LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acqg On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 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-BG070921.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49321.D
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.109 5 12 20 rBvV2 105174 253304 2.76% ©.815%
2 3.191 21 26 34 rvVB 93099 166739 1.82% 0.536%
3 3.896 142 146 155 rBvV2 24177 51626 0.56% 0.166%
4 4,219 195 201 211 rBV 78773 140673 1.53% 0.452%
5 6.058 509 514 520 rBv2 9734 14884 0.16% ©0.048%
6 7.222 705 712 721 rBV3 37725 74426 0.81% 0.239%
7 7.386 733 740 747 rBV 100059 168637 1.84% ©.542%
8 7.592 770 775 784 rVB2 115311 212223  2.31% ©.683%
9 7.792 803 809 813 rBV5 10015 19294 0.21% 0.062%
106 8.068 850 856 861 rVW 110367 195217 2.13% 0.628%
11 8.121 861 865 870 rVWW2 29069 46056 ©.50% 0.148%
12 8.179 870 875 882 rVB2 16075 29053 0.32% 0.093%
13 8.444 914 920 927 rBv2 23499 41352 0.45% 0.133%
14 8.773 970 976 983 rVB 97260 173153 1.89% ©.557%
15 8.914 988 1000 1006 rBV5 18784 39301 ©0.43% 0.126%
16 9.178 1038 1045 1048 rBv4 10495 17517 0.19% 0.056%
17 9.231 1048 1054 1063 rVB 149908 288650 3.14% ©0.928%
18 9.360 1070 1076 1084 rBvV2 22684 41899 0.46% 0.135%
19 9.960 1171 1178 1188 rVB2 136079 255500 2.78% 0.822%
20 10.130 1200 1207 1216 rVB3 7141 14184 0.15% 0.046%
21 10.277 1227 1232 1237 rBV7 13791 22126 ©.24% 0.071%
22 10.500 1263 1270 1278 rVB 205155 372674 4.06% 1.199%
23 10.577 1278 1283 1287 rBVe6 8700 16412 0.18% 0.053%
24 10.647 1290 1295 1305 rVB2 32326 63146 ©0.69% 0.203%
25 10.882 1326 1335 1342 rBV 148384 274546  2.99% ©.883%
26 11.017 1350 1358 1372 rBV2 139066 318845 3.47% 1.026%
27 11.481 1429 1437 1438 rBV5 8086 17291 ©.19% ©0.056%
28 11.998 1517 1525 1531 rBV6 18432 43312 0.47% 0.139%
29 12.275 1565 1572 1579 rVB9 15793 34810 0.38% 0.112%
30 12.433 1595 1599 1609 rBV4 18003 39008 0.42% 0.125%
31 12.751 1646 1653 1658 rvv8 25568 54317 0.59% 0.175%
32 12.845 1662 1669 1675 rVV7 12009 28578 0.31% 0.092%
33 12.903 1677 1679 1687 rVB5 11470 17114 0.19% 0.055%
34 13.050 1698 1704 1710 rVB1o 6302 15330 0.17% 0.049%

35 13.144 1710 1720 1728 rBV5 74360 174679 1.90% ©.562%

36 13.215 1728 1732 1742 rVB 63880 121679 1.33% 0.391%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acqg On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 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-BG070921.M
Title : SVOA CALIBRATION
37 13.414 1758 1766 1771 rBV2 159864 275624 3.00% ©0.886%
38 13.456 1771 1773 1780 rVV3 30531 45355 0.49%  0.146%
39 13.538 1780 1787 1793 rVB6 21626 47896 0.52% 0.154%
40 13.673 1804 1810 1814 rBV2 28431 51923 0.57% 0.167%
41 13.726 1814 1819 1832 rVB 126592 233769 2.55% ©.752%
42 13.843 1832 1839 1843 rBV2 40576 76797 0.84%  0.247%
43 13.879 1843 1845 1849 rVB3 15563 22788 ©.25% 0.073%
44 14.114 1878 1885 1890 rBV 380254 585156 6.37% 1.882%
45 14.319 1914 1920 1925 rVBS8 9621 19817 ©.22% ©0.064%
46 14.402 1928 1934 1944 rBV 404443 694846  7.57%  2.235%
47 14.501 1946 1951 1952 rBV5 12762 19530 0.21% ©0.063%
48 14.601 1966 1968 1977 rVB6 7457 13926 ©.15% ©.045%
49 14.707 1977 1986 1994 rBV 248881 425419 4.63% 1.368%
50 14.883 2011 2016 2017 rVV5 26479 39759 0.43% 0.128%
51 14.907 2017 2020 2026 rVB4 41064 74666 ©0.81%  0.240%
52 15.030 2036 2041 2048 rBV10 13023 32251 0.35% 0.104%
53 15.112 2052 2055 2061 rVB6 12356 21351 0.23% 0.069%
54 15.183 2063 2067 2071 rBV5 14513 27183 0.30% ©0.087%
55 15.253 2072 2079 2083 rVWV 55124 99838 1.09% ©.321%
56 15.300 2083 2087 2089 rVV5 58244 96153 1.05% ©.309%
57 15.336 2089 2093 2100 rVB2 213261 337487 3.68% 1.085%
58 15.447 2107 2112 2117 rVB7 13865 23029 0.25% 0.074%
59 15.706 2150 2156 2161 rBV 527557 814618 8.87% 2.620%
60 15.759 2161 2165 2169 rVB2 26232 35613 0.39% 0.115%
61 15.835 2169 2178 2186 rBV 845224 1527646 16.64% 4.913%
62 15.953 2195 2198 2200 rBV3 13621 14686 0.16% 0.047%
63 16.053 2211 2215 2220 rBV8 17492 33167 ©0.36% 0.107%
64 16.117 2222 2226 2233 rVWV7 19542 32482 ©.35% 0.104%
65 16.387 2269 2272 2278 rVB8 8872 14771 0.16% ©0.048%
66 16.528 2291 2296 2299 rBV7 11143 16399 0.18% 0.053%
67 16.740 2328 2332 2338 rBV2 14114 26945 0.29% 0.087%

68 17.128 2388 2398 2409 rVV 5292552 9182396 100.00% 29.533%
69 17.233 2412 2416 2423 rVB2 65033 124610 1.36% 0.401%
70 17.463 2449 2455 2461 rVB 288934 448832  4.89% 1.444%

71 17.563 2466 2472 2480 rBV2 582425 880114 9.58% 2.831%
72 17.633 2482 2484 2485 rBV2 18334 13896 0.15% 0.045%
73 17.815 2509 2515 2529 rVV 817215 1230489 13.40%  3.958%
74 18.121 2563 2567 2571 rVB3 75115 107383 1.17% ©.345%
75 18.309 2595 2599 2601 rBV3 12224 15096 ©0.16% 0.049%

76 18.338 2601 2604 2611 rVBS 18412 29293 0.32% 0.094%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acqg On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 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-BG070921.M

