LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62521\
Data File : BN015041.D

Acqg On : 24 Jun 2021 15:30
Operator : CG/JU

Sample : M2682-01

Misc :

ALS vial : 5 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@15041.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 31 34 43 rvB2 13255 22875 0.67% 0.079%
2 3.687 99 102 113 rBV 53370 88892 2.60% 0.305%
3 3.787 115 119 124 rVB2 17694 25244 0.74% 0.087%
4 3,911 136 140 147 rvVvB3 8307 15986 0.47% 0.055%
5 3.999 151 155 163 rVB 47460 68100 1.99% 0.234%
6 4.211 187 191 198 rVB 16141 22520 0.66% 0.077%
7 4.358 212 216 221 rVB5S 9824 15056 0.44% 0.052%
8 4.487 235 238 242 rVB2 6936 9441 0.28% 0.032%
9 4.534 242 246 253 rW 26758 38325 1.12% 0.132%
10 4.611 255 259 264 rVB3 7424 10625 0.31% 0.036%
11 4.887 302 306 311 rVB2 8633 13092 0.38% 0.045%
12 5.287 369 374 382 rVB 19579 29827 0.87% 0.102%
13 5.411 390 395 404 rVB 57137 114128 3.34% 0.392%
14 5.775 452 457 462 rVB 27382 40366 1.18% ©0.139%
15 6.893 639 647 656 rVB 176698 286364 8.39% 0.983%
16 7.064 671 676 684 rVB 140634 220707 6.46% 0.758%
17 7.264 704 710 718 rBV 180396 290455 8.51% 0.997%
18 7.364 724 727 735 rBv4 4396 7380 0.22% 0.025%
19 7.728 781 789 796 rVB 637185 1002605 29.36% 3.442%
20 8.416 899 906 913 rBV 211745 321280 9.41% 1.103%
21 8.534 921 926 934 rVB 20932 33449 0.98% 0.115%
22 8.816 968 974 977 rBv2 6234 8212 0.24% 0.028%
23 8.869 977 983 990 rvVB 142416 228576 6.69% 0.785%
24  9.587 1098 1105 1112 rVB 91945 146428 4.29% 0.503%
25 10.116 1189 1195 1203 rVB 186311 298226 8.73% 1.024%
26 10.281 1218 1223 1228 rBV2 8724 13224 0.39% 0.045%
27 10.499 1253 1260 1267 rBV 849191 1373875 40.24% 4.717%
28 10.628 1276 1282 1291 rBV 161040 273276 8.00%  0.938%
29 11.275 1388 1392 1395 rBv4 4673 6396 0.19% 0.022%
30 13.193 1712 1718 1721 rBV2 5488 7267 0.21% 0.025%
31 13.493 1764 1769 1772 rBV2 6121 5828 0.17% 020%

32 13.681 1796 1801 1808 rVB 85119 124357  3.64%
33 13.763 1808 1815 1820 rBV 339247 467750 13.70%
34 14.040 1856 1862 1865 rBV 366956 559164 16.38%
35 14.075 1865 1868 1875 rVB 288566 385374 11.29%

PRRPROO
o)
o
o)
R

36 14.204 1885 1890 1895 rBV2 26384 33928 ©.99% 0.116%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62521\
Data File : BN015041.D

Acqg On : 24 Jun 2021 15:30
Operator : CG/JU

Sample : M2682-01

Misc :

