LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acqg On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc :

ALS Vvial : 63 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-BP101122.M
Title : SVOA CALIBRATION

Signal : TIC: BP@12093.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.075 12 15 31 rVB 212342 321460 5.01% 0.385%
2 3.275 45 49 51 rBV 51335 58544 0.91% 0.070%
3  3.310 51 55 67 rVB 416105 537322 8.38% 0.644%
4 3.704 118 122 139 rBV 460618 742752 11.59% ©.890%
5 3.922 155 159 170 rW 27275 50668 ©.79% 0.061%
6 4.469 245 252 261 rVB 316815 473608 7.39% 0.568%
7 4.963 328 336 342 rBV2 16180 38696 0.60% 0.046%
8 5.157 363 369 376 rBV 303073 454856 7.09% 0.545%
9 5.593 439 443 449 rBV 41484 64148 1.00% 0.077%
10 6.128 523 534 542 rBV 26523 65045 1.01% 0.078%
11 6.445 582 588 593 rBV2 34264 56862 ©.89% 0.068%
12 7.022 679 686 699 rBv 245769 467770 7.30% 0.561%
13 7.187 707 714 732 rBV 752037 1247284 19.46% 1.495%
14 7.381 741 747 755 rVWW 794943 1307840 20.40% 1.567%
15 7.451 755 759 763 rVVeé 17947 44838 0.70% 0.054%
16 7.710 794 803 805 rvvo 23491 47674 0.74% 0.057%
17 7.739 806 808 815 rVWW7 24755 56027 ©0.87% 0.067%
18 7.851 816 827 836 rVW 965314 1631219 25.44% 1.955%
19 7.934 837 841 852 rvV3 59988 154687 2.41% 0.185%
20 8.222 882 890 903 rVW 207598 377843 5.89% 0.453%
21  8.339 903 910 915 rW5 24349 49849 0.78% 0.060%
22 8.510 933 939 942 rBV2 38111 67578 1.05% 0.081%
23 8.569 943 949 958 rVW 696568 1150574 17.95% 1.379%
24 8.769 977 983 989 rVB7 15438 39185 0.61% 0.047%
25 8.845 989 996 1005 rBV 309039 527429  8.23% 0.632%
26 8.957 1010 1015 1020 rBV 87171 146156 2.28% 0.175%
27  9.022 1020 1026 1037 rVB 797337 1379503 21.52% 1.653%
28 9.228 1055 1061 1068 rVB9 27648 64863 1.01% ©.078%
29 9.375 1080 1086 1091 rBV 92269 163523 2.55% 0.196%
30 9.481 1098 1104 1114 rVB2 106280 178575 2.79% 0.214%
31 9.604 1120 1125 1130 rBV3 36941 59265 ©.92% 0.071%
32 9.739 1142 1148 1162 rVB 626940 1098213 17.13% 1.316%
33 9.875 1162 1171 1179 rBV8 62497 197198 3.08% 0.236%
34 10.063 1195 1203 1207 rBV8 24443 55896 ©0.87% 0.067%
35 10.181 1213 1223 1234 rVB5 113932 352703 5.50% 0.423%

36 10.281 1234 1240 1249 rBV 1079194 1870311 29.17%  2.241%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acqg On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc :

ALS Vvial : 63 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-BP101122.M
Title : SVOA CALIBRATION
37 10.439 1261 1267 1281 rBV 526381 903003 14.09% 1.082%
38 10.598 1286 1294 1298 rVV 129287 229722  3.58% 0.275%
39 10.657 1298 1304 1312 rVB 1230281 2085510 32.53% 2.499%
40 10.804 1318 1329 1343 rBvV 783701 1454031 22.68% 1.742%
41 10.916 1344 1348 1352 rVW4 39758 68257 1.06% ©.082%
42 10.963 1352 1356 1363 rVV5 44710 91395 1.43% 0.110%
43 11.451 1435 1439 1441 rBV 28725 43517 0.68% 0.052%
44 11.869 1506 1510 1516 rVB2 40431 63731 ©.99% 0.076%
45 12.004 1525 1533 1538 rBV 281305 479580 7.48% ©.575%
46 12.051 1539 1541 1548 rVB6 33280 62525 ©0.98% 0.075%
47 12.169 1555 1561 1565 rBv2 134519 232958 3.63% 0.279%
48 12.275 1576 1579 1589 rVB9 51221 135009 2.11% 0.162%
49 12.433 1603 1606 1613 rBV4 30829 49521 0.77% 0.059%
50 12.545 1622 1625 1629 rVB5 31231 44543 0.69% ©.053%
51 12.657 1639 1644 1650 rBV3 70019 119929 1.87% 0.144%
52 12.757 1656 1661 1670 rVB8 39700 94141 1.47% 0.113%
53 13.304 1750 1754 1758 rBV5 44671 81949 1.28% 0.098%
54 13.398 1765 1770 1777 rVB 207227 313584 4.89% 0.376%
55 13.557 1793 1797 1801 rBV2 56909 73307 1.14% ©.088%
56 13.727 1823 1826 1830 rBV3 29049 43074 0.67% ©.052%
57 13.827 1839 1843 1845 rBv4 37232 57779 ©.90% 0.069%
58 13.916 1852 1858 1867 rVB 1738653 2534300 39.53% 3.037%
59 14.057 1878 1882 1885 rBV3 65714 103439 1.61% 0.124%
60 14.192 1899 1905 1912 rBV2 2180393 3280344 51.17% 3.931%
61 14.316 1921 1926 1937 rBV 141733 258196 4.03% 0.309%
62 14.427 1940 1945 1949 rVwVv 298615 395641 6.17% 0.474%
63 14.498 1951 1957 1963 rVV 1796539 2747046 42.85% 3.292%
64 14.563 1963 1968 1975 rVB 611892 882114 13.76% 1.057%
65 14.698 1988 1991 1992 rBV3 47340 50928 ©0.79% 0.061%
66 14.727 1993 1996 2000 rVB 108847 151242 2.36% 0.181%
67 15.251 2080 2085 2092 rBV 508057 832961 12.99% ©.998%
68 15.374 2103 2106 2109 rBV4 58906 85343 1.33% 0.102%
69 15.498 2119 2127 2132 rBV 2795938 4361818 68.04% 5.227%
70 15.545 2133 2135 2142 rVB2 105300 146062 2.28% ©0.175%
71 15.621 2143 2148 2153 rBV 450076 632234 9.86% 0.758%
72 15.727 2163 2166 2167 rBV 70976 76363 1.19% 0.092%
73 15.757 2168 2171 2180 rVB2 230032 337513 5.26% 0.404%
74 15.957 2201 2205 2209 rBV2 179510 249342  3.89% 0.299%
75 16.021 2210 2216 2228 rVB 1724619 2505895 39.09% 3.003%
76 16.198 2239 2246 2251 rBvV2 216654 419177 6.54% 0.502%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acqg On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc :

ALS Vvial : 63 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-BP101122.M

Title : SVOA CALIBRATION

77 16.351 2269 2272 2275 rVB 72813 79120 1.23% 0.095%
78 16.533 2297 2303 2308 rBV 1034047 1438382 22.44% 1.724%
79 16.804 2345 2349 2358 rVB 169947 291549 4.55% 0.349%
80 17.257 2421 2426 2434 rVB 2251180 3217516 50.19% 3.855%
81 17.357 2438 2443 2452 rVB2 3131240 4568988 71.27% 5.475%
82 18.145 2573 2577 2591 rBV 983287 1574754 24.56% 1.887%
83 18.898 2703 2705 2711 rVB 186620 219936  3.43% 0.264%
84 19.057 2730 2732 2737 rVB2 134201 126832 1.98% 0.152%
85 19.239 2759 2763 2766 rBV 400465 565201 8.82% ©.677%
86 19.315 2774 2776 2781 rVB 125086 131503 2.05% 0.158%
87 19.380 2783 2787 2801 rVB 682958 1008540 15.73% 1.208%
88 19.592 2818 2823 2828 rBV 4002495 5632359 87.85% 6.749%
89 19.645 2828 2832 2840 rVB 2836690 3658631 57.07% 4.384%
90 20.080 2904 2906 2909 rBV 133206 167054 2.61% ©.200%
91 20.109 2909 2911 2915 rVB 203768 205860  3.21% 0.247%
92 20.439 2964 2967 2970 rBV2 239631 264098 4.12% 0.316%
93 20.592 2990 2993 2997 rBV 502916 565440 8.82% 0.678%
94 21.051 3067 3071 3075 rBV 806843 887305 13.84% 1.063%
95 21.351 3117 3122 3128 rVB 2898175 3823003 59.63% 4.581%
96 21.486 3142 3145 3151 rVB 498225 544309 8.49% 0.652%
97 21.951 3221 3224 3233 rVB 439622 569794 8.89% 0.683%
98 22.450 3306 3309 3322 rVB2 449119 862175 13.45% 1.033%
99 23.609 3500 3506 3518 rVB2 3099778 6411029 100.00% 7.682%
100 23.768 3526 3533 3542 rVB2 2065135 4264288 66.51% 5.110%

Sum of corrected areas: 83454653
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP012093.D\data.ms

4000000

3000000

2000000

1000000
o310 3704 4469 5157
. sgfbs 3922 | 4963 5593 6.1285.445 . 4 163 11.451
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 ﬁ ’ 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-> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BP012093.D\data.ms
19.592
4000000
17.357 19,645
15.498
3000000
17.257
14.192
2000000 13.916 | 14.498 16.021
18.145
16.533 10,284
1000000 19.23 2 0.4
18.89889.315 '
851 16.804 h
%@%@7 13567 s8 33940
e e e e e e
Time--> 12100 1250 1300 1350 14.00 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 1950 20.00
Abundance TIC: BP012093.D\data.ms
23.609
4000000 21.351
43.768
3000000
2000000 21051
21.486 21.951 22.450
).592
1000000 T
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 T

Time--> 20.50 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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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41

Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Triethylamine Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
3.075 3.94 ng/ul 321460 1,4-Dichlorobenzene-d4 7.851
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triethylamine 101 C6H15N 000121-44-8 91
2 Triethylamine 101 C6H15N 000121-44-8 91
3 Triethylamine 101 C6H15N 000121-44-8 91
4 Triethylamine 101 C6H15N 000121-44-8 86
5 Tetraethyl ammonium fluoride 149 C8H20FN 000665-46-3 83
Abundance  Scan 15 (3.075 min): BP012093.D\data.ms (-12) (-) m/z 86.05 100.00%

86.0

-

5000
A RREEEE S S S AN
‘ ‘ . 3.103.203.303.403.50
O | 163:1221.1 2851 3505 4153 48525435 ;m/z 58.05  26.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4650: Triethylamine
86.0
5000
3.103.203.303.403.50
‘ ‘ m/z 101.15 15.23%
O‘\\\\‘UHWP\\}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4646: Triethylamine

86.0

—

3.103.203.303.403.50
5000 m/z 42.10 8.23%

1.,

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

Abundance #4649: Triethylamine  EARRARNREERECERRna s o
86.0 3.103.203.303.403.50

m/z 44.05 7.71%

o

o

5000

0 2%}‘ n J’