Title : SVOA CALIBRATION

77 18.520 2630 2635 2640 rBV9 12638 25617 0.28% 0.082%
78 19.548 2805 2810 2814 rBV 1158174 1331903 14.50% 4.284%
79 19.578 2814 2815 2818 rVB2 38754 37807 0.41% 0.122%
80 19.713 2832 2838 2843 rBV 1361725 1854109 20.19% 5.963%
81 19.754 2843 2845 2853 rVB 212321 235706 2.57% 0.758%
82 19.848 2855 2861 2866 rBV 659719 976921 10.64% 3.142%
83 20.065 2895 2898 2903 rVVe 14210 22650 0.25% 0.073%
84 20.118 2905 2907 2914 rVB 20030 25524 0.28% 0.082%
85 20.400 2951 2955 2960 rVB4 39159 57608 0.63% 0.185%
86 20.535 2974 2978 2983 rVB2 73264 93043 1.01% 0.299%
87 20.794 3018 3022 3030 rVB2 163437 196997 2.15% 0.634%
88 21.217 3088 3094 3105 rBV 726203 1064031 11.59% 3.422%
89 21.376 3116 3121 3128 rBV7 26998 50466 0.55% 0.162%
99 21.581 3150 3156 3161 rBV7 21969 43449 0.47% 0.140%
91 21.675 3165 3172 3174 rVV7 30055 70546 0.77% 0.227%
92 21.740 3177 3183 3190 rVB 297891 535520 5.83% 1.722%
93 22.921 3377 3384 3396 rBV 286259 617237 6.72% 1.985%
94 23.414 3463 3468 3471 rBV7 11287 21756 0.24% 0.070%
95 24.078 3575 3581 3583 rBVe6 12295 20681 0.23% 0.067%
96 24.807 3694 3705 3716 rVB2 362229 1030998 11.23% 3.316%
97 25.036 3733 3744 3756 rVB2 186045 555970 6.05% 1.788%
98 25.383 3794 3803 3822 rVB3 106100 342666 3.73% 1.102%
99 26.223 3941 3946 3947 rBvV4 10523 16375 0.18% 0.053%
100 29.302 4458 4470 4485 rBV7 41702 193498 2.11% 0.622%

Sum of corrected areas: 31091632
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG049321.D
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SFAM-EPA-BGO70921.M Wed Jul 14 17:36:37 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 (DEL) Alkane: Cyclic3.11 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.116  25.95 ng/ul 253304 1,4-Dichlorobenzene-d4 8.068

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 94
2 Cyclohexane 84 C6H12 000110-82-7 87
3 Cyclohexane 84 C6H12 000110-82-7 86
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 78
5 Cyclohexane 84 C6H12 000110-82-7 78
Abundance  Scan 12 (3.109 min): BG049321.D\data.ms (-5) (-) m/z 56.20 100.00%

56.2
5000

B N
3.103.203.303.403.50
ol 32 w2z 41015 61.56%

m/z--> 0 50 100 150 200 250 300
Abundance #1455: Cyclohexane
56.0

5000 Ty
3.103.203.303.403.50

m/z 84.05 58.07%
Il

‘1\5-\q‘\ ‘L“ M\ ‘\ T ‘ T T ‘ T T T ‘ T T ‘ T T ‘ T T
m/z--> 0 50 100 150 200 250 300
Abundance #1457 Cyclohexane
56.0

3.103.203.303.403.50

o

5000 m z 55.10 42.37%
15. M
0 L L SN S S S
miz--> 0 50 100 150 200 250 300
Abundance #1456 Cyclohexane RaamE e RR
56.0 3.103.203.303.403.50

m/z 39.20 31.75%

5000 /\/\
\ \ | ‘ I

m/z--> 50 100 150 200 250 300 3.103.203.303.403.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.190 17.08 ng/ul 166739 1,4-Dichlorobenzene-d4 8.068

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 2,5-Dimethyl-4-hydroxy-3-hexanone 144 C8H1602 000815-77-0 40
4 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 38
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 37
Abundance  Scan 26 (3.191 min): BG049321.D\data.ms (-21) (-) m/z 73.15 100.00%

73.2
5000 43.1
87.2

|| w2 L3z 320 340 3.60
e P S BBA2 L gz 4310 47.34%

m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 Uy e
320 340 3.60
43.0

87.0 m/z 55.20 30.72%

290
90
m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0

320 3.40 360

o

o

5000 41.0 55.0 m/z 87.20 29.68%
27.0
0 H ‘m \‘\‘ 1 | 112.0 129.0
e e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #20953: 2,5-Dimethyl-4-hydroxy-3-hexanone A o
73.0 320 3.40 360

m/z 41.15 13.35%

43.0
5000
87.0
o 00 | 970 || ¥7101020 159

m/z--> 20 30 40 50 60 70 80 90 100110120130 140 320 3.40 360
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Toluene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.220 14.41 ng/ul 140673 1,4-Dichlorobenzene-d4 8.068

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 91
2 Toluene 92 C7H8 000108-88-3 90
3 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 86
4 Toluene 92 C7H8 000108-88-3 86
5 Toluene 92 C7H8 000108-88-3 81
Abundance Scan 201 (4.219 min): BG049321.D\data.ms (-195) (-) m/z 91.20 100.00%
91.2
5000
[T e
37-1 H 3.80 4.00 4.20 4.40 4.60
ol bbb 29T sz 92,20 60.76%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #2455: Toluene
91.0
5000 I L L R
3.80 4.00 4.20 4.40 4.60
m/z 65.10 14.36%
39.0
O ‘\\\J\"‘\”\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #2451: Toluene
91.0
R RAmmaRRE e
3.80 4.00 4.20 4.40 4.60
5000 m/z 39.10 13.77%
39.0
miz--> 0 50 100 150 200 250 300 350 400
Abundance #2468: 1,3,5-Cycloheptatriene Pt
91.0 3.80 4.00 4.20 4.40 4.60
m/z 63.10 13.57%
5000
39.0
0 “HNMLN““““H“““““H““““‘W“ R R R S T
m/z--> 0 50 100 150 200 250 300 350 400 3.80 4.00 4.20 4.40 4.60

SFAM-EPA-BGO70921.M Wed Jul 14 17:36:39 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 1-Octyn-3-o0l, 4-ethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.120 4.72 ng/ul 46056 1,4-Dichlorobenzene-d4 8.068

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octyn-3-0l, 4-ethyl- 154 C10H180 005877-42-9 50
2 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 50
3 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50

4 Octane, 2,3-dimethyl- 142 C1eH22 007146-60-3 43

5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 42

Abundance Scan 865 (8.121 min): BG049321.D\data.ms (-861) (-) m/z 57.10 100.00%

57.1
5000
39 83.0
7.80 8.00 8.20 8.40
WL L | | 1102 150.3
ot m/z 41.10 47.23%

mlz--> 20 40 60 80 100 120 140 160
Abundance #26701: 1-Octyn-3-ol, 4-ethyl-
57.0
29.0
5000

7.80 8.00 8.20 8.40
98.0 m/z 55.15  38.60%

O' T \”\“‘\ “‘!“ T \“‘ T \1‘2\5\0\\ L
m/z--> 20 40 60 100 120 140 160
Abundance #74058: Heptyl isobutyl carbonate
57.0

7.80 8.00 8.20 8.40

5000 m/z 43.15 34.70%
29 0
o I PR T
“ P e e
m/z--> 60 80 100 120 140 160
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57.0 7.80 8.00 8.20 8.40

m/z 56.15 28.51%

5000
29.0 83.0
0 \\‘\ LI Lﬂ H ‘\ 1L 112.0

m/z--> 20 40 60 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzene, (1-methylethyl)- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
8.180 2.98 ng/ul 29053 1,4-Dichlorobenzene-d4 8.068