ALS vial : 5 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 14.269 1897 1901 1906 rWwV 9940 12268 ©.36% 0.042%
38 14.351 1908 1915 1923 rVV 1214520 1717824 50.31% 5.898%
39 14.428 1925 1928 1932 rVB5 6927 9122 0.27% 0.031%
40 14.534 1942 1946 1953 rBV2 15546 23347 ©0.68% ©0.080%
41 15.222 2059 2063 2067 rBV3 7034 9029 0.26% 0.031%
42 15.345 2079 2084 2090 rVV 514289 741934 21.73%  2.547%
43 15.457 2097 2103 2106 rBV5 12111 17180 ©.50% ©.059%
44 15.522 2111 2114 2118 rVB2 7852 11605 0.34% 0.040%
45 15.775 2150 2157 2163 rBV2 79447 108539 3.18% ©.373%
46 15.851 2165 2170 2174 rVB5 3031 5825 0.17% ©0.020%
47 16.040 2194 2202 2207 rBV 32061 46333 1.36% ©.159%
48 16.087 2207 2210 2215 rVB5 5122 8118 0.24% 0.028%
49 16.604 2292 2298 2302 rBV6 3787 7919 0.23% 0.027%
50 16.763 2319 2325 2330 rBV8 7452 11877 ©0.35% 0.041%
51 16.881 2339 2345 2348 rBV3 16271 21427 ©0.63% 0.074%
52 16.934 2350 2354 2362 rVB3 15127 23291 0.68% 0.080%
53 17.098 2376 2382 2387 rVV 1370596 1959766 57.40% 6.729%
54 17.139 2387 2389 2393 rW 53041 81500 2.39% ©.280%
55 17.192 2393 2398 2410 rVV2 560815 864045 25.31% 2.967%
56 17.304 2412 2417 2421 rVV8 7945 16686 ©.49% 0.057%
57 17.339 2421 2423 2429 rW5 4980 8072 0.24% 0.028%
58 17.475 2441 2446 2450 rBV2 14061 22815 0.67% ©0.078%
59 17.616 2466 2470 2474 rBV2 14242 20777 0.61% 0.071%
60 17.786 2497 2499 2504 rVB5 6969 10695 0.31% ©0.037%
61 17.969 2528 2530 2533 rBV4 7791 11174 ©.33% ©0.038%
62 18.004 2533 2536 2544 rVB4 51428 80177 2.35% 0.275%
63 18.169 2559 2564 2568 rBV6 11286 19029 ©.56% ©0.065%
64 18.251 2576 2578 2582 rVB4 8124 8899 0.26% 0.031%
65 18.310 2585 2588 2592 rBV 19177 24798 ©.73% ©.085%
66 18.428 2603 2608 2612 rBV 95027 127443 3.73% 0.438%
67 18.781 2665 2668 2670 rBV4 7734 10850 ©.32% ©0.037%
68 18.892 2684 2687 2692 rBV6 7707 12038 ©.35% 0.041%
69 18.951 2693 2697 2704 rBV 28689 54025 1.58% 0.185%
70 19.086 2714 2720 2725 rBV 2110131 2447355 71.68%  8.403%
71 19.163 2728 2733 2738 rVB 98534 138441 4.05% ©.475%
72 19.292 2752 2755 2758 rBvV4 31606 42686 1.25% 0.147%
73 19.498 2784 2790 2794 rBV2 740529 1079133 31.60% 3.705%
74 19.898 2854 2858 2867 rVB 330993 389356 11.40% 1.337%
75 20.069 2883 2887 2891 rVB 31079 34296 1.00% ©.118%
76 20.128 2893 2897 2901 rVVv4 14648 21623 0.63% 0.074%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62521\
Data File : BN015041.D

Acqg On : 24 Jun 2021 15:30
Operator : CG/JU

Sample : M2682-01

Misc :

