LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ N\Methods\SFAM-EPA-BN©91124.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@34300.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 5.464 431 438 445 rVB2 11862196 23489311 32.54% 1.492%
2 5.711 473 480 486 rBVv3 3118585 6325505 8.76% 0.402%
3 5.922 509 516 523 rBv4 3699297 9420359 13.05% 0.599%
4 5.993 523 528 532 rBV 5482379 8334117 11.54% ©0.529%
5 6.064 532 540 543 rBV3 4043510 9310857 12.90% 0.592%
6 6.099 543 546 552 rVB 4155746 6383826 8.84% 0.406%
7 6.322 576 584 589 rBV5 3291253 8353095 11.57% 0.531%
8 6.393 589 596 598 rBV3 4613824 8703886 12.06% 0.553%
9 6.428 598 602 606 rVB 6584409 10712006 14.84% 0.681%
10 6.481 606 611 614 rBV 8927946 16062578 22.25% 1.021%
11 6.511 614 616 621 rVB 5857575 7345243 10.17% 0.467%
12 6.587 621 629 634 rVB3 9703996 24216591 33.54% 1.539%
13 6.646 634 639 644 rVB 6012228 9534168 13.21% 0.606%
14 6.799 660 665 670 rBV 6881266 11934360 16.53% 0.758%
15 6.864 670 676 680 rBV 9313294 16661978 23.08% 1.059%
16 6.952 686 691 702 rVB2 8482068 18975060 26.28% 1.206%
17 7.058 702 709 718 rBV3 15573709 44928781 62.23% 2.854%
18 7.246 733 741 747 rBV4 2681951 7748999 10.73%  0.492%
19 7.399 761 767 772 rVB 9699115 17775039 24.62% 1.129%
20 7.511 777 786 797 rVB5 12447403 34852342 48.27% 2.214%
21 7.634 797 807 811 rBV3 11083867 26008258 36.02% 1.652%
22 7.693 811 817 824 rVB7 5727551 16418149 22.74% 1.043%
23 7.840 837 842 846 rBV2 6669696 10633631 14.73% 0.676%
24 7.893 846 851 855 rBV2 6767519 10657396 14.76% 0.677%
25 7.946 855 860 866 rVB2 12291755 22882674 31.70% 1.454%
26 8.005 866 870 873 rBV 8222436 12691215 17.58% ©0.806%
27 8.046 873 877 880 rBV2 7293867 11560683 16.01% 0.734%
28 8.081 880 883 891 rVB2 10986984 18849541 26.11% 1.198%
29 8.181 893 900 903 rBV 10432668 21348823 29.57% 1.356%
30 8.352 924 929 933 rBV 6481510 10243015 14.19% 0.651%
31 8.399 933 937 944 rVB 7303463 12008691 16.63% 0.763%
32 8.499 944 954 964 rBV2 9392855 25121760 34.80% 1.596%
33 8.652 972 980 985 rVB 14336388 41971330 58.14% 2.667%
34 8.746 985 996 1003 rBV8 6828141 19925511 27.60% 1.266%
35 8.828 1003 1010 1014 rBV3 5873026 10768886 14.92% 0.684%

36 9.075 1049 1052 1064 rVB4 5507280 13229664 18.32% 0.841%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ N\Methods\SFAM-EPA-BN©91124.MA.M
Title : SVOA CALIBRATION
37 9.187 1064 1071 1078 rVB2 4755902 9397890 13.02% 0.597%
38 9.275 1078 1086 1089 rBV4 3811837 10529349 14.58% 0.669%
39 9.334 1089 1096 1099 rBV4 4068166 8680749 12.02% 0.552%
40 9.475 1110 1120 1125 rVB2 6432766 16249553 22.51% 1.032%
41  9.540 1125 1131 1134 rBV2 5257189 8798871 12.19% ©.559%
42 9.622 1141 1145 1148 rBV 5249964 8541344 11.83% 0.543%
43 9.722 1156 1162 1166 rBV2 5439313 9630681 13.34% 0.612%
44  9.875 1182 1188 1192 rBV2 5479025 9059726 12.55% ©.576%
45 10.187 1226 1241 1249 rBV7 13470037 56660025 78.48% 3.600%

46 10.310 1254 1262 1266 rBV3 11416710 20224320 28.01% 1.285%
47 10.457 1282 1287 1291 rBV2 3601027 6507330 9.01% 0.413%
48 10.563 1298 1305 1315 rBV 13021353 26164682 36.24% 1.662%
49 10.699 1318 1328 1333 rBV 10724272 21910330 30.35% 1.392%
50 11.216 1408 1416 1421 rBV2 11630429 23102839 32.00% 1.468%

51 11.275 1421 1426 1433 rVB3 7172517 13859797 19.20% ©0.881%
52 11.452 1446 1456 1461 rBV3 10286915 19650274 27.22% 1.248%
53 11.628 1475 1486 1489 rBV 12176779 28348464 39.27% 1.801%
54 11.657 1489 1491 1496 rVB 8162002 10510072 14.56% ©0.668%
55 11.840 1517 1522 1525 rVV 6491829 10946338 15.16% ©0.695%

56 11.881 1525 1529 1537 rVB 10689217 16647874 23.06% 1.058%
57 12.040 1549 1556 1565 rBV2 9564491 22149729 30.68% 1.407%
58 12.281 1592 1597 1601 rBV3 4012705 8435831 11.68% 0.536%
59 12.457 1622 1627 1635 rVB3 4793164 9346868 12.95% 0.594%
60 12.599 1647 1651 1660 rVB3 5287855 11284374 15.63% 0.717%

61 12.810 1678 1687 1693 rBV2 4842431 10602250 14.69% 0.674%
62 12.904 1694 1703 1708 rBV 11706650 24152395 33.45% 1.534%
63 13.028 1719 1724 1728 rBV3 4252975 7520072 10.42% 0.478%

64 13.110 1734 1738 1747 rVB4 4662713 10493321 14.53% 0.667%
65 13.210 1748 1755 1761 rBv4 5757548 16808951 23.28% 1.068%
66 13.340 1771 1777 1780 rBV 6887964 12373020 17.14% 0.786%
67 13.375 1780 1783 1787 rVV2 5691793 9151400 12.68% 0.581%
68 13.428 1787 1792 1796 rVV2 6043424 10077910 13.96%  0.640%
69 13.569 1805 1816 1819 rBV2 6355354 15848172 21.95% 1.007%
70 13.610 1819 1823 1832 rVB3 6119548 11365972 15.74% 0.722%

71 13.710 1832 1840 1843 rBv4 5578809 12399030 17.17% 0.788%
72 13.998 1883 1889 1893 rBV 13187334 27360360 37.90% 1.738%
73 14.040 1893 1896 1904 rVB6 3974957 8179049 11.33% 0.520%
74 14.163 1912 1917 1921 rVB4 6242654 9347246 12.95%  0.594%
75 14.216 1921 1926 1930 rVB 9439659 14482410 20.06% 0.920%

76 14.281 1930 1937 1939 rBV2 3936300 9218802 12.77% 0.586%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ N\Methods\SFAM-EPA-BN©91124.MA.M
Title : SVOA CALIBRATION

77 14.463 1958 1968 1972 rBV5 4172677 13349538 18.49% 0.848%
78 14.546 1978 1982 1987 rVB2 5120174 7951351 11.01% ©.505%
79 14.616 1989 1994 1998 rVV2 6068283 9568412 13.25% 0.608%
80 14.722 1998 2012 2020 rVV4 14832364 55296833 76.59%  3.513%