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

N

3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 1,3-Oxathiolane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.469 5.81 ng/ul 473608  1,4-Dichlorobenzene-d4 7.851

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Oxathiolane 90 C3H60S 002094-97-5 94
2 1,3-Oxathiolane 90 C3H60S 002094-97-5 86
3 3-Thietanol 90 C3H60S 010304-16-2 53
4 Heptanoic acid, 2-hydroxy-, meth... 160 C8H1603 054340-91-9 53
5 Thiourea, methyl- 90 C2H6N2S 000598-52-7 50
Abundance Scan 252 (4.469 min): BP012093.D\data.ms (-245) (-) m/z 90.10 100.00%
90.1
5000

4.20 4.40 4.60 4.80

Ol i 4 149,1207.1269.1327.2 4114 487.55450  y/; 60.00  94.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2559: 1,3-Oxathiolane
60.0
5000 UBLEL I L R R BB R

4.20 4.40 4.60 4.80
m/z 59.00 55.88%

ILH I
0\1\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2558: 1,3-Oxathiolane
90.0
A EEaR R o S
4.20 4.40 4.60 4.80
5000 ITI z 45.00 45.28%
29
0 ‘[J'_H T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2555: 3-Thietanol s ¥ N S S
90.0 4.20 4.40 4.60 4.80

m/z 61.00 22.37%

5000 A
M i

m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Benzene, chloro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.157 5.58 ng/ul 454856  1,4-Dichlorobenzene-d4 7.851

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, chloro- 112 C6H5C1 000108-90-7 95
2 Benzene, chloro- 112 C6H5C1 000108-90-7 94
3 Benzene, chloro- 112 CeH5C1 000108-90-7 94
4 Benzene, chloro- 112 C6H5C1 000108-90-7 94
5 Benzene, chloro- 112 C6H5C1 000108-90-7 94
Abundance Scan 369 (5.157 min): BP012093.D\data.ms (-363) (-) m/z 112.10 100.00%
112.1
5000 /\
T
51|.0 4.80 5.00 5.20 5.40
oo L 2930 2831 355.2414.2476.0537.3  n/z 77.e5  55.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7184: Benzene, chloro-
112.0
5000 BN
4.80 5.00 5.20 5.40
51.0 m/z 114.10  32.56%
O‘\\\"\J"\\Jl\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7182: Benzene, chloro-
112.0
A RRRmEEEEET
4.80 5.00 5.20 5.40
5000 m/z 51.05 15.19%
51.0
O‘Hﬂw‘i‘_‘H"H‘_‘H‘H“_‘H‘H‘w“u‘u‘w‘u“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7186: Benzene, chloro- A ABEAsRames:
112.0 4.80 5.00 5.20 5.40
m/z 50.05 13.70%
5000
51.0
T SR § CU—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 1Indane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.222 4.63 ng/ul 377843 1,4-Dichlorobenzene-d4 7.851

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 95
2 Deltacyclene 118 C9H1e 007785-10-6 80
3 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 72
4 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 72
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 72
Abundance Scan 890 (8.222 min): BP012093.D\data.ms (-882) (-) m/z 117.05 100.00%
117.1
5000
e e e
58.0 7.80 8.00 8.20 8.40 8.60
Ot d 1940 28113412 4165 5046 m/z 118.16  54.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10181: Indane
11v.0
5000 [T T T[T T T T[T TTTr Tl

7.80 8.00 8.20 8.40 8.60
m/z 115.05 33.97%

39.0
O\‘”A}wmkV”“\”"W“W“‘W“”!‘”‘!‘”‘\”“W“‘W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10184: Deltacyclene
117.0
W‘”\‘”‘A‘”\”‘W“
7.80 8.00 8.20 8.40 8.60
5000 m/z 91.05 13.55%
39.0 ’
O\HWHNW\“*H\H*w*H*M*H\H*W*H*M*H\H*W*H*w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10190: Benzene, 2-propenyl- R A Raaaanas
117.0 7.80 8.00 8.20 8.40 8.60

m/z 116.10 7.38%

5000
5&0\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Benzenamine, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.845 6.47 ng/ul 527429 1,4-Dichlorobenzene-d4 7.851

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenamine, 3-methyl- 107 C7HON 000108-44-1 97
2 Benzenamine, 3-methyl- 107 C7HON 000108-44-1 97
3 Benzenamine, 3-methyl- 107 C7HSN 000108-44-1 97
4 Benzenamine, 3-methyl- 107 C7HOSN 000108-44-1 95
5 o0-Toluidine 107 C7HON 000095-53-4 94
Abundance Scan 996 (8.845 min): BP012093.D\data.ms (-989) (-) m/z 106.05 100.00%
106.1

%

5000
AR RRRRERREESEES
30.1 H 8.60 8.80 9.00 9.20
Obtpiked 2081 28113413 4321 5268 /7 107.05 91.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5846: Benzenamine, 3-methyl-
106.0
5000 LB L R R I B R
8.60 8.80 9.00 9.20
m/z 77.05 16.79%
39.0 H
O‘\\A\Llfl‘\“\\ll\l‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5843: Benzenamine, 3-methyl-
106.0
R e
8.60 8.80 9.00 9.20
5000 m/z 79.05 14.57%
39.0 H
0‘\\"\L‘{lf“\H‘H\u‘\u\,\u\‘u\\‘uH‘HHWHWHWH,\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5844: Benzenamine, 3-methyl- e R HRRRREE A S
106.0 8.60 8.80 9.00 9.20
m/z 108.10 7.05%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 unknown-01 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.181 3.38 ng/ul 352703  Naphthalene-d8 10.657
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bicyclo[2.2.1]heptan-2-01, 2,3,3... 154 C10H180 000465-31-6 30
2 Oxazolidine, 4,4-dimethyl- 101 C5H11INO 051200-87-4 27
3 2-Ethylbutyric acid, heptyl ester 214 C13H2602 1000369-52-8 27
4 .+/-.-Tetrahydro-3-furanmethanol 102 C5H1002 015833-61-1 18
5 N'-Hydroxypropimidamide 88 C3H8N20 029335-36-2 14
Abundance Scan 1223 (10.181 min): BP012093.D\data.ms (-1213) (- m/z 71.05 100.00%
71.0
5000
— —
\}H m\ H&G.l J001 2821 10.00 10.50
ol iyl ) 2091 2821 379444395052 u,; 117.05  91.34%

