LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51714.D

Acqg On : 21 Dec 2021 13:32
Operator : CG/JU

Sample : M5121-08DL 5X

Misc :

ALS Vvial : 41  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: BGO51714.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  4.042 91 94 99 rw3 3878 6314 0.67% 0.079%
2 4,283 132 135 138 rVB4 2098 2328 0.25% 0.029%
3 4.383 147 152 156 rBV 2782 4119 0.44% 0.051%
4 7.403 659 666 675 rVB 28041 48328 5.12% 0.603%
5 7.579 690 696 702 rVB 16906 27810 2.94% 0.347%
6 7.796 727 733 740 rVB2 26372 41434 4.39% 0.517%
7 8.272 806 814 822 rVB 180844 312162 33.06% 3.897%
8 8.965 925 932 939 rBV2 27264 46692 4.94% 0.583%
9 9.106 953 956 959 rw2 1215 1993 0.21% 0.025%
10 9.441 1003 1013 1019 rBvV 22039 40410 4.28% 0.505%
11 9.870 1081 1086 1090 rBV 1391 2102 0.22% 0.026%
12 10.175 1132 1138 1146 rBV2 16617 29892 3.17% 0.373%
13 10.716 1223 1230 1237 rBv4 26161 48343 5.12% 0.604%
14 11.109 1289 1297 1305 rBV 243515 442592 46.87% 5.526%
15 11.227 1313 1317 1321 rBV3 6405 11289 1.20% 0.141%
16 12.120 1463 1469 1473 rBV3 3008 4912 0.52% 0.061%
17 12.748 1573 1576 1581 rVB2 2677 3705 0.39% 0.046%
18 12.795 1581 1584 1587 rVB2 1913 1980 0.21% 0.025%
19 12.842 1590 1592 1598 rVvV3 2853 5196 0.55% 0.065%
20 12.966 1610 1613 1618 rVWV 1466 1956 0.21% 0.024%
21 13.112 1634 1638 1643 rBvV4 2231 3214 0.34% 0.040%
22 13.189 1649 1651 1653 rvv2 2531 2268 0.24% 0.028%
23 13.383 1676 1684 1687 rBV4 2214 5531 ©.59% 0.069%
24 13.412 1687 1689 1691 rVVv2 2036 2020 0.21% 0.025%
25 13.441 1691 1694 1695 rVVv2 2977 3288 0.35% 0.041%
26 13.453 1695 1696 1701 rVB3 3958 5047 ©.53% 0.063%
27 13.717 1737 1741 1746 rBV5S 4171 7847 0.83% 0.098%
28 13.900 1767 1772 1775 rVB4 1637 2546 0.27% 0.032%
29 13.958 1779 1782 1785 rVB4 2979 3306 0.35% 0.041%
30 14.070 1799 1801 1805 rVB3 2676 2728 0.29% 0.034%
31 14.240 1827 1830 1831 rvv2 2677 2100 0.22% 0.026%
32 14.293 1831 1839 1844 rVV 55989 83076 8.80% 1.037%
33 14.346 1845 1848 1850 rvv4 5265 6153 0.65% 0.077%
34 14.375 1850 1853 1858 rvv4 6726 9504 1.01% 0.119%
35 14.458 1864 1867 1868 rBvV2 3194 2973 0.31% 0.037%
36 14.558 1882 1884 1886 rBV3 3428 3860 0.41% 0.048%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51714.D

Acqg On : 21 Dec 2021 13:32
Operator : CG/JU

Sample : M5121-08DL 5X

Misc :