ALS vial : 5 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

77 20.180 2904 2906 2911 rVB6 10241 11966 ©.35% 0.041%
78 20.522 2959 2964 2969 rBV 3015355 3414450 100.00% 11.723%
79 20.563 2969 2971 2976 rVB 37640 44111 1.29% 0.151%
80 20.863 3020 3022 3025 rVB4 11435 11183 0.33% ©0.038%
81 20.951 3034 3037 3044 rVB5 46548 72796 2.13% ©0.250%
82 21.027 3046 3050 3055 rBV 101024 131262 3.84% 0.451%
83 21.157 3068 3072 3074 rBV3 38153 51833 1.52% ©0.178%
84 21.227 3080 3084 3088 rVB 126390 140390 4.11% 0.482%
85 21.292 3089 3095 3100 rBV 1571389 2158265 63.21% 7.410%
86 21.469 3122 3125 3137 rVB2 51783 85141 2.49% 0.292%
87 21.910 3195 3200 3209 rBV3 187402 425904 12.47% 1.462%
88 22.069 3223 3227 3232 rVB2 117704 164607 4.82% ©.565%
89 22.163 3239 3243 3246 rBV 87730 119774  3.51% 0.411%
90 22.374 3275 3279 3288 rVB 111476 182411 5.34% 0.626%
91 22.798 3349 3351 3356 rVB5 48768 60844 1.78%  0.209%
92 22.886 3360 3366 3371 rBV 318697 512945 15.02% 1.761%
93 23.398 3447 3453 3458 rBV 428715 798140 23.38%  2.740%
94 23.457 3459 3463 3470 rVB2 149615 247337  7.24%  ©.849%
95 23.545 3470 3478 3486 rBvV2 1141619 2198262 64.38%  7.548%
96 24.110 3568 3574 3583 rVB 178291 352226 10.32%  1.209%
97 24.863 3696 3702 3711 rVB2 116015 265509 7.78% ©.912%
98 25.745 3847 3852 3863 rVB4 64672 1615068 4.73% ©.555%
99 26.786 4023 4029 4040 rVB4 64887 196946 5.77% 0.676%
100 27.915 4213 4221 4231 rBV5 131225 447464 13.11% 1.536%

Sum of corrected areas: 29125189

SFAM-EPA-BNO61821MA.M Tue Jun 29 06:39:21 2021 3



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 24 Jun 2021 15:30
: CG/JU
. M2682-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62521\
BNO15041.D

: 5 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
3000000

2500000

2000000

1500000

1000000

500000

TIC: BN015041.D\data.ms

10.499

7.728

6.89934264 8416 gg 10.116 10.628

513:287 39999021 266811.857 5281115775 17730 bssgae 9% ool | 11075

Time-->
Abundance
3000000

2500000

2000000

1500000

1000000

500000

350 400 450 500 550 6.00 6.50 700 750 8.00 850 9.00 950 10.00 1050 11.00 11.50

TIC: BN015041.D\data.ms
20.52

19.086

17.098
14.351

15 345 1§.192

1376844
13.193. Qﬁf . me_ 15 53&%@@7 16 I s

0
Time-->
Abundance
3000000

2500000

2000000

1500000

1000000

500000

12.00 12.50 13.00 1350 1400 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BN015041.D\data.ms

21.292
23.545

22.886 233

21; 24.110
3374, 708 2347 24.863 25.745 26.786 27.915

g@%ﬁeg

Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 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\BN062521\
Data File : BN@15041.D

Acqg On : 24 Jun 2021 15:30
Operator : CG/JU

Sample : M2682-01

Misc :

ALS vial : 5 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 9
R.T. EstConc Area Relative to ISTD R.T.
5.411 2.28 ng/ul 114128 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 95
2 p-Xylene 106 C8H10 000106-42-3 95
3 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 94
4 p-Xylene 106 C8H10 000106-42-3 94
5 o-Xylene 106 C8H10 000095-47-6 94
Abundance Scan 395 (5.411 min): BN015041.D\data.ms (-390) (-) m/z 91.00 100.00%
91.0
5000 106.0
R RENASBRRTE
39.0 51.0 g3 770 5.00 5.20 5.40 5.60 5.80
H‘HH‘\H\’H\}“‘HH“M‘\\\H‘\‘H‘H\‘H‘\M\“1\\\‘1‘\\‘\‘\\\ m/Z 106.00 59.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5102: Benzene, 1,3-dimethyl-
91.0
5000 106.0 T T
5.00 5.20 5.40 5.60 5.80
390 770 m/z 105.10  23.19%
zo ) W0 e |
| 1] | , L1l
\\‘\\\\‘\\\\’\\\\‘\\\\‘f\\\[\\\\‘\f\\‘\\\f‘\\\\‘\f\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5078: p-Xylene
91.0
R paman SR
106.0 5.00 5.20 5.40 5.60 5.80
5000 m/z 77.00 12.46%
27.0 390 510 650 77“"0 o
| . i Ll il
B o L L e e R
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5100: Benzene, 1,3-dimethyl- R as e AR
91.0 5.00 5.20 5.40 5.60 5.80
m/z 50.95 10.16%
106.0
5000
39.0 51.0 50 77.0 ‘
0 N TR NS S B
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\BN062521\
Data File : BN@15041.D