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 80
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 80
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 74
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 74
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 72

m/z 105.20 100.00%

Abundance Scan 875 (8.179 min): BG049321.D\data.ms (-870) (-)
1

05.2
5000
NN A,
771 e
51.1 ‘ ‘ 1200 1593 7.80 8.00 8.20 8.40 8.60
) S Ay T 1 ﬁu\ e m/z 120.20 26.78%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9415: Benzene, (1-methylethyl)-
105.0
5000 ﬂ\‘uu’\ﬂwH‘HH’\HA‘\
7.80 8.00 8.20 8.40 8.60
m/z 77.10 15.84%
270 510 77.0
L I | 1210
O\‘\\\\“\\‘}\“\‘\\\“\\‘\\‘M\\\“\\\\’\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #9417: Benzene, (1-methylethyl)-
105.0
7.80 8.00 8.20 8.40 8.60
5000 m/z 106.10  15.00%
51.0 77.0
o 2 e
m/z--> 20 40 60 80 100 120 140 160
Abundance #9426: Benzene, 1-ethyl-3-methyl- e RARERRNEREE
105.0 7.80 8.00 8.20 8.40 8.60
m/z 51.10 11.37%
5000
39.0 77.0
| | 159.0 | | | 121.0
o= et e
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, 2-propenyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
8.440 4.24 ng/ul 41352 1,4-Dichlorobenzene-d4 8.068

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H10 000300-57-2 91
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 90
3 (Z)-1-Phenylpropene 118 C9H10 000766-90-5 90
4 Benzene, 1l-ethenyl-3-methyl- 118 C9H1e0 000100-80-1 87
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 81
Abundance Scan 920 (8.444 min): BG049321.D\data.ms (-914) (-) m/z 117.20 100.00%
11y.2
5000 /\
911 R REmEEEEEEE R
391 631 771 ‘ 8.20 8.40 8.60 8.80
Ol et bbb et b myz 118,10 47.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8960: Benzene, 2-propenyl-
117.0
5000 \MHMHH‘HHA‘HH,H/:\
91.0 8.20 8.40 8.60 8.80
m/z 115.20  27.82%
51.0 @50 78
OH‘\H\‘\H\‘\\3\8\}‘9\\\}‘\H\‘1‘\‘\\‘\MH‘\H\M}H\]-‘q\\4.\\()‘\\!\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8966: Benzene, cyclopropyl-
117.0
“H‘H‘W‘H“H‘W‘H
8.20 8.40 8.60 8.80
m/z 91.10 22.46%
5000 91.0
510 65,0
SN O Y 12
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8954: (Z)-1-Phenylpropene
117.0 8.20 8.40 8.60 8.80
m/z 63.10 9.32%
5000
91.0
51.0 g50 78 “
. O R .- MU 1 O A T TV
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Hexanoic acid, 2-ethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.360 4.29 ng/ul 41899 1,4-Dichlorobenzene-d4 8.068

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 53
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 42
3 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 42
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 39
5 Pentanoic acid, ethyl ester 130 C7H1402 000539-82-2 38

Abundance Scan 1076 (9.360 min): BG049321.D\data.ms (-1070) (-) m/z 73.10 100.00%
1

73
5000
*16.2 9.00 9.20 9.40 9.60
0b— 4 m/z 88.05  93.59%
mlz--> 50 100 150 200 250 300 350
Abundance #20867: Hexanoic acid, 2-ethyl-
88.0
5000 AA\‘HH‘\M\HM\H\‘HH‘\
410 9.00 9.20 9.40 9.60
m/z 57.05 57.47%
O T \H\ ‘\““““\ ‘} \‘f [‘ \1\2\9.\0‘ L ‘ L ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #20866: Hexanoic acid, 2-ethyl-
73.0
9.00 9.20 9.40 9.60
5000{ 29.0 ITI/Z 41.10 50.34%
16.0
miz--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
43.0 88.0 9.00 9.20 9.40 9.60
m/z 43.20 33.89%
5000
0 M I “ I “ 135.0173.0 214.0  272.0 313.0 355. W
A e i e e S RRRRRA
m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.650 4.60 ng/ul 63146  Naphthalene-d8 10.888
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 59
Abundance Scan 1295 (10.647 min): BG049321.D\data.ms (-1290) (-  m/z 45.10 100.00%
45.1
5000
75.1 —— —
h M ‘ 101.1 135.1 10.50 11.00
by e D m/z 57015 77.52%
mlz--> 20 40 60 80 100 120 140 160
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
20.0 10.50 11.00
75.0 m/z 41.20 47.88%
‘ 1000 1350
0 \\\‘\M’ \H‘\ \“‘H\‘H = \‘1‘\“ \“i‘\ T }‘\ T \‘1.\‘””‘”\
miz--> 20 40 60 80 100 120 140 160
Abundance #32652: Ethanol, 2-(2-butoxyethoxy)-
45.0
/I\ T ‘ T T ‘ T
10.50 11.00
5000 m/z 43.05 25.05%
27/0
‘ 75.0
100.0
ok ALl al 5o o
miz--> 20 40 60 80 100 120 140 160
Abundance #32654: Ethanol, 2-(2-butoxyethoxy)-
45.0 10.50 11.00
m/z 75.10 19.10%
5000
27 r 75.0
100.0
Y — ‘H ‘ ““‘m aim ‘\1\““ My 1520 1630 .l A wAS
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.000 3.16 ng/ul 43312  Naphthalene-d8 10.888
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 68
2 Benzaldehyde, 4-methoxy- 136 C8H802 000123-11-5 68
3 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 64
4 4-Pyridinamine, N,N,2-trimethyl- 136 C8H12N2 037941-24-5 58
5 Benzaldehyde, 4-methoxy- 136 C8H802 000123-11-5 53
Abundance Scan 1525 (11.998 min): BG049321.D\data.ms (-1517) (- m/z 135.05 100.00%
135.1
5000 91.0
A ‘ M'MAW
51.1
| 341 12.00
o' S S At m/z 136.05 67.78%
miz--> 50 100 150 200 250 300
Abundance #16366: Benzo[b]thiophene, 2,3-dihydro-
135.0
Wl
5000 I T
91.0 12.00
39.0 m/z 91.05 38.88%
O"Y_Y_“TJMLJJM\““\“‘“‘”‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #16293: Benzaldehyde, 4-methoxy-
135.0
5000 m/z 69.10 16.60%
77.0
39.0
ST ¥ S G
miz--> 50 100 150 200 250 300
Abundance #16364: Benzo[b]thiophene, 2,3-dihydro-
135.0 12.00
m/z 51.10 13.22%
5000 91.0
39.0
T N
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Bicyclo[2.2.1]hept-2-ene, 5... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
12.270 2.54 ng/ul 34810 Naphthalene-d8 10.888
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]hept-2-ene, 5-meth... 106 C8H10 000694-91-7 53
2 Bicyclo[2.2.1]hept-2-ene, 5-meth... 106 C8H10 000694-91-7 53
3 4-Nonen-2-yne, (Z)- 122 C9H14 053497-78-2 42
4 4-Nonen-2-yne, (E)- 122 C9H14 053497-79-3 42
5 Pentanedinitrile, 2-methylene- 106 C6H6EN2 001572-52-7 38
Abundance Scan 1572 (12.275 min): BG049321.D\data.ms (-1565) (-  m/z 66.05 100.00%
66.0
5000 104.1
132.2
391 MA‘M L i ot
i b L,
0 HwmwHH‘W‘M”‘J“HH‘ Ll wz 7820 s5.22%
miz--> 20 80 100 120 140
Abundance #5111: B|cyclo[2.2.1]hept-2-ene, 5-methylene-
66.0 91.0
5000
39.0 12.00 12.50
m/z 79.05 52.02%
m/z--> 20 40 80 100 120 140
Abundance #5114: B|cyc|o[2.2.1]hept—2—ene, 5-methylene-
66.0
91.0
12 00 12 50
5000 m/z 77.15 51.63%
39.0
NIECL I N Z I
miz--> 20 40 60 80 100 120 140 WW\ MfWVV\ Mt\
Abundance #10012: 4-Nonen-2-yne, (Z)- AL
66.0 12.00 12.50
m/z 104.10 50.19%
5000
o 258 o T
m/z--> 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 3-Methylbenzothiophene Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
12.430  2.84 ng/ul 39008 Naphthalene-ds 10.888
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylbenzothiophene 148 conss 001455-18-1 87