ALS Vvial : 41  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 14.599 1886 1891 1898 rvVv 60201 97784 10.35% 1.221%
38 14.652 1898 1900 1901 rBvV2 3452 1957 0.21% 0.024%
39 14.751 1912 1917 1921 rVB5 5386 7352 0.78% 0.092%
40 14.910 1934 1944 1953 rVwV 390932 651871 69.03% 8.139%
41 15.033 1961 1965 1966 rBv4 3600 4212 0.45% 0.053%
42 15.069 1966 1971 1977 rVV 35792 53182 5.63% 0.664%
43 15.116 1977 1979 1981 rBvV3 2857 2492 0.26% 0.031%
44 15.180 1987 1990 1994 rVB2 11096 14231 1.51% 0.178%
45 15.221 1994 1997 2000 rBV5 7494 10168 1.08% 0.127%
46 15.268 2003 2005 2006 rvVvV2 5370 4189 0.44% 0.052%
47 15.286 2006 2008 2012 rVvVs 7076 9814 1.04% 0.123%
48 15.339 2015 2017 2018 rBvV2 3301 2631 ©0.28% 0.033%
49 15.362 2019 2021 2023 rVB3 3906 3416 0.36% 0.043%
50 15.392 2023 2026 2029 rBV4 3779 5937 0.63% 0.074%
51 15.521 2042 2048 2051 rBV7 9416 21973  2.33% 0.274%
52 15.574 2053 2057 2062 rVB7 11055 20815 2.20% 0.260%
53 15.662 2070 2072 2074 rBV3 5110 6128 0.65% 0.077%
54 15.697 2076 2078 2083 rVvB4 10141 14134 1.50% 0.176%
55 15.779 2089 2092 2095 rVB5 7545 8904 0.94% 0.111%
56 15.850 2098 2104 2107 rBV2 38831 60597 6.42% 0.757%
57 15.897 2107 2112 2116 rVV2 84366 131249 13.90% 1.639%
58 15.932 2116 2118 2120 rVvVv2 18043 20825 2.21% 0.260%
59 15.956 2120 2122 2125 rVWV3 14804 14066 1.49% 0.176%
60 15.997 2125 2129 2135 rVB7 11366 21653 2.29% 0.270%
61 16.061 2135 2140 2144 rBV5S 7572 14332 1.52% 0.179%
62 16.155 2151 2156 2159 rBV2 57370 93300 9.88% 1.165%
63 16.232 2166 2169 2173 rVB3 21439 30850 3.27% 0.385%
64 16.308 2178 2182 2187 rBV 52549 91477 9.69% 1.142%
65 16.431 2200 2203 2207 rVB4 19657 23632 2.50% 0.295%
66 16.520 2212 2218 2222 rBVv4 32210 63678 6.74% 0.795%
67 16.725 2250 2253 2260 rBV7 14430 28574 3.03% 0.357%
68 17.183 2329 2331 2332 rBV2 11877 9131 0.97% 0.114%
69 17.653 2406 2411 2419 rVB 438560 707403 74.91% 8.832%
70 17.753 2424 2428 2432 rVB2 75063 105462 11.17% 1.317%
71 18.711 2588 2591 2596 rVB4 34757 51682 5.47% 0.645%
72 18.775 2598 2602 2606 rBV6 26443 44258 4.69% 0.553%
73 19.927 2796 2798 2803 rBV6 21294 24725 2.62% 0.309%
74 20.027 2811 2815 2819 rBV2 102317 154951 16.41% 1.935%
75 20.931 2966 2969 2973 rVB 44248 51376 5.44% 0.641%

76 21.295 3027 3031 3037 rBV 131742 195109 20.66%  2.436%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51714.D

Acqg On : 21 Dec 2021 13:32
Operator : CG/JU

Sample : M5121-08DL 5X

Misc :

ALS Vvial : 41  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 21.466 3057 3060 3063 rVB 36264 39154 4.15% 0.489%

78 21.842 3119 3124 3136 rVV 584980 944354 100.00% 11.790%
79 21.971 3140 3146 3154 rVB 385463 707842 74.96%  8.837%

