19 9.728 1140 1146 1159 rBV 108719 210536 19.37% 1.967%
20 9.904 1175 1176 1184 rVB6 2304 2835 0.26% 0.026%
21 10.004 1188 1193 1200 rBVS8 1592 3320 0.31% 0.031%
22 10.092 1203 1208 1209 rBV3 4127 5280 0.49% 0.049%
23 10.128 1211 1214 1222 rVB3 4599 8413 0.77% 0.079%
24 10.251 1229 1235 1250 rBV2 132142 287389 26.44%  2.685%
25 10.622 1292 1298 1310 rBV 134212 236430 21.75%  2.209%
26 10.804 1323 1329 1342 rBV 86297 210487 19.37% 1.967%
27 10.992 1358 1361 1362 rBV2 2068 1854 0.17% 0.017%
28 11.134 1382 1385 1390 rBV5S 1516 2696 0.25% 0.025%
29 11.328 1412 1418 1424 rBV4 14934 33061 3.04% 0.309%
30 11.404 1429 1431 1432 rVV2 2556 2231 0.21% 0.021%
31 11.634 1465 1470 1476 rBvV2 2690 5317 ©.49% 0.050%
32 11.686 1476 1479 1480 rBvV3 2601 2817 0.26% 0.026%
33 11.816 1497 1501 1503 rBV4 1805 2277 0.21% 0.021%
34 11.981 1525 1529 1532 rBV4 2855 4955 0.46% 0.046%
35 12.016 1532 1535 1540 rVB6 5388 8410 0.77% 0.079%
36 12.151 1555 1558 1567 rvv3 6124 11295 1.04% 0.106%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42893.D

Acqg On : 18 Nov 2023 22:46
Operator : MA/JU

Sample : 05370-22

Misc :

ALS Vvial : 49 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\SFAM-EPA-BM111323.MA.M
Title : SVOA CALIBRATION
37 12.228 1569 1571 1576 rVB5 1625 2399 0.22% 0.022%
38 12.292 1576 1582 1584 rBV5 2445 3834 0.35% 0.036%
39 12.328 1584 1588 1589 rVv3 2663 2639 0.24% 0.025%
40 12.433 1602 1606 1607 rBvV4 2483 2786 0.26% 0.026%
41 12.522 1617 1621 1623 rVV4 5164 8579 0.79% 0.080%
42 12.545 1623 1625 1629 rVWV5 4551 7921 0.73% 0.074%
43 12.633 1633 1640 1644 rVWW7 5069 9718 ©0.89% 0.091%
44 12.675 1644 1647 1652 rVV6 2579 4416 0.41% 0.041%
45 12.745 1656 1659 1662 rVV4 3684 4335 0.40% 0.041%
46 12.786 1662 1666 1669 rVVv4 1745 3308 0.30% 0.031%
47 12.810 1669 1670 1674 rVV4 1820 2299 0.21% 0.021%
48 12.957 1690 1695 1697 rBv4 2435 3584 0.33% 0.033%
49 12.998 1700 1702 1706 rVV5 1739 2150 0.20% 0.020%
50 13.051 1710 1711 1717 rVB5 1798 2082 0.19% 0.019%
51 13.316 1749 1756 1760 rBV4 20007 36719 3.38% 0.343%
52 13.422 1770 1774 1775 rBv4 2828 3423 0.31% 0.032%
53 13.557 1790 1797 1802 rBV10 4761 9539 0.88% 0.089%
54 13.604 1802 1805 1808 rvVs 2716 3347 0.31% 0.031%
55 13.745 1825 1829 1831 rBV4 2335 3630 0.33% 0.034%
56 13.822 1836 1842 1844 rVV3 11367 22748 2.09% 0.213%
57 13.892 1847 1854 1859 rVV 365104 514904 47.37% 4.811%
58 13.939 1859 1862 1873 rVB2 45638 70935 6.53% 0.663%
59 14.169 1895 1901 1910 rBV 364152 524267 48.23% 4.899%
60 14.410 1939 1942 1944 rBV3 2448 2788 0.26% 0.026%
61 14.469 1947 1952 1961 rVB 198982 297771 27.40%  2.782%
62 14.704 1988 1992 1998 rVB6 7244 13068 1.20% 0.122%
63 14.774 1998 2004 2009 rBV8 6612 16481 1.52% 0.154%
64 14.974 2035 2038 2044 rVB8 6346 10590 0.97% 0.099%
65 15.110 2057 2061 2070 rVB5 11983 22305 2.05% 0.208%
66 15.174 2070 2072 2073 rBV2 2898 1891 0.17% 0.018%
67 15.339 2096 2100 2105 rBVS8 3453 5574 ©.51% 0.052%
68 15.463 2115 2121 2131 rBV 469051 688688 63.36% 6.435%
69 15.557 2132 2137 2141 rVV3 27481 42459 3.91% 0.397%
70 15.616 2141 2147 2160 rVB 170733 285174 26.24% 2.665%
71 15.739 2165 2168 2172 rVB6 8915 13313  1.22% 0.124%
72 15.880 2188 2192 2195 rBV 10142 12588 1.16% 0.118%
73 15.916 2196 2198 2203 rVB4 5087 5641 0.52% 0.053%
74 16.063 2221 2223 2226 rVB3 9040 7943 0.73% 0.074%
75 16.127 2232 2234 2236 rBV3 3583 4577  0.42% 0.043%
76 16.180 2239 2243 2248 rVW 28456 38800 3.57% 0.363%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42893.D