2 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 86
3 Benzo[b]thiophene, 4-methyl- 148 CO9H8S 014315-11-8 86
4 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 86
5 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 83

Abundance Scan 1599 (12.433 min): BG049321.D\data.ms (-1595) (- m/z 147.05 100.00%

147.1
5000 j\
121.1 L R R R
39.1 632 103.0 12.50
(R “, L w‘mm:‘m ol gz 148,05 74.81%
m/z--> 20 40 60 80 100 120 140 160
Abundance #23290: 3-Methylbenzothiophene
147.0
5000 i ,‘VA \M T T T A/\J\\ T
12.50
450 m/z 121.10 20.65%
69.0
115.0
O\ T T ‘2\7\9\“’ \‘WH\ T “‘\ \‘\“““\89\\()\ “‘\ T \‘\ “\ T ‘ \ \ T ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #23296: Benzo[b]thiophene, 2-methyl-
147.0 M m mw
12.50
5000 ITI/Z 63.20 12.77%
45.0 74.0 115.0
b2l bt Ly B0 L
m/z--> 20 40 60 80 100 120 140 160
Abundance #23294: Benzo[b]thiophene, 4-methyl-
147.0 12.50
m/z 77.15 12.31%
5000
115.0
O 9300 L A Y
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 unknown-01 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.750 3.96 ng/ul 54317 Naphthalene-d8 10.888
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 46
2 Benzocycloheptatriene 142 C11H1e 000264-09-5 41
3 3-Buten-2-one, 4-phenyl-, (E)- 146 C1@H1e0 001896-62-4 38
4 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 30
5 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100 006072-57-7 30
Abundance Scan 1653 (12.751 min): BG049321.D\data.ms (-1646) (-  m/z 131.05 100.00%
131.1
51.1
5000
91.
346.. 12.50 13.00
0 el m/z 142.20  94.54%
miz-> 50 100 150 200 250 300
Abundance #19235: Naphthalene, 1-methyl-
142.0
5000 U —h—
12.50 13.00
m/z 115.20 78.44%
63.0
02\7‘\q\ ”‘ ‘\““‘}“‘”\%8‘.0\”‘\‘\ ‘ LA B
miz--> 50 100 150 200 250 300
Abundance #19231: Benzocycloheptatriene
141.0
12.50 13.00
5000 m/z 141.20 77 .46%
63.0
o"‘w““h”ﬂﬁo“zﬁm‘_H“HH_H‘_‘H
miz--> 50 100 150 200 250 300
Abundance #21563: 3-Buten-2-one, 4-phenyl-, (E)- bl —
131.0 12.50 13.00
770 m/z 146.20  71.56%
5000
39
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Phenol, 3,5-dichloro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.4106 12.96 ng/ul 275624  Acenaphthene-die 14.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3,5-dichloro- 162 C6H4C120 000591-35-5 97
2 Phenol, 3,5-dichloro- 162 C6H4AC120 000591-35-5 95
3 Phenol, 3,4-dichloro- 162 C6H4C120 000095-77-2 94
4 Phenol, 3,4-dichloro- 162 C6H4C120 000095-77-2 93
5 Phenol, 3,4-dichloro- 162 C6H4C120 000095-77-2 93

Abundance Scan 1766 (13.414 min): BG049321.D\data.ms (-1758) (- m/z 162.10 100.00%

162.1
99.1
5000 63.1 K
38.1 12 133.1 13 50
bl e B2l T Ul msz 164010 69.24%

m/z--> 20 40 60 80 100 120 140 160
Abundance #32498: Phenol, 3,5-dichloro-

162.0

>

5000 ol jk
99.0
63.0 m/z 99.10 51.80%
T \].\8‘0\ T \3\%"0\ \‘ TT ’ T \“ﬁ::‘_ \0\ T T T 17T ]‘.?‘T.\?\ ‘ T T T T ‘

0
m/z--> 20 40 100 120 140 160
Abundance #32514. Phenol, 3,5-dichloro-
162.0
13 50
99.0 m/z 63.10 48.72%
5000 63.0
) 133.0
oltao 20, L o Ml RS
m/z--> 20 40 60 80 100 120 140 160
Abundance #32511: Phenol, 3,4-dichloro- VATLNS
162.0 13 50
m/z 62.10 24.74%
5000
99.0
63.0
37.0 I ‘81 .0 126.0 ‘
0 H“HM”‘,H‘MM,‘ el HH““H”w‘uu‘““u A
m/z--> 20 40 80 100 120 140 160 13 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Benzoic acid, 3,5-dimethyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
13.460 2.13 ng/ul 45355  Acenaphthene-d10 14.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 76
2 Benzoic acid, 3,4-dimethyl- 150 C9H1002 000619-04-5 74
3 Benzamide, 2-(methylamino)- 150 C8H1ON20 007505-81-9 72
4 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 68
5 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 62

Abundance Scan 1773 (13.456 min): BG049321. D\data ms (-1771) (- m/z 105.10 100.00%

105.1 150.
77.1
5000
0.1 ! AN
' 207.2 13.50
0 e m/z 15020 98.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24456: Benzoic acid, 3,5-dimethyl-
105.0 150.0
5000
77.0 13.50
m/z 77.10  53.21%
O \\\‘2\\\0\“\‘\“\\‘\\\m\“\\‘}\‘H‘\\\‘\\l“\‘\“\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24452: Benzoic acid, 3,4-dimethyl-
105.0 MM\
150.0 T IR
13.50
5000 ITI/Z 133.05 44 .14%
77.0
51.0
2r0 )
0 ‘H‘w_uwmwm AN
m/z--> 20 40 60 80 100 120 140 160 180 200 m
Abundance #24312: Benzamide, 2-(methylamino)- Mﬂ‘ Al ‘AWAN M
150.0 13.50
0E0 m/z 91.10  42.32%
5000 77.0
51.0 ‘
2
ol b g g | N
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 7-Methylindan-1-one Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
13.670 2.44 ng/ul 51923  Acenaphthene-d10 14.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Methylindan-1-one 146 C10OH100 039627-61-7 81
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 70
3 (Z)-1-Phenylpropene 118 C9H10 000766-90-5 70
4 Benzene, 1l-ethenyl-4-methyl- 118 C9H1e0 000622-97-9 60
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 55