80 22.588 3246 3251 3257 rVB2 62656 116329 12.32% 1.452%
81 22.664 3261 3264 3271 rVB2 49715 77787 8.24% 0.971%
82 23.164 3343 3349 3363 rVB 140768 348556 36.91% 4.352%
83 24.098 3502 3508 3518 rVB2 53721 136973 14.50% 1.710%
84 24.485 3570 3574 3580 rVB6 32439 63277 6.70% 0.790%
85 24.873 3635 3640 3644 rBV2 55753 125591 13.30% 1.568%
86 25.478 3733 3743 3760 rVB3 239255 848647 89.87% 10.595%
87 26.289 3879 3881 3884 rBV4 9329 8700 0.92% 0.109%
88 27.287 4045 4051 4063 rVB 54244 177819 18.83% 2.220%
89 28.380 4235 4237 4239 rBV3 6272 4655 0.49% 0.058%
990 28.509 4252 4259 4274 rVB5 59771 249481 26.42% 3.115%
91 28.691 4288 4290 4291 rBV2 7584 4949 0.52% 0.062%
92 29.020 4342 4346 4347 rBvV4 7521 9159 0.97% 0.114%
93 29.056 4350 4352 4354 rVvV3 6847 4728 0.50% 0.059%
94 30.119 4530 4533 4534 rBV3 9158 10861 1.15% 0.136%
95 30.371 4574 4576 4577 rBV2 4837 2189 0.23% 0.027%
96 31.053 4690 4692 4693 rBV 4198 2340 0.25% 0.029%
97 31.399 4749 4751 4753 rBV3 4971 4616 0.49% 0.058%
98 32.005 4852 4854 4856 rVB3 5210 3884 0.41% 0.048%
99 32.328 4907 4909 4911 rBV3 6034 4882 0.52% 0.061%
100 32.598 4953 4955 4957 rBV3 4722 4377 0.46% 0.055%
Sum of corrected areas: 8009688
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51714.D

Acqg On : 21 Dec 2021 13:32
Operator : CG/JU

Sample : M5121-08DL 5X

Misc

ALS vial : 41 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: BG051714.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51714.D

Acqg On : 21 Dec 2021 13:32
Operator : CG/JU

Sample : M5121-08DL 5X

Misc

ALS vial : 41 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 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.155 2.86 ng/ul 93300 Acenaphthene-dile 14.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanone, 2-hydroxy-1-phenyl- 164 C10H1202 016183-46-3 38
2 4,4,6-Trimethyl-2-phenyl-5,6-dih... 203 C13H17NO 026939-21-9 27
3 .beta.-Methylphenethylamine, N-p... 281 C12H12F5NO 1000417-34-2 23
4 4-Piperidinone, 1-benzoyl- 203 C12H13NO2 024686-78-0 16
5 [1-(4-Methylbenzyl)-1,2,3-triazo... 350 C2@H22N402 1000481-76-8 16

Abundance Scan 2156 (16.155 min): BG051714.D\data.ms (-2151) (-  m/z 105.15 100.00%
1

05.2
5000
147.2
—r —
411 71‘-2 | ‘ 203.2 o463 16.00 16.50
ol Ll b e 2463 m/z 91.10  46.84%
miz--> 50 100 150 200 250
Abundance #39305: 1-Butanone, 2-hydroxy-1-phenyl-
105.0
5000 1 T
16.00 16.50
147.0 m/z 147.15  28.07%
41.0
‘\ L 75!\0\ ‘\ L 1
O T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #78911: 4,4,6-Trimethyl-2-phenyl-5,6-dihydro-4H-1,3-oxa
105.0
ey e .
16.00 16.50
5000 m/z 119.15 16.98%
18.0
203.0
1.0
AW WO N . S
miz--> 50 100 150 200 250
Abundance #173994: .beta.-Methylphenethylamine, N-pentafluoropro 7 ——
105.0 16.00 16.50
m/z 203.15 15.76%
h M}\MNWW
oL 50 || || 14601780 o420 2ic gyl

—
miz--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51714.D

Acqg On : 21 Dec 2021 13:32
Operator : CG/JU

Sample : M5121-08DL 5X

Misc

ALS vial : 41 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 Benzene, 1-(1,5-dimethylhex... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.308 2.59 ng/ul 91477  Phenanthrene-d1e 17.653
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1,5-dimethylhexyl)-4... 204 C15H24 001461-02-5 80
2 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 64
3 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 64
4 Benzene, (1,1-dimethylbutyl)- 162 C12H18 001985-57-5 59
5 m-Toluic acid, 4-chlorophenyl ester 246 C14H11Cl02 1000307-56-6 58

