LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51758.D

Acqg On : 22 Dec 2021 20:00
Operator : CG/JU

Sample : M5195-08

Misc :

ALS vial : 9 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_ G\Methods\SFAM-EPA-BG121421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51758.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.601 15 19 27 rVvB4 8407 13347 1.90% 0.123%
2 4.030 89 92 99 rBvV 21061 36226 5.16% 0.333%
3 4.141 106 111 114 rVB5 2454 3359 0.48% 0.031%
4 4.288 131 136 140 rvB3 2030 3685 ©.53% 0.034%
5 4.329 140 143 146 rBvV2 1192 1708 0.24% 0.016%
6 4.382 148 152 156 rBv4 3590 5769 0.82% 0.053%
7 4.746 210 214 216 rBV2 1126 1475 0.21% 0.014%
8 5.310 306 310 318 rBV3 3980 7073 1.01% 0.065%
9 7.402 660 666 681 rVB 142068 266141 37.92% 2.446%
106 7.578 687 696 702 rBV 100011 167366 23.85% 1.538%
11 7.625 702 704 708 rVB2 1738 2003 0.29% 0.018%
12 7.795 725 733 742 rVB 137029 234387 33.40% 2.154%
13 7.883 742 748 749 rBV 2052 2276 0.32% 0.021%
14 8.271 807 814 822 rVV2 136139 231152 32.94% 2.124%
15 8.330 822 824 828 rVB3 1925 2327 0.33% 0.021%
16 8.506 851 854 857 rBV2 1332 1680 ©0.24% 0.015%
17 8.606 867 871 874 rVB2 1231 1691 0.24% 0.016%
18 8.647 874 878 880 rBB 1242 1581 ©.23% 0.015%
19 8.964 926 932 942 rBV 162462 275993 39.33% 2.536%
20 9.035 942 944 948 rVB2 1586 1915 0.27% 0.018%
21 9.088 950 953 958 rBV4 3278 5879 0.84% 0.054%
22 9.440 1006 1013 1021 rVB2 130230 243516 34.70% 2.238%
23 9.569 1031 1035 1036 rBV2 2654 2724 0.39% 0.025%
24  9.863 1081 1085 1086 rBV 2156 2389 0.34% 0.022%
25 10.174 1131 1138 1146 rVB 112108 203531 29.00% 1.870%
26 10.486 1188 1191 1195 rBV 1118 1379 0.20% 0.013%
27 10.715 1222 1230 1238 rBV 172153 310866 44.30% 2.857%
28 10.862 1248 1255 1260 rBV4 1315 2734 0.39% 0.025%
29 11.108 1288 1297 1304 rBV 179409 329518 46.95% 3.028%
30 11.161 1304 1306 1311 rVB2 3767 4317 0.62% 0.040%
31 11.232 1311 1318 1329 rBV 111372 207327 29.54%  1.905%
32 11.373 1338 1342 1344 rBv2 1300 1446 0.21% 0.013%
33 11.625 1380 1385 1388 rBV2 1293 1787 0.25% 0.016%
34 11.890 1423 1430 1433 rBvV3 3315 5915 0.84% 0.054%
35 11.937 1436 1438 1443 rVB 1539 2206 0.31% 0.020%
36 12.113 1466 1468 1473 rVB3 1570 1668 0.24% 0.015%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51758.D

Acqg On : 22 Dec 2021 20:00
Operator : CG/JU

Sample : M5195-08

Misc :