81 14.840 2026 2032 2040 rBV 9372104 21270647 29.46%  1.351%
82 14.957 2044 2052 2058 rVB2 11288470 21456375 29.72%  1.363%
83 15.198 2084 2093 2096 rBV5 4240103 10576558 14.65% 0.672%
84 15.357 2112 2120 2125 rBV2 6526481 14602915 20.23% 0.928%
85 15.822 2193 2199 2201 rBV2 10694051 18795480 26.03% 1.194%

86 16.528 2304 2319 2321 rBV4 16013563 72196054 100.00%  4.587%
87 16.622 2333 2335 2338 rVB 7588197 7174364  9.94%  0.456%
88 16.669 2338 2343 2352 rVB2 6785740 13625935 18.87% 0.866%
89 16.934 2385 2388 2393 rVV 5360923 8041223 11.14% 0.511%
90 17.351 2454 2459 2463 rVV 9890403 14065172 19.48%  0.894%

91 17.528 2484 2489 2498 rVB2 10901391 17989030 24.92% 1.143%

92 18.039 2571 2576 2581 rBV 9032313 13040496 18.06% ©0.829%
93 18.692 2679 2687 2688 rBV 8725266 15273531 21.16% ©0.970%
94 18.839 2709 2712 2718 rVB 4992951 6345040 8.79%  0.403%
95 19.269 2781 2785 2792 rVB 6602183 7997631 11.08%  0.508%
96 19.810 2872 2877 2881 rBV2 6586384 8034521 11.13% ©0.510%
97 20.310 2958 2962 2969 rBV 5361331 6605543 9.15% 0.420%
98 20.780 3038 3042 3051 rVB 9954488 12877576 17.84% 0.818%
99 21.257 3119 3123 3131 rVB 4840342 6577287 9.11% 0.418%
100 21.780 3206 3212 3218 rVB2 5744785 9866960 13.67% 0.627%

Sum of corrected areas: 1573983470
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN034300.D\data.ms
2e+07

7.058
8.652 10.187
1.5e+07

1le+07

5000000

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ L L I L Y O

Time--> 3.00 350 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BN034300.D\data.ms

2e+07 14.722 16428
13.998

4,957 15.822 17185528

14216 17-890 16622 18.039 15692

163 15.357 16/669
14,6 16.934 19.269 19 810

344846 | 115198 8.839 20.310

.904

1.5e+07
20.780

le+07

21.257 21.780

5000000

T

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: BN034300.D\data.ms

2e+07

1.5e+07

1le+07

5000000

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 23
R.T. EstConc Area Relative to ISTD R.T.
5.464  26.43 ng/ul 23489300 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 97
2 Nonane 128 C9H20 000111-84-2 94
3 Nonane 128 C9H20 000111-84-2 91
4 Nonane 128 C9H20 000111-84-2 78
5 Decane 142 C10H22 000124-18-5 59
Abundance Scan 438 (5.464 min): BN034300.D\data.ms (-431) (-) m/z 43.05 100.00%
3.0
5000
i LM
N AR RES
5.20 5.40 5.60 5.80
128.1
0 1930 m/z 57.10 93.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14520: Nonane
43.0
5000
5.20 5.40 5.60 5.80
85.0 m/z 41.05 52.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14523: Nonane
43.0
5.20 5.40 5.60 5.80
5000 m/z 85.10 37.13%
85.0
0 15.0 ‘\ H\ ‘\ ‘ \‘ I 12\80
e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14522: Nonane A RAEaRERE LT
43.0 5.20 5.40 5.60 5.80
m/z 71.10 26.11%
5000
85.0
128.0
0 WANSRSRSRAY A B%/VA W VA"
m/z--> 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 2 (DEL) Alkane: Cyclic5.711 Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
5.711 7.12 ng/ul 6325510 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl- 126 CSH18 003728-54-9 49
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 47
3 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 43
4 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 43
5 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 43
Abundance Scan 480 (5.711 min): BNO34300 D\data.ms (-473) (-) m/z 43.10 100.00%
43.1 57.0 97.
5000
M ‘ ‘ 1111126.1 5.40 5.60 5.80 6.00
0 Www_w‘mwm“uHW‘_Hwu:w”‘uwl““?c‘l‘_ m/z 57.05 93.98%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
55.0 91.0
5000
5.40 5.60 5.80 6.00
41.0
69.0 m/z 97.18  93.92%
O \‘\H‘\“HH‘“\H‘\‘\H‘H\H‘HH“\HH‘\Hl‘HH‘\H\‘Hl\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #7673: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0
5.40 5.60 5.80 6.00
5000 41.0 m/z 55.00 88.36%
27.0 112.0
H H 69.0 83.0
O prrl el el el el e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13284: Cyclohexane, 1-ethyl-2-methyl-, cis-  ARREEESEREELSSSEE
55.0 97.0 5.40 5.60 5.80 6.00
m/z 41.00 59.19%
5000 41.0
69.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 3 Cyclopentanol, 2-methyl-, t... Concentration Rank 51

R.T. EstConc Area Relative to ISTD R.T.
'5.922 10.60 ng/ul 9420360 1,4-Dichlorobenzene-d4  7.399
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanol, 2-methyl-, trans- 100 C6H120 025144-04-1 53

2 Cyclohexanol, 4-(1,1-dimethyleth... 156 C1@H200 000937-05-3 47
3 4-tert-Butylcyclohexyl acetate 198 C12H2202 032210-23-4 43
4 Tritetracontane 605 C43H88 007098-21-7 27
5 Hexatriacontane 507 C36H74 000630-06-8 27
Abundance Scan 516 (5.922 min): BN034300.D\data.ms (-509) (-) m/z 57.10 100.00%
57.1
105.0
5000
“ ‘ | 5.60 5.80 6.00 6.20
oMbl il | 2222 2089 2810 L4310 o4.62%
miz--> 50 100 150 200 250
Abundance #4440: Cyclopentanol, 2-methyl-, trans-
57.0
5000
5.60 5.80 6.00 6.20
m/z 41.05 65.13%
| M H\ 1o
O\\\\i“\“i\“‘\}\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance  #32997: Cyclohexanol, 4-(1,1-dimethylethyl)-, cis-
57.0
SRR R R SR PR
5.60 5.80 6.00 6.20
5000 ITI/Z 105.00 60.24%
99.0
v | |
P N Y
mfz--> 50 100 150 200 250 }\
Abundance #73610: 4-tert-Butylcyclohexyl acetate AR ARRREES
57.0 5.60 5.80 6.00 6.20
m/z 55.00 49.74%
5000
27.0 124.0
| \Mulwo [ |
0t e T T e e B AR R R
m/z--> 50 100 150 200 250 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
5.993 9.38 ng/ul 8334120 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 94
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 91
3 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
4 Nonane, 3-methyl- 142 C10H22 005911-04-6 83
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 80
Abundance Scan 528 (5.993 min): BN034300.D\data.ms (-523) (-) m/z 57.10 100.00%

57.1
5000 ﬂ /
1131 5.60 5.80 6.00 6.20 6.40
(

Oberrdb o 2438 2081 2808 o 7110 64.29%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #22091: Octane, 2,6-dimethyl-

