LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91024\
Data File : BG062714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc :

ALS Vvial : 18 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-BG090924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO62714.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.776 111 116 135 rVB 95315 178863 1.99% 0.451%
2 5.932 478 484 492 rVB2 98077 160315 1.78% 0.404%
3  6.214 521 532 542 rBV 67630 146303 1.62% 0.369%
4 6.473 571 576 580 rBV 37442 52763 ©.59% 0.133%
5 6.549 580 589 592 rBV4 28712 60402 0.67% 0.152%
6 6.902 645 649 654 rvVB2 44943 76927 0.85% 0.194%
7 6.960 654 659 662 rv 55636 79388 0.88% 0.200%
8 7.001 662 666 671 rVV 42415 67250 0.75% 0.170%
9 7.066 671 677 685 rvV 200069 380222 4.22% 0.959%
10 7.231 699 705 712 rBV 104544 180289 2.00% 0.455%
11 7.295 712 716 719 rVV3 31958 54132 0.60% 0.137%
12 7.330 719 722 726 rVV 35767 54541 0.61% 0.138%
13  7.436 730 740 750 rVV 132903 271621 3.02% 0.685%
14 7.536 751 757 766 rVWW2 287790 538110 5.98% 1.357%
15 7.900 812 819 825 rVV2 202464 391620 4.35% 0.988%
16 7.965 825 830 836 rVW2 75021 139838 1.55% ©.353%
17 8.024 836 840 848 rVB2 30667 56644 0.63% 0.143%
18 8.329 887 892 897 rBV3 35342 68617 0.76% 0.173%
19 8.441 906 911 917 rVB3 46071 89066 0.99% 0.225%
20 8.547 924 929 930 rBv2 52983 75544 0.84% 0.191%
21 8.605 935 939 946 rVV 181938 305707 3.39% 0.771%
22 8.676 946 951 954 rVvV 58100 97375 1.08% 0.246%
23 8.7065 954 956 964 rVW 37661 62573 0.69% 0.158%
24 8.9065 985 990 999 rVB 33758 64583 0.72% 0.163%
25 9.011 999 1008 1011 rBV3 53986 118341 1.31% 0.298%
26 9.052 1011 1015 1021 rVV 118285 218009 2.42% 0.550%
27 9.134 1021 1029 1034 rVV 253069 394936 4.39%  0.996%
28 9.252 1040 1049 1056 rVB9 31265 90264 1.00% 0.228%
29 9.775 1130 1138 1144 rBV3 120444 250113 2.78% 0.631%
30 10.315 1222 1230 1237 rVB 171247 331566 3.68% 0.836%
31 10.562 1266 1272 1277 rBV2 45379 89001 0.99% 0.224%
32 10.691 1283 1294 1300 rBV2 384857 869218 9.65% 2.192%
33 10.826 1310 1317 1322 rVW 161869 334002 3.71% 0.842%
34 11.073 1353 1359 1372 rBV2 71605 128785 1.43% 0.325%
35 11.614 1443 1451 1463 rVB6 35502 86736 0.96% 0.219%

36 11.725 1464 1470 1475 rBV2 58461 104622 1.16% 0.264%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91024\
Data File : BG062714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc :

ALS Vvial : 18 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-BG090924.MA.M
Title : SVOA CALIBRATION
37 11.960 1504 1510 1518 rVB 29477 55514 0.62% 0.140%
38 12.119 1527 1537 1541 rBV 138306 246850 2.74% 0.623%
39 12.348 1569 1576 1583 rVB2 82911 167959 1.86% 0.424%
40 12.524 1601 1606 1610 rBV4 38466 68705 0.76% 0.173%
41 12.571 1610 1614 1619 rVB 51513 82042 0.91% 0.207%
42 12.930 1671 1675 1686 rVB2 38424 79765 0.89% 0.201%
43 13.018 1686 1690 1696 rBV5 29710 66856 0.74% 0.169%
44 13.077 1696 1700 1708 rVB3 55374 95081 1.06% 0.240%
45 13.359 1741 1748 1756 rBV 229070 375815 4.17% 0.948%
46 13.711 1798 1808 1814 rBV4 97322 285064 3.17% 0.719%
47 13.852 1826 1832 1836 rBvV2 129598 247188 2.74% 0.623%
48 13.905 1836 1841 1842 rVV3 85987 129527 1.44% 0.327%
49 13.934 1842 1846 1851 rVB 439392 614165 6.82% 1.549%
50 14.017 1853 1860 1864 rBV 97018 179485 1.99% 0.453%
51 14.058 1864 1867 1869 rBvV2 49892 62912 0.70% 0.159%
52 14.222 1889 1895 1906 rVB2 442786 793420 8.81% 2.001%
53 14.434 1926 1931 1936 rBV 376120 461582 5.13% 1.164%
54 14.528 1940 1947 1953 rVB 587931 921781 10.24%  2.325%
55 14.604 1953 1960 1966 rBV8 39791 87304 0.97% 0.220%
56 14.728 1975 1981 1993 rVB3 187308 449440 4.99% 1.133%
57 14.927 2011 2015 2022 rVB2 116820 208655 2.32% 0.526%
58 15.004 2022 2028 2032 rBV2 92357 159026 1.77% 0.401%
59 15.068 2033 2039 2044 rBV5 121343 244013 2.71% 0.615%
60 15.157 2049 2054 2058 rVB 401701 577688 6.41% 1.457%
61 15.298 2074 2078 2080 rBv4 45162 65816 0.73% 0.166%
62 15.386 2089 2093 2098 rVB 394873 500784 5.56% 1.263%
63 15.521 2111 2116 2122 rVB 625063 907083 10.07% 2.288%
64 15.632 2129 2135 2142 rBV2 200415 375570 4.17% 0.947%
65 15.791 2151 2162 2167 rBV 214780 435103 4.83% 1.097%
66 15.885 2174 2178 2184 rVB2 167696 251473 2.79% 0.634%
67 15.944 2184 2188 2193 rBV5 65945 108398 1.20% 0.273%
68 16.003 2193 2198 2208 rVB7 85551 168719 1.87% 0.426%
69 16.249 2235 2240 2243 rBV 550649 820250 9.11% 2.069%
70 16.584 2295 2297 2301 rVB3 52852 58667 ©.65% 0.148%
71 16.937 2349 2357 2368 rBV 5690756 9005949 100.00% 22.713%
72 17.037 2370 2374 2379 rVV 506271 688052 7.64% 1.735%
73 17.095 2379 2384 2394 rVB2 252288 471638 5.24% 1.189%
74 17.278 2409 2415 2420 rBV 817171 1247150 13.85%  3.145%
75 17.372 2426 2431 2437 rVB 775471 1150150 12.77%  2.901%
76 17.513 2452 2455 2459 rVB2 52766 63090 0.70% 0.159%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91024\
Data File : BG062714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc :

ALS Vvial : 18 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-BG090924.MA.M
Title : SVOA CALIBRATION
77 17.695 2483 2486 2492 rVB 65145 103986 1.15% 0.262%
78 17.777 2496 2500 2505 rVB 459723 529013 5.87% 1.334%
79 17.853 2510 2513 2516 rVwV 67654 100523 1.12% 0.254%
80 17.889 2517 2519 2523 rVB4 78489 96073 1.07% 0.242%
81 18.006 2534 2539 2543 rBV3 35574 66691 0.74% 0.168%
82 18.171 2560 2567 2569 rBV3 87025 167595 1.86% 0.423%
83 18.470 2614 2618 2626 rBV 380684 450042 5.00% 1.135%
84 18.870 2683 2686 2693 rBV3 47377 68342 0.76% 0.172%
85 18.934 2693 2697 2702 rBV2 40593 64595 0.72% 0.163%
86 19.099 2722 2725 2733 rVB 298057 366324 4.07% 0.924%
87 19.663 2815 2821 2828 rBV 1078636 1690351 18.77% 4.263%
88 19.851 2851 2853 2864 rVB 21187 56610 ©0.63% 0.143%
89 20.209 2910 2914 2920 rVB 153401 173586 1.93% 0.438%
99 20.703 2994 2998 3003 rBV 112526 126202 1.40% 0.318%
91 21.197 3076 3082 3089 rBV 318927 437060 4.85% 1.102%
92 21.520 3130 3137 3144 rBV 1027281 1563815 17.36% 3.944%
93 21.719 3166 3171 3176 rVB 71659 101564 1.13% 0.256%
94 22.178 3243 3249 3254 rBV2 112885 185615 2.06% 0.468%
95 22.301 3266 3270 3279 rVB3 88695 157964 1.75% ©.398%
96 22.953 3377 3381 3391 rVB2 40642 72372 0.80% 0.183%
97 23.717 3506 3511 3519 rVB4 38074 80253 0.89% 0.202%
98 24.369 3611 3622 3636 rBVY 578897 1531030 17.00% 3.861%
99 24.581 3648 3658 3675 rVB2 601320 1727707 19.18% 4.357%
100 25.674 3835 3844 3852 rBv8 26239 87931 ©0.98% 0.222%
Sum of corrected areas: 39651259
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG062714.D\data.ms

5000000

4000000

3000000

2000000

1000000
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Abundance TIC: BG062714.D\data.ms
16.937

5000000
4000000
3000000

2000000
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1000000 112382 21.520
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG062714.D\data.ms