Abundance Scan 2182 (16.308 min): BG051714.D\data.ms (-2178) (- m/z 119.15 100.00%

119.2
5000 91.2
P e
41.1
16.00 16.50
147.2173.1 3246.3
0‘H‘_H‘NANMMNMuwﬂwWthpwuyuh‘mu‘e%Z§u‘m“ m/z 91.15 41.69%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance  #80253: Benzene, 1-(1,5-dimethylhexyl)-4-methyl-
119.0
5000 — —
16.00 16.50
m/z 105.15 28.71%
91.0 204.0
O\\\\‘\\ﬂ]“_.\\o\\‘\\\\“\\‘\\“\‘\\‘\“l\\\\‘\\\\‘\\\\‘\\\\‘!\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #131100: Benzene, (1,1-dimethyldecyl)-
119.0
“ o
16.00 16.50
5000 ITI/Z 41.15 13.33%
41.0 91.0
0l15.0 ‘\‘L L ‘ | | 145.0 175.0 207.0 246.0
S e e e e T R e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #131101: Benzene, (1,1-dimethyldecyl)- — —
119.0 16.00 16.50
m/z 120.10 10.24%
5000
91.0
44.0
0l180, ‘ L 159.0 189.0 246.0
e T e e e e e e P coph
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51714.D

Acqg On : 21 Dec 2021 13:32
Operator : CG/JU

Sample : M5121-08DL 5X

Misc

ALS vial : 41 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 Phosphoric acid, isodecyl d... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.296 5.51 ng/ul 195109  Chrysene-di2 21.977
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphoric acid, isodecyl diphen... 390 C22H3104P 1346599-15-2 78
2 Phosphoric acid, octyl diphenyl ... 362 C20H2704P 000115-88-8 64
3 7-Amino-2,3-dihydro-5-phenyl-1H-... 251 C15H13N30 004928-02-3 50
4 Phosphoric acid, isodecyl diphen... 390 C22H3104P 1346599-15-2 47
5 Octicizer 362 C20H2704P 001241-94-7 38
Abundance Scan 3031 (21.295 min): BG051714.D\data.ms (-3027) (- m/z 251.00 100.00%
251.0
5000
94.2 — e
41.1 ‘ 175.1 621 21.00 21.50
ol el ] 2951 3621 0 o0 65 25.76%
mlz--> 50 100 150 200 250 300 350
Abundance  #295461: Phosphoric acid, isodecyl diphenyl ester
251.0
5000 e B Ani s e ”"F/L\“‘
21.00 21.50
94.0 m/z 94.15 20.41%
43.0 170.0
O\\\\H‘M\H\‘\‘\“\\\\“h\‘l‘\\‘\\\\ \\\\‘\\\\‘\\3\99.‘(
miz--> 50 100 150 200 250 300 350
Abundance #271571: Phosphoric acid, octyl diphenyl ester
251.0
T 4
21.00 21.50
5000,  °90 m/z 249.85 17.55%
%12-0 170.0 362.0
I 1110 i s s i
m/z--> 50 100 150 200 250 300 350
Abundance #136912: 7-Amino-2,3-dihydro-5-phenyl-1H-1,4-benzodia e =
251.0 21.00 21.50
m/z 252.00 12.61%
5000
7701190 1950
0 ‘2‘7“'% i“h ‘\M\;‘\\‘M;‘uh“\“\m !\H‘“\L iy Mi““““‘ iy ‘d\‘w‘m‘ 1“\‘\ -
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51714.D