Acqg On : 24 Jun 2021 15:30
Operator : CG/JU

Sample : M2682-01

Misc :

ALS vial : 5 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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.086 24.98 ng/ul 2447360  Phenanthrene-die 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene-4-sulfonic acid, 2-hydro... 244 C11H1604S 1000192-74-7 38
2 2-(Toluene-4-sulfonyloxy)propion... 244 C10H1205S 1000210-27-2 22
3 1-Naphthalenecarboxamide, N,N-di... 199 C13H13NO 003815-24-5 22
4 Ethyl(E/Z)-.alpha.-cyano-4-nitro... 416 C19H16N207S 1000287-26-8 18
5 2-Naphthalenecarboxamide, N,N-di... 199 C13H13NO 013577-85-0 16
Abundance Scan 2720 (19.086 min): BN015041.D\data.ms (-2714) (- m/z 91.00 100.00%
91.0
155.0
5000 59.1
199.1
T \
19.00
el kL 9.0, L‘ o PR 28LC ) 155.00  74.03%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #96833: Toluene-4-sulfonic acid, 2-hydroxy-1-methylprop
91.0
155.0
5000 — :
45.0 19.00 .
200.0 m/Z 72.00 63.02%
’\‘\‘\ \“‘L T \‘H\ ‘ \‘\ﬂ-\\z‘]\“\o\\“ TTT \“‘ T }‘\ ‘ TTT \“‘\ TTT ‘ H%?ﬁ-\o\‘ TTTT ‘ T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #96761: 2-(Toluene-4-sulfonyloxy)propionic acid
91.0
I \
19.00
5000 155.0 m/z 59.10  46.41%
39.0
199.0
’\\\1‘”‘}‘\“\‘\‘“1‘\\\“‘\\“ \‘\‘\;IT\Z‘]T'\QWM“\m‘\m“\\\\‘\\\2\“1\4\'9_\”‘”

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #60532: 1-Naphthalenecarboxamide, N,N-dimethyl- — ‘
155.0 19.00

m/z 45.10 44.12%

£000 127.0 199.0

420 770 |

m/z--> 20 40 60 80 100120140160180200220240260280 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062521\
Data File : BN@15041.D

Acqg On : 24 Jun 2021 15:30
Operator : CG/JU

Sample : M2682-01

Misc :

ALS vial : 5 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 N-Methyl-N-phenethyl-p-tolu... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.898 3.61 ng/ul 389356  Chrysene-di2 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-Methyl-N-phenethyl-p-toluenesu... 289 C16H19NO2S 025566-59-0 59
2 D-Alanine, N-(2,6-difluoro-3-met... 383 C21H31F2NO3 1000348-39-1 50
3 Benzenesulfonamide, N-butyl-N,4-... 241 C12H19NO2S 010285-91-3 50
4 D-Alanine, N-(2,6-difluoro-3-met... 397 C22H33F2NO3 1000348-39-2 50
5 D-Alanine, N-(2,6-difluoro-3-met... 327 C17H23F2NO3 1000348-38-8 50

Abundance Scan 2858 (19.898 min): BN015041.D\data.ms (-2854) (-  m/z 155.00 100.00%