57.0
5000
5.60 5.80 6.00 6.20 6.40
m/z 43.10 44,947
113.0
27.0
0 H\‘HH“MH“’HH}\H‘\H‘Hl‘\‘\\]\-\4.‘2\\-\0\’\\\\‘HH‘H\\‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22108: Octane, 3,6-dimethyl-
57.0
(TS
5.60 5.80 6.00 6.20 6.40
5000 m/z 41.05 36.83%
113.0
27\-0‘ ‘ 142.0
N R S 7 N Mt —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22104: Octane, 2,6-dimethyl- e
57.0 5.60 5.80 6.00 6.20 6.40
m/z 56.10 28.53%
) JVM
113.0
27.0
0 "w“m““‘m“,‘“‘m‘J‘H‘H1“"‘1“4‘2‘:9,"H‘HH_ww,w,ww T
m/z--> 20 40 60 80 100120140160180200220240260280 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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: Cyclic6.064 Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
6.064 10.48 ng/ul 9310860 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 52
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 52
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 52
4 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 47
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 46
Abundance Scan 540 (6.064 min): BN034300.D\data.ms (-532) (-) m/z 55.10 100.00%
55.1
5000
97.1
 RREEEEEEE R
M | Hh ‘ w1 ' 5.80 6.00 6.20 6.40
ol Ml 22 2070 2810 ., 8310 95.57%
miz-> 50 100 150 200 250
Abundance #13200: Cyclohexane, propyl-
83.0
5000
41.0 5.80 6.00 6.20 6.40
126.0 m/z 41.10 54.57%
0 T T H\ ‘\H “L\ Lh \“ T “ T \‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #13196: Cyclohexane, propyl-
83.0
R ERREmaEEET e R
5.80 6.00 6.20 6.40
5000 41.0 m/z 82.10 51.95%
126.0
OHH‘LH““H“M \‘\“\\‘w\‘\ S
miz--> 50 100 150 200 250
Abundance #13202: Cyclohexane, propyl- R R AREER s
83.0 5.80 6.00 6.20 6.40
m/z 69.10  28.17%
5000
41.0
126.0
ol “”“”u“‘l bt A
m/z--> 50 100 150 200 250 5.80 6.00 6.20 6.40

SFAM-EPA-BN©91124.MA.M Wed Oct 02 18:59:23 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@34300.D

Acqg On : 01 Oct 2024 13:16

Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 (DEL) Alkane: Straight-Chai... Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
6.322 9.40 ng/ul 8353100 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 59
2 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 59
3 Decane 142 C10H22 000124-18-5 50
4 Hexane, 3-ethyl-2,5-dimethyl- 142 C10H22 052897-04-8 49
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 47

Abundance Scan 584 (6.322 min): BN034300.D\data.ms (-576) (-) m/z 57.10 100.00%

57.1
98.1 \\‘\\\\‘\\\\‘\\\\‘\\\\’
‘ h H ‘ ' 6.00 6.20 6.40 6.60
ol A L 1421 2079 28l o 4310 65.82%
miz--> 50 100 150 200 250
Abundance #59058: Undecane, 5,6-dimethyl-
57.0
5000 UL L B R I B |
6.00 6.20 6.40 6.60
98.0 m/z 41.85 38.97%
27.0‘ ‘
O T T “\ ‘\‘ “‘\ H‘ \‘ T “‘ \‘1\27\.0\ ‘ T \]-8\4\.0‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #163251: Oxalic acid, isobutyl nonyl ester
57.0
R EammmaE T
6.00 6.20 6.40 6.60
5000 m/z 56.00 25.19%
270
0 H \‘\ ‘\ ‘\\‘97\\'0 127.0 17':]"0
e —
m/iz--> 50 100 150 200 250
Abundance #22066: Decane R RARma R
57.0 6.00 6.20 6.40 6.60
m/z 71.05 24.98%
5000
27,0
‘ H L ‘ 99.0 142.0
oww‘u‘m‘““ L L M A e
m/z--> 50 100 150 200 250 6.00 6.20 6.40 6.60

SFAM-EPA-BN©91124.MA.M Wed Oct 02 18:59:24 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 (DEL) Alkane: Straight-Chai... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
6.428 12.05 ng/ul 10712000 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 87
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 78
3 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 64
4 Nonane, 4-methyl- 142 C10H22 017301-94-9 59
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
Abundance Scan 602 (6.428 min): BN034300.D\data.ms (-598) (-) m/z 57.10 100.00%
57.1
98.1 AL ARMLTRAAR L
‘ ‘ 422 , 6.20 6.40 6.60 6.80
bbb 24221909 2820 4/, 43,10 56.44%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22083: Nonane, 4-methyl-
57.0
5000 L B L LI LN B
6.20 6.40 6.60 6.80
m/z 71.10 39.60%
27.0‘ ‘ 98.0
OH‘\‘}‘H“‘\\\h“\\‘\\‘!‘\\\h‘H\\‘\\]\-\4.‘2\\-\0\‘\\\\‘\H\‘HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22082: Nonane, 4-methyl-
57.0
A RAmEa T s s
6.20 6.40 6.60 6.80
5000 m/z 70.10 34.47%
98.0
79 |
0 bty bbb
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22118: Heptane, 2,3,4-trimethyl- N AR
57.0 6.20 6.40 6.60 6.80
m/z 41.00 29.24%
5000
27‘.0‘ | 99.0
0u‘\‘\u“‘;\\1“\M\‘\\\\H‘u\\‘\\\\‘\\\\‘\\\\‘\u\‘\m‘\m‘\m‘\m‘m R AEEREREEES
m/z--> 20 40 60 80 100120140160180200220240260280 6.20 6.40 6.60 6.80

SFAM-EPA-BN©91124.MA.M Wed Oct 02 18:59:25 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 40
R.T. EstConc Area Relative to ISTD R.T.
6.481 18.07 ng/ul 16062600 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1eH22 000871-83-0 91
2 Octane, 2-methyl- 128 C9H20 003221-61-2 72
3 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 72
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
5 Pentadecane 212 C15H32 000629-62-9 64
Abundance Scan 611 (6.481 min): BN034300.D\data.ms (-606) (-) m/z 57.10 100.00%
57.1

-

5000
85.1
R T
6.20 6.40 6.60 6.80
127.1
ol 35-& ‘ HW‘ A #ﬁoﬁ"l‘ e AAL 2080 nyz o 43.10 88.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22078: Nonane, 2-methyl-
43.0
5000 L L L B L L LR

71.0 6.20 6.40 6.60 6.80
m/z 41.05 46.15%

98.0
\‘\“\‘\\‘\\\‘!“\\“\\’\‘\\\“\\\\];2\?'\9‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14530: Octane, 2-methyl-

o
N |5
w
o

6.20 6.40 6.60 6.80

5000 ITI/Z 71.10 42 .00%
71.0
H ‘ 1130
0“‘\H“m‘u‘H‘m,uu,m“‘mwu‘Wm‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45503: Decane, 2,9-dimethyl- R BEmAREE TS
43.0 6.20 6.40 6.60 6.80
m/z 85.10 26.28%
5000 71.0
99.0 127.0
A e GO A
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80

SFAM-EPA-BN©91124.MA.M Wed Oct 02 18:59:26 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
6.511 8.26 ng/ul 7345240  1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 93
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 616 (6.511 min): BN034300.D\data.ms (-614) (-) m/z 105.10 100.00%
105.1
T e
65.0 ‘ 6.20 6.40 6.60 6.80

Obrer bbbt AOL 2091 281U ;17910 34.42%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #10720: Benzene, 1-ethyl-3-methyl-

105.0 /\
5000 \\‘\\\\‘\\\\‘\\\\’\\\\‘
6.20 6.40 6.60 6.80
m/z 91.00 13.61%
39.0
O \H‘H\\‘\H\"\ZHLR\‘}\‘h\H““HH‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 77.00 11.88%
39.0
0‘H_Mwpﬂwujm“‘ﬁuwuH_HW‘HWHH_HWH‘WHH_HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10719: Benzene, 1-ethyl-2-methyl- R e AR RAS
105.0 6.20 6.40 6.60 6.80
m/z 79.00 10.10%
) MJ\/\/\JN
39.0
0‘HMHW‘kuﬁﬁwwh‘wuHMHWHHM‘HMHWHHMH‘_HWH R R SRR
m/z--> 20 40 60 80 100120140160180200220240260280 6.20 6.40 6.60 6.80