5000000
4000000
3000000
2000000

1000000
24.36581

0 2.953 23.717 /\ 25.674

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.932 8.19 ng/ul 160315 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 90
2 Nonane 128 C9H20 000111-84-2 83
3 Octane 114 C8H18 000111-65-9 64
4 Octane 114 C8H18 000111-65-9 64
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
Abundance Scan 484 (5.932 min): BG062714.D\data.ms (-478) (-) m/z 43.10 100.00%
43.1
57.1
5000
A
71.1 8
5.60 5.80 6.00 6.20
106.0 1281
0‘w‘Hw‘HWH‘hh‘WMHMH‘wuuqﬂmﬂumuum,uu‘um_‘u m/z 57.10 76.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14521: Nonane
43.0
i A A
5000 LB U R R IR R
29.0 5.60 5.80 6.00 6.20
71.0 850 m/z 41.10  46.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14523: Nonane
43.0
57.0 5.60 5.80 6.00 6.20
5000 m/z 85.10 27.21%
29.0
71.0 85.0
150 | || 0 180
A RAR A L o e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8620: Octane
43.0 5.60 5.80 6.00 6.20
m/z 56.10 22.15%
5000
57.0
29.0 71.0 85.0
114.0
obgso W A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 (R)-(-)-2-Methyl-2,4-pentan... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
6.214 7.47 ng/ul 146303 1,4-Dichlorobenzene-d4 7.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 (R)-(-)-2-Methyl-2,4-pentanediol 118 C6H1402 099210-90-9 90

2 Hexylene glycol 118 C6H1402 000107-41-5 83
3 Hexylene glycol 118 C6H1402 000107-41-5 83
4 Hexylene glycol 118 C6H1402 000107-41-5 78
5 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 64
Abundance Scan 532 (6.214 min): BG062714.D\data.ms (-521) (-) m/z 59.10 100.00%

59.1
5000

IS A S
Lh‘ 972 - 5806006206406600
el ey m/z 43010 71.25%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #10081: (R)-(-)-2-Methyl-2,4-pentanediol

59.0 |
5000

5.80 6.00 6.20 6.40 6.60
m/z 56.10 29.31%

1
3% I i
H\‘\“\U\\‘\\\\i‘\‘\\\“\H\“\\\\‘\\H‘HH‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140160 180 200 220 240
Abundance #10020: Hexylene glycol
59.0

5.80 6.00 6.20 6.40 6.60

o

o

5000 m/z 41.10 25.43%
31.
““ 103.0
)
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #10018: Hexylene glycol P T
59.0 5.80 6.00 6.20 6.40 6.60

m/z 45.10  22.61%

5000

103.0
H‘ (ﬂ‘ “

o‘u‘wu‘_‘Hﬁuu‘k‘whuw‘u‘_‘H‘HH‘H‘W‘HW‘H‘_‘H‘ i A A

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
6.473 2.69 ng/ul 52763 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 78
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 78
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 64
5 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 64
Abundance Scan 576 (6.473 min): BG062714.D\data.ms (-571) (-) m/z 57.05 100.00%
57.0
5000 41/1
P R
‘ 85.1 113.0 6.20 6.40 6.60 6.80
O‘H_‘H_HJJHNN‘M‘wﬂM‘wdh‘umwu‘wmw‘uwu‘wuu“ m/z 43.20 65.66%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22104: Octane, 2,6-dimethyl-
57.0
5000 L L L LI L LA BN
2100 6.20 6.40 6.60 6.80
m/z 71.10 63.44%
85.0 113.0
OH\‘??‘.\‘(‘)HH“EH\‘\‘\‘ 1‘HH‘“H\‘H‘\.\‘HH’H\\‘1\\\’\\\\‘\\.\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22081: Nonane, 3-methyl-
57.0
6.20 6.40 6.60 6.80
5000 m/z 41.10 44 .05%
41,0
112.0
oL 2810 | . 80 | 127.0142.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22095: Octane, 3,6-dimethyl- B
57.0 6.20 6.40 6.60 6.80
m/z 56.10  28.45%
5000
41,0
113.0
026-L85-°,,142-0 o A DY
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 unknown-01 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
6.549 3.08 ng/ul 60402 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, 6-chlorohe... 280 C8H12C1402 1000330-89-2 47
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 43
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 38
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 38
5 1,4-Pentadien-3-0l 84 C5H80 000922-65-6 38

Abundance Scan 589 (6.549 min): BG062714.D\data.ms (-580) (-) m/z 83.10 100.00%

55.1 83.1
5000
126.1 6.20 6.40 6.60 6.80
0! el m/z 55.18  95.56%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #173793: Trichloroacetic acid, 6-chlorohexyl ester
55.0
83.0
5000 B B e L
6.20 6.40 6.60 6.80
m/z 41.05 65.80%
29.0 H 118.0
0 \\\‘\‘\‘\ \“‘\ \‘\‘U'U“\ 7 W| \“} T e i L \}‘63\\0\
miz--> 20 40 60 80 100 120 140 160
Abundance #13251: Cyclohexane, (1-methylethyl)-
55.0 83.0
R RARREESEEE R
6.20 6.40 6.60 6.80
5000 m/z 82.10 51.41%

' 126.0
‘H_“‘HNHM‘_1“‘MH‘,HH_“H‘HH‘H‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #13247: Cyclohexane, (1-methylethyl)-

o
N
~
o

55.0 83.0 6.20 6.40 6.60 6.80
m/z 57.10 38.43%

5000

o
‘ \\\‘

ol bl A e AN AR
miz--> 20 40 60 80 100 120 140 160 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
6.902 3.93 ng/ul 76927 1,4-Dichlorobenzene-d4 7.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 53
2 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 50
3 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 47

4 Nonane, 4-methyl- 142 C10H22 017301-94-9 45
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 45

Abundance Scan 649 (6.902 min): BG062714.D\data.ms (-645) (-) m/z 57.10 100.00%

57.1
5000
41]1
se0 e
83.1 ‘
o‘H‘m‘M‘m‘mwm_m‘_wl?,o‘lm,w m/z 71.10 37.97%

m/z--> 20 40 60 80 100 120 140
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0

5000 “‘_““H““‘H““‘
6.60 6.80 7.00 7.20

4110 m/z 43.10 36.83%

99.0
O LI ‘2\ ‘\b\ T \ L ‘1“ \? \ (\)‘ T T \H‘ T T T ’ T T T ’ T
m/z--> 40 60 80 100 120 140
Abundance #22105: Octane, 3,5-dimethyl-
57.0

6.60 6.80 7.00 7.20

5000 4110 m/z 70.05  28.60%
85.0
ol ‘h“ 1l S M 1
m/iz--> 20 40 60 80 100 120 140
Abundance #14594: Pentane, 2,2,3,3-tetramethyl-
57.0 6.60 6.80 7.00 7.20

m/z 41.10 27.54%

5000 410
99.0
15.0 “ ‘M “\ Il 83.0 ‘ |

Ottt e e R EAREaEsmESEE A
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
6.960 4.05 ng/ul 79388 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1eH22 000871-83-0 72
2 Decane 142 C10H22 000124-18-5 64
3 Nonane, 2-methyl- 142 C10H22 000871-83-0 59
4 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 53
5 Octane, 2-methyl- 128 C9H20 003221-61-2 50
Abundance Scan 659 (6.960 min): BG062714.D\data.ms (-654) (-) m/z 43.15 100.00%
43.1
5000
71.1
TR e T
‘ ‘ ‘ 98.2 1971 6.60 6.80 7.00 7.20
o‘H_H“‘mu“_u“‘_m_m_m‘m m/z 57.10  93.89%
m/z--> 20 40 60 100 120 140
Abundance #22074.Nonane,24neﬂwk
43.0
5000 \|\\\\‘\\\\‘\\\\M
71.0 6.60 6.80 7.00 7.20
270 ' 050 m/z 41.10  45.28%
127.0
miz-> 20 40 60 80 100 120 140
Abundance #22068: Decane
43.0
e EARARmaEE ST
6.60 6.80 7.00 7.20
5000 m/z 71.10 28.26%
71.0
2710
ol L %00 120
m/iz--> 20 40 60 80 100 120 140
Abundance #22078: Nonane, 2-methyl- o RARASEEEE e SRR
43.0 6.60 6.80 7.00 7.20
m/z 56.10 26.01%
5000
71.0
2710 98.0
ST 1 A= LY
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 7 Benzene, 1l-ethyl-3-methyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
7.001 3.43 ng/ul 67250 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 90
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 87
Abundance Scan 666 (7.001 min): BG062714.D\data.ms (-662) (-) m/z 105.10 100.00%
105.1
5000 M
R R R R
39.1 H 430, 6.60 6.80 7.00 7.20 7.40
o w‘h‘w_H‘_m_m‘m‘_m_H;‘ m/z 120.10  35.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
5000 ‘\\\\‘\\\\’\\\\‘\\\\’\\
6.60 6.80 7.00 7.20 7.40
m/z 77.05 17.41%
51.0 ‘ ‘
O\\\\‘\\‘H\“\\“hh\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
qu_m,m‘_m,”
6.60 6.80 7.00 7.20 7.40
5000 m/z 79.10 14 .54%
39.0
I
m/z--> 50 100 150 200 250 300 350 400
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 6.60 6.80 7.00 7.20 7.40
m/z 91.10 11.08%
5000
39.0 /\/\ /\
X I “‘H“H‘W‘ﬁu“u,%
m/z--> 50 100 150 200 250 300 350 400 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 Benzene, 1l-ethyl-4-methyl- Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
7.295 2.76 ng/ul 54132 1,4-Dichlorobenzene-d4 7.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 87
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 81
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 80
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 80
Abundance Scan 716 (7.295 min): BG062714.D\data.ms (-712) (-) m/z 105.05 100.00%
105.1
5000
120.0