Acqg On : 18 Nov 2023 22:46
Operator : MA/JU

Sample : 05370-22

Misc :

ALS Vvial : 49 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\SFAM-EPA-BM111323.MA.M
Title : SVOA CALIBRATION

77 16.268 2249 2258 2263 rVWV 92067 152184 14.00%  1.422%
78 16.327 2264 2268 2274 rVV2 103924 201127 18.50% 1.879%
79 16.392 2274 2279 2283 rVV2 94698 148577 13.67% 1.388%
80 16.433 2283 2286 2291 rVV2 48751 65465 6.02% 0.612%
81 16.486 2291 2295 2297 rVV3 24413 36643 3.37% 0.342%
82 16.539 2301 2304 2308 rvv2 24654 35104 3.23% 0.328%
83 16.592 2308 2313 2320 rVV5 61995 118185 10.87% 1.104%
84 16.657 2320 2324 2328 rVV 83296 120196 11.06% 1.123%
85 16.698 2328 2331 2334 rVV3 33198 52014 4.79% 0.486%
86 16.733 2334 2337 2343 rVW2 45704 63791 5.87% 0.596%
87 16.786 2344 2346 2352 rVB6 8209 8971 0.83% 0.084%
88 17.027 2385 2387 2391 rBV5S 3428 2753 0.25% 0.026%
89 17.221 2415 2420 2432 rBV 245442 375011 34.50% 3.504%
90 17.321 2432 2437 2452 rBV 506200 813306 74.83% 7.600%
91 17.674 2492 2497 2506 rBV2 23256 48400 4.45% 0.452%
92 17.857 2524 2528 2534 rVB9 12867 19634 1.81% 0.183%
93 18.080 2563 2566 2571 rBV4 30614 47866 4.40% 0.447%
94 18.239 2588 2593 2600 rBV 122459 177291 16.31% 1.657%
95 19.362 2781 2784 2789 rVB6 22454 28095 2.58% 0.263%
96 19.621 2823 2828 2834 rBV 821621 1032751 95.02% 9.650%
97 20.645 2998 3002 3010 rBV 58218 112935 10.39% 1.055%
98 21.409 3127 3132 3138 rBV 345220 469567 43.20%  4.388%

99 23.615 3500 3507 3521 rVB 545179 1086932 100.00% 10.157%
100 23.768 3527 3533 3543 rVB 256400 527142 48.50%  4.926%

Sum of corrected areas: 10701714
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42893.D

Acqg On : 18 Nov 2023 22:46
Operator : MA/JU

Sample : 05370-22

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM042893.D\data.ms
800000
700000
600000
500000
400000
300000

200000
9.016 10.25110.622

7.16340 9.728
100000 3616 7816 ocio 0.804
03-175 4.263 4734 5310 6.068.322 699 7.546‘9@16 $.658.928.187 A@ 0190P3 3 4finese
I |

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

Abundance TIC: BM042893.D\data.ms
19.621
800000
700000
600000
17.321
500000 15.463

400000

13.892.169

300000

200000

100000

Qe e e T P T T T T T T T T T T T
Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM042893.D\data.ms

800000
700000 23.615
600000
500000 21.409

400000 3.768
300000

200000}g,5

100000

0 \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 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_M\Data\BM111723\
Data File : BM@42893.D

Acqg On : 18 Nov 2023 22:46
Operator : MA/JU

Sample : 05370-22

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 Benzothiazole Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.328 2.80 ng/ul 33061 Naphthalene-d8 10.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 91
2 Benzothiazole 135 C7H5NS 000095-16-9 91
3 Benzothiazole 135 C7H5NS 000095-16-9 90
4 Benzothiazole 135 C7H5NS 000095-16-9 86
5 Benzothiazole 135 C7H5NS 000095-16-9 64