SFAM-EPA-BN©91124.MA.M Wed Oct 02 18:59:27 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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, 1l-ethyl-2-methyl- Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
6.799 13.43 ng/ul 11934400 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
4 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90
Abundance Scan 665 (6.799 min): BN034300.D\data.ms (-660) (-) m/z 105.10 100.00%
105.1
5000
410 7.0 6.40 6.60 6.80 7.00 7.20
Obrr b b by Ll 1883 2070 o 10016 31.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
6.40 6.60 6.80 7.00 7.20
m/z 77.00 12.63%
77.0
0\]-\5\‘0\\:?’\9“(\)\‘\\“\‘\\\H‘\\‘\\‘H‘\\‘\H“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
REmas e A R
6.40 6.60 6.80 7.00 7.20
5000 m/z 91.00 12.44%
79.0
2 1)
0 ‘H_HJ_m“um“HH‘Hmww_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0 6.40 6.60 6.80 7.00 7.20
m/z 57.10 11.85%
5000
39.0 77.0
0 T Y N g 74 1 LN R W
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00 7.20

SFAM-EPA-BN©91124.MA.M Wed Oct 02 18:59:28 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 2-Heptanone, 4,6-dimethyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
6.864 18.75 ng/ul 16662000 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 90
2 2-Heptanone, 4,6-dimethyl- 142 CSH180 019549-80-5 83
3 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 43
4 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 43
5 Sulfurous acid, isohexyl 2-propy... 208 C9H2003S 1000309-11-6 43

Abundance Scan 676 (6.864 min): BN034300.D\data.ms (-670) (-) m/z 43.00 100.00%

43.0
s AR e
H ‘ 1271 ‘ 6.60 6.80 7.00 7.20
ol Al dyrert 2070 2806 L, sgiee  59.64%
miz-> 50 100 150 200 250
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000
85.0 6.60 6.80 7.00 7.20
m/z 69.10  40.36%
0 o m\ ‘}“‘MH\ ‘1‘ \“‘\ T ‘\1\27\0\ LA Bt B B B s
m/z--> 50 100 150 200 250
Abundance #23050: 2-Heptanone, 4,6-dimethyl-
43.0
e A EEARREEEE
6.60 6.80 7.00 7.20
5000 m/z 85.00 39.36%
85.0
paol L] o
miz--> 50 100 150 200 250
Abundance #14605: Pentane, 3-ethyl-2,4-dimethyl- o RABRARER TS
43.0 6.60 6.80 7.00 7.20
m/z 84.10  35.30%
) | /\\J\/J\AM
030, 128.0 . = AR E AV
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20

SFAM-EPA-BN©91124.MA.M Wed Oct 02 18:59:29 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 4
R.T. EstConc Area Relative to ISTD R.T.
7.058 50.55 ng/ul 44928800 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 90
2 Decane 142 C10H22 000124-18-5 64
3 Pentadecane 212 C15H32 000629-62-9 59
4 Undecane 156 C11H24 001120-21-4 59
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 53
Abundance Scan 709 (7.058 min): BN034300.D\data.ms (-702) (-) m/z 57.10 100.00%
57.1
105.1
5000
6,80 7.00 7.20 7.40
142.2 : : : g
0 “ A 1929 267.0 m/z 43.10  90.81%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22068: Decane
43.0
5000 L B I L L BN B U
6.80 7.00 7.20 7.40
85.0 m/z 105.05  69.45%
O \H‘\L\‘H"‘}H‘!"H“H‘1‘\\\“‘\\\‘\‘\\]\.\4’%\'\0\‘HH‘H\\‘HH’HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22067: Decane
43.0
6.80 7.00 7.20 7.40
5000 m/z 41.10 53.62%
85.0
L, e
O bbb e e e b e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90190: Pentadecane T

57.0 6.80 7.00 7.20 7.40
m/z 71.10 40.73%

5000

=

99.0
27\‘.0\\\ H\ [ O ;‘4;'0 182-0212'0
O ettt e T e R EaRaRAREREAE L

m/z--> 20 40 60 80 100120140160180200220240260280 6.80 7.00 7.20 7.40

SFAM-EPA-BN©91124.MA.M Wed Oct 02 18:59:30 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 (DEL) Alkane: Straight-Chai... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
7.246 8.72 ng/ul 7749000 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,2,3,3,5,6,6-heptamethyl- 198 C14H30 007225-67-4 59
2 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 50
3 Hexane, 2,2,3,3-tetramethyl- 142 C1OH22 013475-81-5 50
4 Oxalic acid, heptyl isohexyl ester 272 C15H2804 1000309-33-1 50
5 Heptyl tetradecyl ether 312 C21H440 1000406-39-3 47

Abundance Scan 741 (7.246 min): BN034300.D\data.ms (-733) (-) m/z 57.10 100.00%

57.1
R  RRRRE
111.1 1391 7.00 7.20 7.40 7.60
o354 u“‘u m o 1980 s 43.05  63.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74026: Heptane, 2,2,3,3,5,6,6-heptamethyl-
57.0
85.0
5000 L B I L I LN B
7.00 7.20 7.40 7.60
29.0 . m/z 85.10 38.107%
O‘\‘\‘\\“‘\\\h“\\“‘\\“!‘\\\"?‘;‘\3\.‘0\\]\-%}‘\.\\\’\\\\‘\.\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #152678: Sulfurous acid, hexyl heptyl ester
57.0
G
85.0 7.00 7.20 7.40 7.60
5000 m/z 41.00 34.22%
29.0 ‘
PABSIN 0 SN I -1 -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22134: Hexane, 2,2,3,3-tetramethyl- R AR RRR e
57.0 7.00 7.20 7.40 7.60
m/z 69.10 21.29%
- 1 JW
b A gL e L WAL
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 1-Hexanol, 2-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.511  39.21 ng/ul 34852300 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 47
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 43
Abundance Scan 786 (7.511 min): BN034300.D\data.ms (-777) (-) m/z 57.10 100.00%
57.1
5000
10>-0 /thﬂ/u\/\jU\va/v
83.1 e EEEREEEEEENT SR
“ ‘ ‘ 7.20 7.40 7.60 7.80
Obrrrerdb ok L2811 2090 L4110 39.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 L B R IR B
29.0 7.20 7.40 7.60 7.80
' 83.0 m/z 105.00 36.18%
LT e
O\\\‘\‘\1\\i{‘\\h“\\‘\\“\\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
7.20 7.40 7.60 7.80
5000 m/z 43.10 31.61%
29.0 83.0
L] e
0 et et et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl- o ARREEEEEEEEE SIS
57.0 7.20 7.40 7.60 7.80
m/z 55.10 27.09%
5000
29.0 83.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
7.634  29.26 ng/ul 26008300 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 005989-54-8 95
2 D-Limonene 136 C1leH16 005989-27-5 90
3 Limonene 136 C10H16 000138-86-3 86
4 D-Limonene 136 C10H16 005989-27-5 64
5 Cyclohexene, 4-ethenyl-1,4-dimet... 136 C10H16 001743-61-9 60
Abundance Scan 807 (7.634 min): BN034300.D\data.ms (-797) (-) m/z 68.00 100.00%
68.0
93.0
5000
41.0 1211
RN N ERARN R
H ‘ ‘ Ll 171 1 7.40 7.60 7.80 8.00
0 L Wlw b 20 Shs 2079 n/z 67.00  80.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18229: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)
68.0
5000 L B I L LA BN R U
39.0 7.40 7.60 7.80 8.00
m/z 93.00 76.49%
121 0
O' \‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18009: D-Limonene
68.0
R A AAREERAY Vi
7.40 7.60 7.80 8.00
5000 m/z 83.10 75.11%
121 0
41.0
0 Wm_mw‘w‘_m%‘??‘q
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17996: Limonene ST e
68.0 7.40 7.60 7.80 8.00
m/z 79.00 41.72%
39.0 93.0
5000
136.0
; nso_ |
! e R e R RRREAENE S L
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 18 (DEL) Alkane: Cyclic7.693 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
7.693 18.47 ng/ul 16418100 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 91
2 Cyclohexane, butyl- 140 C1oH20 001678-93-9 87
3 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 72
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 72
5 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 64
Abundance Scan 817 (7.693 min): BN034300.D\data.ms (-811) (-) m/z 55.05 100.00%
55.0
140.1 A RARRE R
| ‘ 97.1 ‘ 7.40 7.60 7.80 8.00
ol Tl p 1930 2804 . g3 95 9g.85%
miz--> 50 100 150 200 250
Abundance #20677: Cyclohexane, butyl-
83.0
5000 UL L B I NI A BN
4L.0 7.40 7.60 7.80 8.00
140.0 m/Z 82.10 83.20%
O\\H\‘\‘H“H‘\Lh‘\‘\“\\\\“\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250
Abundance #20678: Cyclohexane, butyl-
83.0
e EARARERT
7.40 7.60 7.80 8.00
5000 m/z 41.05 33.36%
41.0
140.0
0 ‘H““““‘u“lu“‘_ e —
m/iz--> 50 100 150 200 250
Abundance #12178: Cyclohexane, 2-propenyl- RARAREE RS
83.0 7.40 7.60 7.80 8.00
m/z 69.05 33.36%
41.0
5000
‘ ‘ ‘ 124.0
oLt M”mw“u‘_“H‘H — —— R
m/z--> 50 100 150 200 250 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
7.840 11.96 ng/ul 10633600 1,4-Dichlorobenzene-d4 7.399