ALS vial : 9 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_ G\Methods\SFAM-EPA-BG121421.M
Title : SVOA CALIBRATION
37 12.465 1524 1528 1532 rBV5 4032 6790 0.97% 0.062%
38 12.501 1532 1534 1539 rvv3 2756 3580 ©0.51% 0.033%
39 12.677 1560 1564 1568 rBvV3 2614 4140 0.59% 0.038%
40 12.753 1571 1577 1581 rBV 13037 18605 2.65% 0.171%
41 12.847 1584 1593 1601 rBvV2 20551 46013 6.56% 0.423%
42 12.900 1601 1602 1604 rVvV 2087 1344 0.19% 0.012%
43 12.929 1604 1607 1608 rVV3 1596 1377 0.20% 0.013%
44 12.965 1608 1613 1620 rVB3 6251 9739 1.39% 0.089%
45 13.300 1666 1670 1673 rBV3 1925 2732 0.39% 0.025%
46 13.347 1673 1678 1683 rBv4 2871 4005 0.57% 0.037%
47 13.435 1688 1693 1698 rBv4 1758 3802 ©.54% 0.035%
48 13.723 1737 1742 1748 rBV2 12756 22156 3.16% 0.204%
49 13.852 1761 1764 1770 rBv4 1621 3055 0.44% 0.028%
50 14.005 1787 1790 1792 rVB2 1325 1314 0.19% 0.012%
51 14.069 1798 1801 1802 rvv2 1741 2015 0.29% 0.019%
52 14.093 1803 1805 1807 rVB2 1788 1847 0.26% 0.017%
53 14.239 1823 1830 1833 rVw4 7833 13756 1.96% 0.126%
54 14.298 1833 1840 1846 rVV 312224 454696 64.79% 4.178%
55 14.357 1846 1850 1851 rvv3 1870 2994 0.43% 0.028%
56 14.380 1851 1854 1857 rVvV5 4689 6106 ©0.87% 0.056%
57 14.410 1857 1859 1862 rvVB2 1484 1432 0.20% 0.013%
58 14.492 1870 1873 1875 rVvB3 2170 2168 0.31% 0.020%
59 14.539 1875 1881 1886 rBV6 6660 14136 2.01% 0.130%
60 14.604 1886 1892 1900 rVV 353579 547303 77.99% 5.029%
61 14.680 1902 1905 1906 rBV3 1619 1336 ©0.19% 0.012%
62 14.786 1919 1923 1928 rVB 14480 17043 2.43% 0.157%
63 14.845 1931 1933 1934 rBV 2775 1835 0.26% 0.017%
64 14.909 1934 1944 1952 rVB 300662 467269 66.58% 4.294%
65 15.074 1964 1972 1979 rBV 120551 210941 30.06%  1.938%
66 15.226 1991 1998 2003 rBV8 11497 22603 3.22% 0.208%
67 15.303 2005 2011 2015 rVB6 10940 20652 2.94%  0.190%
68 15.338 2015 2017 2019 rBV3 2967 2797 0.40% 0.026%
69 15.408 2025 2029 2033 rVvVv7 3613 6311 0.90% 0.058%
70 15.526 2046 2049 2053 rBV5 5387 8673 1.24% 0.080%
71 15.579 2053 2058 2060 rVV5 3034 4466 0.64% 0.041%
72 15.690 2073 2077 2080 rBV6 6367 9814 1.40% 0.090%
73 15.732 2081 2084 2089 rVB3 15836 19431 2.77% 0.179%
74 15.779 2090 2092 2095 rBV4 2675 2932 0.42% 0.027%
75 15.826 2098 2100 2103 rBV5 2000 1686 ©0.24% 0.015%

76 15.896 2105 2112 2118 rBV 437841 672553 95.84% 6.180%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51758.D

Acqg On : 22 Dec 2021 20:00
Operator : CG/JU

Sample : M5195-08

Misc :

ALS vial : 9 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_ G\Methods\SFAM-EPA-BG121421.M