791 AR R

39.1 gy 651 ‘ 2. 7.00 7.20 7.40 7.60
oH_m_m‘w_m‘umwwMHwH?wwwwpw‘ m/z 120.00  24.96%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #10727: Benzene, 1-ethyl-4-methyl-

105.0
7.00 7.20 7.40 7.60
120.0 9
79.0 m/z 79.10 16.75%
39.0 65.0
OH‘\H\‘HH‘HH“HH‘HH‘\‘\‘H‘H\H‘\\\\95\0\\‘\‘\1\‘\\‘\‘\“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 91.10 14.52%
120.0
77.0 91.0
= .. BN Y OO N N
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 M )\ /\
Abundance #10722: Benzene, 1-ethyl-2-methyl- A A
105.0 7.00 7.20 7.40 7.60
m/z 77.05 12.32%
5000
120.0
39.0 77.0 91.0
O Yo NS Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 9 2-Heptanone, 4,6-dimethyl- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
7.330 2.79 ng/ul 54541 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 78
2 1,3-Dioxane-2-propanol, 2-methyl- 160 C8H1603 036651-31-7 64
3 Carbonic acid, hexyl prop-1-en-2... 186 C10H1803 1000382-54-2 47
4 2-Heptanone, 4-methyl- 128 C8H160 006137-06-0 47
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 43

Abundance Scan 722 (7.330 min): BG062714.D\data.ms (-719) (-) m/z 43.10 100.00%

43.1
5000
691 g50
‘ m H 1002 7.00 7.20 7.40 7.60
0l el L2092 mjz ss.e5 52.91%
miz--> 20 40 60 80 100 120 140
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000
69.0 85.0 7.00 7.20 7.40 7.60
m/z 69.10 31.34%
27.0
109.0
045 i T \‘H\ \‘i T \‘HH‘ \‘\“\ T “‘\‘\ T T T ‘1\27\9\ T
miz--> 20 40 60 80 100 120 140
Abundance #36684: 1,3-Dioxane-2-propanol, 2-methyl-
43.0
R RAREma e
7.00 7.20 7.40 7.60
5000 m/z 41.10 27.18%
84.0
59.0
M\ | |, 1010 1450
0 “““““MNWV“W“ A A a T
m/iz--> 20 40 60 80 100 120 140
Abundance  #60472: Carbonic acid, hexyl prop-1-en-2-yl ester R REAR A e
43.0 7.00 7.20 7.40 7.60
m/z 85.05 26.86%
5000
0 a0
27.0 5.
ol M P a0 A N e
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.536  27.48 ng/ul 538110 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 90
2 Carbonic acid, decyl vinyl ester 228 C13H2403 1000383-25-7 83
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 78
4 Decane 142 C1OH22 000124-18-5 72
5 Hexatriacontane 507 C36H74 000630-06-8 64

Abundance Scan 757 (7.536 min): BG062714.D\data.ms (-751) (-) m/z 43.05 100.00%

3.0
5000
71.1
105.1 7.20 7.40 7.60 7.80
0 ozl m/z 57.10 94.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33078: Undecane
43.0
5000
710 7.20 7.40 7.60 7.80
m/z 41.10 47.91%
0 | L ]380 1270 1500
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\1\’\1\\’\\\1’\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #108991: Carbonic acid, decyl vinyl ester
43.0
P T
7.20 7.40 7.60 7.80
5000 71.0 m/z 71.10 34.00%
97.0 1400
0 1850
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester “‘H“‘H“,H“‘H“
57.0 7.20 7.40 7.60 7.80
m/z 85.10 24.09%
5000
85.0
29.0
o L M0 14601680 1960 241¢
! _‘H‘H‘w‘H‘W‘H,H‘W‘H‘_‘H‘H‘W‘H‘_‘ “‘H“_‘H,‘H“H‘w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 11 1-Butoxy-2-ethylhexane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.965 7.14 ng/ul 139838 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butoxy-2-ethylhexane 186 C12H260 062625-25-6 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 2-Propyl-1-Pentanol, trifluoroac... 226 C10H17F302 1000365-19-7 59
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 53

Abundance Scan 830 (7.965 min): BG062714.D\data.ms (-825) (-) m/z 57.10 100.00%

57.1
5000 (
‘ ‘ 83"1 114.0 7.60 7.80 8.00 8.20
oHH_H“i“umh_w“w‘lmumﬁ_m_m_m‘m m/z 43.10 42.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #61067: 1-Butoxy-2-ethylhexane
57.0
5000
29.0 7.60 7.80 8.00 8.20
m/z 41.10 38.00%
| ‘ 83.0 .
O\ TTT ‘ \‘\‘\ \‘i‘\‘\ \h“‘ T \‘M\ T “h ‘\‘\ \“ T !‘ T ‘ TT \]-\4.‘1-\.\0\ T ‘ TTT \118\6\.\0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0
R ANERRERERESS
7.60 7.80 8.00 8.20
5000 m/z 55.10 28.15%
83.0
29.0
‘ ‘ ‘ 112.0
| S N i —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15691: 1-Hexanol, 2-ethyl- R AR
57.0 7.60 7.80 8.00 8.20
m/z 56.10  19.90%
5000
29.0
83.0
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 12 Benzene, 1,2,4-trimethyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
8.024 2.89 ng/ul 56644 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 83

4 Mesitylene 120 C9H12 000108-67-8 83
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 83

Abundance Scan 840 (8.024 min): BG062714.D\data.ms (-836) (-) m/z 105.05 100.00%

105.1
5000
A N
77.0
51.1 7.80 8.00 8.20 8.40
121.2 151.7
okt nw‘w‘uu‘: ol SRS R m/z 120.05  43.99%
m/z--> 20 40 60 80 100 120 140
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
5000 P

7.80 8.00 8.20 8.40
m/z 119.05 17.09%

28.0 51.0 77.0 o
O T \‘! T \“‘\ \“”\ “‘\‘\ T \M| T \“\ T “‘H\ \‘\‘U\.\ T T T
m/z--> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 /\
SVA T A Y
7.80 8.00 8.20 8.40
5000 m/z 91.10 14 .60%
77.0
0 ‘1‘5"0‘ - “‘H “‘1‘5‘9"9“ ; ‘M, e AL ‘1“ ,‘1"9 G
miz--> 20 40 60 80 100 120 140 /\ [\ /\/\ J
Abundance #10710: Benzene, 1,2,3-trimethyl- RRRREL S S m\‘ i
105.0 7.80 8.00 8.20 8.40
m/z 77.00 14.19%
5000
39.0 77.0
[ — 1 AL “‘1‘5‘9“'9‘ mm‘ e AL ke “1"9 S
m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 13 Cyclohexanone, 3,3,5-trimet... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
8.329 3.50 ng/ul 68617 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 93
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 90
5 2,4,6-Trimethyl-3-heptene 140 C10H20 1000113-56-9 50
Abundance Scan 892 (8.329 min): BG062714.D\data.ms (-887) (-) m/z 83.05 100.00%
83.0

-

5000 55.1
39 T 140.1 I AR
8.00 8.20 8.40 8.60
112.0
0 “}‘m“““‘u 1T PR BN B m/z 69.10  64.30%
miz--> 20 40 60 80 100 120 140
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 L L LR IR B
55.0 8.00 8.20 8.40 8.60
39/0 140.0 m/z 55.10 43.30%
‘ 98.0 125.0
0 \\\’\H\‘\\H‘\\‘\‘\“\‘\‘\\“‘1\\ﬁl‘\\\\‘\‘\\\lww
miz--> 20 40 60 80 100 120 140
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
R R ARRE
8.00 8.20 8.40 8.60
5000 m/z 56.10 41.11%
55.0
140.0
39‘0 125.0
o280 1 W L see 1 L
miz--> 20 40 60 80 100 120 140
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl- R RRARaaEa S
83.0 8.00 8.20 8.40 8.60
m/z 41.10 38.52%
41.0
5000 56.0
‘ 140.0
125.0
m/z--> 20 40 60 80 100 120 140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
8.441 4.55 ng/ul 89066 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 53
2 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 43
3 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 43
4 Heptane, 2,4,6-trimethyl- 142 C1OH22 002613-61-8 38
5 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 37
Abundance Scan 911 (8.441 min): BG062714.D\data.ms (-906) (-) m/z 57.10 100.00%
57.1
85.1
R R RN
{ | ‘ 1341 8.20 8.40 8.60 8.80
Ol rrrer il mh‘u i W - m‘u L m/z 43.10 65.41%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33084: Decane, 5-methyl-
57.0
5000 L LI L LI LN L
8.20 8.40 8.60 8.80
290 85.0 m/z 185.10  50.98%
miz--> 20 40 60 80 100 120 140 160
Abundance #59053: Undecane, 5,7-dimethyl-
43.0
S LI AT
8.20 8.40 8.60 8.80
5000 710 m/z 85.10 26.19%
127.0
N .
m/z--> 20 40 60 80 100 120 140 160
Abundance #59055: Undecane, 2,7-dimethyl- rﬁ%¥“‘W““‘u“,‘ﬂ
43.0 8.20 8.40 8.60 8.80
m/z 41.15 23.42%
h T /\AMJ\M\A
98.0
o220l I [P0 1270 asge LW U e
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 15 Benzene, 1,4-diethyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
8.547 3.86 ng/ul 75544  1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 94
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 91
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 91
Abundance Scan 929 (8.547 min): BG062714.D\data.ms (-924) (-) m/z 119.10 100.00%
119.1
91.0
5000
39.1 65.0 ‘ ‘ 135.1 8.20 8.40 8.60 8.80
) T m‘w,““‘ “M [ m/z 105.85  59.84%
miz--> 0 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 \‘\\\\‘\\\\’\\\\‘\/\\/\\\A/’\\
91.0 8.20 8.40 8.60 8.80
m/z 91.05 52.45%
41.0 65.0 ‘ ‘ 135.0
0 \‘\\\\‘\‘\‘\ \"‘\ \“\ T “\‘\ T \“‘ T ’H‘\ \‘i‘l T \‘\ T
miz--> 0 20 40 60 80 100 120 140
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
8.20 8.40 8.60 8.80
5000 m/z 134.05 44 ,34%
91.0
NIl A N - L)
m/z--> 0 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl- A e
119.0 8.20 8.40 8.60 8.80
m/z 92.10 17.31%
5000
39.0 91.0 m
15.0 65.0
N U Y Y . S 1 T
m/z--> 0 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
8.676 4.97 ng/ul 97375 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 83
2 Decane, 3-methyl- 156 C11H24 013151-34-3 64
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 59
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 50