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

Abundance  #31201: Bicyclo[2.2.1]heptan-2-ol, 2,3,3-trimethyl-
71.0

=

5000 At ——
10.00 10.50
m/z 43.05 58.91%
l ' kse.o
O‘\\H\l“‘“"\l “\‘}M%‘H\‘\“\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4605: Oxazolidine, 4,4-dimethyl-
71.0
P e
10.00 10.50
5000 ITI/Z 44 .05 45 .50%
O'MA‘ b e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92137: 2-Ethylbutyric acid, heptyl ester P ——
117.0 10.00 10.50
m/z 69.10 42.70%
5000
43.0
L sseo
L 1 e e — —— P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP101122\

Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method :
: SVOA CALIBRATION

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
10.439 8.66 ng/ul 903003  Naphthalene-d8 10.657
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 91
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72

Abundance Scan 1267 (10.439 min): BP012093.D\data.ms (-1261) (- m/z 57.10 100.00%
57.1
w /h
‘ 10 50
132.2
o_ux‘“u““u [[75c 20712671 35514189 S137  'm/z 45.05 81.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
1050
‘ 30.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
1050
5000 m/z 75.05 21.96%
ol‘wbmo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 /\%ﬂ
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)- P
57.0 10 50
15.88%
) %/\J\\/\w
ks
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1050

SFAM-EPA-BP101122.M Fri Oct 14 18:56:22 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Morpholine, 4-acetyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
10.598 2.20 ng/ul 229722  Naphthalene-d8 10.657
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Morpholine, 4-acetyl- 129 C6H11NO2 001696-20-4 91
2 Morpholine, 4-acetyl- 129 C6H11NO2 001696-20-4 90
3 Morpholine, 4-acetyl- 129 C6H11NO2 001696-20-4 53
4 2-tthyl-oxetane 86 C5H100 1010386-40-2 37
5 2-Methylpropionic acid, morpholide 157 C8H15N02 1000307-31-7 37

Abundance Scan 1294 (10.598 min): BP012093.D\data.ms (-1286) (- m/z 57.10 100.00%
57.1

5000 129.1

—

7= =
10.50 11.00

N TN \M 207.2 281.1 3551415.0 486.4547.1
e sl

m/z 43.05 65.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14733: Morpholine, 4-acetyl-
57.0
5000 — —
129.0 10.50 11.00
m/z 56.10 58.66%
O‘\"1\1’\!1"%F\\\%‘\’\}\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14734: Morpholine, 4-acetyl-
57.0
—T —
10.50 11.00
5000 129.0 m/z 86.05 57.13%
Ol e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14735: Morpholine, 4-acetyl- T ™
57.0 10.50 11.00

m/z 129.05 42.30%

5000

" uI\ )

\ =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00

o
=
N
©
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Phenol, p-tert-butyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.004 4.60 ng/ul 479580  Naphthalene-d8 10.657
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 74
2 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 68
3 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 68
4 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 68
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 53

Abundance Scan 1533 (12.004 min): BP012093.D\data.ms (-1525) (- m/z 135.05 100.00%
135.1

5000

-

41.0 ‘ 12.00
rcbpahdbd )} 221.2283.13411 4434 5209 | n/7 197.10  46.92%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27476: Phenol, p-tert-butyl-
135.0

o

5000 T ‘
12.00
410 m/z 136.00  26.44%
O‘\\h\‘\‘m\lll\t\\‘"\H\\\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27477: Phenol, m-tert-butyl-
135.0
N \
12.00
5000 ITI/Z 151.15 24.68%
41.0
Y PR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27481: Phenol, p-tert-butyl- —= i
135.0 12.00
m/z 95.10 21.61%
B WMWW“%JJMAAWW/V\W/\
77.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41

Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 10 Benzenamine, 3-chloro-4-met... Concentration Rank 25

R.T EstConc Area Relative to ISTD R.T.
12.169 2.23 ng/ul 232958 Naphthalene-d8 10.657
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenamine, 3-chloro-4-methyl- 141 C7H8CIN 000095-74-9 95
2 Benzenamine, 3-chloro-4-methyl- 141 C7H8CIN 000095-74-9 94
3 Benzenamine, 3-chloro-4-methyl- 141 C7H8CIN 000095-74-9 87
4 Benzenamine, 2-chloro-4-methyl- 141 C7H8CIN 000615-65-6 87
5 Benzenamine, 2-chloro-4-methyl- 141 C7HSCIN 000615-65-6 76

Abundance Scan 1561 (12.169 min): BP012093.D\data.ms (-1555) (- m/z 140.00 100.00%
140.0
5000
77.0
= P
‘ \ 12.00 12.50
Ol oiuthyll | 20812671 3412 4302 BILS /5 141.05  95.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21907: Benzenamine, 3-chloro-4-methyl-
140.0
5000 — e
77.0 12.00 12.50
m/z 106.10 78.20%
O]‘-\S\.P‘\‘J‘f‘h\‘ll\\"\“\‘\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21895: Benzenamine, 3-chloro-4-methyl-
140.0
e =
12.00 12.50
5000 m/z 142.05 39.26%
77.0
O%EPJWMu»M"H‘W‘H‘_‘H,H‘W‘H‘“‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21914: Benzenamine, 3-chloro-4-methyl- P =5
141.0 12.00 12.50
m/z 143.00 31.38%
5000
77.0
oo e e e - ey
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