Acqg On : 21 Dec 2021 13:32
Operator : CG/JU

Sample : M5121-08DL 5X

Misc

ALS vial : 41 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 4 Phthalic acid, isohexyl tet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.588 3.29 ng/ul 116329  Chrysene-di12 21.977
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, isohexyl tetradec... 446 C28H4604 1000309-05-1 72
2 Phthalic acid, heptyl 4-methylhe... 376 C23H3604 1000377-94-2 59
3 Phthalic acid, 2,2-dichloroethyl... 430 C22H32C1204 1010356-93-3 59
4 Phthalic acid, 3-fluorophenyl oc... 372 C22H25F04 1010356-72-8 53
5 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000084-78-6 53
Abundance Scan 3251 (22.588 min): BG051714.D\data.ms (-3246) (- m/z 149.05 100.00%
149.1
2511 I ‘
. 22.50
104.1 . 203.3
ok L, 2074 | 2938 3544 L os1.e5  14.99%
mlz--> 50 100 150 200 250 300 350
Abundance #324503: Phthalic acid, isohexyl tetradecyl ester
149.0
5000 — :
22.50
430 850 m/z 41.15 12.12%
: 251.0 363.0
(O ‘\““M\ ‘V‘\h\ “‘\ T 4 \1\97‘(\)\ T “ L \‘\.\
miz--> 50 100 150 200 250 300 350
Abundance #284846: Phthalic acid, heptyl 4-methylhept-3-yl ester
149.0
U
22.50
5000 m/z 43.15 10.85%
oL 10 1040 | 7O
et
m/z--> 50 100 150 200 250 300 350
Abundance #318030: Phthalic acid, 2,2-dichloroethyl dodecyl ester — ‘
149.0 22.50
m/z 57.15 10.45%
5000
245.0
ol P38 970 L3170
LA B e e A 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\BG122021\
Data File : BG@51714.D

Acqg On : 21 Dec 2021 13:32
Operator : CG/JU

Sample : M5121-08DL 5X

Misc

ALS vial : 41 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 Phthalic acid, ethyl pentyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.664 2.20 ng/ul 77787  Chrysene-d12 21.977
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, ethyl pentyl ester 264 C15H2004 1000308-93-6 70
2 Phthalic acid, heptyl pentyl ester 334 C20H3004 1000308-94-1 53
3 Phthalic acid, isobutyl propyl e... 264 C15H2004 1000308-97-1 53
4 Phthalic acid, butyl isoporpyl e... 264 C15H2004 1000314-99-8 53
5 Phthalic acid, hexyl tetradecyl ... 446 C28H4604 1000308-91-4 53
Abundance Scan 3264 (22.664 min): BG051714.D\data.ms (-3261) (-  m/z 149.05 100.00%
149.1
572 e =
|, 1041 | 2031 2611 3061445, 22.50 23.00
O bbb bbby Gl 9920 m/z 57,20 15.80%
miz--> 50 100 150 200 250 300
Abundance #152929: Phthalic acid, ethyl pentyl ester
149.0
5000 —r— ——
22.50 23.00
m/z 56.15 12.92%
4299 650 1040 | 1950 o0
\‘\‘\Mi‘\‘\\\“\\“\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300
Abundance #241692: Phthalic acid, heptyl pentyl ester
149.0
—— —
22.50 23.00
5000 m/z 41.15 8.96%
o 430 1040 237.0 W
\‘\\“H\\‘\\“\\\\‘\\\\‘\\\‘\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300
Abundance #152935: Phthalic acid, isobutyl propyl ester —— ——
149.0 22.50 23.00
m/z 167.05 8.58%
5000
410 1040 | 2090
T —— e
m/z--> 50 100 150 200 250 300 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51714.D

Acqg On : 21 Dec 2021 13:32
Operator : CG/JU

Sample : M5121-08DL 5X

Misc

ALS vial : 41 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, decyl nonyl ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.098 3.23 ng/ul 136973  Perylene-di2 25.478
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, decyl nonyl ester 432 C27H4404 1000308-89-8 83
2 Phthalic acid, dodecyl nonyl ester 460 C29H4804 1000308-92-6 80
3 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 72
4 Phthalic acid, heptyl undecyl ester 418 C26H4204 1010308-94-0 72
5 Phthalic acid, isobutyl pentadec... 432 C27H4404 1000309-07-3 72

Abundance Scan 3508 (24.098 min): BG051714.D\data.ms (-3502) (-  m/z 149.05 100.00%

149.1
5000

43.1

-
24.00 24.50

104.1 207.1 254.1293.1
- “‘ A P ST 8928 g 43,15 17.74%

mlz--> 50 100 150 200 250 300 350
Abundance #319027: Phthalic acid, decyl nonyl ester
149.0

