LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08
Operator : CG/JU

Sample : M5121-08

Misc :

ALS Vvial : 25 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: BGO51611.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.605 14 20 24 rBVS 5328 8195 0.21% 0.048%
2 4.034 89 93 101 rBV3 18257 31646 0.80% 0.185%
3 4.140 105 111 117 rVB3 4170 8047 0.20% 0.047%
4 4.281 128 135 141 rVB4 5899 10449 0.26% 0.061%
5 4.387 147 153 157 rBV4 3320 5314 0.13% 0.031%
6 5.315 305 311 317 rVB2 5357 9715 ©0.25% 0.057%
7 7.406 660 667 677 rVB 109018 205101 5.19% 1.199%
8 7.582 689 697 705 rBV 74679 131055 3.32% 0.766%
9 7.800 726 734 746 rVB 103378 178333 4.52% 1.043%
10 8.275 807 815 832 rBV 141271 258297 6.54% 1.510%
11 8.528 852 858 860 rBvV3 2782 4111 0.10% 0.024%
12 8.857 912 914 924 rVBé6 3589 7463 0.19% 0.044%
13 8.969 924 933 940 rBvV 123946 226638 5.74% 1.325%
14 9.092 949 954 957 rBV4 5253 7279 0.18% 0.043%
15 9.444 1007 1014 1021 rVB 99997 182326 4.62% 1.066%
16 9.768 1067 1069 1079 rVB5 4430 6583 0.17% ©0.038%
17 9.879 1079 1088 1092 rBV5 5673 10601 0.27% 0.062%
18 9.932 1094 1097 1102 rVV4 2618 4465 0.11% 0.026%
19 10.173 1132 1138 1146 rBV 83633 152830 3.87% 0.894%
20 10.285 1154 1157 1162 rVB5 5196 8183 0.21% 0.048%
21 10.373 1169 1172 1176 rVB4 3108 4401 0.11% 0.026%
22 10.437 1179 1183 1189 rVB5 3332 7406 0.19% 0.043%
23 10.719 1221 1231 1238 rVB 132367 241957 6.13% 1.415%
24 10.972 1271 1274 1278 rBV4 5536 6492 0.16% ©.038%
25 11.113 1288 1298 1304 rBV 198880 361673 9.16%  2.115%
26 11.166 1304 1307 1312 rVV2 8542 13599 0.34% 0.080%
27 11.230 1312 1318 1331 rVB3 45033 116669 2.95% 0.682%
28 11.336 1331 1336 1340 rBV2 3426 5234 0.13% 0.031%
29 11.501 1354 1364 1366 rBV7 6303 12494 0.32% 0.073%
30 11.530 1368 1369 1375 rVB6 8059 8516 ©0.22% 0.050%
31 11.818 1412 1418 1423 rBV8 6038 10537 0.27% 0.062%
32 11.865 1423 1426 1431 rVB6 3012 4317 0.11% 0.025%
33 12.023 1449 1453 1459 rVB7 3212 5437 0.14% 0.032%
34 12.123 1463 1470 1474 rBV5 12681 25323 0.64% 0.148%
35 12.164 1474 1477 1481 rVV6 6773 9916 0.25% 0.058%
36 12.299 1497 1500 1506 rBV7 3206 4628 0.12% 0.027%

SFAM-EPA-BG121421.M Fri Dec 24 08:51:51 2021 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08
Operator : CG/JU

Sample : M5121-08

Misc :

ALS Vvial : 25 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 12.505 1531 1535 1539 rBV4 6271 9539 0.24% 0.056%
38 12.646 1556 1559 1562 rBV5 3183 4015 0.10% 0.023%
39 12.758 1574 1578 1583 rVB3 14803 22901 0.58% 0.134%
40 12.852 1585 1594 1599 rBV6 18553 35421 0.90% 0.207%
41 12.969 1605 1614 1617 rBvV7 6846 14105 0.36% 0.082%
42 13.081 1629 1633 1636 rBV5 4338 7001 0.18% 0.041%
43 13.116 1636 1639 1645 rVv8 9482 17601 0.45% 0.103%
44 13.192 1645 1652 1658 rVvvie 9858 22984 0.58% 0.134%
45 13.304 1668 1671 1673 rBv4 5458 5533 0.14% 0.032%
46 13.357 1676 1680 1683 rVV5 10986 18511 0.47% 0.108%
47 13.398 1685 1687 1689 rVV3 12055 14864 ©0.38% 0.087%
48 13.457 1692 1697 1704 rVB3 20034 47091 1.19% 0.275%
49 13.727 1736 1743 1750 rBvV7 28423 62645 1.59% 0.366%
50 13.815 1753 1758 1763 rVB8 10427 18562 0.47% 0.109%
51 13.909 1769 1774 1777 rVB7 5710 10469 0.27% 0.061%
52 13.962 1777 1783 1792 rBvV7 22964 53343 1.35% 0.312%
53 14.073 1798 1802 1807 rBV5 13654 24486 0.62% 0.143%
54 14.209 1819 1825 1826 rBV6 11217 17106 0.43% 0.100%
55 14.238 1826 1830 1833 rVvV5 20193 38455 0.97% 0.225%
56 14.297 1834 1840 1845 rVV 256946 382994 9.70% 2.239%
57 14.344 1845 1848 1851 rVV5 19782 30378 0.77% 0.178%
58 14.385 1851 1855 1859 rVvB4 29570 46006 1.17% 0.269%
59 14.467 1865 1869 1871 rBv4 14291 20188 0.51% 0.118%
60 14.502 1871 1875 1880 rVB8 15730 28470 0.72% 0.166%
61 14.567 1882 1886 1887 rBv4 14147 17043 0.43% 0.100%
62 14.602 1887 1892 1900 rVV 274065 445488 11.28% 2.605%
63 14.749 1913 1917 1921 rVB5 26167 34981 0.89% 0.205%
64 14.790 1921 1924 1926 rBV4 9530 10579 0.27% 0.062%
65 14.908 1934 1944 1953 rBV 307881 583799 14.79%  3.413%
66 15.066 1966 1971 1977 rBV2 165142 251898 6.38% 1.473%
67 15.184 1988 1991 1995 rVB 34118 37958 0.96% 0.222%
68 15.231 1995 1999 2004 rBV7 21217 35106 ©.89% 0.205%
69 15.284 2005 2008 2016 rVV5 27422 59610 1.51% 0.349%
70 15.519 2043 2048 2052 rBv4 36182 84629 2.14% 0.495%
71 15.571 2054 2057 2063 rVV6 53965 89707 2.27% 0.525%
72 15.707 2076 2080 2085 rBV4 40070 60274 1.53% 0.352%
73 15.777 2090 2092 2099 rVB5 38847 58514 1.48% 0.342%
74 15.853 2100 2105 2109 rBV 154752 241894  6.13% 1.414%
75 15.900 2109 2113 2117 rVW 362807 556160 14.09%  3.252%