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 87
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 87
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 64
5 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 59
Abundance Scan 842 (7.840 min): BN034300.D\data.ms (-837) (-) m/z 83.00 100.00%

140.1 e e

7.60 7.80 8.00 8.20

112.1 ‘

0 Wil L1909 L/, 69.60  56.96%

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

Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-

83.0
5000 UL B L I AN B
55.0 7.60 7.80 8.00 8.20
)1 140.0 m/z 55.00 47.03%
0 H\‘\m.u \\‘\‘\“\‘\‘\\“‘1\\N‘J‘-(\)?\O\‘\‘H\1\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
A R
7.60 7.80 8.00 8.20
5000 m/z 56.00 37.95%
140.0
29.0
0 "w"H‘mHu_mw‘!m_l‘l?‘?“ww_m_m
m/z--> 20 40 80 100 120 140 160 180
Abundance #21576: Cydohexanone 3,3,5-trimethyl- R R
83.0 7.60 7.80 8.00 8.20
m/z 41.10 36.49%
140.0
ol 150 |l | 107.0
“w“‘w‘“w"‘w“‘w“‘w“‘w“‘w“‘w“‘w R RREEE
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_N\Data\BN100124\
Data File : BN@34300.D

Acqg On : 01 Oct 2024 13:16

Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .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 20 Benzene, 1,2-diethyl- Concentration Rank 48

R.T. EstConc Area Relative to ISTD R.T.
7.893 11.99 ng/ul 10657400 1,4-Dichlorobenzene-d4 7.399
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 95
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 95
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 95
4 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 90
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 70
Abundance Scan 851 (7.893 min): BN034300.D\data.ms (-846) (-) m/z 43.00 100.00%
43.0
119.1
5000
84.1 R RAREEEEE L
H ‘ 7.60 7.80 8.00 8.20
ol bl 1 1711 2080 2810 211916 77.33%
miz--> 50 100 150 200 250
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000
7.60 7.80 8.00 8.20
770 m/z 105.10  73.89%
0 \“\ U i‘”‘\”\ m\ i ‘h‘\m \‘\ B B e B I s
miz--> 50 100 150 200 250
Abundance #17034: Benzene, 1,3-diethyl-
119.0
7.60 7.80 8.00 8.20
5000 m/z 58.00 40.13%
390 77.0‘
= “\‘ U i‘”u“\“ ‘H‘ 1l ‘\M‘H! ‘\‘ — — —
miz--> 50 100 150 200 250 /\/\\ /
Abundance #17028: Benzene, 1,3-diethyl- e BEARAmEsEE R
119.0 7.60 7.80 8.00 8.20
m/z 134.05 37.60%
5000
39.0 77.0‘
m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20

SFAM-EPA-BN©91124.MA.M Wed Oct 02 18:59:37 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 21 Benzene, 1-methyl-3-propyl- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
7.946  25.75 ng/ul 22882700 1,4-Dichlorobenzene-d4 7.399
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 51
2 Decane, 5-methyl- 156 C11H24 013151-35-4 43
3 Decane, 5-methyl- 156 C11H24 013151-35-4 43
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 38
5 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 38

Abundance Scan 860 (7.946 min): BN034300.D\data.ms (-855) (-) m/z 105.05 100.00%

57.1 105.1
5000
134.1
H ‘ ‘ 7.60 7.80 8.00 8.20
Orrerretbotb L L1930 280¢ L. 5710 83.08%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
5000 L L N LA BRI BN I
7.60 7.80 8.00 8.20
134.0 m/z 43.10 48.26%
390 77.0
O ’\‘\H“‘H‘H‘HH““H‘!‘\“MH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33091: Decane, 5-methyl-
57.0
R
7.60 7.80 8.00 8.20
50001{29.0 m/z 85.10 34.17%

o
[e2]
(4]
o

Il “ 126.0156.0
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33084: Decane, 5-methyl- T e

57.0 7.60 7.80 8.00 8.20
m/z 41.05 30.09%

5000

290 85.0

-

o \\ ‘ \‘ 127.0156.0
Al aerotseo

m/z--> 20 40 60 80 100120140160180200220240260280

7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 22 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
8.005 14.28 ng/ul 12691200 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 94
2 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 86
3 Decane, 4-methyl- 156 C11H24 002847-72-5 76
4 Heptane, 3,3,5-trimethyl- 142 C1OH22 007154-80-5 72
5 4-Methyl-3-heptanol, trifluorocac... 226 C10H17F302 1000365-51-8 72
Abundance Scan 870 (8.005 min): BN034300.D\data.ms (-866) (-) m/z 71.10 100.00%
431 711
5000
1121 I L R B
‘ ‘ 1562 7.60 7.80 8.00 8.20 8.40
Obrerrre e 1562 1929 L. 4310 87.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33090: Decane, 4-methyl-
43.0
71.0
5000 | B N B R I
7.60 7.80 8.00 8.20 8.40
m/z 57.10 72.52%
112.0
O\\\‘\‘\‘\\“‘\\\h“\\‘}\“H\\\‘\\fh\‘\\\\‘\]\-\5\6‘.\0\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
71.0 e e T
7.60 7.80 8.00 8.20 8.40
5000 m/z 41.05 38.93%
113.0
O bbbl e e b 2410
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33082: Decane, 4-methyl- Rt RAARARAE
430 719 7.60 7.80 8.00 8.20 8.40
m/z 70.10 37.03%
5000
112.0
isol Lt Ly L weo o WAV
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 23 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
8.046 13.01 ng/ul 11560700 1,4-Dichlorobenzene-d4 7.399
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91
Abundance Scan 877 (8.046 min): BN034300.D\data.ms (-873) (-) m/z 119.10 100.00%
119.1
5000 n
390 77‘-0 7.80 8.00 8.20 8.40
oy A il 41521 1910 2810 y; 91,00 49.17%
m/z--> 0 50 100 150 200 250
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
7.80 8.00 8.20 8.40
m/z 134.05 44.89%
39.0 77.0
02’.0\‘\‘\ U ““ \”“\‘”\ \‘ ““‘\M‘ — L B s B
miz--> 0 50 100 150 200 250
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
7.80 8.00 8.20 8.40
5000 m/z 105.05 40.85%
00 710 |,
L Il L L Il Il ll Al
e e
m/iz--> 0 50 100 150 200 250
Abundance #17063: Benzene, 1,2,3,4-tetramethyl-
119.0 7.80 8.00 8.20 8.40
m/z 92.00 16.05%
5000
39.0 77.0
m/z--> 0 50 100 150 200 250 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 29
R.T. EstConc Area Relative to ISTD R.T.
8.181 24.02 ng/ul 21348800 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 87
2 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 64
3 1-Iodo-2-methylnonane 268 C1loOH21I 1000101-47-9 64
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 59
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 59