91.0 155.0198.1
5000
45.0 T U
‘ ‘ ‘ 19.50 20.00
ol b 2428 /7 9l.e0  91.89%
miz--> 50 100 150 200 250 300 350
Abundance #135175: N-Methyl-N-phenethyl-p-toluenesulfonamide
198.0
155.0
5000 91.0 = ==
19.50 20.00
m/z 198.10  90.44%
420, | ‘ | 289.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #203931: D-Alanine, N-(2,6-difluoro-3-methylbenzoyl)-, d
155.0 198.0
= e
19.50 20.00
5000 m/Z 45.00 19.49%
430 1010, 244.0 383.
R e e B B e e o BRI I B B R R SR
m/z--> 50 100 150 200 250 300 350
Abundance  #94691: Benzenesulfonamide, N-butyl-N,4-dimethyl- — e
91.0 155.0198.0 19.50 20.00
m/z 146.05 19.27%
5000
| 241.0
A LA o B e LA I e — A
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062521\
Data File : BN@15041.D

Acqg On : 24 Jun 2021 15:30
Operator : CG/JU

Sample : M2682-01

Misc :

ALS vial : 5 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 Adipic acid, 2-ethylhexyl o... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.522 31.64 ng/ul 3414456 Chrysene-di2 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, 2-ethylhexyl octyl ... 376 C22H4204 1000324-48-6 91

2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 90
3 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 87
4 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 86
5 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 76

Abundance Scan 2964 (20.522 min): BN015041.D\data.ms (-2959) (-

m/z 129.00 100.00%

129.0
5000 57.1
| 050
241.2 ;
ob— u“““\ ! uh“‘ | ‘h‘ w“ LA925TE 8183 m/z 57.10  45.04%
miz--> 50 100 150 200 250 300 350
Abundance #196930: Adipic acid, 2-ethylhexyl octyl ester
129.0
5000 — :
241.0 20.50
57.0 m/z 70.05 31.77%
L ‘\ \M ‘h‘\ ‘” \h‘\ ’“‘ \“‘\ \“ T \1\9?.\‘()\ T \“ T \2\9’9.\0\ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance  #196972: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
T T
20.50
5000 57.0 ITI/Z 55.10 30.19%
241.0
18.9 H bl 100070 130
miz--> 50 100 150 200 250 300 350
Abundance  #196974: Hexanedioic acid, bis(2-ethylhexyl) ester — = ‘
129.0 20.50
m/z 71.05 29.57%
5000
57.0
241.0
L 199070 a0 m L
m/z--> 50 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062521\
Data File : BN@15041.D

Acqg On : 24 Jun 2021 15:30
Operator : CG/JU

Sample : M2682-01

Misc :

ALS vial : 5 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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.910 3.95 ng/ul 425904  Chrysene-di12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 91
3 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 91
4 Tritetracontane 605 C43H88 007098-21-7 91
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 91

Abundance Scan 3200 (21.910 min): BN015041.D\data.ms (-3195) (-  m/z 57.10 100.00%
57.1

2000 AAJLQ\
‘ ‘ 22,00
169.2 :
L “‘ i1 “ w OPE. 239128208269 ;7110 67.53%
miz--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57.0
5000 RN
22.00
m/z 43.10 65.84%
13.
\“\ ‘\L “ “‘ \“‘\ “‘ \“\“\ \‘ ‘].‘\6\9\0\ ‘2\2\5\ (\)‘2\6§ \0\ ‘ L ‘ T T ‘ L
miz--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro-
57.0
—
22.00
5000 m/z 85.10 51.18%
\‘ I H I il m L 183 0 231 0 287 0 343 0 414(
4 R e e e R R e
miz--> 50 100 150 200 250 300 350 400
Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester T
43.0 22.00
m/z 55.05 35.82%
h //JNLN\/\
m/z--> 5 100 150 200 250 300 350 400 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062521\
Data File : BN@15041.D

Acqg On : 24 Jun 2021 15:30
Operator : CG/JU

Sample : M2682-01

Misc :