76 15.936 2117 2119 2122 rVWV 89039 121512 3.08% 0.710%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08
Operator : CG/JU

Sample : M5121-08

Misc :

ALS Vvial : 25 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 15.994 2126 2129 2137 rVB3 54727 103242 2.61% 0.604%
78 16.159 2153 2157 2161 rBvV2 227318 393119 9.96%  2.299%
79 16.241 2167 2171 2175 rVB2 88951 126837 3.21% 0.742%
80 16.312 2179 2183 2189 rBV 225661 443233 11.23% 2.592%
81 16.435 2201 2204 2208 rVB2 87473 107429 2.72% 0.628%
82 16.529 2215 2220 2223 rBV2 107713 184207 4.67% 1.077%
83 16.729 2251 2254 2260 rBV5 62192 125343 3.17% 0.733%
84 17.657 2408 2412 2421 rVB 338716 542871 13.75% 3.174%
85 17.757 2425 2429 2435 rVB 328579 465335 11.78% 2.721%
86 18.473 2548 2551 2557 rBV2 128503 159769 4.05%  0.934%
87 18.532 2558 2561 2565 rBV3 158241 207134  5.25% 1.211%
88 18.714 2589 2592 2597 rVB 152019 204953 5.19% 1.198%
89 20.036 2813 2817 2821 rBV 377449 547728 13.87% 3.202%
90 20.941 2967 2971 2974 rVB 154701 205029 5.19% 1.199%
91 21.305 3029 3033 3041 rVB 614942 817776 20.71% 4.781%

92 21.475 3059 3062 3066 rVB 149412 168911 4.28%  0.988%
93 21.857 3121 3127 3138 rVB 2337771 3948548 100.00% 23.087%
94 21.980 3144 3148 3159 rVB 309670 566493 14.35%  3.312%
95 23.179 3346 3352 3366 rVB 602051 1440168 36.47%  8.420%

96 24.900 3640 3645 3648 rBV 197685 408040 10.33% 2.386%

Sum of corrected areas: 17103215
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08
Operator : CG/JU

Sample : M5121-08

Misc

ALS vial : 25 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: BG051611.D\data.ms
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Abundance TIC: BG051611.D\data.ms
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Abundance TIC: BG051611.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On
Operator
Sample

Misc

ALS vial

: 18 Dec 2021 1:08
: CG/JU
: M5121-08

: 25  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M

: SVOA CALIBRATION

¢ 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 15

R.T. EstConc Area Relative to ISTD R.T.
13.727 2.15 ng/ul 62645  Acenaphthene-die 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 38
2 10-Methylnonadecane 282 C20H42 056862-62-5 38
3 Tetratetracontane 619 C44H90 007098-22-8 35
4 Carbonic acid, decyl vinyl ester 228 C13H2403 1000383-25-7 35
5 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 35

Abundance Scan 1743 (13.727 min): BG051611.D\data.ms (-1736) (- m/z 57.15 100.00%

57.1
5000
215.8
‘ H ‘ 2016 1350 14.00
oML L T e MYz 78.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #184137: Octadecane, 1-chloro-
57.0
5000
1350 1400
‘ m/z 61.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176388: 10-Methylnonadecane
57.0
1350 1400
5000 ITI z 61.18%
154.0
T .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane — 7
57.0 13.50 14.00
m/z 85.15 45.56%
5000
‘ e B