Abundance Scan 900 (8.181 min): BN034300.D\data.ms (-893) (-) m/z 57.10 100.00%

57.1

-

5000 85.1
e e
‘ ‘ 1261 7.80 8.00 8.20 8.40 8.60
Ol ‘HMsum_M“‘m‘l“r"ﬁ?”w_WW_W%‘?R-F m/z 71.10  74.85%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33092: Decane, 3-methyl-
57.0
5000 T T T T T[T T[T [Tl
90.0 85.0 7.80 8.00 8.20 8.40 8.60
m/z 43.05 61.21%
127.0
O\’\‘\H“H\“\‘\“f‘\‘f\\\‘\\H‘\H\H[%\E\)\G‘\C\JH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #152677: Sulfurous acid, butyl nonyl ester
57.0
A e
7.80 8.00 8.20 8.40 8.60
m/z 41.05 50.07%
5000 85.0
29.0 1970
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #157266: 1-lodo-2-methylnonane AR mE e RA
43.0 7.80 8.00 8.20 8.40 8.60
m/z 85.10 50.05%
5000 71.0
1270
0 \‘ I h 99.0 169.0 211.0 268.0
W‘H‘_H‘_‘HM‘H‘H‘wu‘w‘H‘_H‘_‘H‘HH‘H‘WH‘W‘H‘_‘ S e

m/z--> 20 40 60 80 100120140160180200220240260280 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 25 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 50

R.T. EstConc Area Relative to ISTD R.T.
8.352 11.53 ng/ul 10243000 1,4-Dichlorobenzene-d4 7.399
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
Abundance Scan 929 (8.352 min): BN034300.D\data.ms (-924) (-) m/z 119.10 100.00%
119.1
5000 ﬁ /
39.0 77.0 ‘ ) 8.00 8.20 8.40 8.60
0Lt bbbt A 29322069 2665 /7 134.05  32.11%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
8.00 8.20 8.40 8.60
m/z 91.00 17.62%
39.0 770
0 \‘\H‘\‘\‘\\\““H“}‘\‘H‘H\‘H’H‘H‘W“\\‘MH\”\‘\H\‘\H\’HH‘HH‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
8.00 8.20 8.40 8.60
5000 m/z 105.10 14.07%
39.0 77.0
0 %PmMLJLNWWHMukﬂuNLmM‘uwuuw‘H_HW‘HWHH‘HH
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #16998: 0-Cymene
119.0 8.00 8.20 8.40 8.60
m/z 120.10 9.83%
5000
41.0 77.0
Y N S —
m/z--> 0 20 40 60 80 100120140160180200220240260 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 Benzene, 1-methyl-3-(1-meth... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
8.399 13.51 ng/ul 12008700 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
Abundance Scan 937 (8.399 min): BN034300.D\data.ms (-933) (-) m/z 119.10 100.00%
119.1
5000 /
41.0 77,0‘ 8.00 8.20 8.40 8.60 8.80
Obrrrprrr bt bt UL 1961 1909 2810 /7 134,05 28.72%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
8.00 8.20 8.40 8.60 8.80
m/z 91.00 16.30%
o 7ol |
0 \H‘\‘\\\‘\\‘\\”"\\H”‘\\V\‘W\\‘\“H\‘\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16998: o-Cymene
119.0
8.00 8.20 8.40 8.60 8.80
5000 m/z 120.10 10.44%
410 77.0 |
Olrrr ettt M e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0 8.00 8.20 8.40 8.60 8.80
m/z 117.00 8.21%
5000
380,50 L
O brrrprrrrfrebrprrreeebr b e e
m/z--> 20 40 60 80 100120140160180200220240260280 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@34300.D

Acqg On : 01 Oct 2024 13:16

Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .MA.M
: 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 27 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
8.652 47.23 ng/ul 41971300 1,4-Dichlorobenzene-d4 7.399
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 97
2 Undecane 156 C11H24 001120-21-4 93
3 Undecane 156 C11H24 001120-21-4 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tridecane 184 C13H28 000629-50-5 90
Abundance Scan 980 (8.652 min): BN034300.D\data.ms (-972) (-) m/z 57.10 100.00%
57.1
' 8.40 8.60 8.80 9.00
98.1 156.2 . Y 2P 28 T
ol W“ | A7 AN02 2089 2810 y; 43.10  83.73%
miz--> 50 100 150 200 250
Abundance #33077: Undecane
57.0
5000 L B B LI LR B
8.40 8.60 8.80 9.00
m/z 71.10 51.29%
0] | | 20, w0
O T \‘\ ‘\“ ‘\ ‘\‘ \‘\ H‘ \“\‘\ T “\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33081: Undecane
57.0
R A RARER
8.40 8.60 8.80 9.00
5000 m/z 41.05 46.05%
27"0 | | 990 1560
ol b LA
miz--> 50 100 150 200 250
Abundance #33078: Undecane R A RERAT
43.0 8.40 8.60 8.80 9.00
m/z 85.10 29.86%
5000
85.0
o”\“ Ll om0
m/z--> 50 100 150 200 250 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 unknown-01 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
8.746  22.42 ng/ul 19925500 1,4-Dichlorobenzene-d4 7.399

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylphenyl acetone 148 C10H120 002096-86-8 46
2 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 43
3 Benzene, 1l-methyl-4-(2-methylpro... 148 C1l1H16 005161-04-6 41
4 2-Butanone, 4-phenyl- 148 C10H120 002550-26-7 30
5 Benzene, (1,2-dimethylpropyl)- 148 C11H16 004481-30-5 27
Abundance Scan 996 (8.746 min): BN034300.D\data.ms (-985) (-) m/z 105.05 100.00%
105.1
43.0
5000 148.1 ﬁ
! ﬁ | 8.40 8.60 8.80 9.00
o! \\‘;Mhm‘w‘“h\‘HM luthl \“ — ]‘-9‘1‘1 : e 2‘8‘01 m/z 43.00 50.55%
miz--> 50 100 150 200 250
Abundance #26208: 4-Methylphenyl acetone
105.0
5000 430 T T T T T[T T T T[T T[T TTT T
8.40 8.60 8.80 9.00
148.0 m/z 119.05  38.46%
O T L T ‘\ ‘\ i‘“ \“7\5“() \‘ “ ‘\ T T T “ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #26261: Benzenepropanal, .beta.-methyl-
105.0
8.40 8.60 8.80 9.00
5000 148.0 m/z 148.05 38.07%
51.0
0 1‘5‘0‘\‘ H\ }‘H “H : m“ il ‘\“\‘ ‘M‘ \!u . ‘\‘ . . . o
m/iz--> 50 100 150 200 250
Abundance #26402: Benzene, 1-methyl-4-(2-methylpropyl)- w“‘w“‘w“‘w“‘w/
105.0 8.40 8.60 8.80 9.00
m/z 69.10 37.79%
5000
148.0
27.0
el
i S —
m/z--> 50 100 150 200 250 8.40 8.60 8.80 9.00