Abundance Scan 1418 (11.328 min): BM042893.D\data.ms (-1412) ({ | m/z 135.00 100.00%

135.0
5000 69.0 108.0
39.0 : MM .
‘ ‘ 91.0 11. OO 11. 50
o‘w‘u‘_HW_H‘NMJWHMHNWHJ‘MHW‘HWH‘WH‘WHMWH“ m/z 69.00 41.55%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17741: Benzothiazole
135.0
5000 T T T r\\,\m{\w
108.0 1100 1150
69.0 m/z 108.0 39.51%
91.0
O \\’%\7\9\H‘\?\(\)i\1\\‘\H\“HH“!H\‘HH‘HH‘HH‘HH‘H}‘\‘HH
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
135.0
11. OO 11 50
5000 ITI z 39.00 19.95%
108.0
69.0
45.0 91.0
0 27.0
T T T T T e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17745: Benzothiazole
135.0 1100 1150
m/z 81.90 19.77%
5000
108.0
69.0
3go 540 | - 910 !
O e et e e e e

m/z--> 20 30 40 50 60 70 80 90 100110120130140 1100 1150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42893.D

Acqg On : 18 Nov 2023 22:46
Operator : MA/JU

Sample : 05370-22

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.316 2.47 ng/ul 36719  Acenaphthene-die 14.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 58
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 58
3 Phenol, m-tert-butyl- 150 C1@H140 000585-34-2 50
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 50
5 Imidazo[1,2-c]pyrimidin-5-0l 135 C6H5N30 055662-66-3 49
Abundance Scan 1756 (13.316 min): BM042893.D\data.ms (-1749) (1 m/z 43.00 100.00%
3.0
135.1
5000 107.1
‘ 770 ‘ 164.1 13.00 1350
P — M‘\ \MWW “U“”‘l M L2070 s a5 76.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 107.0 T U
13.00 13.50
164.0 m/z 107.10  42.91%
41.0 77.0
O\%L\S\.‘O\H\“‘\\‘\‘\‘\‘\H“‘HH\‘M\‘\“‘\H‘!‘H‘H‘!\H‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
135.0 /\ﬁ
S N & A
13.00 13.50
m/z 41.10 41.14%
5000 107.0
410 770 164.0
e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27478: Phenol, m-tert-butyl- — T
135.0 13.00 13.50
m/z 109.00  37.69%
107.0
5000
41.0 77.0
S T O N W10 1
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42893.D

Acqg On : 18 Nov 2023 22:46
Operator : MA/JU

Sample : 05370-22

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.557 2.85 ng/ul 42459  Acenaphthene-d10 14.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-one, 3-methyl-4-(1,3,3... 222 C14H2202 097371-44-3 25
2 8-Hydroxyisotrichodermin 308 C17H2405 1000105-55-0 16
3 4-(3-Hydroxy-2,2,6-trimethyl-7-o0... 224 C13H2003 1000190-36-6 16
4 2,4-Pentanedione, 3-(2-propenyl)- 140 C8H1202 003508-78-9 14
5 E-9-Methyl-8-tridecen-2-0l, acetate 254 C16H3002 1000131-35-6 14
Abundance Scan 2137 (15.557 min): BM042893.D\data.ms (-2132) (- | m/z 43.05 100.00%
5000 97.1
167.1
T 7 \
‘ ‘ | 129.1 209.1 280.9 1550
ob— M sy A ST S sz 97.10 45.23%
miz-> 50 100 150 200 250 300
Abundance #101782: 3-Buten-2-one, 3-methyl-4-(1,3,3-trimethyl-7-0
43.0
123.0
5000 bl j
15.50
m/z 123.10 39.67%
‘ 81.0 179.0
ok H‘ ‘H‘“”\“L‘ H;M ‘\L‘ ‘\‘\\ ‘m\“ “ : ’\?2‘\2"0‘ ————
miz--> 50 100 150 200 250 300
Abundance
43.0
15.50
5000 123.0 m/z 167.10  26.98%
81.0
0 159.0191.0224.0 264.0 308,
—.—
miz--> 50 100 150 200 250 300
Abundance #104163: 4-(3-Hydroxy-2,2,6-trimethyl-7-oxa-bicyclo[4.1. I - ‘
43.0 123.0 15.50
m/z 109.05 21.81%
5000
‘ 83.0 165.0
ok H‘\ ‘M\ ‘\L‘h‘ HM H;H“HMM ‘\h‘\\‘m‘ ‘\‘n‘ " ‘2?6‘0‘ — —
m/z--> 50 100 150 200 250 300 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42893.D