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08
Operator : CG/JU

Sample : M5121-08

Misc

ALS vial : 25 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 unknown-02 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.284 2.04 ng/ul 59610 Acenaphthene-d10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.0]hex-2-ene, 4-methy... 134 C1@H14 036262-09-6 27
2 Benzene, (1-propylheptyl)- 218 C16H26 004537-12-6 16
3 (1S,3S,5S)-1-Isopropyl-4-methyle... 194 C12H1802 139757-62-3 12
4 3-Phenylpropionic acid, pentaflu... 316 C15H9F502 1000354-73-7 12
5 Khusilal 202 C14H180 1000431-18-1 11

Abundance Scan 2008 (15.284 min): BG051611.D\data.ms (-2005) (-  m/z 91.15 100.00%

91.2
5000
43.1 — —
H 67.0 1331 1752 5180 15.00 15.50
b m‘wmMumw iy b b e e m/z 43.15 18.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17139: Bicyclo[3.1.0]hex-2-ene, 4-methylene-1-(1-methy
91.0
5000 — e
15.00 15.50
m/z 41.15 16.76%
43.0 119.0
O \‘\‘\\\“H\\‘\\‘?\\\‘\\‘\‘\\\‘\“‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #96888: Benzene, (1-propylheptyl)-
91.0
— —
15.00 15.50
5000 ITI/Z 133.10 12.34%
133.0
. 410 650 | | 1750 2180
A S S M
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69173: (1S,3S,5S)-1-Isopropyl-4-methylenebicyclo[3.1.C e ——
91.0 15.00 15.50
m/z 55.15 12.19%
5000
43.0
119.0
oWHHWH‘KP“\HMm!uu“m‘wm‘mwm‘mwm —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08
Operator : CG/JU

Sample : M5121-08

Misc

ALS vial : 25 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 Naphthalene, 1,6,7-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.519 2.90 ng/ul 84629  Acenaphthene-dile 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 64
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 64
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 64
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 64
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 52

Abundance Scan 2048 (15.519 min): BG051611.D\data.ms (-2043) (- m/z 105.10 100.00%
105.1
170.2
5000
57.1
— T \
H 141 203.2 246.5 15.50
O et ol Al L - m/z 176.15  65.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 A M, AA P, ‘
15.50
m/z 155.10 55.29%
390 7801000, || |
0\\\\’\\\\‘\\‘\\“‘\\‘\U‘HU\\\‘\\\\‘\‘\‘\\““\\‘\‘\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45537: Naphthalene, 1,6,7-trimethyl-
Y
\
1550
5000 m/z 57.15 28.37%
27 0 76.0 128.
AT -1 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45538: Naphthalene, 2,3,6-trimethyl- —— ‘
170.0 15.50
m/z 153.05 19.95%
5000 W
1280
760
0 390\ TR ‘\ Il m M‘ V\MM\(\AM ]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08
Operator : CG/JU

Sample : M5121-08

Misc

ALS vial : 25 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 unknown-03 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.572 3.07 ng/ul 89707  Acenaphthene-dile 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 2-methyl-5-(1-methylet... 133 C9H11N 056057-93-3 43
2 4-Hydrazinobenzonitrile 133 C7H7N3 017672-27-4 43
3 Benzene, (1-propyloctyl)- 232 C17H28 004536-86-1 43
4 3-Phenylpropionic acid, 2,4,5-tr... 328 C15H11C1302 1000354-74-5 38
5 Benzamide, 4-ethyl-N-butyl-N-ethyl- 233 C15H23NO 1000415-88-6 38

Abundance Scan 2057 (15.571 min): BG051611.D\data.ms (-2054) (- m/z 91.15 100.00%
91.2

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

133.2
5000
41.1
170.2 203.2 7 ‘
15.50
Ol il 65#’ c““‘p‘“h“ fdead s w“w‘u bl “‘ et ‘23‘3‘2 m/z 105.15  84.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16988: Pyridine, 2-methyl-5-(1-methylethenyl)-
138.0
5000 = :
91.0 15.50
39.0 650 m/z 133.15  84.13%
O ‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16837: 4-Hydrazinobenzonitrile
133.0
RN
15.50
5000 ITI/Z 41.15 34.36%
90.0
20 80, |||
) RTINS NN W M | —
RN

Abundance #114092: Benzene, (1-propyloctyl)-

91.0 15.50
m/z 55.15 32.71%
5000
133.0
o M0 650 | 1610 1890 2320

R e B R o R A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08
Operator : CG/JU

