LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62621\
Data File : BN©15100.D

Acqg On : 26 Jun 2021 05:04
Operator : CG/JU

Sample 1 M2704-12

Misc :

ALS Vvial : 29 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_N\METHODS\SFAM-EPA-BNO61821MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@15100.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.287 30 34 44 rVB 27790 39215 0.37% 0.086%
2 3.681 98 101 111 rBV 130654 200636 1.87% 0.442%
3  3.999 150 155 160 rVB 52798 73397 0.68% 0.162%
4 4,358 211 216 221 rBV3 19116 28362 0.26% 0.063%
5 4.487 234 238 242 rBV 15142 20524 0.19% 0.045%
6 4.534 242 246 252 rVB 50942 70086 ©0.65% ©.155%
7 5.281 368 373 378 rBV 39548 54093 0.50% 0.119%
8 5.410 389 395 404 rBV 123062 241620  2.25% 0.533%
9 5.769 452 456 463 rBV 57921 88577 0.83% 0.195%
10 6.893 640 647 656 rBV 452868 698774  6.52%  1.541%
11 7.063 667 676 687 rBV 356658 553264 5.16% 1.220%
12 7.257 703 709 717 rBV 445526 714324 6.67% 1.575%
13 7.363 722 727 734 rVB5 7132 10803 0.10% 0.024%
14 7.728 781 789 796 rBV 604004 943688 8.81% 2.081%
15 7.963 823 829 838 rBV3 9236 18929 0.18% 0.042%
16 8.269 875 881 886 rBvV3 7019 11231 0.10% 0.025%
17 8.416 895 906 918 rBV 525093 823485 7.68% 1.816%
18 8.534 921 926 932 rVB 17293 29433 0.27% 0.065%
19 8.816 967 974 977 rBV 14705 22756 0.21% 0.050%
20 8.869 977 983 991 rVB 397414 639165 5.96% 1.409%

21  9.587 1098 1105 1115 rBV 277757 453341 4
22 10.116 1188 1195 1207 rBV 505385 819504 7
23 10.275 1217 1222 1230 rBV 92502 154026 1.44%
24 10.498 1252 1260 1267 rBV 812523 1349535 12.
7

PNOR R
w
IS
S
R

25 10.628 1274 1282 1291 rBV 512123 827891 .72% 825%
26 12.087 1525 1530 1534 rVB 7911 12124 0.11% 027%
27 13.187 1712 1717 1722 rBV 17341 22206  0.21% 049%

28 13.757 1808 1814 1823 rBV 848772 1193500 11.14%
29 14.039 1853 1862 1870 rBV 1013406 1513620 14.12%
30 14.269 1896 1901 1908 rBV 22110 30913 0.29%

OwWnNOO
<)}
w
e
R

31 14.351 1908 1915 1928 rVB 1192092 1761643 16.44%

32 14.539 1938 1947 1957 rBV 279367 416233 3.88% 918%
33 14.769 1981 1986 1991 rVB3 40109 55049 0.51%
34 15.222 2059 2063 2067 rVB2 15948 19884 0.19% 044%

APOOOW
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N
=
B

35 15.345 2076 2084 2092 rVB 1295934 1863618 17.39%

36 15.457 2097 2103 2109 rBV 185890 268332  2.50% ©.592%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62621\
Data File : BN©15100.D

Acqg On : 26 Jun 2021 05:04
Operator : CG/JU

Sample 1 M2704-12

Misc :