ALS vial : 5 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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.886 4.67 ng/ul 512945  Perylene-di2 23.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 2-methyloctacosane 408 C29H60 1000376-72-8 87
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 3366 (22.886 min): BN015041.D\data.ms (-3360) (-  m/z 57.10 100.00%
57.1

5000 Mm/vxﬂbAJN\wwwwh\
22‘56 53‘06
252.1 : :
183.2
0 L‘h ! ‘L L1 J‘M\uw‘““‘\“2‘9‘5‘:""34;"1”” m/z 71.10  68.49%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 “ —
22.50 23.00
9.0 m/z 43.10 53.12%
]-\S\d\ ““‘ \h‘\ h“ \“‘ \]T\ ; “\%8\3\92259‘ T \?9\6‘\0\ T T T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
— —
22.50 23.00
5000 ITI/Z 85.10 51.93%
L H “ 141.0183.0225.0 281.0 337.0 394.
i ““““““ T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane “ —
57.0 22.50 23.00
m/z 55.05 23.85%
5000
e e e e e e e S e — ——
m/z--> 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\BN062521\
Data File : BN@15041.D

Acqg On : 24 Jun 2021 15:30
Operator : CG/JU

Sample : M2682-01

Misc :

ALS vial : 5 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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.457 2.25 ng/ul 247337  Perylene-d12 23.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 2-methyloctacosane 408 C29H60 1000376-72-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 3463 (23.457 min): BN015041.D\data.ms (-3459) (- m/z 57.10 100.00%

57.1
5000
23.50
2080 :
— ‘L ‘ A J‘M M 4499 2080 M3 Lz 7110 69.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57.0
5000 T
23.50
m/z 43.05 61.93%
13
T \“\ ‘\L “ H‘ \“‘\1{‘ \“\“\ \‘ ‘].‘\6\9\9\ ‘2\2\4.\\0‘2\68i\0\ ‘ T T ‘ LI ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
—
23.50
5000 ITI/Z 85.10 58.34%
\‘ \L ‘ “\ h\ u \\ I 1690 225.0 296.0
i “w““_““‘H““H““‘_““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane 7
57.0 23.50
m/z 55.00 24.18%
- WJ\AMMWN
4 “\ H‘\ \\ ] \1‘690 225.0 2810  365.0
e “‘H““H““‘w““_““‘u““ —
m/z--> 50 100 150 200 250 300 350 400 23.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062521\

Library Search Compound Report

Data File : BN@15041.D

Acqg On : 24 Jun 2021 15:30
Operator : CG/JU

Sample : M2682-01

Misc :

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

¢ Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BNO61821MA.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
24.110 3.20 ng/ul 352226  Perylene-di2 23.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 3574 (24.110 min): BN015041.D\data.ms (-3568) (-  m/z 57.05 100.00%
57.0

5000

—

2400 2450
160.1 281.1
_— “h‘u“u ‘ J“w“ A 8252 Pk 8589 M5! u/7 71.05  69.49%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane

57.0

%

5000

24.00 24.50
m/z 43.10 58.22%
uh\ \h\ h‘ d |

169.0 2250 2950 367.0

m/z--> 50 100 150 200 250 300 350 400

%

Abundance #202661: Heptacosane
57.0
24.00 24.50
5000 ITI/Z 85.10 50.76%
13.0
h\ L‘ |1, 1690 2250 2810 33603800
T e e B L RS B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane T T
57.0 24.00 24.50
m/z 55.10 24.48%
- wwNWMVWww/\fMNWWMWWW
\‘ \L ‘ “\ h\ H \‘ \‘ 169 O 225 0 296 O
ey ‘w“‘ R L R S ‘ ‘ —
m/z--> 50 100 150 200 250 300 350 400 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062521\
Data File : BN@15041.D

Acqg On : 24 Jun 2021 15:30
Operator : CG/JU

Sample : M2682-01

Misc :

ALS vial : 5 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.