Abundance Scan 951 (8.676 min): BG062714.D\data.ms (-946) (-) m/z 57.10 100.00%

57.1
5000 85.0
126.1 8.40 8.60 8.80 9.00
0 WMU\W‘HHJ‘,umwm_“Hww_ww‘w m/z 43.10 66.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45519: Octane, 3-ethyl-2,7-dimethyl-
43.0
5000 71.0 “ﬁfﬁ/\\muu‘uu
8.40 8.60 8.80 9.00
‘ m/z 71.10 65.54%
0‘2‘2‘.@”\“\” “\\‘H\"}‘\??“9\‘\\1‘2\?.9‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33092: Decane, 3-methyl-
57.0
8.40 8.60 8.80 9.00
5000 m/z 41.10 49,37%
29.0 85.0
127.0
O et L1860
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl- e ERRER RS SRS
57.0 8.40 8.60 8.80 9.00
m/z 85.05 43.33%
5000
85.0
29.0
L3020 1600 1070
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 17 Benzene, (1-methylpropyl)- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
8.705 3.20 ng/ul 62573 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 83
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 74
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 74
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 72
5 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 64
Abundance Scan 956 (8.705 min): BG062714.D\data.ms (-954) (-) m/z 105.10 100.00%
105.1
171 134.1 ““‘H““w/xﬁ/ﬁ“‘
351 501 I 8.40 8.60 8.80 9.00

0"‘H"‘m‘“m""M‘“‘Jm‘M‘H“"1“‘m‘i“m‘“1“!“m““m‘u‘u‘u m/z 134.05  20.21%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17046: Benzene, (1-methylpropyl)-

105.0
5000 A /\Af\
8.40 8.60 8.80 9.00
134.0 m/z 77.10 14.23%
20 sto TP |
OH‘HH‘HH“HH“\H\i\H\‘\‘\‘H‘\\\}‘\\H‘\\H‘\}H‘HH“HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17048: Benzene, 1-methyl-3-propyl-
105.0
8.40 8.60 8.80 9.00
5000 m/z 91.10 11.56%
134.0
77.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17050: Benzene, 1-methyl-2-propyl-

105.0 8.40 8.60 8.80 9.00
m/z 79.05 11.21%
5000
134.0
77.
o150 390 g 0

P e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 18 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
8.905 3.30 ng/ul 64583 1,4-Dichlorobenzene-d4 7.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 90
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 90
Abundance Scan 990 (8.905 min): BG062714.D\data.ms (-985) (-) m/z 119.10 100.00%
119.1
5000 /\A /\}\
610 LA LA AL
390 50 151 8.60 8.80 9.00 9.20
O b et el e I m/z 134,05 19.37%
miz--> 0 20 40 60 80 100 120 140

Abundance #17063: Benzene, 1,2,3,4-tetramethyl-

=l

5000 ‘w““‘w“,“u““w
8.60 8.80 9.00 9.20

m/z 91.05 17.56%

91.0
390 650 | 135.0
O \‘\\\\‘\‘\\\"‘\\‘\‘\“\‘\\\“\\\\"\‘\\H‘l\\\‘\‘\
miz--> 0 20 60 80 100 120 140
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0

8.60 8.80 9.00 9.20
5000 m/z 120.05 10.23%

39.0 65.0 91.0

- ‘1‘5‘?“‘ S N Y A i A BT “1‘3?‘0‘
miz--> 0 20 40 60 80 100 120 140 K MtA
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl- l A ‘)“
119.0 8.60 8.80 9.00 9.20

m/z 39.05 7.77%

5000
91.0

m/z--> 0 20 60 80 100 120 140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.134 20.17 ng/ul 394936 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Hexadecane 226 C16H34 000544-76-3 83
4 Undecane 156 C11H24 001120-21-4 83
5 Tridecane 184 C13H28 000629-50-5 78
Abundance Scan 1029 (9.134 min): BG062714.D\data.ms (-1021) (-) m/z 57.10 100.00%
57.1
5000
85.1
‘ H 1131 156.2 8.80 9.00 9.20 9.40
b b WS 1862 m/z 43.10  94.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33081: Undecane
57.0
5000 /k\TTHH‘HH‘HH‘HH‘
8.80 9.00 9.20 9.40
29.0 85.0 m/z 41.10 44.36%
L e e
0 \‘\\\\“}\\\“\\‘i\‘1\\\“\\w\‘\‘\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
R AaRsEES e
8.80 9.00 9.20 9.40
5000 m/z 71.05 41.73%
85.0
29.0
0 ‘\ ““ I M‘ 1113.0 1410 169.0 197.0 226.0
e e e e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 ]L
Abundance #107217: Hexadecane R e ARAEE
57.0 8.80 9.00 9.20 9.40
m/z 85.10  25.05%
5000
85.0
29.0
o \‘ | || 1130 1410 1690 226.0
w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 20 unknown-02 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
9.252 4.61 ng/ul 90264 1,4-Dichlorobenzene-d4 7.906

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(2-methylpro... 148 C11H16 005161-04-6 49
2 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 45
3 2-Methylindan-2-o0l 148 C10H120 033223-84-6 43
4 Benzene, 1l-methyl-4-butyl 148 C11H16 001595-05-7 38
5 Benzene, (1,2-dimethylpropyl)- 148 C11H16 004481-30-5 30
Abundance Scan 1049 (9.252 min): BG062714.D\data.ms (-1040) ()| [ m/z 105.10 100.00%
105.1
57.1
5000 148.1
39
‘ ‘ F ‘ ‘ ‘ 9.00 9.20 9.40 9.60

o‘m_m‘u W_HWMH‘W‘ ‘m H MJH m/z 57.10  46.13%

mfz--> 20 40 100

Abundance #26402.Benzene,14nethyL4{24netthropyD-

105.0
5000 L B B LI L B
148.0 9.00 9.20 9.40 9.60
270 ' m/z 43.10  45.24%
51.0
0\\\‘\‘\‘\“\\“M\\“M\‘}‘\\\““\\‘}\‘u\\w‘\]-\3]\"\0‘\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #26261: Benzenepropanal, .beta.-methyl-
105.0
R ERRRTE S
9.00 9.20 9.40 9.60
5000 m/z 106.10 41.86%
77.0 148.0
51.0
T B0 By
() S ““u |V o el L ‘ LT
m/iz--> 20 40 60 100 120 140 ! {\ A
Abundance #26188:2—Methyhndan—24ﬂ m\\‘\\u‘\\\w\\\\‘uw
43.0 105.0 9.00 9.20 9.40 9.60
m/z 148.05 38.04%
5000 148.0
77.0 29.0 (\
PSSO R O R A 1L YT
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 21 Phenol, 3-chloro- Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
10.562 2.05 ng/ul 89001 Naphthalene-d8 10.691
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-chloro- 128 C6H5C10 000108-43-0 97
2 Phenol, 3-chloro- 128 C6H5C10 000108-43-0 96
3 Phenol, 3-chloro- 128 C6H5C10 000108-43-0 96
4 Phenol, 4-chloro- 128 C6H5C10 000106-48-9 95
5 Phenol, 4-chloro- 128 C6H5C10 000106-48-9 95
Abundance Scan 1272 (10.562 min): BG062714.D\data.ms (-1266) (- | m/z 128.00 100.00%
128.0
5000 65.1
o ‘
39.1 100.0 1471 10.50
0! m/z 65.10 41.70%
miz--> 20 40 60 80 100 120 140 160
Abundance #13888: Phenol, 3-chloro-
128.0
5000
65.0 10.50
0o 1000 m/z 130.00  29.12%
0\%“\4’.\0‘\\\\““\‘\“‘\‘\‘ ‘\\‘H\‘\\‘U\‘l”\\\\‘\“\\‘\H\‘H\
miz--> 20 40 60 80 100 120 140 160
Abundance #13887: Phenol, 3-chloro-
128.0
! AWM /\A A
65.0 10.50
5000 m/z 63.10 20.97%
39.0
100.0
AR T TS A A
miz--> 20 40 60 80 100 120 140 160 ! M\ »j\
Abundance #13893: Phenol, 3-chloro- ! N f ‘ ﬁm‘ an)
128.0 10.50
m/z 64.10 20.76%
5000
65.0
39.0 100.0 /\ J\
) S HJW‘\\U\WM\\\‘\‘w\‘\\\\‘\\\ ANER RS S T P
m/z--> 20 40 60 80 100 120 140 160 10.50