Title : SVOA CALIBRATION

77 15.996 2123 2129 2137 rBV2 112025 179815 25.62% 1.652%
78 16.143 2148 2154 2158 rBV4 22230 39135 5.58% 0.360%
79 16.237 2168 2170 2177 rVB7 6838 8230 1.17% 0.076%
80 16.290 2177 2179 2181 rBV2 5672 5484 0.78% 0.050%
81 16.354 2187 2190 2194 rBV6 4819 6786 0.97% 0.062%
82 16.589 2228 2230 2232 rBV3 14111 17160 2.45% 0.158%
83 16.619 2232 2235 2242 rVB 50814 72720 10.36% 0.668%
84 16.959 2289 2293 2297 rBvV4 22787 36214 5.16% 0.333%
85 17.388 2363 2366 2371 rVB 24904 28615 4.08% 0.263%
86 17.441 2372 2375 2381 rVV2 29467 45753 6.52% 0.420%
87 17.658 2405 2412 2417 rBV 323440 529751 75.49% 4.868%
88 17.752 2423 2428 2435 rVB 432213 655340 93.38% 6.022%
89 18.528 2557 2560 2564 rVB4 40155 48072 6.85% 0.442%
90 18.816 2607 2609 2612 rVB3 25363 28861 4.11% 0.265%
91 20.032 2811 2816 2821 rBV 477159 691119 98.48% 6.351%
92 20.537 2900 2902 2906 rVB4 48492 57391 8.18% 0.527%
93 20.719 2929 2933 2940 rVB5 93397 152878 21.78% 1.405%
94 21.841 3120 3124 3132 rVB 227028 316590 45.11% 2.909%
95 21.976 3142 3147 3153 rVB2 288341 495256 70.57%  4.551%
96 22.470 3227 3231 3236 rVB2 79883 133159 18.97% 1.224%
97 25.242 3696 3703 3713 rVB2 236785 701780 100.00%  6.449%
98 25.483 3739 3744 3752 rVB2 141404 348562 49.67%  3.203%
99 27.281 4045 4050 4070 rVB 139200 567172 80.82% 5.212%
100 28.544 4257 4265 4277 rVB3 124633 482213 68.71% 4.431%

Sum of corrected areas: 10881859
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51758.D

Acqg On : 22 Dec 2021 20:00
Operator : CG/JU

Sample : M5195-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051758.D\data.ms

600000
500000
400000
300000

200000 8.964 10.7141.108

7.4027.795 8.271
=7 9440 10174 11.232
100000 :
601 4§ 4746 5.310 7[L 883 8 560.863 || 10.4880.862 16 137361 8961 152 SRAGADIS
0 L ‘ TT \“'\F'_F_TA\ T ‘ T 1T ‘ L ‘ T 1T ‘ T 1T ‘ L T T ‘ T ‘ T ‘ T \“Y‘_Y‘“Y‘\ TT\ 1 'T‘r‘f‘!‘r/\v ‘

\\r‘r‘r
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG051758.D\data.ms
20.032
600000
17.752
500000 21.976
15.896 21.841
400000 17.658
300000 20.719 22470
20.53 '
200000 WRM
18.528 816
100000 W
e A R
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG051758.D\data.ms
600000
500000
400000 25.242
5.483
300000
27.281
28.544
200000
100000 /W
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51758.D

Acqg On : 22 Dec 2021 20:00
Operator : CG/JU

Sample : M5195-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Phthalic anhydride Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.847 2.79 ng/ul 46013 Naphthalene-d8 11.108
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic anhydride 148 C8H403 000085-44-9 91
2 Phthalic anhydride 148 C8H403 000085-44-9 91
3 1,2-Benzenedicarboxylic acid 166 C8H604 000088-99-3 83
4 1,2-Benzenedicarboxylic acid 166 C8H604 000088-99-3 83
5 Phthalic anhydride 148 C8H403 000085-44-9 83

Abundance Scan 1593 (12.847 min): BG051758.D\data.ms (-1584) (-  m/z 104.15 100.00%

76.2 104.2
5000 50.1
: /\/\AA
h 148.1 12 50 13 00
o M L w/z 76.15 89.68%
miz--> 20 40 60 80 100 120 140
Abundance #26797: Phthalic anhydride
76.0 104.0
50.0 v
5000 T
12 50 13 00
148.0 m/z 50.15 38.48%
O\\\‘Z\G‘H‘O\H \\\‘\\\“H‘\\\\"\1\‘\]-\3]\“\0‘\1\\
miz--> 60 80 100 120 140
Abundance #26796.Phthaﬁcanh dride
76.0 104.0
12. 50 13 00
5000 50.0 ITI/Z 74.15 26.42%
' 148.0
o 200
miz-> 20 40 60 80 100 120 140
Abundance #42024: 1,2-Benzenedicarboxylic acid M ‘ ‘M‘ ‘ﬂ‘ ‘
104.0 12.50 13.00
76.0 m/z 75.80 15.68%
5000 50.0
148.0
0 mWOH‘“H‘H_HMMHH,‘m_m_m : M |
m/z--> 20 40 60 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51758.D