Acqg On : 18 Nov 2023 22:46
Operator : MA/JU

Sample : 05370-22

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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-02 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.180 2.07 ng/ul 38800 Phenanthrene-die 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Acetamidotropone 163 CSH9ONO2 006422-12-4 49
2 1-(Isocyanatomethyl)-4-(methylox... 163 C9HINO2 056651-60-6 47
3 1-(4-Pyridinyl)piperazine 163 C9H13N3 001008-91-9 47
4 hydrazine, (4-butylphenyl)- 164 C1OH16N2 1000404-47-9 43
5 3-(4-Methoxyphenyl)propanohydrazide 194 C1@H14N202 1000484-58-9 43

Abundance Scan 2243 (16.180 min): BM042893.D\data.ms (-2239) (- | m/z 121.10 100.00%

1211
5000
1.1 163.1

M,
77.0 2201 16.00 16.50

‘H‘H‘ﬂﬂ‘ﬂ,muku‘Mwwmﬂwuﬂ‘m‘uw‘mhu“_‘uqu m/z 107.85 39.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39032: 2-Acetamidotropone
121.0

5000 T
163.0 16.00 16.50
43.0 93.0 m/z 163.10 31.04%

66.0 ‘
?‘\5\.?\\\\“‘\\‘\\’\”\\\“\\i‘\‘\\\\“\\\\‘\}\\‘}\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
121.0

o

o

16.00 16.50
5000 m/z 41.10 25.47%
163.0
77.0
0 28.0 51.0
T T e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39000: 1-(4-Pyridinyl)piperazine T —

121.0 16.00 16.50

m/z 43.10 13.88%

5000
163.0
28.0 51.0 78'0

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42893.D

Acqg On : 18 Nov 2023 22:46
Operator : MA/JU

Sample : 05370-22

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.269 8.12 ng/ul 152184  Phenanthrene-die 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 86
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 78
3 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 78
4 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 72
5 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 64

Abundance Scan 2258 (16.268 min): BM042893.D\data.ms (-2249) (- m/z 135.05 100.00%

135.1
5000
107.1 \

41.1
77.0 16.00 16.50
H ol 1611 191.0 2202

¥

O bbb b e e e m/z 107.10 22.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82769: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
5000 = ——

16.00 16.50
m/z 41.10 19.06%

107.0
200 °™0 800 | 1750 2060
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
135.0

7
16.00 16.50

o

m/z 43.10 15.85%
5000 107.0
410 770 164.0
O b e e e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27481: Phenol, p-tert-butyl-
135.0 1600 1650

m/z 136.05 10.01%

5000
107.0
410 770 ‘ A
oltso 7 T | ey

m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.50

SFAM-EPA-BM111323.MA.M Mon Nov 20 ©3:33:48 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42893.D

Acqg On : 18 Nov 2023 22:46
Operator : MA/JU

Sample : 05370-22

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 1-(Isocyanatomethyl)-4-prop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.327 10.73 ng/ul 201127  Phenanthrene-di10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(Isocyanatomethyl)-4-propoxybe... 191 C11H13NO2 936095-07-7 74
2 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 58
3 1-Isopropenyl-3-propenylcyclopen... 150 C11H18 1000192-81-2 46
4 Acetamide, N-(4-methylphenyl)- 149 CSH11NO 000103-89-9 46
5 Acetamide, N-(2-methylphenyl)- 149 C9H11INO 000120-66-1 46

Abundance Scan 2268 (16.327 min): BM042893.D\data.ms (-2264) (- | m/z 107.05 100.00%
10y7.1 149.0

g

Abundance #27767: 1-Isopropenyl-3-propenylcyclopentane

5000
41.1
191.2
‘ 7.0 2202 | 16.00 16.50
0 _““M‘AWJMLHHRM”wﬂhﬂww‘ﬂh‘_“w“h“u‘ﬂu m/z 149.00  89.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65589: 1-(Isocyanatomethyl)-4-propoxybenzene
107.0
5000 149.0 = e
16.00 16.50
191.0 m/z 121.18  59.22%
410 770 ‘
O ‘\‘\\\“H\\‘\\"\‘\\\h‘\\‘\\‘Hl\\’h\\\\‘\!‘\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
107.0
= —
16.00 16.50
5000 m/z 41.10 36.53%
149.0
43.0
77.0
3 Y |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
— —r

670  107.0 16.00 16.50
m/z 43.10  31.38%
41.0
5000
135.0
0! e — —
miz-> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.50

SFAM-EPA-BM111323.MA.M Mon Nov 20 ©3:33:49 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42893.D