SFAM-EPA-BG090924.MA.M Wed Sep 11 12:35:03 2024 Page: 25



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 22 unknown-03 Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
11.073 2.96 ng/ul 128785 Naphthalene-d8 10.691
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 38
2 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 38
3 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 38
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 33
5 2,4-Dimethyl-1-hexene 112 C8H16 016746-87-5 32

Abundance Scan 1359 (11.073 min): BG062714.D\data.ms (-1353) (- | m/z 56.10 100.00%
56.1
1111 T T
85.1 ‘ 145.0 11.00
0"H“H‘Wtw“‘mw‘wh‘w_‘iw“m‘ﬂ‘uu‘u“u%g%% m/z 71.10  30.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
5000 o) ‘
11.00
29.0 111.0 m/z 69.05 28.77%
145.0
O T \M‘\ T T \8‘?.3\“ T o T r‘\ T \“1\7\(\)\0‘ T \]\_9\?\0\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3732: 1-Hexene, 2-methyl-
56.0
T \
11.00
5000 m/z 41.10 25.56%
27.0
T 0 X
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7553: 1-Heptene, 2-methyl- —
56.0 11.00
m/z 55.05 25.21%
5000
29.0
‘ ‘ ‘ 84.0 112.0
O‘H“ﬂ‘mﬂ‘u"ﬁ“ﬁ"_‘L“H“H“_‘H“H“H ——
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40

Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .MA.M
: SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
11.725 2.41 ng/ul 104622  Naphthalene-d8 10.691
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
2 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 53
3 Oxalic acid, 2-ethylhexyl hexyl ... 286 C16H3004 1000309-38-9 53
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 53
5 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 53
Abundance Scan 1470 (11.725 min): BG062714.D\data.ms (-1464) (- m/z 43.10 100.00%
43.1 71.1
5000
99.1
—= —
11.50 12.00
127.2 1550
0! M‘NM\HWNHWM\\WN\VM\H‘w\\ m/z 57.10 96.42%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 [ Lo,
11.50 12.00
270 ‘ o5 o 113.0 m/z 71.10 87.95%
' 142.0
O\\\‘\‘\\\“M\\uﬂ‘\\H}\‘{‘\\\‘\\1\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22104: Octane, 2,6-dimethyl-
57.0
— =
11.50 12.00
5000 m/z 41.10 43.98%
113.0
27.0 85.0
o S e OV s - X S
m/z--> 20 40 60 80 100 120 140 160
Abundance #181354: Oxalic acid, 2-ethylhexyl hexyl ester —— —
57.0 11.50 12.00
m/z 99.10 26.47%
5000
290 85.0 112.0
ol L LT a0 1570
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.119 5.68 ng/ul 246850 Naphthalene-d8 10.691
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 72
5 1-Iodo-2-methylnonane 268 Cl1oH21I 1000101-47-9 72
Abundance Scan 1537 (12.119 min): BG062714.D\data.ms (-1527) (1 m/z 57.10 100.00%
57.1
5000
85.0
e ~
12.00 12.50
112.1 145.1
0 m‘mJHMHHHMWHWm_m_‘H_Hl‘?f“?wwm m/z 43.10  78.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane
57.0
5000 85.0 L — — T
12.00 12.50
290 m/z 71.05 47.32%
H || U120 1410 1840
0 \\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
P e
12.00 12.50
5000 m/z 41.10 38.89%
85.0
29.0
ool L 901010 1eng 1500
H‘_“W‘H“H‘w“H‘H“_‘H“H“H‘w“u‘u““‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane 7 —
57.0 12.00 12.50
m/z 85.05 33.49%
5000
85.0
29.0
0 | ‘\ [ ‘ 1130 141.0 1690 197.0 2260\ [
e e e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
13.077 2.06 ng/ul 95081  Acenaphthene-di1e 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 64
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 59
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 59
Abundance Scan 1700 (13.077 min): BG062714.D\data.ms (-1696) (- | m/z 57.10 100.00%
57.1
- \MMAJ\
13.00 |
127.1 .
97.1 183.1
0 H‘w\mJ‘u‘H”lu,wu‘m‘w,u‘m‘m‘wH,u‘H_m,wwww m/z 71.106  69.99%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 e ;
13.00
113.0 m/z 43.10 57.73%
Oh \2‘\7‘\‘.\(\)“‘1 Tt “ T \H} T ,‘1‘\ T \““ TT 1‘\ T \“\ TT ‘;I\-\S\ﬂ.‘(\)\‘]\-ﬁfuoi“ T \%5\§‘9\2\\8‘2\\(
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
U \
13.00
5000 ITI/Z 85.10 30.80%
27.0 127.0
0 BALAS NI R
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl- e ‘
57.0 13.00
m/z 41.10 30.54%
5000
113.0 183.0
oﬁi\'f’q«H\um\u‘,w‘w_‘1\‘,»“‘&%9H,‘L(H_‘2‘2,&-955‘%‘9”” e
m/z--> 20 40 60 80 100120140160180200220240260280 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.359 8.15 ng/ul 375815  Acenaphthene-d10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Tetradecane 198 C14H30 000629-59-4 93
3 Hexadecane 226 C16H34 000544-76-3 86
4 9-methylheptadecane 254 C18H38 026741-18-4 78
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 1748 (13.359 min): BG062714.D\data.ms (-1741) (- | m/z 57.10 100.00%
57.1
- wJ\.
1300 1350
99.1 1541 : :
ol b Ly s 198 881 h/; 43.10 81.58%
miz-> 50 100 150 200 250 300
Abundance #74005: Tetradecane
57.0
5000 — s
13.00 13.50
m/z 71.10  54.46%
01\5.\q‘\ ‘\“ “‘\ ‘!‘ \“‘\ ““. \H \%4}.‘0\ T \1\9?-\0\ L ‘ L ‘ L
miz-> 50 100 150 200 250 300
Abundance #74004: Tetradecane
57.0
— 5
13.00 13.50
5000 m/z 41.10 41.68%
99.0 198.0
otsg [ | [ a0 180
miz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane T T
57.0 13.00 13.50
m/z 85.05 36.52%
) W/\L
o 22.‘5‘\‘ | | “‘99'0‘ 141.0 183.0 226.0
B L o P
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 27 Naphthalene, 1,6-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.711 6.19 ng/ul 285064  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
Abundance Scan 1808 (13.711 min): BG062714.D\data.ms (-1798) (- | m/z 156.10 100.00%
156.1
A/\ A
13.50 14.00
0! m/z 141.05 65.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000
13.50 14.00
115.0 ITI/Z 155.10 38.95%
270 51.0 /7.0 ‘
0 H\’\‘\.\\“\\“\\“M\‘\HU“\”\‘\\“\\\i‘\“!‘H“‘HM‘HH’HH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0 Aﬂ\h
NARLLWAY
13.50 14.00
5000 m/z 115.00 20.51%
77.0 115.0
51.0
o 220 i b
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33147: Naphthalene, 2,7-dimethyl- —— —
156.0 13.50 14.00
m/z 128.05 15.15%
) /\M\AJ\M
77.0 128.0
41.0
SN PR MR- S 1 W VT
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 28 Naphthalene, 2,3-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.852 5.36 ng/ul 247188  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
Abundance Scan 1832 (13.852 min): BG062714.D\data.ms (-1826) (1 m/z 156.10 100.00%
156.1
5000 M
115.0 ‘/\ Aty
63.0 c 13.50 14.00
0 1901 220° m/z 141.00 88.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0
5000
13.50 14.00
m/z 155.05 31.83%
76.0 1150
280 510 " bl
O \\\‘\{\\"\\1\‘\\\‘\‘\\‘\\‘\\\i‘\\‘\\‘\\‘\‘ ‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0 Aﬂ\f\
LA L AL
13.50 14.00
5000 m/z 115.00 18.68%
115.0
£ TS0 SO BT Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33161: Naphthalene, 1,4-dimethyl- — —
156.0 13.50 14.00
m/z 153.00  15.87%
5000
115.0
oamoso O L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\

Library Search Compound Report

Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 29 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
14.617  3.89 ng/ul 179485  Acenaphthene-die 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 6es Casvss 067098-21-7 86