Acqg On : 22 Dec 2021 20:00
Operator : CG/JU

Sample : M5195-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.619 2.75 ng/ul 72720  Phenanthrene-d1e 17.658
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 86
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 86
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 78

Abundance Scan 2235 (16.619 min): BG051758.D\data.ms (-2232) (-  m/z 57.15 100.00%

57.1
5000
85.2 —— —
‘ | ‘ 3. 1833 9313 16.50 17.00
0 _HJMHH_WHNmN_NMNWmWeM‘wmmnm_uu_‘u‘uu‘uu m/z 71.15  75.07%
miz-> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #158617: Heptadecane, 2,6-dimethyl-
57.0
5000 . —
16.50 17.00
85.0 m/z 43.15  52.69%
130
0 Ll TT1410 1820 22502530

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260

Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0

%

16.50 17.00
5000 m/z 41.15  27.57%

113.0
29.0 183.0
Ll | 155077 22502530

m/z--> 20 40 60 80 100120140160 180 200 220 240 260

o
[er]
al
o

Abundance #90208: Dodecane, 2,6,11-trimethyl- —— ——
57.0 16.50 17.00
m/z 85.15 21.97%
5000
85.0
29.0
okl b ‘ 1130141,0169.0197.0

e e e e e e — e

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51758.D

Acqg On : 22 Dec 2021 20:00
Operator : CG/JU

Sample : M5195-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.537 2.32 ng/ul 57391 Chrysene-d12 21.976
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 76
2 Nonadecane 268 C19H40 000629-92-5 76
3 Octadecane 254 C18H38 000593-45-3 76
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 68
5 2,6-Dimethyldecane 170 C12H26 013150-81-7 64
Abundance Scan 2902 (20.537 min): BG051758.D\data.ms (-2900) (-  m/z 57.15 100.00%
57.1
5000
99.2 5020 |
‘ H | 149.2 2143 266.2 3961 20.50
oL ‘“VHWWMWMHM“HWWMM”N‘\WM‘NWWWH”H1yWu”f‘ m/z 43.15 99.54%
miz--> 50 100 150 200 250 300
Abundance #90189: Pentadecane
57.0
5000 — :
20.50
m/z 71.15 80.04%
99.0
OJTS\.d\ “‘\ ‘L‘ \“‘\ ““ 1“ \%\4\‘]_.’0‘\ T \2‘1\‘2.\0\ T ‘ L ’ L
miz-> 50 100 150 200 250 300
Abundance #158599: Nonadecane
57.0
U \
20.50
5000 m/z 55.15 42.06%
‘ w00 268.0
‘Y 183.0
olso L1 1000 |
m/z--> 50 100 150 200 250 300
Abundance #141057: Octadecane T ‘
57.0 20.50
m/z 85.15 38.29%
5000
99.0
||| ]| 14101830 2540
(¢ JRRRL 0 7 R S I e R e
m/z--> 50 100 150 200 250 300 20.50

SFAM-EPA-BG121421.M Fri Dec 31 22:07:58 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51758.D

Acqg On : 22 Dec 2021 20:00

Operator : CG/JU

Sample : M5195-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 4 Benzo[b]naphtho[2,3-d]thiop... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.719  6.17 ng/ul 152878 Chrysene-di2 21.976
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]naphtho[2,3-d]thiophene, ... 264 Cl8H16S 024964-06-9 53

2 Phosph
3 Benzo[
4 2-(4-1
5 2,6-Di

orin, 2,4,6-tris(1,1-dimet..
b]lnaphtho[2,3-d]thiophene,...
sopropylphenyl)-4H-chromen. ..
-t-butyl-4-dimethylaminoph...