Abundance Scan 1810 (13.673 min): BG049321. D\data ms (-1804) (- m/z 117.10 100.00%

11y.
146.2
91.1
5000
63.1

39.1 ‘ ‘ 13.50 14.00
) b, ,‘Ww‘w‘w bl “‘1 Ml mz 146.20 76.92%

m/z--> 20 40 60 80 100 120 140 160
Abundance #21536: 7-Methylindan-1-one
117.0 146.0
5000

o

91.0 13.50 14.00
300 g0 “L Lm m/z 118.20  56.07%
O\\\‘\\\\‘i‘\\\\"m‘\”“\\ “\‘\H B mmet
m/z--> 20 40 60 80 100 120 140 160
Abundance #8971: Benzene, 1-ethenyl-2-methyl- J\ /j\
117.0 \
IV - bl AL ﬂW
13.50 14.00
5000 91.10 52.88%
91.0
39.0 63.0
0 ‘1‘5"(‘)‘\“"\‘i\‘“‘}“’\\MHH;‘\‘“m“\“” e
m/z--> 20 40 60 80 100 120 140 160
Abundance #8954: (Z)-1-Phenylpropene
117.0 13 50 14 00

m/z 115.15 33.83%

h T MM/\M
51.0
0 27.0 ‘ “\ HH7 ﬁ)“ | ‘ | kW\me”\A
0

m/z--> 20 40 6 80 100 120 140 160 13 50 14 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Phenol, 3,4-dichloro- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.730 10.99 ng/ul 233769  Acenaphthene-die 14.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3,4-dichloro- 162 C6H4C120 000095-77-2 98
2 Phenol, 3,4-dichloro- 162 C6H4C120 000095-77-2 97
3 Phenol, 3,4-dichloro- 162 C6H4C120 000095-77-2 97
4 Phenol, 3,5-dichloro- 162 C6H4C120 000591-35-5 95
5 Phenol, 2,5-dichloro- 162 C6H4C120 000583-78-8 93

Abundance Scan 1819 (13.726 min): BG049321.D\data.ms (-1814) (-  m/z 162.10 100.00%

162.1
5000 : ' K
13 50 14 00
(o} m/z 164.10 60.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32497: Phenol, 3,4-dichloro-
162.0 A
5000 99.0 et
63.0 13 50 14.00
m/z .10 55.20%
133.0
O:!-\4.\‘0\\:3\\’\\“\‘\“‘}\}‘H\“1\\\‘}‘\\\\‘\“\\‘”}‘\\\\‘ \\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32510: Phenol, 3,4-dichloro-
162.0
ey
13 50 14.00
5000 ITI z .10 45.,25%
99.0
63.0
37.0 ‘ 126.0
O b it i el b el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 M]L
Abundance #32511: Phenol, 3,4-dichloro- S B
162.0 13 50 14.00
m/z 18.27%
5000
99.0
63.0
37.0 “ | I 126.0 ‘
Ottt e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST11.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 17 2-Ethyl-2,3-dihydro-1H-indene Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
13.840 3.61 ng/ul 76797  Acenaphthene-d10 14.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-2,3-dihydro-1H-indene 146 C11H14 056147-63-8 58
2 Indane 118 C9H10 000496-11-7 55
3 Coumarin 146 C9H602 000091-64-5 49

4 1,3-Methanopentalene, 1,2,3,5-te... 118 C9H10
5 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C1@H100

128600-88-4 42
016017-24-6 38

Abundance Scan 1839 (13.843 min): BG049321.D\data.ms (-1832) (- m/z 117.10 100.00%

117.1
146.2
5000 91.2
39.0 63.1
‘ ‘ ‘ 13.50 14.00
0’ el m/z 146,20 81.28%
m/z--> 20 40 60 80 100 120 140 160
Abundance #21617: 2-Ethyl-2,3-dihydro-1H-indene
117.0
146.0
5000
13.50 14.00
91.0 m/z 118.10  46.43%
65.0
0 \\\‘\\\\‘\\‘\‘\“i‘\\‘\u‘\\w\“W\\ “\‘U‘l\‘\‘\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #8951: Indane
117.0
‘ \t\ T A A\ T ‘ T
13.50 14.00
5000 ITI/Z 91.15 38.84%
91.0
39.0 63.0
0 15-°L1L
m/z--> 20 40 60 80 100 120 140 160
Abundance #22249: Coumarin o —
146.0 13.50 14.00
m/z 115.15 35.12%
118.0
5000
63.0 90.0
39.0 ‘
0 AL T B
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Phenol, 2,3,4,6-tetrachloro- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

15.250 4.69 ng/ul 99838  Acenaphthene-d10 14.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 98
2 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 98
3 Phenol, 2,3,5,6-tetrachloro- 230 C6H2C140 000935-95-5 91
4 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 86
5 Phenol, 2,3,4,5-tetrachloro- 230 C6H2C140 004901-51-3 68

Abundance Scan 2079 (15.253 min): BG049321.D\data.ms (-2072) (-  m/z 232.00 100.00%

232.0
5000
131.0
61.1 96.1 168.0196.0 — I
15.00 15.50
0 m/z 230.00 76.88%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #86323: Phenol, 2,3,4,6-tetrachloro-
232.0
5000 —— :
15.00 15 50
m/z 234.10 37.45%
61.0 96.0 ‘ H 196 0
Q o \‘\h el \h\ Iy Il H\ . H‘
O\\H‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H \‘HH‘\\H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #86318: Phenol, 2,3,4,6-tetrachloro-
232.0
‘ ‘ 1
131.0 15.00 15.50
5000 ITI/Z 131.00 34.54%
166.0
96.0
61.0 ‘ 194.0
A ‘WU“H_HHWWw!_wm
m/z--> 20 40 60 80 100120 140 160180200220240260
Abundance #86319: Phenol, 2,3,5,6-tetrachloro- e s
232.0 15.00 15.50
m/z 133.05 27.11%
5000
131.0 166. 0194 0
65.0 96.0 ‘ ‘
0 36. 0\ \‘\ h n HH H\ . 1 ‘ ‘H \ H‘

m/z--> 20 40 60 80 100120140160180200220240260 15 00 15 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Hydroquinone, tetrachloro- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.230 5.55 ng/ul 124610 Phenanthrene-die 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydroquinone, tetrachloro- 246 C6H2C1402 000087-87-6 94
2 Hydroquinone, tetrachloro- 246 C6H2C1402 000087-87-6 93
3 Hydroquinone, tetrachloro- 246 C6H2C1402 000087-87-6 90
4 1,2-Benzenediol, 3,4,5,6-tetrach... 246 C6H2C1402 001198-55-6 49
5 5-Amino-4,6,8-trichloroquinoline 246 C9H5C13N2 1000252-19-9 41

Abundance Scan 2416 (17.233 min): BG049321.D\data.ms (-2412) (-  m/z 248.00 100.00%
248.0

5000
—— P
17.00 17.50
0" m/z 246.00  71.56%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #99326: Hydroquinone, tetrachloro-
248.0
87.0