SFAM-EPA-BP101122.M Fri Oct 14 18:56:30 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 24

R.T EstConc Area Relative to ISTD R.T.
13.308  2.28 ng/ul 313584  Acenaphthene-die 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual

12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
3 N-(4-tert-Butoxyphenyl)acetamide 207 C12H17NO2 002109-73-1 59
4 Metacetamol 151 C8HINO2 000621-42-1 59
5 Metacetamol 151 C8H9NO2 000621-42-1 59

Abundance Scan 1770 (13.398 min): BP012093.D\data.ms (-1765) (- m/z 109.10 100.00%
43.1 109.1

5000

-

T —
13.00 13.50
m/z 43.10 90.05%

o LLLLAL392 2821 355241534758 5394
L PP 2821 355.2415.3475.8 5391
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol

-

43.0 109.0
5000 - -
13.00 13.50
m/z 151.15 61.52%
‘ ’ ‘ 69.0
O‘\\“1!‘flh\d\‘u\“\‘“‘lI\J\H\’\\L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0
43.0 = e
13.00 13.50
5000 m/z 41.10 19.04%
69.0

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

Abundance #83747: N-(4-tert-Butoxyphenyl)acetamide — ——
109.0 13.00 13.50

m/z 85.05 16.89%

5000

IS
w
o

0 L, | \19?'0
L L B

“ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 unknown-02 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.427 2.88 ng/ul 395641  Acenaphthene-di0 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethyl bromide 108 C2H5Br 000074-96-4 38
2 Phenylphosphine 110 CeH7P 000638-21-1 38
3 Propyl 5-methyl-3-isoxazolepropa... 197 C10H15NO3 1010099-85-3 14
4 Imidazole, 1,4,5-trimethyl- 110 C6H1ON2 020185-22-2 14
5 Ethanone, 2-cyclopentyl-1-(1H-im... 178 C10H14N20 069393-25-5 14

Abundance Scan 1945 (14.427 min): BP012093.D\data.ms (-1940) (-] ' m/z 108.10 100.00%

108.1
43.1
5000
196.2

—
HHH“\ L Hu | 263.9 341.1402.1460.7520.3 14.50
04 MH“m‘wwwww R R e m/z 110.10  90.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5873: Ethyl bromide
29.0
108.0
5000 1
14.50
m/z 43.10 65.89%
O‘\”\ \’\\L\f“‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6548: Phenylphosphine
108.0
—
14.50
5000 m/z 111.10 62.38%
397
Ol b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #72375: Propyl 5-methyl-3-isoxazolepropanoate —
110.0 14.50

m/z 95.10  49.98%

5000
43.0

\ 1 ‘197.0
o_me N — —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50

SFAM-EPA-BP101122.M Fri Oct 14 18:56:33 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Diethyltoluamide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.251 6.06 ng/ul 832961  Acenaphthene-di0 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 97
2 Diethyltoluamide 191 C12H17NO 000134-62-3 95
3 Benzamide, N,N-diethyl-4-methyl- 191 C12H17NO 002728-05-4 93
4 Benzamide, 4-methyl-N-butyl- 191 C12H17NO 1000407-46-6 76
5 Benzamide, 3-methyl-N-methyl-N-p... 191 C12H17NO 1000421-46-2 76

Abundance Scan 2085 (15.251 min): BP012093.D\data.ms (-2080) (- m/z 119.10 100.00%

119.1
5000 190.2

—
- | 15.00 15.50
ol bbb 2811 355.2 4277 5165 n/z 190.20  39.38%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65682: Diethyltoluamide
110.0
5000 190.0 —— .-
15.00 15.50

m/z 91.10  37.42%

39\.0J L | 1
‘\\WII\IWT‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65681: Diethyltoluamide
119.0

—
15.00 15.50

o

5000 m/z 191.15 14.26%
190.0
39.0J }
Ottt e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65755: Benzamide, N,N-diethyl-4-methyl- R ==
119.0 15.00 15.50

m/z 65.05 12.08%

5000
190.0
oo |||

] N R . -
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 1,1'-Biphenyl, 4,4'-dichloro- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
15.757 2.46 ng/ul 337513  Acenaphthene-di0 14.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,1'-Biphenyl, 4,4'-dichloro- 222 C12H8C12 002050-68-2 68
2 1,1'-Biphenyl, 2,2'-dichloro- 222 C12H8C12 013029-08-8 50
3 1,1'-Biphenyl, 4,4'-dichloro- 222 C12H8C12 002050-68-2 45
4 1,1'-Biphenyl, 2,6-dichloro- 222 C12H8C12 033146-45-1 45
5 1,1'-Biphenyl, 3,3'-dichloro- 222 (C12H8C12 002050-67-1 45

Abundance Scan 2171 (15.757 min): BP012093.D\data.ms (-2168) (- m/z 86.10 100.00%
86.1

A

52.1
B R e e

5000 222.1
15.50 16.00

0 "’J'}m“"““l\l,283'1356'24,15'1475-2537-9 m/z 127.10  73.09%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101341: 1,1'-Biphenyl, 4,4'-dichloro-
152.0 222.0