. 264 C17H29P
264 C18H16S
264 C18H1602
249 C16H27NO

Abundance Scan 2933 (20.719 min): BG051758.D\data.ms (-2929) (-
249.1

017420-29-0 49
024964-02-1 47
092831-11-3 47
010437-44-2 46

m/z 249.05 100.00%

5000
1151 216.1
) P o
471 75.1 175.1 ‘ ‘ 2051 20.50 21.00
ob— \;L i‘\““‘\n“m‘\‘ ‘H}‘ \“u ‘HM pl] hiu‘\\ }H\‘w‘m sl i‘\ ) \‘WL\‘M‘ ‘m“u‘ el il i m/Z 264.15 68.32%
miz--> 50 100 150 200 250 300
Abundance #153438: Benzo[b]naphtho[2,3-d]thiophene, 9,10-dihydro
264.0
5000 g i
20.50 21.00
117.0 m/z 234.05 41.15%
221.
39.0 750 151.0184.0 | || |
05— ‘\“‘ I —— “‘ \M\“ \“ L T “‘ by “\“\ LB
miz--> 50 100 150 200 250 300
Abundance  #153414: Phosphorin, 2,4,6-tris(1,1-dimethylethyl)-
p yletnyl
57.0 249.0
R -
20.50 21.00
5000 m/z 115.10  29.46%
193.0
‘ 91.0 137.0
0 Ldh ‘\M‘ ol ‘\u‘wwu‘\“ n‘h Al h “\ o “‘ .
miz--> 50 100 150 200 250 300
Abundance #153439: Benzo[b]naphtho[2,3-d]thiophene, 9,10-dihydro ; ; : :
\ \
264.0 20.50 21.00
m/z 216.10 21.35%
5000
117.0
.30 750 1630 9|
I e e e B P e
m/z--> 50 100 150 200 250 300 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51758.D

Acqg On : 22 Dec 2021 20:00
Operator : CG/JU

Sample : M5195-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 4-Azafluorenone, 4-methylph... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.470 5.38 ng/ul 133159  Chrysene-di12 21.976
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Azafluorenone, 4-methylphenyli... 270 C19H14N2 1010216-54-5 83
2 Benz[a]anthracene-7-carboxaldehy... 270 C20H140 013345-61-4 70
3 Benz(a)anthracene, 7,9,12-trimet... 270 C21H18 024891-41-6 60
4 Benz(a)anthracene, 6,8,12-trimet... 270 C21H18 020627-34-3 60
5 5-Methoxy-2-nitro-10H-acridin-9-one 270 C14H10N204 013306-46-2 55

Abundance Scan 3231 (22.470 min): BG051758.D\data.ms (-3227) (- m/z 270.15 100.00%
270.1

5000
116.1
153.2 AP
57.1 226. 3223 ‘ 22.50
0! Lﬁﬁf%%#%%%gi m/z 269.05 39.20%
mlz--> 50 100 150 200 250 300 350
Abundance #161377: 4-Azafluorenone, 4-methylphenylimine
270.0
5000 T
22.50
m/z 255.10 34.01%
0 g:l]o . 16ﬁ0 | 2320“‘ il
T T ‘ T T T ‘ T T T ‘ T T ‘ T 17 L ‘ T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #161409: Benz[a]anthracene-7-carboxaldehyde, 12-meth
270.0
e
22.50
5000 ITI/Z 116.05 32.40%
120.0 226.
SRV 2J0 T T .
m/z--> 50 100 150 200 250 300 350
Abundance #161427: Benz(a)anthracene, 7,9,12-trimethyl- ——
270.0 22.50
m/z 271.15 30.96%
5000
126.
20 ms0 . s, 02260 |
e R e —
m/z--> 50 100 150 200 250 300 350 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51758.D