2 Decane, 2-methyl- 156 C11H24 006975-98-0 68
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 68
4 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 64
5 Nonadecane 268 C19H40 000629-92-5 64
Abundance Scan 1860 (14.017 min): BG062714.D\data.ms (-1853) (- | m/z 57.10 100.00%
57.1
- \MWMVJA«/%\AMA/\NA/
L
|| 1412 14.00
Ol e e M/z 71,05 74.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
5000 s :
14.00
m/z 43.10 70.72%
ok ‘ |}270197.0267.0337.0  463.0533.0 604.(
‘\\\\‘\\\\‘\\\T[\!f\‘lHT‘\WF\‘W\\\[\\T!‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #33083: Decane, 2-methyl-
57.0
L
14.00
5000 ITI/Z 41.10 35.46%
obtbbll 1410
e P T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —— ‘
57.0 14.00
m/z 55.10 35.35%
B MA/\J
0 ‘ 111270 2110 296.0
e e e e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924 .MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 30 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.434 10.02 ng/ul 461582  Acenaphthene-d10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 Pentadecane 212 C15H32 000629-62-9 86
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 86
Abundance Scan 1931 (14.434 min): BG062714.D\data.ms (-1926) (- | m/z 57.10 100.00%
57.1
- VAAJKNLAN\AMxMVMﬂﬂij
—
‘ % 14.50
ob bl aer02122 4330 4300 71.56%
miz--> 50 100 150 200 250 300 350 400
Abundance #107218: Hexadecane
57.0
5000 T
14.50
m/z 71.10 57.69%
0 H u “‘%130 169.0 226.0
\\\\‘\\1\f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #74006: Tetradecane
57.0
—
14.50
5000 m/z 41.10 36.36%
‘ ‘ 130 1980
ok ML L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #158600: Nonadecane —
57.0 14.50
m/z 85.10 29.97%
5000
o L1000 o L.
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 31 Naphthalene, 2,3,6-trimethyl- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
14.927 4.53 ng/ul 208655  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 93
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 93
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 93
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 91

Abundance Scan 2015 (14.927 min): BG062714.D\data.ms (-2011) (- m/z 170.10 100.00%
170.1
- MV/J\/\ MM/\\
85.1 WY A,
43.1 ‘ 12‘8.0 H m - 15.00
O bt bl Al Pl ST m/z 155.18  92.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45540: Naphthalene, 2,3,6-trimethyl-
170.0
5000 R m
15.00
m/z 169.10 21.91%
128.0
0 \\\‘\\\\“'\-3\]‘.\'\‘0“‘\\”\1‘8“?”.\()\\‘\\\‘\‘\‘!‘\\“‘\\‘ ‘im\“\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
P JUIA
15.00
5000 m/z 153.05 20.03%
128.0
27'0 . SJT'O " 7?\.?\\ 102'0‘ \‘\ 1l .
R B o R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45536: Naphthalene, 1,6,7-trimethyl- " —
170.0 15.00
m/z 85.10 19.49%
5000
128.0
N S TRh L  l  I i,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 32 Naphthalene, 1,6,7-trimethyl- Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
15.004 3.45 ng/ul 159026  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96

Abundance Scan 2028 (15.004 min): BG062714.D\data.ms (-2022) (- | m/z 170.05 100.00%
170.1
R
) 128.0 ‘ 15.00
oL bt 22 ook L “ 2073 3250 095510 94.25%
m/z--> 50 100 150 200 250 300
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0
5000 T T T [U\/\/\/‘
15.00
m/z 153.05 22.52%
LI 3\9\0‘ \7\6“\9\ ‘ \]‘-\Zf.‘\o‘ “‘m\ “ L ‘ L ‘ T T T ‘ LI
miz--> 50 100 150 200 250 300
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
T
15.00
5000 ITI/Z 169.10 21.94%
128.0
30 760 1)
R e
miz--> 50 100 150 200 250 300
Abundance #45536: Naphthalene, 1,6,7-trimethyl- \NW/\AW s I
170.0 15.00
m/z 156.10 15.23%
5000
1280
7
m/z--> 50 100 150 200 250 300 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 33 Phenol, 2,3,5,6-tetrachloro- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
15.068 5.29 ng/ul 244013  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 99
2 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 97
3 Phenol, 2,3,5,6-tetrachloro- 230 C6H2C140 000935-95-5 96
4 Phenol, 2,3,4,6-tetrachloro- 230 C6H2C140 000058-90-2 95
5 Phenol, 2,3,5,6-tetrachloro- 230 C6H2C140 000935-95-5 94

Abundance Scan 2039 (15.068 min): BG062714.D\data.ms (-2033) (- | m/z 231.80 100.00%

231.8
5000 . '

15.00
0 m/z 229.80 86.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #111921: Phenol, 2,3,4,6-tetrachloro-
232.0
5000 — :
15.00

m/z 83.10 52.97%

" 166.
ol .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #111918: Phenol, 2,3,4,6-tetrachloro-
232.0

15 00
m/z 233.80 51.67%

5000

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #111914: Phenol, 2,3,5,6-tetrachloro- — ‘
232.0 15.00

m/z 55.10  39.90%

ek

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15 00

5000

131.0 166.0 194.0

65.0 96.0

36.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 34 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.386 10.87 ng/ul 500784  Acenaphthene-d10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 83
3 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 81
4 Decane, 1-iodo- 268 C1loOH21I 002050-77-3 80
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 78
Abundance Scan 2093 (15.386 min): BG062714.D\data.ms (-2089) (- | m/z 57.10 100.00%
57.1
5000
8 LMAM
7 C
15.00 15.50
113.1
0 m_‘HW‘U_J‘m‘wuH‘WH_‘1‘4‘0‘%‘_H‘lﬁ‘?‘?w?ﬁ?z‘w m/z 43.10 78.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
5000 — e
15.00 15.50
290 85.0 m/z 71.10  60.01%
0 ‘\ L L1 H‘ 1113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59029: Tridecane
57.0
P S
15.00 15.50
5000 m/z 85.10 37.32%
85.0
29.0
| ‘ | || 1301410 1840
0“W‘M‘M‘H‘HM‘H‘HNH‘w‘u‘_‘u‘u‘w‘u‘_‘u‘u‘w‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane — —T
57.0 15.00 15.50
m/z 41.10 35.90%
h | w\@AﬂmwmwAmwvmmmjﬂd
113 0 141 0
29.0
: 1999 2169 Mool o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 35 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.791 9.44 ng/ul 435103  Acenaphthene-d10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 64
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 58
3 Heptadecane 240 C17H36 000629-78-7 58
4 Eicosane 282 (C20H42 000112-95-8 58
5 Pentadecane 212 C15H32 000629-62-9 52
Abundance Scan 2162 (15.791 min): BG062714.D\data.ms (-2151) (- | m/z 57.10 100.00%
57.1
- w
= —
‘ h Fgl 16‘9'1 15.50 16.00
om_‘!‘ Al L2228 wz 71.10 47.49%
mfz--> 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 s e
15.50 16.00
m/z 43.10 47.20%
ol ‘ | ‘\ ) 1‘410183022502670 323.0 380.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo-
57.0
= —
15.50 16.00
5000 m/z 41.10 25.13%
| 9.0 155.0 197.0
0‘M\M‘huw\‘Mhu‘M“““““““““““‘
m/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane T —
57.0 15.50 16.00
m/z 85.10 23.93%
5000
9.0
bl b L] r00ee0 200 LA S
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 36 Benzophenone Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.885 5.46 ng/ul 251473  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 93
2 Benzophenone 182 C13H100 000119-61-9 81
3 Benzophenone 182 C13H100 000119-61-9 81
4 Benzophenone 182 C13H1e0 000119-61-9 76
5 Benzophenone 182 C13H1e0 000119-61-9 74
Abundance Scan 2178 (15.885 min): BG062714.D\data.ms (-2174) (- | m/z 105.00 100.00%
105.0
77.1
182.0
5000
51.1
= =
15.50 16.00
153.1
YN I8 0 0 U R B m/z 77.10  69.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 = ]
15.50 16.00
510 m/z 182.00  54.60%
152.0
O\\\\’\‘\\\“\\‘\\‘\\\”1“\H\‘\H\‘H\\’\\}‘\’\\\\‘H\\H‘\\H‘\H\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56924: Benzophenone
77.0 105.0
Aol L,
51.0 15.50 16.00
5000 m/z 51.10 31.53%
182.0
) ST R N Y [S—
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56922: Benzophenone T T
105.0 15.50 16.00
m/z 43.10 30.46%
77.0
5000 182.0
51.0
o260 | ] 1520 |
R LA R R e B e e e AR — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 37 (DEL) Alkane: Cyclicl6.003 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
16.003 2.71 ng/ul 168719  Phenanthrene-di10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, decyl- 224 C16H32 001795-16-0 49
2 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 49
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 49
4 n-Nonylcyclohexane 210 C15H30 002883-02-5 47
5 Cyclohexane, undecyl- 238 C17H34 054105-66-7 47
Abundance Scan 2198 (16.003 min): BG062714.D\data.ms (-2193) (- | m/z 83.10 100.00%
83.1
41.1
5000
169.1 iﬁbd
1 218.2 :
0#,,,280( m/z 55.10 72.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104600: Cyclohexane, decyl-
83.0
5000 41.0 L 1
16.00
m/z 57.10 70.65%
\\\‘\H\‘HH’\\H‘HH‘H\\‘\H\‘\H\’HH‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43577: Cyclohexane, (4-methylpentyl)-
83.0
T |
16.00
5000 m/z 82.10 67.17%
41.0
L), gz 80
O et e by e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31429: Cyclohexane, pentyl- T
83.0 16.00
m/z 41.10 56.73%
5000
41.0
154.0
obrrd ol b b d A2 L .
m/z--> 20 40 60 80 100120140160180200220240260280 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 38 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.249 13.15 ng/ul 820250  Phenanthrene-di10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 91
3 Tridecane 184 C13H28 000629-50-5 91
4 Nonadecane 268 C19H40 000629-92-5 87
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 2240 (16.249 min): BG062714.D\data.ms (-2235) (1 | m/z 57.10 100.00%