5000 — ——
15.50 16.00

m/z 152.05 62.27%

—

75.0

O\\h\‘l\ll\‘\\”\‘““‘\‘\h‘\WWWLI[!\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101342: 1,1'-Biphenyl, 2,2"-dichloro-
152.0
— —
222.0 15.50 16.00
5000 ITI/Z 169.10 47 .82%
75.0 ‘
0 “'H'“" ‘H“‘HM‘,HH‘mWm,mwm_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101336: 1,1'-Biphenyl, 4,4'-dichloro- T T
152.0 15.50 16.00
222.0 ITI/Z 222.10 42 .86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Benzenesulfonamide, N-ethyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.021 15.58 ng/ul 2505900  Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenesulfonamide, N-ethyl-2-me... 199 C9H13NO2S 001077-56-1 96
2 Benzenesulfonamide, N-ethyl-2-me... 199 C9H13NO2S 001077-56-1 62
3 4-Methyl-N-[2-(3-nitro-[1,2,4]tr... 311 C11H13N504S 1000301-03-5 50
4 Benzenesulfonamide, N-ethyl-2-me... 199 C9H13NO2S 001077-56-1 49
5 benzenesulfonamide, 4-methyl-N-[... 369 C16H19NO5S2 1000402-61-7 47

Abundance Scan 2216 (16.021 min): BP012093.D\data.ms (-2210) (- m/z 91.10 100.00%
91.1

5000

155.1

| N
‘ ‘$ 16.00
LAl d (2212 2951 401145995204 /7 155.10  35.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75203: Benzenesulfonamide, N-ethyl-2-methyl-
91.0

Lll
[T

o

5000 e

’ m/z 90.10 24.66%
ZQﬁmh VL \L

i n
L B L R R I R R R R U R R R B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75204: Benzenesulfonamide, N-ethyl-2-methyl-

o

91.0 155.0
N \
16.00
5000 ITI/Z 65.10 23.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212416: 4-Methyl-N-[2-(3-nitro-[1,2,4]triazol-1-yl)-ethyl]- e ‘
91.0 16.00
m/z 199.20 19.18%
5000 155.0
ol Ml 2470310 |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 2(3H)-Benzothiazolone Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
16.198 2.61 ng/ul 419177  Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
2 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
3 Thieno[3,2-b]pyridin-7-ol 151 C7H5NOS 107818-20-2 58
4 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 47
5 6-Methyl-7-oxo0-4,7-dihydro-triaz... 151 C5H5N50 057250-39-2 47

Abundance Scan 2246 (16.198 min): BP012093.D\data.ms (-2239) (- m/z 151.05 100.00%
1

151.
5000

—
69.0 | 16.00 16.50
“\J’MW o d 225.2 3421 415.9476.2 549. . 96 19 67.69%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28644: 2(3H)-Benzothiazolone
151.0

5000 T
16.00 16.50
m/z 123.10 57.24%

69.0
‘\\\‘%JfL\M\H‘W\l‘\\“\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28647: 2(3H)-Benzothiazolone
151.0

1
16.00 16.50
5000 m/z 69.00 12.70%

69.0
WHMWH‘L
prrbbtbbs b e e e

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

Abundance #28649: Thieno[3,2-b]pyridin-7-ol —
151.0 16.00 16.50

m/z 122.10 9.82%

7o.o‘| | ‘\ W

O‘MWJ,“MA"JMWH R e AR RS B —r —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

o

o

o

SFAM-EPA-BP101122.M Fri Oct 14 18:56:38 2022 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

o

Peak Number 17 Benzenesulfonamide, N-ethyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.533 8.94 ng/ul 1438380  Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 97
2 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 95
3 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 91
4 N-Hexyl-4-methylbenzenesulfonamide 255 C13H21NO2S 001143-01-7 80
5 N-isobutyl-4-methylbenzenesulfon... 227 C11H17NO2S 023705-38-6 80
Abundance Scan 2303 (16.533 min): BP012093.D\data.ms (-2297) (- 91.10 100.00%
91.1
155.1
5000
T
1650
0Ltk | 1219.2281.2343.0 4158475.4537.9 /5 155 10 80.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75201: Benzenesulfonamide, N-ethyl-4-methyl-
91.0
155.0 L
5000 — :
16.50
m/z 184.10  48.66%
28.
O ‘\\\ﬁ)‘\i\l\"\\\\‘i\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75205: Benzenesulfonamide, N-ethyl-4-methyl-
91.0 L
155.0
1650
5000 m/z 65.10 23.41%
2%?\‘\" S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance : i

#75207: Benzenesulfonamide, N-ethyl-4-methyl-
155.0 1650

m/z 92.05 12.52%

91.0
5000
150 |

o B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.145 9.79 ng/ul 1574750  Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 94

Abundance Scan 2577 (18.145 min): BP012093.D\data.ms (-2573) (- m/z 73.10 100.00%

73.1
5000
213.3 ‘ ‘

[
“H F H 18.00 18.50
ob ARG Ly Ly 28113411 402.246145201 0 6o 05 81.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0

5000 s —rr
18.00 18.50

“ 157.0 m/z 43.10 63.33%
"

‘\\J!““ ‘\J\"‘\M\L“ll\l\“l\J‘\\\h“\\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0

7
18.00 18.50

o

5000 129.0 m/Z 57.10 62.25%
“ 213.0
0brrt ‘H“Mm“Hm_m“um,‘H‘,w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid 7 —
43.0 256.0 18.00 18.50

m/z 55.10 57.60%

5000 VJ%Mka\A\wwNmMVVM
129.0
I ‘Mhmma‘}me \

O M e - e
miz-> 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\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vvial : 63

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 19 9,12-Octadecadienoic acid (... Concentration Rank 16