Sample : M5121-08

Misc

ALS vial : 25 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 unknown-04 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.707 2.06 ng/ul 60274  Acenaphthene-die 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzhydrazide, 4-methyl-N2-metho... 222 C11H14N203 346456-58-4 46
2 Diglycolic acid, 2-acetylphenyl ... 322 C17H2206 1000382-72-0 43
3 4-(4-Methylbenzoyl)-1-piperazine... 232 C13H16N202 1000332-13-8 43
4 3-Phenyl-1,3-thiazolidine-2,4-dione 193 C9H7NO2S 001010-53-3 43
5 6-Isobutyl-4-methyl-5,6-dihydro-... 176 C11H16N2 1000185-72-5 43
Abundance Scan 2080 (15.707 min): BG051611.D\data.ms (-2076) (- m/z 119.15 100.00%
119.2
- M\Mﬂ
a1 8% 207 2 — —r—
‘ H M 62 : 15.50 16.00
oLb—— I ,‘”u“‘ n‘\‘\"HH‘H\M “:!" ‘uw"\:lﬂ\‘\u‘w‘d\‘u\“ \‘.L T m/z 91.15 42.98%
miz--> 50 100 150 200 250 300
Abundance #100972: Benzhydrazide, 4-methyl-N2-methoxyacetyl)-
119.0
5000 e —
15.50 16.00
45.0 m/z 123.15  32.54%
222.0
0 Il \‘79 1779
L ’ T T T ’ T T ‘ T T T ‘ T T T ‘ T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance  #226637: Diglycolic acid, 2-acetylphenyl pentyl ester
119.0
—— —
15.50 16.00
5000 m/z 81.15 26.40%
o %3070 | 1599 20a 22 M
e e 1
m/z--> 50 100 150 200 250 300
Abundance #113705: 4-(4-Methylbenzoyl)-1-piperazinecarbaldehyde —— ——
119.0 15.50 16.00
m/z 55.15 24.74%
5000
65.0
280 ‘ | 1740 2320
oldobpbdl 02T S
m/z--> 50 100 150 200 250 300 15.50 16.00

SFAM-EPA-BG121421.M Fri Dec 24 ©8:51:56 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08
Operator : CG/JU

Sample : M5121-08

Misc

ALS vial : 25 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 unknown-@5 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.777 2.00 ng/ul 58514  Acenaphthene-d10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Megastigma-4,6(E),8(E)-triene 176 C13H20 051468-86-1 35
2 Cyclohexene, 1,3-diisopropenyl-6... 176 C13H20 1010151-28-9 25
3 4-Acetoxyquinolin-2-one 203 C11HSNO3 016798-50-8 25
4 Ethanone, 1-(4-methylphenyl)- 134 C9H1e0 000122-00-9 11
5 (+)-cis-Verbenol, acetate 194 C12H1802 029135-27-1 10

Abundance Scan 2092 (15.777 min): BG051611.D\data.ms (-2090) -  m/z 57.15 100.00%
57.1 91.2

119.2
5000
(o}

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50982: Meqasngma -4,6(E),8(E)-triene

%

15.50 16.00
m/z 91.15 87.69%

161.0

5000 T —
133.0 15.50 16.00
m/z 119.15  72.82%
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance  #50995: Cyclohexene, 1,3-diisopropenyl-6-methyl-
119.0

éj

é

15.50 16.00

161.0
5oooTJJJLTMYT&H%LL%JLJML m/z 165.15 67.11%
66.0
0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

v

Abundance #78622: 4-Acetoxyquinolin-2-one

119.0 15.50 16.00
43.0 m/z 77.15 37.16%
5000 203.0
92.0
‘MH I vl

0 _“W‘MW‘MWWM‘N”JAN e L SRR REE T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00

SFAM-EPA-BG121421.M Fri Dec 24 ©8:51:57 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08
Operator : CG/JU

Sample : M5121-08

Misc

ALS vial : 25 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 unknown-06 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.159 13.47 ng/ul 393119  Acenaphthene-d10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanone, 2-hydroxy-1-phenyl- 164 C10H1202 016183-46-3 43
2 4,5-Dihydro-4,4-dimethyl-2-pheny... 203 C12H13NO2 029637-55-6 35
3 N-(2-Bromophenyl)-N'-(4-methylbe... 374 C18H19BrN202 328019-20-1 28
4 1-Hexene, 6-phenyl-4-(1-phenylet... 280 C20H240 1010190-48-6 27
5 Benzene, 1-(1-heptyldodecyl)-4-m... 358 C26H46 055191-36-1 25

Abundance Scan 2157 (16.159 min): BG051611.D\data.ms (-2153) (- m/z 105.15 100.00%

105.2
5000
4o 147.2 e o
) ‘ 03.2 1600 16.50
bbbl Lo [ 2a88 0 e11s a9.03%
m/z--> 50 100 150 200 250 300 350
Abundance #39305: 1-Butanone, 2-hydroxy-1-phenyl-
105.0
5000 — —
16.00 16.50
147.0 m/z 147.15  25.07%
41.0 ‘ ‘
O\\““‘\\“\ \““\‘\‘\\“\\\\‘\\\\‘\\\\’\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #78796: 4,5-Dihydro-4,4-dimethyl-2-phenyl-1,3-oxazin-6-
105.0
— —
16.00 16.50
5000 ITI/Z 43.15 16.34%
56.0
203.0
A .Y
m/z--> 50 100 150 200 250 300 350
Abundance #282621: N-(2-Bromophenyl)-N'-(4-methylbenzyl)succina P —
105.0 16.00 16.50
m/z 71.15 16.32%
- M\/\/\M
55.0 204.0
ol by PR T 25402050 374 e
m/z--> 50 100 150 200 250 300 350 16.00 16.50

SFAM-EPA-BG121421.M Fri Dec 24 ©8:51:58 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08
Operator : CG/JU