24.863 2.42 ng/ul 265509  Perylene-d12 23.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
4 2-methyloctacosane 408 C29H60 1000376-72-8 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90

Abundance Scan 3702 (24.863 min): BN015041.D\data.ms (-3696) (-~  m/z 57.05 100.00%
57.0

— ——
‘ “ H 41 2 207.0 281.0 355 1 24.50 25.00
\\\\“‘\H‘ ” h ‘\‘1“‘\‘\ \‘\““‘\ \‘\\‘\\\\‘\\\\’\\\\ m/Z 71.10 74.10%
mi/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 T —
24.50 25.00
m/z 43.10 55.11%
154 L‘ |1 4101830225.006703090  380:
\\\\‘\\\‘\\\‘\\\\\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57.0
— ——
24.50 25.00
5000 m/z 85.05 51.46%
41.0 338.0
vy w\ L1 0ee022s00670 S0
m/z--> 50 10 0 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl- — —
43.0 24.50 25.00
m/z 55.10 23.36%
5000
5.0
L1 1PT0160.0 22505680
— ““‘“““‘“““““““““,““ — —
m/z--> 50 100 150 200 250 300 350 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©62521\
Data File : BN@15041.D

Acqg On : 24 Jun 2021 15:30

Operator : CG/JU

Sample : M2682-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SFAM-EPA-BNO61821MA.M
: 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 2-Isopropenyl-4a,8-dimethyl... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
27.915 4.07 ng/ul 447464  Perylene-di12 23.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Isopropenyl-4a,8-dimethyl-1,2,... 204

2 Hop-22(29)-en-3.

3 .beta.-Humulene

beta.-ol 426
204

4 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204

5 2,2,6-Trimethyl-

1-(2-methyl-cycl... 218

C15H24
C30H500
C15H24
C15H24
C15H220

Abundance Scan 4221 (27 915 min): BN015041.D\data.ms (-4213) (-

1000193-57-0 70
058801-23-3 64
000116-04-1 56
003691-11-0 55
1000188-72-8 53

m/z 95.05 100.00%

9]:
189.2
43.
5000
1 e
‘h | 257.1 3151 426. 28.00
Wl myz e3.es  80.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64446: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-0¢
189.0
107.0 MMAMMWW
5000 L
28.00
m/z 107.00  79.10%
I \‘ }\M\LH“H\H\ U
miz-> 50 100 150 200 250 300 350 400
Abundance #221200: Hop-22(29)-en-3.beta.-ol
189.0
——
95.0 28.00
5000 m/z 189.15 78.39%
L 7030 _ano
T e TR e R B T R B e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #64293: .beta.-Humulene ‘
107.0 28.00
m/z 121.05 77.98%
5000 204.0
mlz--> 100 150 200 250 300 350 400 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62521\
Data File : BN015041.D

Acqg On : 24 Jun 2021 15:30
Operator : CG/JU

Sample : M2682-01

Misc :

ALS vial : 5 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... 5.411 2.3 ng/ul 114128 1 7.728 1002610 20.0
unknown-01 19.086 25.0 ng/ul 2447360 4 17.098 1959770 20.0
N-Methyl-N-phen... 19.898 3.6 ng/ul 389356 5 21.298 2158270 20.0
Adipic acid, 2-... 20.522 31.6 ng/ul 3414450 5 21.298 2158270 20.0
(DEL) Alkane: S. 21.910 4.0 ng/ul 425904 5 21.298 2158270 20.0
(DEL) Alkane: S 22.886 4.7 ng/ul 512945 6 23.539 2198260 20.0
(DEL) Alkane: S... 23.457 2.3 ng/ul 247337 6 23.539 2198260 20.0
(DEL) Alkane: S... 24.110 3.2 ng/ul 352226 6 23.539 2198260 20.0
(DEL) Alkane: S... 24.863 2.4 ng/ul 265509 6 23.539 2198260 20.0
2-Isopropenyl-4... 27.915 4.1 ng/ul 447464 6 23.539 2198260 20.0
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