Acqg On : 18 Nov 2023 22:46

Operator : MA/JU

Sample : 05370-22

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
: 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 4-(7-Methyloctyl)phenol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.392  7.92 ng/ul 148577 Phenanthrene-die 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 a-(7-Methyloctyl)phenol 220 CisH20 024518-48-7 87
2 Hexestrol, 0O-methoxycarbonyl- 328 (C20H2404 1000487-66-3 64

3 meso-Hexestrol, 0,0'-bis(n-propy... 442
4 3-Penten-2-one, 4-(2,6,6-trimeth... 206

C26H3406
C14H220

1000487-65-0 64
114933-28-7 59

5 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 53
Abundance Scan 2279 (16.392 min): BM042893.D\data.ms (-2274) (- | m/z 135.05 100.00%
135.1
5000
41.1
— T
77.
ol Wbl il Ll e e m/z 107.05  41.85%
m/z--> 50 100 150 200 250 300
Abundance #99209: 4-(7-Methyloctyl)phenol
135.0
5000 = ——
16.00 16.50
m/z 121.10 33.50%
41.0
L 91.0 | 191.0
O\\‘\‘\““\‘\‘\\M‘”‘\‘\‘\‘\"\\\\“\}\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance
135.0
70 —
16.00 16.50
5000 ITI/Z 149.05 27.75%
41.0 91.0 193.0 253.0 328.0
R L e e B e B e R AR
m/z--> 50 100 150 200 250 300
Abundance #322972: meso-Hexestrol, O,0"-bis(n-propyloxycarbonyl) e T
135.0 16.00 16.50
m/z 41.10 26.62%
- W\JU\/W\/\N
43.0 221.0
BT LI e 330,
R B B LA I o e AN A — ——
m/z--> 50 100 150 200 250 300 16.00 16.50

SFAM-EPA-BM111323.MA.M Mon Nov 20 ©3:33:51 2023

Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42893.D

Acqg On : 18 Nov 2023 22:46
Operator : MA/JU

Sample : 05370-22

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 unknown-@3 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.433 3.49 ng/ul 65465  Phenanthrene-di0 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, chlorotripropyl- 192 C9H21C1Si 000995-25-5 43
2 Methyl 2-[1-(4-methylphenyl)hydr... 208 C11H16N202 1000305-34-3 35
3 2-Methoxy-3-methylbenzamide, N,N... 193 C11H15NO2 1369798-01-5 27
4 Phenol, 4-(1-methylpropyl)- 150 C10H140 000099-71-8 27
5 2-((4aS,8R,8aR)-4a,8-Dimethyl-3,... 222 C15H260 194607-96-0 27
Abundance Scan 2286 (16.433 min): BM042893.D\data.ms (-2283) (- | m/z 149.05 100.00%
149.1
121.1
5000
55.1 el
‘ 91.0 ‘ 19‘11 9201 16.50
Obrr e Ml b bbbl il b 2201 sz 121010 80.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67442: Silane, chlorotripropyl-
149.0
790 107.0
5000 1
16.50
m/z 107.10 68.77%
27.0 ‘ ‘
O\\\‘\‘\‘\\““\\5\5\‘&\‘\\\‘\\H‘\‘\\\\“\\\\‘\\‘\\‘\\\\‘]\-?\2\(‘)\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149.0
——
16.50
5000 91.0 m/z 55.18  25.93%
118.0
65.0 208.0
0 41.0
T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67844: 2-Methoxy-3-methylbenzamide, N,N-dimethyl- ——
149.0 16.50
m/z 150.05 12.94%
5000
45.0 91.0
15.0 o , (1190 193.0
0180 880 MO0, | 1930 bl LTI T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50

SFAM-EPA-BM111323.MA.M Mon Nov 20 ©3:33:52 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42893.D

Acqg On : 18 Nov 2023 22:46
Operator : MA/JU

Sample : 05370-22

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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-04 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.592 6.30 ng/ul 118185  Phenanthrene-di10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(3-methylphenyl)- 149 C9H11INO 000537-92-8 43
2 2H-Indol-2-one, 1,3-dihydro-5-hy... 149 C8H7NO2 003416-18-0 30
3 Phenol, 2-(1,1-dimethylethyl)-3-... 164 C11H160 013037-79-1 27
4 Benzaldehyde, 3-pentafluoropheno... 332 C15H9F503 329222-68-6 27
5 Phthalic acid, nonyl tridec-2-yn... 470 C30H4604 1000315-44-2 22

Abundance Scan 2313 (16.592 min): BM042893.D\data.ms (-2308) (- | m/z 149.05 100.00%

1071 140.1
5000
411
T [
‘ 770 v 16.50
0 H“H‘WMJM;NwN‘JMVW‘”Wwﬂ\wk‘w‘uhu“_‘u‘u m/z 107.1@  99.41%

pily
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27370: Acetamide, N-(3-methylphenyl)-