Sample : M5121-08

Misc

ALS vial : 25 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 unknown-07 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.241 4.35 ng/ul 126837  Acenaphthene-di10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,2-Benzoxazaborole, 2-butyl-2... 175 C10H14BNO 031748-13-7 43
2 Diglycolic acid, 2-acetylphenyl ... 294 C15H1806 1010382-71-7 38
3 1-Chloro-2-methyl-2-phenylpropane 168 C10H13Cl 000515-40-2 35
4 2-Methylimidazo[1,2-a]pyridin-3-... 175 C10H13N3 1010508-70-2 35
5 Benzene, 1,1'-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 35

Abundance Scan 2171 (16.241 min): BG051611.D\data.ms (-2167) (- m/z 105.15 100.00%

105.2
5000
43.1 ‘ 189.2 i6bd iésd
141.2 ’ :
- u” A 7800 1 pm‘u“ ‘ 28 m/z 119.15  58.33%
miz--> 50 100 150 200 250
Abundance #49897: 1,3,2-Benzoxazaborole, 2-butyl-2,3-dihydro-
119.0
5000 175.0 T ]
16.00 16.50
m/z 91.15 26.49%
65.0 ‘
04 :\SQQ‘ 1 \”‘\h\ }H “‘\‘1 \“‘\““‘ T \“\ L L B B B |
miz--> 50 100 150 200 250
Abundance  #191112: Diglycolic acid, 2-acetylphenyl propyl ester
119.0
P e
16.00 16.50
5000 m/z 43.15 18.69%
29.0, 610 “ L. 1760 2370 294 M
e e e e e
miz--> 50 100 150 200 250
Abundance #42939: 1-Chloro-2-methyl-2-phenylpropane —— —
119.0 16.00 16.50
m/z 189.15 18.22%
5000
41.0 770 168.0
Y S P N | D S — o _—
miz--> 50 100 150 200 250 16.00 16.50

SFAM-EPA-BG121421.M Fri Dec 24 ©8:51:59 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08
Operator : CG/JU

Sample : M5121-08

Misc

ALS vial : 25 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 Benzene, (1,1-dimethyldecyl)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.312 16.33 ng/ul 443233  Phenanthrene-d10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 72
2 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 72
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1loH14 001758-88-9 64
4 6,7-dihydroisoquinolin-8(5H)-one 147 C9HINO 021917-88-4 64
5 (6-Chloro-2-methylhexan-2-yl)ben... 210 C13H19Cl 1417621-45-4 64

Abundance Scan 2183 (16.312 min): BG051611.D\data.ms (-2179) (- m/z 119.15 100.00%

119.2
5000 91.2
411 T L
16.00 16.50
147.1173.2 2032  246.3
Ot bbbt i 2 TS S0 S mjz 91,15 44.06%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #131101: Benzene, (1,1-dimethyldecyl)-
119.0
5000 — —
16.00 16.50
91.0 m/z 105.15  28.72%
44.0
0l 160, I ‘ L 159.0 189.0 246.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #131100: Benzene, (1,1-dimethyldecyl)-
119.0
— —
16.00 16.50
5000 m/z 41.15 16.67%
41.0 91.0
0l15.0 ‘\‘L L ‘ | | 145.0 175.0 207.0 246.0
R R e RE e E R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl- — —
119.0 16.00 16.50
m/z 120.15 9.86%
5000
91.0
Obrrpromintsttesbepbeebl e e e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.50

SFAM-EPA-BG121421.M Fri Dec 24 ©8:51:59 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08

Operator : CG/JU

Sample : M5121-08

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
LSCINT.P

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

Peak Number 10 unknown-©8 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.435 3.96 ng/ul 107429  Phenanthrene-di10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylpropionic acid, 2,4,5-tr... 328 C15H11C1302 1000354-74-5 43
2 Benzene, [2-methyl-1-(1-methylet... 176 C13H20 021777-84-4 43
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C1l1H16 004706-90-5 37
4 3-Phenylpropionic acid, 4-cyanop... 251 C16H13NO2 1000307-78-4 35
5 2-tert-Butyltoluene 148 C11H16 001074-92-6 35

Abundance Scan 2204 (16.435 min): BG051611.D\data.ms (-2201) (-

m/z 91.15 100.00%

91.2 ' '
133.2
5000
431 217.3 _—
16.50
N TR A SO g e
miz--> 0 50 100 150 200 250 300
Abundance #233563: 3-Phenylpropionic acid, 2,4,5-trichlorophenyl es
105.0
5000 1
16.50
m/z 133.15 63.29%
. 196.0
0 ‘ \2\7\.()\ “6\5‘\ “\ T “H T ]\“ T ‘. T H\ T \H‘ L ‘ L ‘ \3\28\-F
miz--> 0 50 100 150 200 250 300
Abundance #51001: Benzene, [2-methyl-1-(1-methylethyl)propyl]-
91.0
e
5000 m/z 43.15 28.75%
55.0
‘ 176.0
0 1‘59“\“_‘” N
m/z--> 0 50 100 150 200 250 300
Abundance  #26408: Benzene, 1,3-dimethyl-5-(1-methylethyl)- ——
133.0 16.50
m/z 217.25 23.93%
5000
39.0 ‘ ‘ ‘
0 “HMM L e
m/z--> 0 50 100 150 200 250 300 16.50