Acqg On : 22 Dec 2021 20:00
Operator : CG/JU

Sample : M5195-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Phthalic acid, 4-methylthio... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.281 32.54 ng/ul 567172  Perylene-d12 25.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 4-methylthiopheny... 442 C26H3404S 1000415-62-0 80
2 Didodecyl phthalate 502 C32H5404 002432-90-8 72
3 Phthalic acid, hept-4-yl tetrade... 460 C29H4804 1010356-79-5 72
4 1,4-Dibutyl benzene-1,4-dicarbox... 278 C16H2204 001962-75-0 72
5 Phthalic acid, hept-4-yl octadec... 516 C33H5604 1000356-79-9 72
Abundance Scan 4050 (27.281 min): BG051758.D\data.ms (-4045) (-  m/z 149.05 100.00%
149.1
e ==
431 2031 435 . 27.00 27.50
oL 14962 | 2081 2931 3788 4438 5131 . 4315 13 25%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #322965: Phthalic acid, 4-methylthiophenyl undecyl ester
149.0
5000 — ——
27.00 27.50
m/z 41.15 10.64%
oL 210 1l 2240 3030 442.0
\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #338430: Didodecyl phthalate
149.0
—— —
27.00 27.50
5000 m/z 150.05 10.56%
57.0 335.0
(Y SOOI SN, L 14 N A —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #329092: Phthalic acid, hept-4-yl tetradecyl ester = ——
149.0 27.00 27.50
m/z 55.15 8.68%
- W\MWW
57.0
obibios Ll 2es0 %S0
m/z--> 50 100 150 200 250 300 350 400 450 500 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51758.D

Acqg On : 22 Dec 2021 20:00
Operator : CG/JU

Sample : M5195-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 wunknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
28.544  27.67 ng/ul 482213  Perylene-di12 25.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Ethoxy-3-(4-hydroxyphenyl)-4-m... 296 C18H1604 331821-45-5 47
2 7-Ethoxy-3-(4-methoxyphenyl)coum... 296 C18H1604 263364-70-1 38
3 Benzothiophene-3-carbonitrile, 4... 296 C17H16N20S 069438-35-3 38
4 2,4-Diamino-5,6,7,8-tetrahydro-5... 296 C16H16N4S 037071-31-1 38
5 Benzoic acid, 4-[[[4-(dimethylam... 296 C18H20N202 020534-73-0 38
Abundance Scan 4265 (28.544 min): BG051758.D\data.ms (-4257) (- m/z 296.85 100.00%
296.1
239.1
5000
118.7 L
28.50
67.0 163.1199. ‘ f
S, £ SN 36311 v “ “‘; ;u“‘ 3320 h/z 239.10  60.00%
miz--> 50 100 150 200 250 300
Abundance #194198: 6-Ethoxy-3-(4-hydroxyphenyl)-4-methylcoumari
296.0
5000 - :
1650 2390 28.50
28.0 m/z 237.05 31.40%
200 770 1 ‘ “
oL ‘\L | ‘H“h‘h‘w‘\ \\‘ oy ‘u “\ ‘m ‘H“\M‘\H\‘\“H ‘hn i ‘ | S A —
miz--> 50 100 150 200 250 300
Abundance  #194186: 7-Ethoxy-3-(4-methoxyphenyl)coumarin
296.0
28.50
5000 m/z 295.05 23.80%
239.0
139.0
20 7o L
ok ‘\\‘ — ‘M‘uu‘ i r H‘H\” \‘ i ‘\“ ’ \ L R
m/z--> 50 100 150 200 250 300
Abundance #194030: Benzothiophene-3-carbonitrile, 4,5,6,7-tetrahyd
296.0 28.50
m/z 268.10 22.15%
5000
77.0 146.0
0 39\9 ‘H\‘ “h‘ H‘ \u o ‘M " 1920 2350 H\ L FNINSY A, =)

L — \\\\\\\\‘\\\\‘\\\\‘\\\\ L B B I B

m/z--> 50 100 150 200 250 300 28.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51758.D

Acqg On : 22 Dec 2021 20:00
Operator : CG/JU

Sample : M5195-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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|
Phthalic anhydride 12.847 2.8 ng/ul 46013 2 11.108 329518 20.0
(DEL) Alkane: S... 16.619 2.8 ng/ul 72720 4 17.658 529751 20.0
(DEL) Alkane: S... 20.537 2.3 ng/ul 57391 5 21.976 495256 20.0
Benzo[b]naphtho... 20.719 6.2 ng/ul 152878 5 21.976 495256 20.90
4-Azafluorenone... 22.470 5.4 ng/ul 133159 5 21.976 495256 20.0
Phthalic acid, ... 27.281 32.5 ng/ul 567172 6 25.483 348562 20.0
unknown-01 28.544 27.7 ng/ul 482213 6 25.483 348562 20.0
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