5000 e —

17.00 17.50
m/z 87.00 50.45%

0!
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #99327: Hydroquinone, tetrachloro-
248.0
17!00 17!50
5000 87.0 m/z 250.00 47.82%
147.0
19 0 ‘
ol “2‘?]9!\ A }“wu‘ y ‘\““h‘\ l proh H‘Hh . \HH\\ " ‘M‘H\\‘ e ‘H\‘ e H\! AL
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #99328: Hydroquinone, tetrachloro- v —
248.0 17.00 17.50
m/z 147.00  33.74%
5000 87.0
147.0
53.0 119.0 ‘ 182.0212.0
0‘1“‘1“0‘;H‘;"HH\‘\}"M‘\Mw“‘u“‘\‘\mHWWHH‘m“\‘HwHwH”\“HH“H!“HH SAa -
m/z--> 20 40 60 80 100120140160180200220240260 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Ethanol, 2-[4-(1,1-dimethyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.820 54.83 ng/ul 1230490  Phenanthrene-d10 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[4-(1,1-dimethylethyl... 194 C12H1802 000713-46-2 72
2 Ethanol, 2-[4-(1,1-dimethylpropy... 208 C13H2002 006382-87-6 56
3 1,3-Dioxolane, 2-(4-methoxypheny... 194 C11H1403 036881-00-2 56
4 Acetic acid, [2-[(2-propenylamin... 235 C12H13NO4 000119-45-9 43
5 2-(4-Formyl-phenoxy)-acetamide 179 C9H9NO3 135857-20-4 38

Abundance Scan 2515 (17.815 min): BG049321.D\data.ms (-2509) (- m/z 179.15 100.00%

179.2
5000 135.2
107.2
57.1 ‘ 250.4 17. 50 18 00
Obrerrreelientied bbbk 23932904 sz 135,15 43.98%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #56222: Ethanol, 2-[4-(1,1- dlmethylethyl)phenoxy]
179.
135.0
5000
17. 50 18 00
107.0 m/z 107.20 17.80%
41.0 770 ‘
O \H‘H‘H“‘\‘\H‘HH‘H‘\‘\‘HH‘\HMHH‘HHlH\‘\‘HH‘\H\‘HH‘\H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #67713: Ethanol, 2-[4-(1,1-dimethylpropyl)phenoxy]-
179.0
135.0
17. 50 18 00
5000 107.0 ITI/Z 180.15 13.34%
41.0 770 208.0
VSRR VI 0 T P P IR
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #56021: 1,3-Dioxolane, 2-(4-methoxyphenyl)-2-methyl-
179.0 17. 50 18 00
m/z 57.15 10.38%
135.0
5000
43.0
87.0
0 1s. O\ ‘ m ‘ ‘ I | ‘ ‘ A/\A,ﬁ

m/z--> 20 40 60 80 100120140160180200220240260 17. 50 18 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 21 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.120 4.79 ng/ul 107383  Phenanthrene-die 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 83
2 3-Acetylphenanthrene 220 C16H120 002039-76-1 45
3 9-Acetylphenanthrene 220 C16H120 002039-77-2 45
4 Ethanone, 1-(9-anthracenyl)- 220 C16H120 000784-04-3 41
5 1-Ethyl-2-methylphenanthrene 220 C17H16 061983-53-7 35

Abundance Scan 2567 (18.121 min): BG049321.D\data.ms (-2563) (- m/z 57.15 100.00%
1

57
205.3
5000
== M‘ ‘
18.00 18.50
0 m/z 205.25 69.30%
m/z--> 50 100 150 200 250
Abundance #124431: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0

-

5000
205.0 18.00 18.50
91.0 175.0 m/z 217.25 61.88%
135.0 261.0
O,
miz--> 50 100 150 200 250
Abundance #77652: 3-Acetylphenanthrene
205.0
18.00 18.50
5000 m/z 41.15 57.46%
88.0
430 ‘ 151.0
8 £ TIPS VR TN N
miz--> 50 100 150 200 250
Abundance #77656: 9-Acetylphenanthrene P =
205.0 18.00 18.50
m/z 55.10 54.64%
5000
88.0
43.0 ‘ 151.0
RN RO Y- O O B ) Pl e
miz--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 22 unknown-02 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.550 59.35 ng/ul 13319060 Phenanthrene-d10 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-tert-Butoxy-2-ethoxyethane 146 C8H1802 051422-54-9 46
2 1-tert-Butoxy-2-ethoxyethane 146 C8H1802 051422-54-9 43
3 2-Propanol, 1-(2-methylpropoxy)- 132 C7H1602 023436-19-3 43
4 1H-Pyrimidine-2,4-dione, 1-(2-et... 232 C9H13FN204 1000310-13-7 43
5 Di-sec-butyl ether 130 C8H180 006863-58-7 38

Abundance Scan 2810 (19.548 min): BG049321.D\data.ms (-2805) (- m/z 57.15 100.00%
57.1

—

5000 103.2
ws
161.3191.3 ) :
0b— w‘MM J“HH ol peTe® 2801 283« sy 45,10 62.62%
m/z--> 50 100 150 200 250
Abundance #22115: 1-tert-Butoxy-2-ethoxyethane
57.0
5000 1 T
89.0 19.50
m/z 103.15 50.12%
131.0
m/z--> 50 100 150 200 250
Abundance #22114: 1-tert-Butoxy-2-ethoxyethane
57.0
LW
19.50
5000 m/z 41.15 34.05%

0 ||| o
- \\j‘ M‘ ‘ | |

miz-> 50 100 150 200 250
Abundance #14458: 2-Propanol, 1-(2-methylpropoxy)- —
57.0 19.50
m/z 59.15 30.84%

o
[o]
L]
o

5000
87.0

>

i1
Ay ), 3810

T
m/z--> 50 100 150 200 250 19.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 23 Ethanol, 2-[2-[4-(1,1,3,3-t... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.710 69.25 ng/ul 1854110 Chrysene-d12 21.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-[4-(1,1,3,3-tetram... 294 C18H3003 002315-61-9 96
2 Tricyclo[3.3.3.0(1,5)]undec-6-en... 223 C14H13N3 118894-71-6 90
3 Malonodinitrile, 2-(3-dimethylam... 223 C14H13N3 065996-13-6 50
4 2-Propen-1-one, 1-(4-aminophenyl... 223 C15H13NO 002403-30-7 43
5 Tetrazole, 1-(4-ethylphenyl)-5-(... 410 C25H26N6 125038-06-4 43

Abundance Scan 2838 (19.713 min): BG049321.D\data.ms (-2832) (-  m/z 223.30 100.00%

2238.3
135.2
5000
45.1 T ‘ T T ‘ T
‘ 91.2 294.4 19.50 20.00
ol bl b F772 ([ 29243411 415 47 135,00 52.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #139591: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenc
223.0
135.0
5000 — ——
19.50 20.00
m/z 45.10 25.57%
45.0 /
O T \h““\u\h ““‘\H\ \H\ ’}?7\\0‘ LR ‘ T \2\9\‘4"0\\ T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #80189: Tricyclo[3.3.3.0(1,5)Jundec-6-ene-2,3,6-tricarbon
1438.0 2238.0
— ——
19.50 20.00
50004 m/z 224.30  15.68%
0 H H\H\\ ‘ R ——
miz--> 50 150 200 250 300 350 400
Abundance #80190: Malonodlnltrlle, 2-(3-dimethylamino-1-phenyl-2-p - —
2238.0 19.50 20.00
m/z 57.15 13.71%
42.0
5000
115.0158.0
O‘ H‘h\w\“h“‘\‘H\“““H‘ \‘M ‘M\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\ — ——
mlz--> 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 24 Hexadecanoic acid, butyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
19.750 8.80 ng/ul 235706  Chrysene-d12 21.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 98
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 ©31158-91-5 93
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 91
4 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 87
5 Butyl 4,8,12-trimethyl-tridecanoate 312 C20H4002 1000336-63-2 45