SFAM-EPA-BG121421.M Fri Dec 24 ©8:52:00 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08
Operator : CG/JU

Sample : M5121-08

Misc

ALS vial : 25 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.529 6.79 ng/ul 184207  Phenanthrene-di10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 59
2 Aziridine, 2-methyl-2-(2,2,4-tri... 245 C17H27N 1000293-28-5 59
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 59
4 Benzamide, 2-methyl-N-allyl-N-(3... 245 C16H23NO 1010446-31-0 59
5 2,4-Dimethylbenzyl chloride 154 C9H11Cl 000824-55-5 53

Abundance Scan 2220 (16.529 min): BG051611.D\data.ms (-2215) (-  m/z 119.15 100.00%

119.2
91.2
5000
411 e ‘
16.50
189.2 217.2
OL‘216322463 m/z 91.15  69.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17081: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000 — :
16.50
910 m/z 105.15 53.10%
‘39‘\.0\\\65\.0‘ ‘ -
0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #129721: Aziridine, 2-methyl-2-(2,2,4-trimethyl-4-phenylp
119.0

?

16.50

5000 m/z 41.15 24.00%
91.0

56.0

?

\‘ | 159.0 189.0  230.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl-
119.0 16.50

m/z 57.15  23.25%

o

5000

50850
T

Rt A A O

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.50

:

SFAM-EPA-BG121421.M Fri Dec 24 ©8:52:01 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08
Operator : CG/JU

Sample : M5121-08

Misc

ALS vial : 25 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 12 unknown-09 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.729 4.62 ng/ul 125343  Phenanthrene-di10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,9-Dodecadiyne 162 C12H18 061827-89-2 27
2 2-(p-Tolyl)ethylamine 135 C9H13N 003261-62-9 22
3 2-Methyl-3-(3-methylenebicyclo[3... 244 C16H2002 1000190-97-1 18
4 Butyric acid, 2-phenyl-, hex-4-y... 244 C16H2002 1010406-91-6 14
5 1-Pentene, 3,3,4-trimethyl-5-phe... 188 C14H20 1000150-35-3 14

Abundance Scan 2254 (16.729 min): BG051611.D\data.ms (-2251) (-  m/z 105.15 100.00%

105.2
5000
55.1
47.2 e o
217.2 16.50 17.00
AN mAl L2003 36
oL— Mi\LhHM\JLMNwmuu\‘MH“uM TSR m/z 91.15 65.84%
miz--> 50 100 150 200 250 300
Abundance #37902: 3,9-Dodecadiyne
40 1050
5000 — —
47.0 16.50 17.00
m/z 119.15 48.74%
O \‘\M‘\ b U \“ ‘ \“H\ \‘ T ‘ T T T T ‘ T T T ‘ T T T T ‘ L
miz--> 100 150 200 250 300
Abundance #17888: 2-(p-Tolyl)ethylamine
30.0
e o
16.50 17.00
m/z 55.15 30.80%
5000 106.0 WWWM
miz--> 50 100 150 200 250 300
Abundance #128551: 2-Methyl-3-(3-methylenebicyclo[3.2.1]oct-6-en-i e ——
91.0 16.50 17.00
m/z 135.15 29.85%
5000
244.0
ol by BP0 1880 YT — —
m/z--> 50 100 150 200 250 300 16.50 17.00

SFAM-EPA-BG121421.M Fri Dec 24 ©8:52:02 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08
Operator : CG/JU

Sample : M5121-08

Misc

ALS vial : 25

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 13 Myristoleic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.473 5.89 ng/ul 159769  Phenanthrene-di10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Myristoleic acid 226 C14H2602 000544-64-9 64
2 Myristoleic acid 226 C14H2602 000544-64-9 64
3 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 58
4 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 55
5 Heptadecanolide 268 C17H3202 005637-97-8 52

Abundance Scan 2551 (18.473 min): BG051611.D\data.ms (-2548) (-
5!:

m/z 55.15 100.00%

5000

18.50

178.2 236.2
2011 m/z 41.15 53.73%

| 287.¢
RARRRRREasE
m/z--> 20 40 60 80 100120140160180200220240260280

o

Abundance #106877: Myristoleic acid
55.0
5000 1
97 0 18.50
m/z 69.15 49.13%
37 0166.0 208.0
026‘0! ‘!“‘\\Hh“\\‘H‘N\H‘\\H‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #106875: Myristoleic acid
55.0
——
18.50
5000 m/z 83.15 41.73%
970
3701660 208.0
0289 wHmm:mw_1H_ww_ww

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #123700: Cyclopentadecanone, 2-hydroxy- —
55.0 18.50

m/z 43.15 30.29%

5000

m/z--> 20 40 60 80 100120140160180200220240260280 18.50

SFAM-EPA-BG121421.M Fri Dec 24 ©8:52:03 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08
Operator : CG/JU

Sample : M5121-08

Misc

ALS vial : 25 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 14 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.532 7.63 ng/ul 207134  Phenanthrene-di10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62

Abundance Scan 2561 (18.532 min): BG051611.D\data.ms (-2558) (-  m/z 73.15 100.00%
73.2