ALS Vvial : 29 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_N\METHODS\SFAM-EPA-BNO61821MA.M
Title : SVOA CALIBRATION
37 15.510 2109 2112 2118 rVB 35084 44021 0.41% 0.097%
38 15.586 2119 2125 2130 rBV 11536 18454 0.17% 0.041%
39 15.775 2151 2157 2165 rVB 210555 271265 2.53% 0.598%
40 16.081 2205 2209 2214 rBV3 10186 15593 ©0.15% 0.034%
41 16.880 2341 2345 2348 rVV3 25081 32251 ©.30% 0.071%
42 17.098 2375 2382 2388 rBV 1451875 2048333 19.11% 4.516%
43 17.198 2392 2399 2407 rVV 1402365 2068777 19.30% 4.561%
44 17.292 2411 2415 2421 rVB5 24544 35739 ©0.33% 0.079%
45 17.416 2433 2436 2440 rBV5 8293 13802 ©.13% ©0.030%
46 17.616 2466 2470 2474 rBV 34628 40997 0.38% 0.090%
47 17.786 2495 2499 2504 rVB2 46392 61355 ©.57% 0.135%
48 18.004 2533 2536 2543 rBV5 24146 37091 ©.35% 0.082%
49 18.251 2574 2578 2584 rVB2 20233 27602 0.26% 0.061%
50 18.310 2584 2588 2592 rBV 43922 64765 0.60% 0.143%
51 18.427 2603 2608 2614 rBV 430806 570622  5.32% 1.258%
52 18.775 2664 2667 2670 rBV3 15060 18984 0.18% 0.042%
53 18.945 2692 2696 2702 rBV3 63080 111745 1.04% 0.246%
54 19.163 2730 2733 2739 rVB 50237 70244 0.66%  0.155%
55 19.498 2783 2790 2799 rBV 1772180 2693027 25.13% 5.938%
56 20.063 2882 2886 2889 rBV 46355 50774 0.47% 0.112%
57 20.239 2914 2916 2922 rW5 19000 31527 ©.29% ©0.070%
58 20.292 2922 2925 2933 rVB5 31393 50327 0.47% 0.111%
59 20.516 2958 2963 2968 rBV 8968350 10717393 100.00% 23.630%
60 20.721 2996 2998 3005 rBV7 25115 41503 ©0.39% 0.092%
61 21.021 3046 3049 3052 rBV 102492 116019 1.08% 0.256%
62 21.174 3072 3075 3078 rBvV2 32918 42530 0.40% 0.094%
63 21.221 3079 3083 3089 rVB 302101 366524  3.42% ©.808%
64 21.292 3089 3095 3100 rBV 1815807 2345162 21.88% 5.171%
65 21.463 3121 3124 3136 rVB2 85608 148744  1.39% ©.328%
66 21.898 3195 3198 3206 rVB2 102303 147872 1.38%  0.326%
67 22.157 3238 3242 3249 rVB 215423 277177  2.59% 0.611%
68 22.363 3274 3277 3285 rVB 116985 169541 1.58% ©.374%
69 22.792 3345 3350 3357 rVV2 221627 336821 3.14% 0.743%
70 22.874 3360 3364 3372 rVB3 142319 235716  2.20% ©0.520%
71 23.392 3445 3452 3458 rBV 1376995 2550453 23.80% 5.623%
72 23.445 3458 3461 3469 rVV2 175643 297145 2.77% 0.655%
73 23.533 3470 3476 3487 rVB2 1235060 2340233 21.84% 5.160%
74 24.098 3567 3572 3580 rVB2 155780 315872  2.95% ©.696%
75 24.845 3695 3699 3709 rVB2 140083 310477  2.90%  ©.685%

76 25.727 3845 3849 3858 rVB3 79744 175696 1.64% 0.387%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62621\
Data File : BN©15100.D

Acqg On : 26 Jun 2021 05:04
Operator : CG/JU

Sample 1 M2704-12

Misc

ALS Vvial : 29 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering:
Sampling : 1 Min Area:
Start Thrs: 0.2 Max Peaks:
Stop Thrs : © Peak Location:

5

0.1 % of largest Peak
100

TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BNO61821MA.M
Title : SVOA CALIBRATION
Sum of corrected areas: 45355954
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15100.D

Acqg On : 26 Jun 2021 05:04
Operator : CG/JU

Sample : M2704-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.M
Quant Title : SVOA CALIBRATION

TIC Library  : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BN015100.D\data.ms
8000000
6000000
4000000
2000000
0,498
6.899gp57 128 8.416 gggg 10116 1H 808
513287 368130004 268 5.504105.769 171,363 || 7.96.260.536.816 9-587 7710275
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\ \\‘\\ T \\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 7.00 750 800 850 900 950 1000 1050 11.00 11.50
Abundance TIC: BN015100.D\data.ms
20.51
8000000
6000000
4000000
2000000 19.498
119988
351 15.345
13.74#.03¢
0l12.087 13.187 ﬂ 14, 2&6 769 15. d 71'% 081 16.88 9@6571@%01&31&0 15 79945163 20.
T o e S e e A T T e e e T T e
Time--> 12.00 12,50 13.00 13.50 1400 1450 1500 1550 1600 1650 17.00 17.50 1800 1850 19.00 19.50 20.00
Abundance TIC: BN015100.D\data.ms
8000000
6000000
4000000
21.292
2000000
23530833
1291 463 21.688 $97363220824 231445  24.008 24.845 25.727
O\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15100.D