Abundance Scan 2845 (19.754 min): BG049321.D\data.ms (-2843) (- m/z 56.20 100.00%

56.2
5000
257.4

Hﬂﬁ 1292 165.3 ‘ ala 19,50 20.00
HHW“HU“M sibeber L BBE2L DRSS msz 57,20 64.42%

miz--> 50 100 150 200 250 300
Abundance #154932: Hexadecanoic acid, butyl ester
56.0

5000 1 7
19 50 20.00
m/z 41.15 50.85%
\‘ Il

257.0
O L ‘ h H“ ‘? ‘h \‘ ‘h\ ‘\ T ‘ \ \]-8\5\ 02\19 (\) ‘\ “\ T T 3‘1\‘2.\(
miz--> 50 100 150 200 250 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0

I [N
1950 2000

5000 m/z 43.10 50.10%

129 0 257.0

— \ h uﬁ H\\ \u\h \‘ gy ‘18‘5‘0‘ — \‘ ‘ “ —— 3‘1‘2 ‘(
miz-> 50 100 150 200 250 300
Abundance ic aci

#154965: Hexadecanoic acid, 2-methylpropyl ester
57.0 1950 2000

m/z 55.20 40.07%

5000
239.0
d ‘ 129.0 L
18. ! MH F \\TH sl ‘ 17?'0\ L | 72.0 312(

oS e e
miz--> 50 100 150 200 250 300 1950 20.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 25 unknown-@3 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
20.400 2.15 ng/ul 57608 Chrysene-di12 21.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, cyclohexyl isobutyl... 284 C16H2804 1000324-25-8 43
2 Cyclohexanecarboxylic acid, prop... 170 C10H1802 006739-34-0 43
3 Cyclohexanecarboxylic acid, 8-ch... 274 C15H27C102 1000354-65-2 38
4 Adipic acid, isohexyl 3-pentyl e... 300 C17H3204 1000324-60-7 38
5 Adipic acid, di(but-2-en-1-yl) e... 254 C14H2204 1000324-71-1 37

Abundance Scan 2955 (20.400 min): BG049321.D\data.ms (-2951) (-  m/z 129.20 100.00%

129.2
55.1
5000 201.2
— —
20.00 20.50
0! m/z 55.10 78.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #130949: Adipic acid, cyclohexyl isobutyl ester
129.0
5000 T —
185.0 20.00 20.50
' m/z 201.15 49.33%
Ong‘M\‘\ \“\}h\‘\ \““\\\‘\ ‘“\‘\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #38079: Cyclohexanecarboxylic acid, propyl ester
129.0
83.0
20.00 2050
5000 ITI z 57.10 . %
R7.
0 M L“M‘WH“““M - ‘17‘1:0‘ AR
m/z--> 50 100 150 200 250 300 350 400
Abundance #122626: Cyclohexanecarboxylic acid, 8-chlorooctyl este|
129.0 2000 2050
m/z 111.15 6.70%
5000
83.0
o‘uq““““ﬂm““ TRN:S. L E— WWWM
m/z--> 50 100 150 200 250 300 350 400 2000 2050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST11.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 27 Octadecanoic acid, butyl ester Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.790 7.36 ng/ul 196997  Chrysene-d12 21.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 90
2 Butyl myristate 284 (C18H3602 000110-36-1 72
3 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 46
4 Docosanoic acid 340 C22H4402 000112-85-6 35

5 Cyclohexane, (1,1-dimethylethyl)- 140 C10H20 003178-22-1 30

Abundance Scan 3022 (20.794 min): BG049321.D\data.ms (-3018) (-  m/z 56.05 100.00%

56.0
5000
1292 2855 - i
1853 241.3 ‘ ‘ 20.50 21.00
ol ’ J}‘HW ol o 3895 41500 57 15 76.57%
mlz--> 50 100 150 200 250 300 350 400
Abundance #177147: Octadecanoic acid, butyl ester
56.0
5000 285.0 M T
20.50 21.00
1290 340.0 m/z 43.15  55.97%
‘ H‘ ‘ 185.0 2410\ ‘
O\\‘\‘\H‘ \‘\‘M‘\J“‘\h‘\‘\\“\\\\‘\\\\“\\\h\‘\\\“\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #131257: Butyl myristate
56.0
—— —
20.50 21.00
m/z 41.15 49.02%
5000 2290
‘ ‘ 1290 185.0 284.0
miz--> 50 100 150 200 250 300 350 400
Abundance #177166: Octadecanoic acid, 2-methylpropyl ester T T
57.0 20.50 21.00
m/z 55.15 42.30%
5000
285.0
14,128 1850 20| | st
ol bbby, P07 240l ) RS A i
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 28 unknown-04 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.220 39.74 ng/ul 1064030 Chrysene-d12 21.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13H-Dibenzo[a,i]carbazole 267 C20H13N 000239-64-5 43
2 13H-Dibenzo[a,i]carbazole 267 C20H13N 000239-64-5 38
3 Ethanol, 2-[2-[2-[4-(1,1,3,3-tet... 338 C20H3404 002315-62-0 38
4 7H-Dibenzo(a,g)carbazole 267 C20H13N 000207-84-1 35
5 Phthalic acid, di(2-propylphenyl... 402 C26H2604 1000357-03-1 35
Abundance Scan 3094 (21.217 min): BG049321.D\data.ms (-3088) (-  m/z 267.25 100.00%
267.3
451
5000 135.2
89.1 S —
‘ H 77.2 223.3 338.4 2199 2150
ob Al s H“w‘\ A pri2 2238 | 3384 m/z 45.15  63.85%
m/z--> 50 100 150 200 250 300 350
Abundance #116630: 13H-Dibenzo[a,i]carbazole
267.0
5000 —— ——
21.00 21.50
m/z 135.15 38.98%
133.0
0 730 | 17402110 , |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #116631: 13H-Dibenzo[a,i]carbazole
267.0
e e
21.00 21.50
5000 m/z 57.20 20.98%
133.0
0, 830 980, “ 174.0211.0 |
I B B e e e S
miz--> 50 100 150 200 250 300 350
Abundance #175380: Ethanol, 2-[2-[2-[4-(1,1,3,3-tetramethylbutyl)phe P P
267.0 21.00 21.50
m/z 89.10 17.27%
5000
89.0
48.0 133.0
‘ | \‘\‘ ‘ 205.0 338.0
ot peddgpoal o Jo o B2 S e 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\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 30 unknown-05 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.920 23.05 ng/ul 617237 Chrysene-d12 21.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-[2-[2-[p-(1,1,3,3-... 382 C22H3805 002315-63-1 38
2 Hexaethylene glycol 282 C12H2607 002615-15-8 27
3 Hexaethylene glycol 282 C12H2607 002615-15-8 27
4 DL-Glyceraldehyde, dimethyl ether 118 C5H1003 1000332-93-3 27
5 Cyclohexene, 4-isopropenyl-1-met... 196 C12H2002 1000195-93-2 25

Abundance Scan 3384 (22.921 min): BG049321.D\data.ms (-3377) (- m/z 45.10 100.00%