5000
=
18.50
0! m/z 43.15 95.34%
m/z--> 50 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid
73.0
5000 —
29. 18.50
‘ 1710 2140 m/z 55.15 93.17%
O \\“\‘ LJM‘““M h“\“\\‘\‘ H‘\ \‘\‘\’\‘\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 2000 250 300 350
Abundance #109284: Tetradecanoic acid
73.0
T
129.0 18.50
5000 ITI/Z 60.10 77 .40%
185.0 228.0
oL ‘\“ ‘u‘w‘ H‘ hH ‘h‘\‘ ‘\ “ L h ‘\‘ i o
m/z--> 50 100 150 200 250 300 350
Abundance #92070: Tridecanoic acid ol
73.0 18.50
m/z 41.15 71.87%
5000
129.0
171.0 2140
oL, ‘\“ U‘\‘u‘u il uhh HM phoal m‘ “ ‘\‘ ’ M R o e ——
m/z--> 50 100 150 200 250 300 350 18.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08

Operator : CG/JU

Sample : M5121-08

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method

Library Search Compound Report

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M

TIC Integration Parameters: LSCINT.P

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

Peak Number 15 1,1'-Biphenyl, 2,2',4,4'-te... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.714 7.55 ng/ul 204953  Phenanthrene-di10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1'-Biphenyl, 2,2',4,4'-tetrach. 290 C12H6C14 002437-79-8 99
,1'-Biphenyl, 2,2',6,6"'-tetrach. 290 C12He6C14 015968-05-5 99
,1'-Biphenyl, 2,2',5,5'-tetrach. 290 C12HeC1l4 035693-99-3 98
2',4,5- Tetrachloro 1,1’ b1pheny1 290 C12HeC1l4 070362-47-9 98
1'-Biphenyl, 2,2',4,5'-tetrach... 290 C12H6C14 041464-40-8 96

Abundance Scan 2592 (18.714 min): BG051611.D\data.ms (-2589) (-  m/z 219.95 100.00%

5000
110.1 150.2
P 7
38 4.2 256 1 354 18.50 19.00
o] ' © m/z 291.85 84.73%
m/z--> 50 100 150 200 250 300 350
Abundance #185844: 1,1'-Biphenyl, 2,2',4,4'-tetrachloro-
220.0 292.0
5000 ﬂ\ \A‘
110.0 150.0 18.50 19.00
740 m/z 289.90  70.44%
3849 WNWLML‘W‘ “hjh‘ | 25§0
O L T =TT T T T ‘ L ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #185846: 1,1'-Biphenyl, 2,2',6,6'-tetrachloro-
292.0 AA
220.0 ‘ ‘AW
18.50 1900
5000 ITI/Z 221.95 66.79%
0,
m/z--> 50 100 150 200 250 300 350
Abundance #185845: 1,1'-Biphenyl, 2,2',5,5'-tetrachloro-
220.0 292.0 1850 1900
' m/z 293.85 42.13%
5000
110.0 150.0
0 s AM‘A‘ sy
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08
Operator : CG/JU

Sample : M5121-08

Misc

ALS vial : 25 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 16 Phosphoric acid, isodecyl d... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.305 28.87 ng/ul 817776  Chrysene-di12 21.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphoric acid, isodecyl diphen... 390 C22H3104P 1346599-15-2 87
2 Phosphoric acid, isodecyl diphen... 390 C22H3104P 1346599-15-2 74
3 7-Amino-2,3-dihydro-5-phenyl-1H-... 251 C15H13N30 004928-02-3 47
4 N,N-Dimethyl-4-(6-methyl-1H-benz... 251 C16H17N3 069570-95-2 47
5 2-Benzo[1,3]dioxol-5-yl-7-methyl... 251 C16H13NO2 1000274-75-9 47
Abundance Scan 3033 (21.305 min): BG051611.D\data.ms (-3029) (-  m/z 251.05 100.00%
251.1
5000
4.2 — —
41‘-1 ‘ 175.1 - 21.00 21.50
bbbkl | 8081 3621 L oce.05  26.48%
mlz--> 50 100 150 200 250 300 350
Abundance  #295462: Phosphoric acid, isodecyl diphenyl ester
251.0
5000 — e
21.00 21.50
43.0 94.0 m/z 249.05 20.64%
‘ 170.0 390.¢
O\\‘\‘\H“M\m\‘\‘\“\\\\‘[h\‘\“\\‘\\\\ \\\\‘\3\3\3\-0‘\\\}.‘
miz--> 50 100 150 200 250 300 350
Abundance  #295461: Phosphoric acid, isodecyl diphenyl ester
251.0
. o
21.00 21.50
5000 m/z 94.15 20.62%
94.0
43.0 170.0
obrrdbbid i 4 3
m/z--> 50 100 150 200 250 300 350
Abundance #136912: 7-Amino-2,3-dihydro-5-phenyl-1H-1,4-benzodia — =
251.0 21.00 21.50
m/z 252.05 14.84%
5000
7701190 1950
0 ‘2‘7“'% ‘\“h “M\M\‘M“\;\M‘\N !\H‘“\L i “““‘“‘u‘“‘ iy ‘d\‘w‘m‘ ‘I‘M N — e
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\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08
Operator : CG/JU