Acqg On : 26 Jun 2021 05:04
Operator : CG/JU

Sample : M2704-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.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 Benzene, 1,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.410 5.12 ng/ul 241620 1,4-Dichlorobenzene-d4 7.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 o-Xylene 106 C8H10 000095-47-6 97
3 p-Xylene 106 C8H10 000106-42-3 97
4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
5 p-Xylene 106 C8H10 000106-42-3 95
Abundance Scan 395 (5.410 min): BN015100.D\data.ms (-389) (-) m/z 91.00 100.00%
91.0
5000 106.0

0 e e RamaaRRT S

39.0 51.0 g50 - 5.00 5.20 5.40 5.60 5.80
o‘wH_H‘,""Mu‘HH:mwMH‘H“1‘_Hu‘!m_‘mm m/z 106.00  48.73%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #5102: Benzene, 1,3-dimethyl-

91.0
5000 106.0 TR T

5.00 5.20 5.40 5.60 5.80
m/z 105.10 23.07%

39.0 77.0
27.0 51"0 65.0 | ‘
O\\‘\\\\‘\\\‘\’\\\‘\‘\\\\}!“\\\[H\‘\\‘\!\H‘\\\!“l\\\‘\‘!‘\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5076: o-Xylene
91.0
REEEEEY (V1 F . L
5.00 5.20 5.40 5.60 5.80
5000 106.0 m/z 77.00 12.81%
77.0
39.0 510 4650
e R e T OO SO
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5078: p-Xylene B e
91.0 5.00 5.20 5.40 5.60 5.80
m/z 50.95 9.39%
106.0
5000
27.0 39.0 510 g9 77"0
oS S WS SO | B/ B P N, N ——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15100.D

Acqg On : 26 Jun 2021 05:04
Operator : CG/JU

Sample : M2704-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.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 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.275 2.28 ng/ul 154026 Naphthalene-d8 10.499
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64

Abundance Scan 1222 (10.275 min): BN015100.D\data.ms (-1217) (- m/z 57.10 100.00%

57.1
5000
75.0
39 ‘ ‘ 10 1a0p 10.00 1050
) S ‘m_m,””_m,m m/z 45.00  93.86%
m/z--> 20 40 60 80 100 120 140 160
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000
10 OO 10 50
29.0 75.0 m/z 41.10 35.90%
100.0
miz--> 20 40 60 80 100 120 140 160
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
10.00 10.50
5000 ITI/Z 75.00 21.11%
29.0
75.0
b i 300 a0
miz--> 20 40 60 80 100 120 140 160
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)- —
57.0 10.00 10.50
m/z 56.00 18.63%
5000
29.0
75.0
‘ 100.0 1350 /\
0 m_“w‘ T A S i L
mlz--> 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15100.D

Acqg On : 26 Jun 2021 05:04
Operator : CG/JU

Sample : M2704-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.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 1,3,5-Triazine-2,4,6(1H,3H,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.775 2.65 ng/ul 271265  Phenanthrene-die 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 98
2 1,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 97
31,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 93
4 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 16
5 1H-Pyrazole, 4,5-dihydro-1,5-dim... 98 C5H10N2 005775-96-2 16

Abundance Scan 2157 (15.775 min): BN015100.D\data.ms (-2151) (- m/z 83.00 100.00%

83.0
249.1
5000 41.0
125.0 208.0 T e
‘ h 1701 15.50 16.00
Ol b 22 L L m/z 82,00 67.75%
m/z--> 20 40 60 80 100120140 160 180 200220240
Abundance #101218: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri-
e
83.0 249.0
5000 6.0 e —
. 208.0 15.50 16.00
125.0 m/z 249.10 66.89%
Ol 28.0 T \H\“ i [RARRARREREI 1‘\ T \“%5\\2‘\‘0\\1\7\?\(\)\ T T TTT \‘\ T \‘\ T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #101217: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri-
83.0 249.0
—— ——
41.0 15.50 16.00
5000 m/z 70.00 42.66%
‘ 125.0 208.0
o\\ b AS201T00 |
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #101216: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri- A : /\‘ : e
83.0 15.50 16.00
249.0 m/z 41.00 42.60%
5000 41.0
125.0 208.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15100.D