R.T EstConc Area Relative to ISTD R.T.
19.239 3.51 ng/ul 565201  Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid (z,z)- 280 C18H3202 000060-33-3 99
2 Linoelaidic acid 280 C18H3202 000506-21-8 98
3 10E,12Z-0Octadecadienoic acid 280 C18H3202 002420-56-6 98
4 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 95
5 9,12-Octadecadienoic acid (z,z)- 280 C18H3202 000060-33-3 91

Abundance Scan 2763 (19.239 min): BP012093.D\data.ms (-2759) (- m/z 67.10 100.00%

67.1
212.2
5000

R —
19.00 1950

280.4

l\'pﬂhmhﬂmwﬂ‘35‘624‘161‘485‘054? m/z 8l.10 83.35%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173584: 9,12-Octadecadienoic acid (Z,2)-
67.0

5000 — e

19.00 19.50
m/z 55.10 57.98%
F 280.0
‘HH\” Fh,1960 |
‘\\\\’\ \\\T[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

o

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173566: Linoelaidic acid

7
19.00 19.50
5000 m/z 95.10 57.61%

280.0
“HWF“IAQSO“““ MVAMNMMMNA\JXWmNAM
m/z--> O 50 100 150 200 250 300 350 400 450 500 550

O

Abundance #173577: 10E,12Z-Octadecadienoic acid — —
67.0 19.00 19.50
m/z 212.20  54.32%
5000
} h 280.0
oML 1950 ||| e
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\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.380 5.28 ng/ul 1008540  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 (C18H3602 000057-11-4 99
3 Octadecanoic acid 284 (C18H3602 000057-11-4 99
4 Octadecanoic acid 284 (C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 93
Abundance Scan 2787 (19.380 min): BP012093.D\data.ms (-2783) (- m/z 73.10 100.00%
5000 /L
185.2 - —
‘ ‘ 284.4 19.00 19.50
0l Ak ‘h‘:”u“s bbbl Ly L3852 4613 5366 ./, 6o 05 81.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 = ——
185.0 19.00 19.50
‘ " m/z 43.10 74.92%
O‘\\I\T’\1’\"\”\‘1‘\1‘“\\H\“\H‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
— ——
19.00 19.50
5000 m/z 57.10 71.43%
‘ ‘ 1850  284.0
o ol 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid “ —
43.0 19.00 19.50
m/z 55.10 65.73%
5000 129.0
284.0
A e
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\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 21 Phenol, 4,4'-(1-methylethyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.645 19.14 ng/ul 3658630  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 96
2 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 96
3 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 90
4 4,4'-(1,3-Dimethylbutylidene)bis... 270 C18H2202 006807-17-6 74
5 Diphenolic acid 286 C17H1804 000126-00-1 64
Abundance Scan 2832 (19.645 min): BP012093.D\data.ms (-2828) (- m/z 213.20 100.00%
218.2
5000
119.1 — —
39.1 \ \ 19.50 20.00
. C
b S Attt s Ly 2811 355.2 429.2486.4542¢ /7 119,10 18.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109422: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 — ——
19.50 20.00
119.0 m/z 228.20 16.82%
O 39}!'0J‘J“J[HJ%WIX
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
= —
19.50 20.00
5000 m/z 214.20 15.46%
119.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109423: Phenol, 4,4'-(1-methylethylidene)bis- — —
213.0 19.50 20.00
m/z 91.10 9.83%
5000
119.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

SFAM-EPA-BP101122.M Fri Oct 14 18:56:44 2022 Page: 25



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 22 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.592 2.96 ng/ul 565440  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heneicosane 296 C21H44 000629-94-7 76
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 76
4 Tricosane 324 C23H48 000638-67-5 70
5 Octadecane 254 C18H38 000593-45-3 68

Abundance Scan 2993 (20.592 min): BP012093.D\data.ms (-2990) (- m/z 57.10 100.00%
57.1

-

5000
25.1 907.2 20.50
oJ, “ ALMM bt o 2993 399.2 47615354 ./, 71,10 65.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
5000 — :

20.50
m/z 85.10 54.10%

770, 200

O‘ T’\H\[lHY‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘H\\‘\
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550

Abundance #194590: Heneicosane

- jn T
=l
o

20.50
5000 m/z 43.10 52.05%

HF 79 1970 2960

l‘

-

o_m, RN R aaas
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123971: Tetradecane, 2,6,10-trimethyl- —— ‘
57.0 20.50
m/z 59.10 27.00%
5000
155.0
AR TUNNE -~ -
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\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.051 4.64 ng/ul 887305  Chrysene-di12 21.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 (C20H42 000112-95-8 96
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 95
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
4 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 91
Abundance Scan 3071 (21.051 min): BP012093.D\data.ms (-3067) (- m/z 57.10 100.00%
57.1
- w
T T
‘ ’ JF 2073 21.00
ok AL i b 2821 35534172 4904549 n/z 71.10  72.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 — :
21.00
m/z 43.10 55.51%
O \“\\‘\\\\J“\ﬁ‘\{\‘ﬂ\‘%].\grfo\\l‘?\8\‘2\?\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
T
21.00
5000 m/z 85.10 53.40%
o N ) H‘Fﬁ ,‘ 1820 252.0 325.0
e PETSELTETE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester T ‘
57.0 21.00
m/z 55.10 34.39%
- JMWAN,WNMMAWMWJﬂANMAy
L } 190 saug 2un0
A o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Data Path :
Data File :
Acq On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
BP012093.D
: 12 Oct 2022 22:41

Operator : CG/JU

Sample
Misc

ALS Vvial : 63

Quant Method :

Quant Title

TIC Library

: N4976-11

Sample Multiplier: 1

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
. SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 21

R.T EstConc Area Relative to ISTD R.T.
21.486 2.85 ng/ul 544309  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Nonadecane 268 C19H40 000629-92-5 95
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3145 (21.486 min): BP012093.D\data.ms (-3142) (- m/z 57.10 100.00%
57.1