107.0

5000 — :
149.0 16.50
430 770 m/z 121.10  56.48%
O ?‘\5\?\\\\“\\u‘\’\\\\““\\‘\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149.0
T T
1200 16.50
5000 ’ m/z 41.10 30.99%
390 650 40
0 15.0
T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #39657: Phenol, 2-(1,1-dimethylethyl)-3-methyl- —— ‘
149.0 16.50
m/z 55.05 29.37%

5000
121.0

91.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50

F

o

SFAM-EPA-BM111323.MA.M Mon Nov 20 ©3:33:53 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42893.D

Acqg On : 18 Nov 2023 22:46
Operator : MA/JU

Sample : 05370-22

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 Phenol, m-tert-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.657 6.41 ng/ul 120196  Phenanthrene-di10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 78
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 78
3 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
4 meso-Hexestrol, 0,0'-bis(ethoxyc... 414 C24H3006 1000487-68-5 72
5 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 72

Abundance Scan 2324 (16.657 min): BM042893.D\data.ms (-2320) (- | m/z 135.00 100.00%

135.0
5000
41.1 S

‘ 911 2070 16.50 17.00
[ ' 2810 1/z 107.10  23.13%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27479: Phenol, m-tert-butyl-
135.0

5000 — ==
16.50 17.00

m/z 41.10 20.18%

41.0 950‘ ‘
\H‘H\\‘\H\’\\H‘\\‘\‘\‘H\\‘H\!‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
135.0

T
16.50 17.00

o

o

5000 m/z 43.05 12.42%
41.0 95.0 164.0
O ettt e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82769: Phenol, 4-(1,1,3,3-tetramethylbutyl)- —— ——
135.0 16.50 17.00

m/z 136.05 9.27%

5000
270,°/0 9L0| | 154206.0
oYL WNVARN SN Y 24 Lot S E—

m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00

SFAM-EPA-BM111323.MA.M Mon Nov 20 ©3:33:54 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42893.D

Acqg On : 18 Nov 2023 22:46
Operator : MA/JU

Sample : 05370-22

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 unknown-@5 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.698 2.77 ng/ul 52014 Phenanthrene-d10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(Isocyanatomethyl)-4-propoxybe... 191 C11H13NO2 936095-07-7 38
2 Adamantane, 1-isothiocyanato-3-m... 207 C12H17NS 136860-48-5 27
3 Benzene-1,4-diacetic acid, di-ac... 250 C12H1006 1010404-25-0 27
4 Pyridine-3-carbonitrile, 1,2-dih... 191 C9H9N302 220098-92-0 27
5 2-Butanone, 4-(4-hydroxyphenyl)- 164 C10H1202 005471-51-2 22

Abundance Scan 2331 (16.698 min): BM042893.D\data.ms (-2328) (- | m/z 43.10 100.00%

43.1 107.1 149.1
5000

191.1

—
| ‘ 201 281 16.50 17.00
,H"}H“w‘wwU‘J“‘}”n”"J‘MMH‘Lu‘w_‘H‘M“M‘_HWm}wwww‘” m/z 149.05  93.92%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #65589: 1-(Isocyanatomethyl)-4-propoxybenzene
107.0

77.0‘
|

o

5000 149.0 e s
16.50 17.00
191.0 m/z 107.10  82.62%
410 770 ‘
0 ’\‘\H“HH“\‘\“i‘u\h‘u‘\”\‘MHMHM‘\!‘H‘\\H‘HM‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
149.0
l6f50 17f00
5000 93.0 m/z 121.10 54.04%

41.0 207.0
0 121.0 178.0
P [ T T T T T T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance

#135095: Benzene-1,4-diacetic acid, di-acetic anhydride —
43.0 149.0 191.0 16.50 17.00

m/z 55.05 48.10%

5000
104.0
76.0 ‘

0 | ‘ \‘ | [ 22\2.0250'0
T T T T T T T T T T — —
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00

SFAM-EPA-BM111323.MA.M Mon Nov 20 ©3:33:55 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42893.D

Acqg On : 18 Nov 2023 22:46
Operator : MA/JU

Sample : 05370-22

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 2-Methyl-4-hydroxybenzoxazole Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.733 3.40 ng/ul 63791 Phenanthrene-di0 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 53
2 2-Methyl-2-(4'-methoxyphenyl)pen... 206 C13H1802 185700-49-6 43
3 2-(4-Methoxy-phenyl)-2-methyl-pr... 208 C12H1603 006274-50-6 43
4 4-Hydroxyphenylpyruvic acid, met... 208 C11H1204 1000332-83-9 43
5 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 43