Acqg On : 26 Jun 2021 05:04
Operator : CG/JU

Sample : M2704-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.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 1,3-Benzenediol, monobenzoate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.427 5.57 ng/ul 570622  Phenanthrene-d10 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenediol, monobenzoate 214 C13H1003 000136-36-7 91
2 1,3-Benzenediol, monobenzoate 214 (C13H1003 000136-36-7 91
3 1,3-Benzenediol, monobenzoate 214 C13H1003 000136-36-7 90
4 1,4 214 C13H1e03 002444-19-1 87
54,5

,4-Benzenediol, monobenzoate
-B

is(benzoylthio)-1,2-dithiol... 406 C17H1002S5 082504-65-2 78

Bl

Abundance Scan 2608 (18.427 min): BN015100.D\data.ms (-2603) (-  m/z 105.00 100.00%

105.0
5000 77.0
51.0 2I.8‘56
: 214.1 .
Ot it e 428015301770 T pyy 77,00 41.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72581: 1,3-Benzenediol, monobenzoate
105.0
5000 T T
770 18.50
214.0 m/z 51.00 10.63%
ol 270 510 | 1280 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72579: 1,3-Benzenediol, monobenzoate
105.0
—r—
18.50
5000 ITI/Z 106.00 7.88%
77.0
0 o0 510 1280 214.0
e e e T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72578: 1,3-Benzenediol, monobenzoate =
105.0 18.50
m/z 214.10 7.32%
5000 77.0
51.0 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\

Library Search Compound Report

Data File : BN@15100.D

Acqg On : 26 Jun 2021 05:04
Operator : CG/JU

Sample : M2704-12

Misc :

ALS vial : 29

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

¢ Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BNO61821MA.M
: SVOA CALIBRATION

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

Concentration Rank 1

Peak Number 5 Hexanedioic acid, bis(2-eth...

R.T. EstConc Area Relative to ISTD R.T.
20.516 91.40 ng/ul 10717400 Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 87
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 87
3 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 86
4 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 76
5 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 68

Abundance Scan 2963 (20.516 min): BN015100.D\data.ms (-2958) (-  m/z 129.00 100.00%

129.0

‘ 2050

241.2
e 1992505 8182 m/z 57.10  43.24%

H o I
miz--> 100 150 200 250 300 350
Abundance #196972. Hexanedioic acid, bis(2-ethylhexyl) ester
129.0

5000 57.1

o

5000
57.0 20,50
m/z 70.05 30.53%
5189 H ‘ | \h L 1000240 3139
T \\‘\\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\
m/z--> 100 150 200 250 300 350
Abundance #196974. Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
\
2050
5000 m/z 71.10 29.21%
57.0
241.0
oy m— “ H Ay ‘h w“ 1990 ), 3130 371
m/z--> 5 100 150 200 250 300 350
Abundance  #196973: Hexanedioic acid, bis(2-ethylhexyl) ester ‘
129.0 2050

m/z 55.05 28.61%

m/z--> 100 150 200 250 300 350 2050

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15100.D

Acqg On : 26 Jun 2021 05:04
Operator : CG/JU

Sample : M2704-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.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 1,3-Benzenedicarboxylic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.157 2.36 ng/ul 277177  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 62
2 4-Nitrobenzoic acid, cyclobutyl ... 221 C11H11NO4 070335-00-1 35
3 Cyclohexylamine, N-methyl-4,4-di... 141 C9H19N 045815-91-6 22
4 N-Cyclohexyl-1,3-propanediamine 156 C9H20N2 003312-60-5 22
5 Phthalic acid, cyclohexyl 3,5-di... 360 C20H18F204 1000315-61-1 22

Abundance Scan 3242 (22.157 min): BN015100.D\data.ms (-3238) (- m/z 70.10 100.00%