£

5000
127.2 2072 21.50
o"‘w‘”"”"J‘w‘WMm,‘?95_2”?’]5‘?9,“‘4?9‘?’“572‘5‘?‘ m/z 71.10 76.32%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0
5000 T
21.50
m/z 85.10 56.47%
‘F 197.0 282.0
0 \‘ J IHA\H |
\\\\‘\\\\‘\\\1‘\\\\‘r\\T’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\

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

-

Abundance #158597: Nonadecane
57.0
21.50
5000 ITI/Z 43.10 50.39%
‘ 1 HF70 197.0 268.0
O‘Hu‘“h“Jm‘haH"H‘,‘H“H“‘H“,H“_“‘_“‘_
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194597: Pentadecane, 8-hexyl- T
43.0 21.50
m/z 55.10 21.81%
5000
1960
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50
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Data Path :
Data File :
Acq On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
BP012093.D
: 12 Oct 2022 22:41

Operator : CG/JU

Sample
Misc

ALS Vvial : 63

Quant Method :

Quant Title

TIC Library

: N4976-11

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T.
21.951 2.98 ng/ul 569794  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Pentacosane 352 C25H52 000629-99-2 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3224 (21.951 min): BP012093.D\data.ms (-3221) (- m/z 57.10 100.00%
57.1
22.00
169.2 281.1 , :
o LT 2002205 02801 50000002 asnzsen. i 21 5e 723
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl-
43.0
5000 IR
22.00
85.10 56.87%
o0  196.0 n/z
O\J“\}\1\”‘\ﬂ\\\f‘\\\\l‘ll\\z\s‘z\\o\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
—=
22.00
5000 ITI/Z 43.10 51.17%
ol it 2e0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262013: Pentacosane T
57.0 22.00
m/z 55.10 22.33%
- w
oL LT, 183.0230.0205 03520
A A e e e e P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acq On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.451 4.51 ng/ul 862175  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Pentacosane 352 C25H52 000629-99-2 83
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 81

Abundance Scan 3309 (22.450 min): BP012093.D\data.ms (-3306) (- m/z 57.10 100.00%
57.1

F

5000
22.50
267.1
o_HJ,M Mm"“2‘??”2“””‘3‘3?7““”““294_“‘9%?"”_ m/z 71.10  70.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000 T

2250
m/z 85.18 57.03%
i

| Pﬁ 1970 296.0

O‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
—
22.50
5000 m/z 43.10 54.39%

) JFF7 0 197.0 2670 367.0

:

Oyl H"_‘w‘_“w“u‘“H“H“H“‘H“_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246483: Tetracosane
57.0 22.50
m/z 55.10 27 .46%
v LML
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101122\
Data File : BP@12093.D

Acqg On : 12 Oct 2022 22:41
Operator : CG/JU

Sample : N4976-11

Misc :

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101122.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|
Triethylamine 3.075 3.9 ng/ul 321460 1 7.851 1631220 20.0
1,3-Oxathiolane 4.469 5.8 ng/ul 473608 1 7.851 1631220 20.0
Benzene, chloro- 5.157 5.6 ng/ul 454856 1 7.851 1631220 20.0
Indane 8.222 4.6 ng/ul 377843 1 7.851 1631220 20.0
Benzenamine, 3-... 8.845 6.5 ng/ul 527429 1 7.851 1631220 20.0
unknown-01 10.181 3.4 ng/ul 352703 2 10.657 2085510 20.0
Ethanol, 2-(2-b... 10.439 8.7 ng/ul 903003 2 10.657 2085510 20.0
Morpholine, 4-a... 10.598 2.2 ng/ul 229722 2 10.657 2085510 20.0
Phenol, p-tert-... 12.004 4.6 ng/ul 479580 2 10.657 2085510 20.0
Benzenamine, 3-... 12.169 2.2 ng/ul 232958 2 10.657 2085510 20.0
2,4,7,9-Tetrame... 13.398 2.3 ng/ul 313584 3 14.498 2747050 20.0
unknown-02 14.427 2.9 ng/ul 395641 3 14.498 2747050 20.0
Diethyltoluamide 15.251 6.1 ng/ul 832961 3 14.498 2747050 20.0
1,1'-Biphenyl, ... 15.757 2.5 ng/ul 337513 3 14.498 2747050 20.0
Benzenesulfonam... 16.021 15.6 ng/ul 2505900 4 17.257 3217520 20.0
2(3H)-Benzothia... 16.198 2.6 ng/ul 419177 4 17.257 3217520 20.0
Benzenesulfonam... 16.533 8.9 ng/ul 1438380 4 17.257 3217520 20.0
n-Hexadecanoic ... 18.145 9.8 ng/ul 1574750 4 17.257 3217520 20.0
9,12-Octadecadi... 19.239 3.5 ng/ul 565201 4 17.257 3217520 20.0
Octadecanoic acid 19.380 5.3 ng/ul 1008540 5 21.351 3823000 20.0
Phenol, 4,4'-(1... 19.645 19.1 ng/ul 3658630 5 21.351 3823000 20.0
(DEL) Alkane: S... 20.592 3.0 ng/ul 5654406 5 21.351 3823000 20.0
(DEL) Alkane: S 21.051 4.6 ng/ul 887305 5 21.351 3823000 20.0
(DEL) Alkane: S 21.486 2.9 ng/ul 544309 5 21.351 3823000 20.0
(DEL) Alkane: S 21.951 3.0 ng/ul 569794 5 21.351 3823000 20.0
(DEL) Alkane: S 22.451 4.5 ng/ul 862175 5 21.351 3823000 20.0
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