Abundance Scan 2337 (16.733 min): BM042893.D\data.ms (-2334) (- | m/z 149.05 100.00%

149.1
107.1
5000
431 770 \

16.50 17.00
HWHHMHWmmwmmmuuyﬂuﬂmpuﬁggfegﬁfwuH_%gﬁf m/z 107.05  72.03%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27250: 2-Methyl-4-hydroxybenzoxazole
149.0
107.0

o

5000 — =
16.50 17.00
52.0 m/z 135.00 40.63%
O \H‘\‘\\\‘H\\‘H‘\’H\HH”\\H‘HH}HH‘\‘\\‘\H\’\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
149.0
=4 =
16.50 17.00
5000 m/z 43.10 20.43%

43.0 91.0 206.0
O b P T T T T T T T T T T T
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #84913: 2-(4-Methoxy-phenyl)-2-methyl-propionic acid m —— ——
149.0 16.50 17.00
m/z 121.05 19.56%

5000
410 TTORY 2080
|

[ RSRr vV W R ¥ AT B —
miz--> 20 40 60 80 100120140160180200220240260280 16.50 17.00

SFAM-EPA-BM111323.MA.M Mon Nov 20 ©3:33:56 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42893.D

Acqg On : 18 Nov 2023 22:46
Operator : MA/JU

Sample : 05370-22

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 Benzoic acid, 3,5-bis(1,1-d... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.674 2.58 ng/ul 48400  Phenanthrene-d10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 81
2 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 76
3 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 76
4 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 70
5 3-Cyclohexen-1-one, 2,2,4-trimet... 250 C15H2203 1000197-90-2 59
Abundance Scan 2497 (17.674 min): BM042893.D\data.ms (-2492) (- | m/z 235.20 100.00%
235.2
5000
41.1 A
91.0 207.1 Copo e
‘ ‘ ‘ 128.0 ‘ 17.50 18.00
0“WH‘qUW‘WHMHNNkawmhwwww‘ﬂwuk‘wkﬂu"HMW m/z 41.10 23.09%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #135798: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr
235.0
5000 — ——
17.50 18.00
570 414 207.0 m/z 57.00 19.92%
O \H‘\H\’\\\‘\“\\\\“\\\\‘\‘\\‘}‘2\}‘8‘\\()‘\H\‘%\7\?‘(\)\‘\\‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance
235.0
— —
17.50 18.00
5000 m/z 207.05 18.63%
41.0 207.0
91.0 1280 175.0
Ol rrrprrrr ety bbb e prebe b e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #135796: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr — ——
235.0 17.50 18.00
m/z 91.00 17.68%
5000
207.0
91.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 17.50 18.00

SFAM-EPA-BM111323.MA.M Mon Nov 20 ©3:33:57 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42893.D

Acqg On : 18 Nov 2023 22:46
Operator : MA/JU

Sample : 05370-22

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 14 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.080 2.55 ng/ul 47866  Phenanthrene-d10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 59
5 Undecanoic acid, isopropyl ester 228 C14H2802 1000405-13-1 59
Abundance Scan 2566 (18.080 min): BM042893.D\data.ms (-2563) (- | m/z 41.05 100.00%
41.0
73.0
5000
—
10211291 57118512132 256.3 18.00
ol ' m/z 43.05 86.42%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
18.00
97.0 157015502130 2560 m/z 60.05 79.51%
0 \H‘HH“}‘HH!H \H‘H‘H\‘\\‘}h““\\”‘M\“\‘H‘HH‘HH‘\‘H\‘\H‘\‘\H\‘H\!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
43.0 73.0
18.00
5000 m/z 73.05 78.72%
129.0 256.0
101.0 157.0185.0 2130
L L NS MR hu RSN
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid — ‘
73.0 18.00
43.0 m/z 55.10 76.32%
5000 129.0
185.0
|
0;§RduwuwyhhWkﬁﬁwuJMW‘HW‘AW‘HW‘HW‘MW‘HW‘ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42893.D

Acqg On : 18 Nov 2023 22:46
Operator : MA/JU

Sample : 05370-22

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 15 Bromacil Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.235  9.46 ng/ul 177291 Phenanthrene-dio 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bromacit 260 COHI3BrN202  000314-40-9 91