SFAM-EPA-BN©91124.MA.M Wed Oct 02 18:59:45 2024 Page: 30



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
BN©34300.D

: 01 Oct 2024 13:16
: RC/JU
. P4019-07

7

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 65

R.T. EstConc Area Relative to ISTD R.T.
9.475 5.74 ng/ul 16249600 Naphthalene-d8 10.158
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 72
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 59
3 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 59
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 53
5 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 53

Abundance Scan 1120 (9.475 min): BN034300.D\data.ms (-1110) (-) | m/z 57.10 100.00%

57.1
5000
85.1 B LA b
\‘ “ 1181 15, 9.20 9.40 9.60 9.80
199.2 281.. o
o‘,w\‘www‘_m_m_‘wa”wwwwww m/z 43.10 50.91%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45495: Undecane, 5-methyl-
43.0
5000 71.0 e B e
9.20 9.40 9.60 9.80
m/z 71.10 44.69%
112.0
oL | |l ) ©"140.0170.0
\’HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45506: Decane, 3,6-dimethyl-
57.0
R SRER TR
9.20 9.40 9.60 9.80
m/z 41.05 32.35%
5000 85.0
29.0 113.0
141.0
bbb [ 000
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #152677: Sulfurous acid, butyl nonyl ester e ARARERRR TS
57.0 9.20 9.40 9.60 9.80
m/z 85.10 21.38%
5000 85.0
290 127.0
0 H ‘ ‘H L \‘ 1790
WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH R e R SRRREEE

m/z--> 20 40 60 80 100120140160180200220240260280 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 73
R.T. EstConc Area Relative to ISTD R.T.
9.540 3.11 ng/ul 8798870  Naphthalene-d8 10.158

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 62
2 Undecane, 4-methyl- 170 C12H26 002980-69-0 47
3 Succinic acid, isohexyl tetrahyd... 286 C15H2605 1000329-86-4 38
4 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 38
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 35

Abundance Scan 1131 (9.540 min): BN034300.D\data.ms (-1125) (-) m/z 71.10 100.00%

71.1
105.1
5000 4110
148.1
T \
‘ | ‘ 9.50
Ol bbb Ly L1804 280¢ o 4305 96.92%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45496: Undecane, 4-methyl-
43.0
5000 — ‘
9.50
85.0 m/z 105.05 66.52%
L) s
O\‘\\H“\\\1“\H\H\\\‘\\\\‘\H\\\‘\H\’\\\?’\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45489: Undecane, 4-methyl-
43.0
9.50
5000 ITI/Z 57.10 55.61%
85.0
‘ ‘ 126.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #181110: Succinic acid, isohexyl tetrahydrofurfuryl ester T
71.0 9.50
m/z 106.00 50.76%
5000
101.0
a0 ‘ | 158.0 203.0
O R AR I RRARRRRRRNR
m/z--> 20 40 60 80 100120140160180200220240260280 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 75
R.T. EstConc Area Relative to ISTD R.T.
9.622 3.01 ng/ul 8541340  Naphthalene-d8 10.158

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 90
2 Undecane, 2-methyl- 170 C12H26 007045-71-8 68
3 Hexadecane 226 C1l6H34 000544-76-3 50
4 Hexadecane 226 C1l6H34 000544-76-3 50
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 49
Abundance Scan 1145 (9.622 min): BN034300.D\data.ms (-1141) (-) m/z 43.10 100.00%
43.1
85.1
5000
‘9 ‘50‘ EI.O‘Od
1852 : :
[ “ ”:"Huhm‘_umww,u“1‘?‘1‘9‘Hw,m?ﬁ?ﬁ” m/z 57.10  94.44%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45487: Undecane, 2-methyl-
43.0
5000 — —
85.0 9.50 10.00
m/z 71.10 66.35%
‘ 127.0
O \\\‘\‘1‘\\“}HM"\\H}\“}‘\H”“H\‘\‘\“H\‘\\\‘\]’_\7\(\)\.(‘)\\H‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45493: Undecane, 2-methyl-
43.0
—— -
9.50 10.00
5000 m/z 85.10 53.37%
85.0
S O s . L
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107217: Hexadecane T —
57.0 9.50 10.00
m/z 41.00 49.88%
- J«f/m\/qAJ\jLLJ\JVVV
27.0
o \‘ L% 1410 1830 2260
e b e e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 (DEL) Alkane: Straight-Chai... Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
9.722 3.40 ng/ul 9630680  Naphthalene-d8 10.158

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 70
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 60
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 53
4 Undecane, 4-ethyl- 184 C13H28 017312-59-3 43
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 38

Abundance Scan 1162 (9.722 min): BN034300.D\data.ms (-1156) (-) m/z 57.05 100.00%
57.0

- T M

—
‘ 86.0 148.1 ) 9.50 10.00
Ol SR DL UL 1822 28L o 43,05 51.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45512: Decane, 3,8-dimethyl-
57.0
5000 T T T T T
9.50 10.00

m/z 71.05 50.91%

‘ 99.0 1410
\H‘H\\‘HH“’\\“}\’w‘\H“H‘\‘\‘HHi‘\\\\]‘-?\(\)\.’o\\\\’\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45490: Undecane, 3-methyl-

57.0

T
9.50 10.00

o

5000 m/z 85.10 47 .57%
27‘.0 99.0 1410
0wH\w*NhﬂUHMw“*ﬂH*wH*ww*%zq9HHvHH\HH\HHM*H\” /Xj\j\AJ\J\IUJVVJh/\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45498: Undecane, 3-methyl- T T
57.0 9.50 10.00

m/z 119.10  44.92%

5000
27.0‘ 99.0
ol o L T 1410470
SN 0 v St (1 R

m/z--> 20 40 60 80 100120140160180200220240260280 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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: Cyclicl1@.458 Concentration Rank 76
R.T. EstConc Area Relative to ISTD R.T.
10.458 2.30 ng/ul 6507330  Naphthalene-d8 10.158
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 41
2 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 38
3 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 35
4 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 27
5 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 25
Abundance Scan 1287 (10.457 min): BN034300.D\data.ms (-1282) (- | m/z 111.10 100.00%
111.1
55.0
5000
139.1 .
0 MU\ bk ) 102218412081 s 55 e 82.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 1
41.0 10.50
‘ m/z 69.00 71.23%
O\\\\‘\H\\““\\\M‘\M“\\‘}\\\‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7671: Cyclohexane, 1,2-dimethyl-, cis-
55.0
—
97.0 10.50
5000 m/z 41.00 55.78%
27.0
0 N SO O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13261: Cyclohexane, 1,3,5-trimethyl- —
69.0 111.0 10.50
m/z 97.10 43.087%
5000
41.0
obtsou il b Ly L -
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 2,4-Dipropyl-5-ethyl-1,3-di... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
10.563 9.24 ng/ul 26164700 Naphthalene-d8 10.158
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 86
2 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 38
3 2-Methyl-1-nonene 140 C10H20 002980-71-4 35
4 Cyclohexylamine 99 C6H13N 000108-91-8 35
5 Cyclohexylamine 99 C6H13N 000108-91-8 25
Abundance Scan 1305 (10.563 min): BN034300.D\data.ms (-1298) (- | m/z 56.10 100.00%
56.1
- MAM
1111 S
145.1 10.50
199.2
ol “ b L A9 2810 s 71,00 40.60%
miz--> 50 100 150 200 250
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
5000 s :
10.50
111.0 m/z 69.10  35.45%
145.0
18.(H IR . 199.0
O\‘\r‘\‘”“‘\\‘\“\“r‘\”\\‘\\\\“\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #14501: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0
RN T
10.50
5000 m/z 55.10 31.61%
0 ull \“‘ 95.0 ‘12‘80
e A T
m/iz--> 50 100 150 200 250
Abundance #20666: 2-Methyl-1-nonene T ‘
56.0 10.50
m/z 57.05 30.84%
5000
ol M‘ ol L o L
m/z--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 61
R.T. EstConc Area Relative to ISTD R.T.
10.699 7.73 ng/ul 21910300 Naphthalene-d8 10.158
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-ethyl- 142 C1eH22 005881-17-4 59
2 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 47
3 3-Acetyl-2-octanone 170 C10H1802 027970-50-9 43
4 4-Methyl-3-heptanol, trifluoroac... 226 C10H17F302 1000365-51-8 42
5 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 40