5000

o

—
24.00 24.50
m/z 41.15 10.87%

430 1040 293.0
O+ ‘\‘MM\ w‘\”\“\\\\ \‘\\\‘\\\\|\\\\“‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #329072: Phthalic acid, dodecyl nonyl ester
149.0
— —
24.00 24.50
5000 m/z 57.15 10.32%

o

ﬁ.% o ‘ 29‘3.0 sy WM
e o o S M S
miz--> 50 100 150 200 250 300 350

Abundance #312557: 1,2-Benzenedicarboxylic acid, dinonyl ester ——
149.0 24.00 24.50

m/z 150.00 10.21%

5000
43.0 85.0 293.0
0 [ e |

T
m/z--> 50 100 150 200 250 300 350 24.00 24.50

SFAM-EPA-BG121421.M Fri Dec 31 ©3:37:26 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51714.D

Acqg On : 21 Dec 2021 13:32
Operator : CG/JU

Sample : M5121-08DL 5X

Misc

ALS vial : 41 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 Phthalic acid, hexadecyl pe... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.873 2.96 ng/ul 125591  Perylene-di2 25.478
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, hexadecyl pentyl ... 460 C29H4804 1010308-92-8 72
2 Phthalic acid, dodecyl nonyl ester 460 C29H4804 1000308-92-6 72
3 Phthalic acid, 1-tert-butoxyprop... 406 C24H3805 1000371-01-4 72
4 Phthalic acid, decyl 3,4-dichlor... 450 C24H28C1204 1000315-27-9 64
5 1,2-Benzenedicarboxylic acid, mo... 222 C12H1404 000131-70-4 64

Abundance Scan 3640 (24.873 min): BG051714.D\data.ms (-3635) (-  m/z 149.05 100.00%

149.1
5000
41.1 24‘56 éS‘Od
' 104.2 293.1 ' '
obrd ot o e o 213,2203.2505 7 3418 m/z 41.15 10.29%
mlz--> 50 100 150 200 250 300 350
Abundance #329076: Phthalic acid, hexadecyl pentyl ester
149.0
5000 — —
24.50 25.00
m/z 43.15 9.96%
43.0 237.0
0l i 23, | 3914
\\\‘\\1\‘\\\\\\\\‘\\\\‘\\\\’\\\\‘\\\\’
miz--> 50 100 150 200 250 300 350
Abundance #329072: Phthalic acid, dodecyl nonyl ester
149.0
— —
24.50 25.00
5000 ITI/Z 57.15 8.17%
43.0 293.0335.0
(YRR i St i
m/z--> 50 100 150 200 250 300 350
Abundance #305901: Phthalic acid, 1-tert-butoxyprop-2-yl nonyl ester P e
149.0 24.50 25.00
m/z 149.95 7.96%
5000
57.0
| “ 104.‘q 2070 29303330
oberdphp e b L Ak e
m/z--> 50 100 150 200 250 300 350 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51714.D

Acqg On : 21 Dec 2021 13:32
Operator : CG/JU

Sample : M5121-08DL 5X

Misc

ALS vial : 41 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 8 Phthalic acid, dodecyl nony... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
27.287 4.19 ng/ul 177819  Perylene-d12 25.478
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, dodecyl nonyl ester 460 C29H4804 1000308-92-6 72
2 Phthalic acid, hept-3-yl undecyl... 418 C26H4204 1000356-99-5 72
3 Phthalic acid, decyl nonyl ester 432 C27H4404 1000308-89-8 72
4 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 64
5 Phthalic acid, butyl hept-3-yl e... 320 C19H2804 1000356-98-7 64

Abundance Scan 4051 (27.287 min): BG051714.D\data.ms (-4045) (-  m/z 149.05 100.00%