45.1 311.4
5000
go.1 135.2
23 00
205.2
oL hbucs | Al L L 28 L 382 ) 311,40 96.28%
mlz--> 50 100 150 200 250 300 350
Abundance #203410: Ethanol, 2-[2-[2-[2-[p-(1,1,3,3-tetramethylbutyl);
311.0
5000 890
45.0 135.0 23 00
m/z 135. 34.88%
ol MWM 1y JF?? 022302070 | | 382
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #128698: Hexaethylene glycol
45.0
23 00
5000 89.0 33.83%
33.0
ol dy [ 1980200
miz--> 50 100 150 200 250 300 350
Abundance #128695: Hexaethylene glycol
45.0 23 00
m/z 89. 31.53%
5000 89.0
33.0
ol dpud T 19802300
m/z--> 50 100 150 200 250 300 350 23 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 31 unknown-06 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.380 12.33 ng/ul 342666 Perylene-di2 25.036
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptaethylene glycol 326 C14H3008 005617-32-3 32
2 3,6,9,12,15,18,21-Heptaoxabicycl... 462 C20H31Bro7 111982-23-1 32
3 Hexaethylene glycol 282 C12H2607 002615-15-8 32
4 2,5,8,11,14,17-Hexaoxanonadecan-... 296 C13H2807 023601-40-3 32
51,4,7,10,13,16-Hexaoxanonadecane... 318 C16H3006 1000163-64-0 23

Abundance Scan 3803 (25.383 min): BG049321.D\data.ms (-3794) (- m/z 45.10 100.00%

45.1
355.4
5000
161.2
- —
J ” 233 3 - 25.00 25.50
ob ksl ‘”‘w“m 2832031 | 4276 L) 355.40  52.56%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #165400: Heptaethylene glycol
43.0
5000 R e
25.00 25.50
m/z 89.10 35.83%
133.0
obadigh, | 2070 2830
\\\\‘!\\1‘\\\\[!\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #229563: 3,6,9,12,15,18,21-Heptaoxabicyclo[21.3.1]hept:

%

45.0
25.00 25.50
5000 m/z 161.20 33.33%
133.0
182.0
of il L c“ b 33003830 464
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #128695: Hexaethylene glycol
45.0 25.00 25.50
m/z 57.20 30.74%
5000

33.0
ol il 195.0 252.0
by J 19802520 ) Nyl

m/z--> 0 50 100 150 200 250 300 350 400 450 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acq On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 32 unknown-07 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
29.300 6.96 ng/ul 193498  Perylene-d12 25.036
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H2607 002615-15-8 35
2 1,4,7,10,13,16-Hexaoxanonadecane... 318 C16H3006 1000163-64-0 35
3 Pentaethylene glycol 238 C10H2206 004792-15-8 35
4 Pentaethylene glycol 238 C10H2206 004792-15-8 35
5 Cyclohexene, 4-isopropenyl-1-met... 196 C12H2002 1000195-93-2 35

Abundance Scan 4470 (29.302 min): BG049321.D\data.ms (-4458) (- m/z 45.10 100.00%

45.1
5000 9.1  161.2 399..
205 2
‘ 25119971 357.2 ‘ 29.00 29.50
ol HM WMW bbb m/z 57.20 66.96%
m/z--> 5 100 150 200 250 300 350 400
Abundance #128697: Hexaethylene glycol
45.0
89.0
5000 st I A
29.00 29.50
133.0 m/Z 89.10 45 .54%
O T ‘\h‘\ \““\ \“H\h‘ ‘“‘\ \‘ \‘ T ‘]\-7\5\(\)‘ T \2\5‘2\0\\ T ‘ L ‘ T T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #159468: 1,4,7,10,13,16-Hexaoxanonadecane, 18-(2-pro
45.0
29.00 29.50
5000 89.0 m/z 161.15 43.60%
133.0
277.0
o Ll | oo Mo
m/z--> 50 100 150 200 250 300 350 400
Abundance #91750: Pentaethylene glycol
45.0 29.00 29.50
m/z 43.20 40.81%
89.0
5000
133.0
0 bl A0 2390 e —
m/z--> 50 100 150 200 250 300 350 400 29.00 29.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071221\
Data File : BGO49321.D

Acqg On : 13 Jul 2021 19:45
Operator : CG/JU

Sample : M2996-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: C... 3.110 25.9 ng/ul 253304 1 8.068 195217 20.0
Butane, 2-metho... 3.190 17.1 ng/ul 166739 1 8.068 195217 20.0
Toluene 4.220 14.4 ng/ul 140673 1 8.068 195217 20.0
1-Octyn-3-0l, 4... 8.120 4.7 ng/ul 46056 1 8.068 195217 20.0
Benzene, (1-met... 8.180 3.0 ng/ul 29053 1 8.068 195217 20.0
Benzene, 2-prop... 8.440 4.2 ng/ul 41352 1 8.068 195217 20.0
Hexanoic acid, ... 9.360 4.3 ng/ul 41899 1 8.068 195217 20.0
Ethanol, 2-(2-b... 10.650 4.6 ng/ul 63146 2 10.888 274546 20.0
Benzo[b]thiophe... 12.000 3.2 ng/ul 43312 2 10.888 274546 20.0
Bicyclo[2.2.1]h... 12.270 2.5 ng/ul 34810 2 10.888 274546 20.0
3-Methylbenzoth... 12.430 2.8 ng/ul 39008 2 10.888 274546 20.0
unknown-01 12.750 4.0 ng/ul 54317 2 10.888 274546 20.0
Phenol, 3,5-dic... 13.410 13.0 ng/ul 275624 3 14.707 425419 20.0
Benzoic acid, 3... 13.460 2.1 ng/ul 45355 3 14.707 425419 20.0
7-Methylindan-1... 13.670 2.4 ng/ul 51923 3 14.707 425419 20.0
Phenol, 3,4-dic... 13.730 11.0 ng/ul 233769 3 14.707 425419 20.0
2-Ethyl-2,3-dih... 13.840 3.6 ng/ul 76797 3 14.707 425419 20.0
Phenol, 2,3,4,6... 15.250 4.7 ng/ul 99838 3 14.707 425419 20.0
Hydroquinone, t... 17.230 5.5 ng/ul 124610 4 17.463 448832 20.0
Ethanol, 2-[4-(... 17.820 54.8 ng/ul 1230490 4 17.463 448832 20.0
7,9-Di-tert-but... 18.120 4.8 ng/ul 107383 4 17.463 448832 20.0
unknown-02 19.550 59.4 ng/ul 1331900 4 17.463 448832 20.0
Ethanol, 2-[2-[... 19.710 69.3 ng/ul 1854110 5 21.746 535520 20.0
Hexadecanoic ac... 19.750 8.8 ng/ul 235706 5 21.746 535520 20.0
unknown-03 20.400 2.1 ng/ul 57608 5 21.746 535520 20.0
Octadecanoic ac... 20.790 7.4 ng/ul 196997 5 21.746 535520 20.0
unknown-04 21.220 39.7 ng/ul 1064030 5 21.746 535520 20.0
unknown-05 22.920 23.1 ng/ul 617237 5 21.746 535520 20.0
unknown-06 25.380 12.3 ng/ul 342666 6 25.036 555970 20.0
unknown-07 29.300 7.0 ng/ul 193498 6 25.036 555970 20.0
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