70.1
149.0
5000 261.1
‘ ‘ 22.00 22.50
207.0 : :
- ‘ “ ! ‘w‘ﬁ# b L2200 L8827 149,00 69.00%
mlz--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
167.0 261.0
5000 - m—
22.00 22.50
m/z 261.10 48.95%
05— ‘“ L\“ T \L T } T ‘\ \\20‘5\0\\ ™ \‘ T ‘} :\30‘4\0\ T \3‘6\1\0\
m/z--> 50 100 150 200 250 300 350
Abundance #77990: 4-Nitrobenzoic acid, cyclobutyl ester
70.0
C e
22.00 22.50
5000 m/Z 112.10 48.36%
150.0
112.0
24 L]
oAbl LIy A 1080
miz-> 50 100 150 200 250 300 350
Abundance  #19143: Cyclohexylamine, N-methyl-4,4-dimethyl- = TS
70.0 22.00 22.50
m/z 57.10 39.60%
5000
113.0
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15100.D

Acqg On : 26 Jun 2021 05:04
Operator : CG/JU

Sample : M2704-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.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 Oxalic acid, bis(2-ethylhex... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

22.792 2.88 ng/ul 336821  Perylene-di2 23.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 50
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 41
3 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 35
4 Ether, methyl 1-octadecenyl 282 C19H380 026537-06-4 30
5 Citronellol 156 C10H200 000106-22-9 30

Abundance Scan 3350 (22.792 min): BN015100.D\data.ms (-3345) (- m/z 57.10 100.00%
57.1

97.1 1551
e e
“ H ‘ 268.1 22.50 23.00
ob— \“\’d n ‘H‘”Hi‘ Mu Mw; uh‘;h ““”‘M““‘i“‘ “\JT?Z:‘L — “\m\\‘ . %0“3"1‘ 34;--‘ m/z 71.05 77.73%
miz--> 50 100 150 200 250 300
Abundance #156344: Oxalic acid, bis(2-ethylhexyl) ester
57.0
5000 — —
22.50 23.00
112.0 m/z 55.10 70.88%
‘ . | 1570
O T ‘\ ‘\h " T ‘\‘ \‘\ ‘ \‘ L ‘ ‘\ L ‘ T T T ‘ T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #19198: Octane, 3,6-dimethyl-
57.0
e e
22.50 23.00
5000 m/z 43.10  46.93%
113.0
oL
miz--> 50 100 150 200 250 300
Abundance #19185: Octane, 3,6-dimethyl- — —
57.0 22.50 23.00
m/z 69.10 46.04%
h JWLMV“
‘ 113.0
Y — ——
m/z--> 50 100 150 200 250 300 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15100.D

Acqg On : 26 Jun 2021 05:04
Operator : CG/JU

Sample : M2704-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.874 2.01 ng/ul 235716  Perylene-di12 23.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3364 (22.874 min): BN015100.D\data.ms (-3360) (- m/z 57.05 100.00%
57.0

22‘50‘ ‘23‘00‘
411 252.1 : :
— “u L “ |08 O[T 8019 3861 7 o116 72.24%
m/z--> 0 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 — ——
22.50 23.00
m/z 85.10 54.34%
0 \‘ \L ‘ H\ I H‘ \‘ :!\-4\1\01\'8\3022502680
‘\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350
Abundance #141430: Eicosane, 2-methyl-
57.0
— ——
22.50 23.00
5000 m/z 43.10 50.11%
1410 283.0
w20 LI om0 a0
m/z--> 0 50 100 150 200 250 300 350
Abundance #141426: Heneicosane “ T
57.0 22.50 23.00
m/z 55.10 22.22%
- MAN“«AJMJ\J\AWMWMMAWMW
41.0
ol258 Ll h\‘ |¥90um0zs0 20
m/z--> 0 50 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15100.D

Acqg On : 26 Jun 2021 05:04
Operator : CG/JU

Sample : M2704-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.445 2.54 ng/ul 297145  Perylene-d12 23.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 87
4 Docosane, 7-hexyl- 394 (C28H58 055373-86-9 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 3461 (23.445 min): BN015100.D\data.ms (-3458) (- m/z 57.10 100.00%
57.1
o000 “/\muAMWW/\WNmWAwﬁJ\
2350
1 .
1962 2521
ob— “‘ M“ M ‘Hﬂ L2 29522991 3999 .0 711 71.82%
mlz--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 1
23.50
m/z 85.10 56.25%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
——
23.50
5000 m/z 43.05 52.34%
‘ 9.0
41.0
ols8 L LLIL 0800250 2050
miz--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl- —
57.0 23.50
m/z 55.00 20.93%
5000
ol ALl mL |10 21002530 3090 g6 -
m/z--> 50 100 150 200 250 300 350 23.50