Sample : M5121-08

Misc

ALS vial : 25 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 17 1,2-Benzenedicarboxylic aci... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.475 5.96 ng/ul 168911  Chrysene-di12 21.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 72
2 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 72
3 Phthalic acid, dec-2-yl hexyl ester 390 C24H3804 1000356-94-2 64
4 Phthalic acid, 4-chloro-2-methyl... 472 C28H37C104 1000356-38-1 64

5 Phthalic acid, heptyl 3,4,5-tric... 442 C21H21C1304 1000357-07-0 64

Abundance Scan 3062 (21.475 min): BG051611.D\data.ms (-3059) (-  m/z 149.05 100.00%
1

149
5000
57.1 oA
104.1 265.1 21.50
- \“““‘m“m e 200 T 84543892, 7 57.15 20.49%
mlz--> 50 100 150 200 250 300 350
Abundance #271899: 1,2-Benzenedicarboxylic acid, diheptyl ester
149.0
5000 L
21.50
410 m/z 41.15 12.55%
265.0
O T \“\ ‘\“““‘\“}‘\]\_0“4\.(\)\ T T \2\0‘3\.(\)\ T ‘ T T ‘ 1T \3‘6\2\-0\ T ‘
miz--> 50 100 150 200 250 300 350
Abundance #271910: 1,2-Benzenedicarboxylic acid, diheptyl ester
149.0
—r
21.50
5000 ITI/Z 43.15 11.55%
0 51'0‘ 104.0 26p.0 362.0
B R T N R
m/z--> 50 100 150 200 250 300 350
Abundance #295627: Phthalic acid, dec-2-yl hexyl ester P
149.0 21.50
m/z 56.15 9.03%
251.0
oL 00
T B B RIS [§ B I I IS —
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08
Operator : CG/JU

Sample : M5121-08

Misc

ALS vial : 25 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 18 1,2-Benzenedicarboxylic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

24.900 20.00 ng/ul 408040  Perylene-di12 25.493
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 83
2 Phthalic acid, dodecyl nonyl ester 460 C29H4804 1000308-92-6 72
3 Diamyl phthalate 306 C18H2604 000131-18-0 72
4 Phthalic acid, 2-methylpent-3-yl... 446 C28H4604 1000356-91-9 64
5 Phthalic acid, dec-2-yl hexyl ester 390 C24H3804 1000356-94-2 64

Abundance Scan 3645 (24.900 min): BG051611.D\data.ms (-3640) (- m/z 149.05 100.00%
149.1

5000

-

43.1

- —
24.50 25.00
203.1 ‘
W“Muwum e e 00034224 821! /7 43,15 14.66%

mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #312554: 1,2-Benzenedicarboxylic acid, dinonyl ester
149.0

5000 T

o

m/z 41.15 9.97%

293.0
0 \4\?‘?\‘ T \2\0‘4\\0\ T \\3‘6!1\9\4‘%\8\0\‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #329072: Phthalic acid, dodecyl nonyl ester

149.0
— —
24.50 25.00
5000 m/z 150.05 9.07%
43.0 203.0

O\WMWWWwU\H P e e

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #206864: Diamyl phthalate “ T
149.0 24.50 25.00

m/z 55.15 7.41%

5000 W\«mww

43.0 237.0

306.0

T - —

T
m/z--> 50 100 150 200 250 300 350 400 450 500 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51611.D

Acqg On : 18 Dec 2021 1:08
Operator : CG/JU

Sample : M5121-08

Misc :

ALS Vvial : 25 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 13.727 2.1 ng/ul 62645 3 14.908 583799 20.0
unknown-02 15.284 2.0 ng/ul 59610 3 14.908 1583799 20.0
Naphthalene, 1,... 15.519 2.9 ng/ul 84629 3 14.908 583799 20.0
unknown-03 15.572 3.1 ng/ul 89707 3 14.908 583799 20.0
unknown-04 15.707 2.1 ng/ul 60274 3 14.908 583799 20.0
unknown-05 15.777 2.0 ng/ul 58514 3 14.908 583799 20.0
unknown-06 16.159 13.5 ng/ul 393119 3 14.908 583799 20.0
unknown-07 16.241 4.3 ng/ul 126837 3 14.908 583799 20.0
Benzene, (1,1-d... 16.312 16.3 ng/ul 443233 4 17.657 542871 20.0
unknown-08 16.435 4.0 ng/ul 107429 4 17.657 542871 20.0
Benzene, 1l-ethy... 16.529 6.8 ng/ul 184207 4 17.657 542871 20.0
unknown-09 16.729 4.6 ng/ul 125343 4 17.657 542871 20.0
Myristoleic acid 18.473 5.9 ng/ul 159769 4 17.657 542871 20.0
Tridecanoic acid 18.532 7.6 ng/ul 207134 4 17.657 542871 20.0
1,1'-Biphenyl, ... 18.714 7.5 ng/ul 204953 4 17.657 542871 20.0
Phosphoric acid... 21.305 28.9 ng/ul 817776 5 21.980 566493 20.90
1,2-Benzenedica... 21.475 6.0 ng/ul 168911 5 21.980 566493 20.0
1,2-Benzenedica... 24.900 20.0 ng/ul 408040 6 25.493 408040 20.0
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