57.1
5000 85.1

T T
184.1 16.00 16.50

1131
oHWHw‘:‘“MWJHMHJ‘_‘l‘fl‘l“q‘,m“!““2%9‘2_‘2‘”"9‘3 m/z 43.10  74.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123960: Heptadecane
57.0
85.0
5000 P -

16.00 16.50
m/z 71.10 60.25%

113.0
H I 141016901970 2400
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\1\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0

T T
16.00 16.50

o

5000 85.0 m/z 85.10 38.91%
‘H‘H‘w‘u‘_‘H‘H‘w“u‘u‘W‘H‘V‘H‘H‘w‘u‘_‘u‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59028: Tridecane :
57.0 16.00 16.50

m/z 41.10 34.50%

5000 85.0
29 0
H “ Hllz 01410 184.0

oHWHwHH_H‘p!mwHw‘_HwHH,‘M\wwww —

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 39 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.037 11.03 ng/ul 688052  Phenanthrene-di10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Octadecane 254 C18H38 000593-45-3 87
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 86
4 Hexadecane 226 C16H34 000544-76-3 80
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 80
Abundance Scan 2374 (17.037 min): BG062714.D\data.ms (-2370) (- m/z 57.10 100.00%
57.1
o 84 ML
17.00 |
113.1141.1 .
om,ww‘h_“wmkw,mwH_‘1‘?3‘2”9‘2,‘19‘?‘”“2‘?““?”‘ m/z 43.10 73.13%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90189: Pentadecane
57.0
5000 —— :
85.0 17.00
29.0 m/z 71.16  59.49%
0 \‘ L\ H \‘\ i \1ld3 0\14\1 0169 0 212 0
H\’H\\‘HH‘HH‘\H\‘HH’\H\‘HH‘\\H‘HH’\H\‘H\\‘HH‘\\H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #141058: Octadecane
57.0
T \
17.00
5000 85.0 m/z 85.10 38.85%
29.0 113.0
bl L 4101600107 05 2580
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107244: Dodecane, 2-methyl-6-propyl- —
57.0 17.00
m/z 41.10 34.06%
5000 85.0
‘ 140.0 182.0
0‘H,HH‘waﬁmﬂuuwu‘wu‘WHW‘HWWHWH‘WH‘WHH‘HH —
m/z--> 20 40 60 80 100120140160 180200220240260 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 40 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.095 7.56 ng/ul 471638  Phenanthrene-d10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 80
2 Pentacosane 352 (C25H52 000629-99-2 80
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 74
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 68
5 Tetradecane 198 C14H30 000629-59-4 64
Abundance Scan 2384 (17.095 min): BG062714.D\data.ms (-2379) (1 m/z 57.10 100.00%
57.1
5000
184.0
|| B3 17.00 |
ol bbby L e g1 e 72.42%
miz--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
5000 —— ‘
17.00
‘ 99.0 m/z 43.10 52.97%
0 \“\ } “‘\ ”H‘ \‘“‘\ HL \“‘ \:‘!-\41%[.‘9\ 1\-8\3\0‘ T \\25|4\0\ L B B
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
T
17.00
5000 m/z 85.10 44 ,99%
99.0
oL LLli), 141018302250 2950 3520
A A e
m/z--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —— ‘
57.0 17.00
m/z 184.00 32.93%
5000
99.0
0 ‘\\ H\ Il \‘ | :!-4?"0 183.0 239.0 296.0 K
e e
m/z--> 50 100 150 200 250 300 350 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 41 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.777 8.48 ng/ul 529013 Phenanthrene-d10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 94
3 Heptadecane 240 C17H36 000629-78-7 93
4 Hexadecane 226 C16H34 000544-76-3 93
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2500 (17.777 min): BG062714.D\data.ms (-2496) (- | m/z 57.10 100.00%
57.1

" \/JN\M

stk
h 99.0 17.50 18.00
|

1410 1831 2252 268.3 9
oot Al ot D ABSL 2252 2683 1 043 10 73.08%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158597: Nonadecane
57.0

5000 T
17.50 18.00
m/z 71.10 62.02%

99.0
27\‘0“\ h\ H\ I H‘ A w\14\\1'0\ \18\30‘ 225.0 26\80
H\‘HH‘HH‘HH‘HH‘HH‘HH‘\H\’H\\‘\H\‘HH‘HH‘HH’HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107222: Tridecane, 6-propyl-
43.0

T
17.50 18.00

o

o

5000 85.0 m/z 85.10 41.44%
126.0 183.0
PN 0 O T X
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123958: Heptadecane T 1
57.0 17.50 18.00

m/z 41.10 34.36%

B “NLJ\N
99.0
27“.0 L H 141.0 183.0 240.0

0"""""Hw““‘:‘“lu‘M‘_‘s“‘uh"iu‘m,Hu"u‘waw;w,uw —

T ‘
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\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 42 n-Hexadecanoic acid Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
18.171 2.69 ng/ul 167595  Phenanthrene-di10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 51
2 Dibenzothiophene, 3-methyl- 198 C13H1es 016587-52-3 38
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 35
4 3-Dibenzofuranamine, 2-methoxy- 213 C13H11NO2 005834-17-3 30
5 Benzene, 1-fluoro-3-(2-phenyleth... 198 C14H11F 003041-81-4 25
Abundance Scan 2567 (18 171 min): BG062714.D\data.ms (-2560) (- m/z 73.00 100.00%
73.0 197.9
5000
129.0
”WV“%WW“M —
256.1 18.00 18.50
0 “‘H‘ ”MMNWJW\““““??P] m/z 43.10 98.43%
miz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R T
18.00 18.50
H 171.0213.0256.0 m/z 197.95 89.51%
O\\\\M‘ H‘Mh”\ ““M\“‘H‘\‘\“\“\‘H“‘\\H‘\H\‘\\H
miz-> 50 150 200 250 300 350
Abundance #73836.ENbenzoﬂﬂophene,34neﬂwL
198.0
L i)
18.00 18.50
5000 m/z 60.05 85.33%
280 990 1520
0 H“mu”uuw\mu“mhJ}HH_MWH_W
m/z--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid LA P it
43.0 18.00 18.50
m/z 57.10 83.45%
5000 256.0
129.0
0 \\“\H‘ HM‘MHH “H‘\‘H‘\ ‘\“‘ ““‘H‘ \“\\\“\\\\‘\\\\‘\\\\ F e
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 43 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.470 7.22 ng/ul 450042  Phenanthrene-d10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 2618 (18.470 min): BG062714.D\data.ms (-2614) (- | m/z 57.10 100.00%
57.1

-

5000
99.1 EL8‘5(5
1412 :
ol dld |y 2402 1831 2252 2821 .. 4310 70.50%
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0
5000

—
18.50
m/z 71.10 63.32%

99.0
Jisol | |||, 10 1630 2050 2s6
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0

1
18.50

5000 m/z 85.10 43.43%
99.0
ol b b, 7400 1830 2680
mlz--> 50 100 150 200 250
Abundance #176386: Eicosane T
57.0 18.50
m/z 41.10 32.13%
- A/\ANAAWA
99.0
o 260, | | %% 1410 1830 2250 2820
e e e e —
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 44 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.099 5.87 ng/ul 366324  Phenanthrene-d10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Hexadecane 226 C16H34 000544-76-3 89
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86

Abundance Scan 2725 (19.099 min): BG062714.D\data.ms (-2722) (- | m/z 57.10 100.00%
7.1

5
5000

g o
99.1 19.00 19.50
B

141.1 210.9
Ay Atlaras STPR 2671 ni 43,10 67.98%

m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0

5000 — —
19.00 19.50

m/z 71.10 57.55%
I n‘

0 240m‘ﬂ 990 1410 1830 2260
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0

T T
19.00 19.50

o

5000 m/z 85.10 42.72%
99.0
ool | || I, 1410 1830 2260
m/z--> 50 100 150 200 250
Abundance #107216: Hexadecane —— T
57.0 19.00 19.50

m/z 41.10 30.71%

- MM\\/\M
99.0
18.0 L H 1410 1830 226.0

o188 L b bl o 88D A S
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 45 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
20.209 2.22 ng/ul 173586  Chrysene-di12 21.520
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 92
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 87
4 Tetradecane, 4-ethyl- 226 Cl16H34 055045-14-2 87
5 Dodecane 170 C12H26 000112-40-3 87

Abundance Scan 2914 (20.209 min): BG062714.D\data.ms (-2910) (- | m/z 57.10 100.00%

57.1
5000

i =
| ‘99 s 2111 240 269 20.00 2050
- N“‘w‘m‘ﬁ AAL2 177.0 707 2480 2831 ) 43,10 69.86%

m/z--> 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5000 — S
20.00 20.50

m/z 71.10  59.49%

0 ‘\‘ \M i ‘\ | 1410 1830 2390 296«
T T T ‘ \ T T T ‘ T T \ T T T T T ‘ T T T T ‘
m/z--> 100 150 200 250
Abundance #141076: Pentadecane, 2,6,10-trimethyl-