SFAM-EPA-BNO61821MA.M Mon Jun 28 14:39:42 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15100.D

Acqg On : 26 Jun 2021 05:04
Operator : CG/JU

Sample : M2704-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24.098 2.70 ng/ul 315872  Perylene-di2 23.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 90
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 3572 (24.098 min): BN015100.D\data.ms (-3567) (-  m/z 57.05 100.00%
57.0

5000

24‘06 54‘50
41.1 197.2 : :
ol u‘u A ‘L L3 Ltk 23912620 3281 m/z 71.10  74.34%
miz--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 — :

24.00 24.50

m/z 85.10 60.75%
|

0 0ms0 2520
O\\‘\‘\“ “‘\‘\“ \“\\‘ “ “T \‘\‘\\\T‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane

57.0

24.00 24.50

5000 m/z 43.05 59.30%
‘ 9.0
41.0
otsOLLLLL 00000 2900
m/z--> 0 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane T —
57.0 24.00 24.50

oL “\ u‘\ H | 1410 ]7830225026703090 365.0
) H_m‘ P e

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

b W
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062621\
Data File : BN©15100.D

Acqg On : 26 Jun 2021 05:04
Operator : CG/JU

Sample : M2704-12

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BN@O61821MA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.845 2.65 ng/ul 310477  Perylene-di12 23.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
3 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 3699 (24.845 min): BN015100.D\data.ms (-3695) (- m/z 57.10 100.00%

57.1
5000

9.1
| ‘ ‘ | ‘ 1411 080 2810 374 24,50 25.00
ol AR L B P m/z 71010 77.81%
miz--> 0 50 100 150 200 250 300
Abundance #117638: Nonadecane
57.0
5000
24.50 25.00

m/z 85.10 57.81%

ol | ‘L L1LT7 141.0 1830 225 0 2680
‘ L ‘ L T T ‘ L ‘ T \ T ‘ L
miz--> 0 50 100 150 200 250 300
Abundance #117649: Octadecane, 2-methyl-

57.0

24 50 25 00
225.0
020 LLLLL »‘\ \»‘1““1“"1‘8‘%9 A —
miz--> 0 50 100 150 200 250 300
Abundance #153231: 5-Ethyl-5-methylnonadecane
57.0 24 50 25 00

m/z 55.05 21.70%

5000
113.0

[0 o o
o L e — ——
miz--> 0 50 100 150 200 250 300 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62621\
Data File : BN©15100.D

Acqg On : 26 Jun 2021 05:04
Operator : CG/JU

Sample : M2704-12

Misc :

ALS Vvial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BNO61821MA.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|
Benzene, 1,3-di... 5.410 5.1 ng/ul 241620 1 7.728 943688 20.0
Ethanol, 1-(2-b... 10.275 2.3 ng/ul 154026 2 10.499 1349540 20.0
1,3,5-Triazine-... 15.775 2.6 ng/ul 271265 4 17.098 2048330 20.0
1,3-Benzenediol... 18.427 5.6 ng/ul 570622 4 17.098 2048330 20.0
Hexanedioic aci... 20.516 91.4 ng/ul 10717400 5 21.292 2345160 20.0
1,3-Benzenedica... 22.157 2.4 ng/ul 277177 5 21.292 2345160 20.0
Oxalic acid, bi... 22.792 2.9 ng/ul 336821 6 23.533 2340230 20.0
(DEL) Alkane: S... 22.874 2.0 ng/ul 235716 6 23.533 2340230 20.0
(DEL) Alkane: S... 23.445 2.5 ng/ul 297145 6 23.533 2340230 20.0
(DEL) Alkane: S... 24.098 2.7 ng/ul 315872 6 23.533 2340230 20.0
(DEL) Alkane: S... 24.845 2.6 ng/ul 310477 6 23.533 2340230 20.0
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