2 Bromacil 260 C9H13BrN202 000314-40-9 90
3 Bromacil 260 C9H13BrN202 000314-40-9 87
4 5-Acetamido-2,4-dichlorobenzoic ... 247 C9H7C12NO3 050602-49-8 50
5 Imidazole, 4-bromo-1-methyl-5-ni... 205 C4H4BrN302 059177-47-8 50
Abundance Scan 2593 (18.239 min): BM042893.D\data.ms (-2588) (- | m/z 205.00 100.00%
205.0
42.0
5000
70.0
— 1
‘ H H ‘ 2330262( 18.00 18.50
0 ‘“w”wwm”mu,wMHw_m_1”_““‘_”‘_” m/z 207.00  90.25%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #148710: Bromacil
205.0
5000 Gt -
42.0 18.00 18.50
m/z 42.05 59.08%
00 oo 1620 233.0
) SO
OH\‘\h\\‘}\MH‘\‘\H‘HH’HH’HH“\’\\H“\\H‘\H\‘\H\‘H\\‘\H\‘H\
m/z--> 20 40 60 80 100120140160180200 220240260
Abundance
207.0
e i
4L.0 18.00 18.50
5000 ITI/Z 70.05 25.22%
69.0
1200 162.0 262.C
[(LSMINE AR /S S SRR/ NN SUSNE N DSOS SaTow -
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #148708: Bromacil
205.0 18.00 18.50
m/z 41.05 24.50%
=T MJ\M/\MWW
69.0
233.0
T T
[(JERMIBES S I BNV HAUP SANHRNASE RSN RASWED WS N i T — —
m/z--> 20 40 60 80 100120140160 180200 220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\

Data File : BM@42893.D

Acqg On : 18 Nov 2023 22:46
Operator : MA/JU

Sample : 05370-22

Misc

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 Terephthalic acid

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.645 4.81 ng/ul 112935  Chrysene-di12 21.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Terephthalic acid 166 C8H604 000100-21-0 80
2 Terephthalic acid 166 C8H604 000100-21-0 80
3 Isophthalic acid 166 C8H604 000121-91-5 52
4 4-Azidocarbonyl-benzoic acid 191 C8H5N303 089898-89-5 52
5 4-[(Propan-2-yl)carbamoyl]benzoi... 207 C11H13NO3 000779-47-5 50

Abundance Scan 3002 (20.645 min): BM042893.D\data.ms (-2998) (- | m/z 149.00 100.00%
149.0
5000
65.0
2471 oA .
Lils 1044 204.0 - 20.50 21.00
[oRRERERES TRT9 11 TPV R S RO R R St m/z 166.05 71.00%
m/z--> 50 100 150 200 250 300 350
Abundance #42020: Terephthalic acid
149.0
5000 et s,
20.50 21.00
65.0 m/z 65.85 33.21%
miz--> 50 100 150 200 250 300 350
Abundance
149.0
—— —
20.50 21.00
5000 65.0 m/z 121.00 20.50%
01&0 103.0
e e
m/z--> 50 100 150 200 250 300 350
Abundance #42013: Isophthalic acid T —
149.0 20.50 21.00
m/z 247.10  15.25%
65.0
5000
g |wso |
ol e
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111723\
Data File : BM@42893.D

Acqg On : 18 Nov 2023 22:46
Operator : MA/JU

Sample : 05370-22

Misc

ALS Vvial : 49 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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|
Benzothiazole 11.328 2.8 ng/ul 33061 2 10.622 236430 20.0
Phenol, 4-(1,1-... 13.316 2.5 ng/ul 36719 3 14.469 297771 20.0
unknown-01 15.557 2.9 ng/ul 42459 3 14.469 297771 20.0
unknown-02 16.180 2.1 ng/ul 38800 4 17.221 375011 20.0
Phenol, 4-(1,1,... 16.269 8.1 ng/ul 152184 4 17.221 375011 20.0
1-(Isocyanatome... 16.327 10.7 ng/ul 201127 4 17.221 375011 20.0
4-(7-Methylocty... 16.392 7.9 ng/ul 148577 4 17.221 375011 20.0
unknown-03 16.433 3.5 ng/ul 65465 4 17.221 375011 20.0
unknown-04 16.592 6.3 ng/ul 118185 4 17.221 375011 20.0
Phenol, m-tert-... 16.657 6.4 ng/ul 120196 4 17.221 375011 20.0
unknown-05 16.698 2.8 ng/ul 52014 4 17.221 375011 20.0
2-Methyl-4-hydr... 16.733 3.4 ng/ul 63791 4 17.221 375011 20.0
Benzoic acid, 3... 17.674 2.6 ng/ul 48400 4 17.221 375011 20.0
n-Hexadecanoic ... 18.080 2.5 ng/ul 47866 4 17.221 375011 20.0
Bromacil 18.239 9.5 ng/ul 177291 4 17.221 375011 20.0
Terephthalic acid  20.645 4.8 ng/ul 112935 5 21.409 469567 20.0
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