149.1
5000
43.3 L P
27.00 27.50
85.2 192.2 293.2 .
Ol A2 S 5528782022 319 sz 43.25  16.07%
mlz--> 50 100 150 200 250 300 350
Abundance #329072: Phthalic acid, dodecyl nonyl ester
149.0
5000 — ——
27.00 27.50
m/z 150.05 12.18%
. 4?% 83.0 293.0 335.0
\‘\‘\‘[‘\1\”\“\\\\ \‘\\\‘\\\\‘\\\\‘\\\‘\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #312504: Phthalic acid, hept-3-yl undecyl ester
149.0
27.00 27.50
5000 ITI/Z 41.15 8.49%
57.0
O e \MAW/\MW@W
e e S e T
m/z--> 50 100 150 200 250 300 350
Abundance #319027: Phthalic acid, decyl nonyl ester P —
149.0 27.00 27.50
m/z 57.15 8.36%
5000
430 1040 293.0
o bt e e e e — i
m/z--> 50 100 150 200 250 300 350 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BG@51714.D

Acqg On : 21 Dec 2021 13:32
Operator : CG/JU

Sample : M5121-08DL 5X

Misc

ALS vial : 41 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 9 5H-phenaleno[1,9-bc]pyran-5... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.509 5.88 ng/ul 249481  Perylene-di2 25.478
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 SH-phenaleno[1,9-bc]pyran-5-one,... 296 C21H1202 1000400-06-2 72
2 6-Ethoxy-3-(4-hydroxyphenyl)-4-m... 296 C18H1604 331821-45-5 49
3 Dibenzo[a,c]phenazin-10-0l 296 C20H12N20 1000300-08-6 45
4 2-[(1-Butyl-5-methylpyrrol-2-yl)... 296 C18H20N202 1000388-77-3 43
5 6-Methoxy-3-(4-methoxyphenyl)-4-... 296 C18H1604 263365-06-6 43
Abundance Scan 4259 (28.509 min): BG051714.D\data.ms (-4252) (-  m/z 296.05 100.00%
296.1
239.1
5000
119.6 L \
393, 822 ..1.1782 0 “\ | 332 2
0 bt bt b Lol o b b SEET w7z 239,100 64.77%
miz--> 50 100 150 200 250 300
Abundance #194569: 5H-phenaleno[1,9-bc]pyran-5-one, 2-phenyl-
296.0
5000
28.50
239.0 m/z 237.05 28.97%
120.0
oL 40 800 7| 1560 L 1
T 1T \ ‘ \ T \ T T T ‘ T ‘ L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #194198: 6-Ethoxy-3-(4-hydroxyphenyl)-4-methylcoumari
296.0
28.50
5000 m/z 268.10 24.32%
165.0 239.0
29.0 77 o 1280 ‘ H
ok \‘ | M A um\ iy ‘u “\\ ‘m ‘HH\M‘\H\‘\“H ‘hn Ll .- “\‘ e
m/z--> 50 100 150 200 250 300
Abundance #194485: Dibenzo[a,c]phenazin-10-ol
296.0 28.50
m/z 119.55 19.07%
5000
134.0
39.0
“ 1760 2410 ‘
0Lt ‘\ \h ‘\‘h‘m\‘ h‘m\‘ \“ \‘H il ‘d“‘ e }L‘ “\‘ 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\BG122021\
Data File : BG@51714.D

Acqg On : 21 Dec 2021 13:32
Operator : CG/JU

Sample : M5121-08DL 5X

Misc

ALS Vvial : 41  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|
unknown-01 16.155 2.9 ng/ul 93300 3 14.910 651871 20.0
Benzene, 1-(1,5... 16.308 2.6 ng/ul 91477 4 17.653 707403 20.0
Phosphoric acid... 21.296 5.5 ng/ul 195109 5 21.977 707842 20.0
Phthalic acid, ... 22.588 3.3 ng/ul 116329 5 21.977 707842 20.0
Phthalic acid, ... 22.664 2.2 ng/ul 77787 5 21.977 707842 20.0
Phthalic acid, ... 24.098 3.2 ng/ul 136973 6 25.478 848647 20.0
Phthalic acid, ... 24.873 3.0 ng/ul 125591 6 25.478 848647 20.0
Phthalic acid, ... 27.287 4.2 ng/ul 177819 6 25.478 848647 20.0
5H-phenaleno[1,... 28.509 5.9 ng/ul 249481 6 25.478 848647 20.0
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