57.0

20.00 20.50

o

5000 m/z 85.10 46.77%
27,0 ‘990
oLl L LTy ger0 1830 0
m/z--> 50 100 150 200 250
Abundance #107244: Dodecane, 2-methyl-6-propyl- T 7
57.0 20.00 20.50

m/z 41.10 32.92%

- VWWmMWAﬁwmAMMWWMAWWMf
| H 99.0 140.0 182.0
Ll

Ll 226.0
o bbb, | THC 2260 -

‘ T
m/z--> 50 100 150 200 250 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 46 Carbonic acid, 2-ethylhexyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

21.197 5.59 ng/ul 437060  Chrysene-d12 21.520
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, 2-ethylhexyl unde... 328 C20H4003 1000383-13-8 53
2 Carbonic acid, 2-ethylhexyl tetr... 370 C23H4603 1010383-14-1 50
3 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 49
4 Oxalic acid, decyl 2-ethylhexyl ... 342 C20H3804 1000309-39-3 47
5 Carbonic acid, 2-ethylhexyl octy... 286 C17H3403 1000383-13-5 47

Abundance Scan 3082 (21.197 min): BG062714.D\data.ms (-3076) (- | m/z 57.10 100.00%

57.1
5000
121 239.2

T
21.00 21.50

hu 157.0197.1 | | 2951  357.

0ty ot et T m/z 43.10 69.93%
m/z--> 50 100 150 200 250 300 350
Abundance  #234676: Carbonic acid, 2-ethylhexyl undecy! ester
57.0
112.0

21.00 21.50
m/z 71.10 63.22%

154.0
O T “‘\ \‘ ‘ T ‘“ \‘ T “\ T h T T T T ‘2;7\.\0 T ’ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #279620: Carbonic acid, 2-ethylhexyl tetradecy! ester
570

I
21.00 21.50
5000 112.0 m/z 70.10 49.43%
\\‘

\ \hM15401?69“,””_”‘_
m/z--> 50 100 150 200 250 300 350
Abundance #61053: 1-Decanol, 2-ethyl- =

1
ity
57.0 21.00 21.50
m/z 55.10 39.84%

h \ML\/
h‘\ "ﬁ , 1390

ob il b4 A0 St
m/z--> 50 100 150 200 250 300 350 21.00 21.50

5000 L L
.
Il

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 47 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
22.178 2.37 ng/ul 185615  Chrysene-di12 21.520
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 50
2 1-Decene, 4-methyl- 154 C11H22 013151-29-6 49
3 Hexadecyl octyl ether 354 C24H500 1000406-38-6 49
4 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 43
5 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 43

Abundance Scan 3249 (22.178 min): BG062714.D\data.ms (-3243) (- | m/z 57.10 100.00%

57.1
5000

112.1 265.1 —— a—
M JJL 2202 “ 22.00 22.50
kL

d“h A H“ H“‘u i H m\ M P R BV ‘?’5‘4‘ m/z 71.10 80.08%

m/z--> 50 100 150 200 250 300 350
Abundance #123968: Hexadecane, 7-methyl-
57.0

o

5000 — ——
22.00 22.50
‘ 1120 m/z 55.10 62.37%
O T ‘\“ “‘ H‘ ‘“ h‘ \h T \ T \ L ‘ \22\5\.9 ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #31422: 1-Decene, 4-methyl-
57.0
—— —
22.00 22.50
5000 m/z 43.10 50.09%

o

112.0
Ll sae
m/z--> 50 100 150 200 250 300 350

Abundance #264243: Hexadecyl octyl ether T T
57.0 22.00 22.50

m/z 41.10 45.07%

) m
‘ u N 441 0 1830 225.0

0 e — — —
miz--> 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_G\Data\BG091024\
Data File : BG@62714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG090924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 48 (DEL) Alkane: Straight-Chai... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.

22.301 2.02 ng/ul 157964  Chrysene-di12 21.520
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 74
4 Hydroxylamine, O-decyl- 173 C10H23NO 029812-79-1 72
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 64

Abundance Scan 3270 (22.301 min): BG062714.D\data.ms (-3266) (- | m/z 57.10 100.00%
57.1

5000

-

Pl 1 2851 22.00 22.50
210.1

ob ML 2108 P84T wz 4310 67.87%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

-

5000
22.00 22.50
m/z 71.10 56.36%
o ‘ [ 127.0 2110 296.0
‘\\\f‘\\\\‘\\\\‘\\\\ \\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #45506: Decane, 3,6-dimethyl-
57.0
—r —
22.00 22.50
5000 ITI/Z 85.10 39.24%
HJ 41.0
O - b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane — 7
57.0 22.00 22.50
m/z 41.05 27.67%
h MJM\/WM
o \HH 27.0197.0267.0337.0407.0 491.0562.0
P S T T T T —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91024\
Data File : BG062714.D

Acqg On : 10 Sep 2024 23:40
Operator : JU/RC

Sample : P3877-05

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@90924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

(DEL) Alkane: S... 5.932 ng/ul 160315 7.906 391620 20.
(R)-(-)-2-Methy... 6.214 ng/ul 146303 7.906 391620 20.
(DEL) Alkane: S... 6.473 ng/ul 52763 7.906 391620 20.
unknown-01 6.549 ng/ul 60402 7.906 391620 20.
(DEL) Alkane: S... 6.902 ng/ul 76927 7.906 391620 20.
(DEL) Alkane: S... 6.960 ng/ul 79388 7.906 391620 20.
Benzene, 1l-ethy... 7.001 ng/ul 67250 7.906 391620 20.
Benzene, 1-ethy... 7.295 ng/ul 54132 7.906 391620 20.
2-Heptanone, 4,... 7.330 ng/ul 54541 7.906 391620 20.
(DEL) Alkane: S... 7.536 2 ng/ul 538110 7.906 391620 20.
1-Butoxy-2-ethy... 7.965 ng/ul 139838 7.906 391620 20.
Benzene, 1,2,4-... 8.024 ng/ul 56644 7.906 391620 20.
Cyclohexanone, ... 8.329 ng/ul 68617 7.906 391620 20.
(DEL) Alkane: S... 8.441 ng/ul 89066 7.906 391620 20.
Benzene, 1,4-di... 8.547 ng/ul 75544 7.906 391620 20.
(DEL) Alkane: S... 8.676 ng/ul 97375 7.906 391620 20.
Benzene, (1-met... 8.705 ng/ul 62573 7.906 391620 20.
Benzene, 1,2,3,... 8.905 ng/ul 64583 7.906 391620 20.
(DEL) Alkane: S... 9.134 2 ng/ul 394936 7.906 391620 20.
unknown-02 9.252 ng/ul 90264 7.906 391620 20.

[N
[
[e))
el
[y

Phenol, 3-chloro- 10.562 ng/ul 89001 869218 20.
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unknown-03 11.073 ng/ul 128785 10.691 869218 20.
(DEL) Alkane: S 11.725 ng/ul 104622 10.691 869218 20.
(DEL) Alkane: S... 12.119 ng/ul 246850 10.691 869218 2@.
(DEL) Alkane: S... 13.077 95081 . 921781 20.
(DEL) Alkane: S... 13.359 ng/ul 375815 14.528 921781 20.
Naphthalene, 1,... 13.711 ng/ul 285064 14.528 921781 20.
Naphthalene, 2,... 13.852 ng/ul 247188 14.528 921781 20.
(DEL) Alkane: S... 14.017 ng/ul 179485 14.528 921781 20.
(DEL) Alkane: S... 14.434 1 ng/ul 461582 14.528 921781 20.
Naphthalene, 2,... 14.927 ng/ul 208655 14.528 921781 20.
Naphthalene, 1,... 15.004 ng/ul 159026 14.528 921781 20.
Phenol, 2,3,5,6... 15.068 ng/ul 244013 14.528 921781 20.
(DEL) Alkane: S... 15.386 1 ng/ul 500784 14.528 921781 20.
(DEL) Alkane: S... 15.791 ng/ul 435103 14.528 921781 20.
Benzophenone 15.885 ng/ul 251473 14.528 921781 20.
(DEL) Alkane: C.. 16.003 ng/ul 168719 17.278 1247150 20.
(DEL) Alkane: S.. 16.249 1 ng/ul 820250 17.278 1247150 20.
(DEL) Alkane: S.. 17.037 1 ng/ul 688052 17.278 1247150 20.
(DEL) Alkane: S.. 17.095 ng/ul 471638 17.278 1247150 20.
(DEL) Alkane: S... 17.777 ng/ul 529013 17.278 1247150 20.
n-Hexadecanoic ... 18.171 ng/ul 167595 17.278 1247150 20.
(DEL) Alkane: S... 18.470 ng/ul 450042 17.278 1247150 20.
(DEL) Alkane: S... 19.099 ng/ul 366324 17.278 1247150 20.
(DEL) Alkane: S... 20.209 ng/ul 173586 21.520 1563820 20.
Carbonic acid, ... 21.197 ng/ul 437060 21.520 1563820 20.
(DEL) Alkane: S... 22.178 ng/ul 185615 21.520 1563820 20.
(DEL) Alkane: S... 22.301 ng/ul 157964 21.520 1563820 20.
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