Abundance Scan 1328 (10.699 min): BN034300.D\data.ms (-1318) (- | m/z 43.00 100.00%

43.0 711
5000
112.1 . T

T
‘ 10.50 11.00
I

149.1
el SRR ATBL Lz 71,10 83.08%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22073: Octane, 3-ethyl-
71.0
43.0

5000 T —T
112.0 10.50 11.00

m/z 57.10  38.40%

ffl420
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #167743: 4-Methyl-3-heptanol, pentafluoropropionate
43.0 71.0

T
10.50 11.00

o

O

5000 m/z 70.10 37.41%
119.0
o150 || | “‘ 195.0 \“ 147.0 1750 206.0
rorpre e b b LR S AT T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44969: 3-Acetyl-2-octanone — ——
430 1, 10.50 11.00

m/z 58.00  29.80%

5000
100.0
‘ ‘ ‘1280
o150 520
Y T -

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 Cyclohexanol, 1-methyl- Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
11.216 8.15 ng/ul 23102800 Naphthalene-d8 10.158
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 58
2 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 58
3 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 58
4 3-Octen-2-ol 128 C8H160 076649-14-4 58
5 Pentanoic acid, 2-methyl-, anhyd... 214 C12H2203 063169-61-9 50

Abundance Scan 1416 (11.216 min): BN034300.D\data.ms (-1408) (- | m/z 71.10 100.00%

431 711
99.1
5000

| o1 11.00 11.50
m,w‘,“m,H”Mwm”u‘““‘1““9‘1_”“1‘9?? m/z 43.10  84.66%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8528: Cyclohexanol, 1-methyl-
71.0

5000 — —
43.0 11.00 11.50

m/z 99.10 51.93%

‘ 99.0
\J-F)\(’)\‘\‘\\"“\‘\\“\’\\!\“‘\‘\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8543: Cyclohexanol, 1-methyl-

71.0

o

o

11.00 11.50
5000 m/z 57.10 51.31%
43.0
99.0

EE ST B A S

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8546: Cyclohexanol, 1-methyl- — T
71.0 11.00 11.50

m/z 41.10 34.90%

5000
43.0
99.0
180M LI, J I

\ 1
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 53
R.T. EstConc Area Relative to ISTD R.T.
11.628 10.01 ng/ul 28348500 Naphthalene-d8 10.158
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Hexadecane 226 C16H34 000544-76-3 91
3 Dodecane 170 C12H26 000112-40-3 90
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 90
5 Tridecane 184 C13H28 000629-50-5 90
Abundance Scan 1486 (11.628 min): BN034300.D\data.ms (-1475) (- | m/z 57.10 100.00%
57.1
1150 1200
112.1 141, 184.2 ' '
0 m‘m““;m”um“mlmM‘_mw‘ﬁf“‘l“l‘ww‘eww‘w m/z 43.18 75.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 2 -
85.0 11.50 12.00
29.0 m/z 71.10 60.54%
‘\ “ L | 113.0 141.0  184.0
O \\\‘\\\\“}\\\“\\H\“l‘\\\“‘\\U\‘\‘\\\“\\\\‘\\\\‘i\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
= =
11.50 12.00
5000 m/z 41.10 42.14%
85.0
29.0
0 ‘\‘ \‘\ M\ H\ el 11?'0‘14‘1'0 169.0 226.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane T ——
57.0 11.50 12.00
m/z 85.10 39.59%
5000
85.0
290 170.0
o 120 24103700 ISR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 2(3H)-Furanone, 5-ethenyldi... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
12.281 20.63 ng/ul 8435830  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Furanone, 5-ethenyldihydro... 126 C7H1002 001073-11-6 62
2 4-Methyl-4-vinylbutyrolactone 126 C7H1002 1000427-99-2 58
3 1,1,3-Trimethyl-1-silacyclo-3-pe... 126 C7H14Si 003528-14-1 43
4 Silane, 1-butynyltrimethyl- 126 C7H14Si 062108-37-6 43
5 1,4-Cyclooctanedione 140 C8H1202 055794-45-1 38

Abundance Scan 1597 (12.281 min): BN034300.D\data.ms (-1592) (- | m/z 111.10 100.00%

571 111.1
5000
o~ 4
140.1 12.00 12.50
0 174.1 215.2243.1 281.( m/z 57.10  83.04%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12824: 2(3H)-Furanone, 5-ethenyldihydro-5-methyl-

111.0
55.0
5000 —— —
12.00 12.50
270 83.0 m/z 55.00  62.84%
0 T
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #12769: 4-Methyl-4-vinylbutyrolactone
111.0
I — L —
55.0 12.00 12.50
5000 m/z 69.10  55.76%
21-0 83.0
oh
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12903: 1,1,3-Trimethyl-1-silacyclo-3-pentene P ——
111.0 12.00 12.50
m/z 41.00 54.07%
5000
83.0
43.0 ‘ ‘
0’uu“‘}‘\\‘w‘iw‘w‘w\M“u‘w“u‘!‘w‘w“?u‘uu‘uu‘uu‘\wu‘uu‘uu‘uu‘u [ - T
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 Butanoic acid, butyl ester Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.810  25.93 ng/ul 10602300  Acenaphthene-di1e 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 80
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 72
3 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 72
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 59
5 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 56
Abundance Scan 1687 (12.810 min): BN034300.D\data.ms (-1678) (- | m/z 56.10 100.00%
56.1
89.0
5000
1250  13.00
143.1 193.2 - -
o‘H‘HHWMuwﬂwwwwmuwww‘wu‘wmwwuqu‘ﬁ%933519 m/z 89.00  78.00%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #24133: Butanoic acid, butyl ester
71.0
43.0
5000 = avi
12.50 13.00
m/z 71.00 67.39%
H ‘ 01.0
Oj\_ﬁ“o\}\\“‘M‘\\‘\l‘\\1‘\‘\1‘\\“H\H\\%4‘.?.9‘\H\‘\\H‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #24132: Butanoic acid, butyl ester
71.0
— —
43.0 12.50 13.00
5000 m/z 43.10 58.38%
otsol ULy Lr mo
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #24299: Propanoic acid, 2-methyl-, 2-methylpropyl ester — ——
71.0 12.50 13.00
m/z 55.00 31.53%
- WMW
01.0
SR o N I SO
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 48 Propanoic acid, 2-methyl-, Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
13.028 18.39 ng/ul 7520070  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 59
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 59
3 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 50
4 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 42

5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 40
Abundance Scan 1724 (13.028 min): BN034300.D\data.ms (-1719) (- | m/z 71.00 100.00%
71.0
r&l L — T
161.1 13.00
S “‘ A 2281 ) 1932 22712510y, 56 00 58.85%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #24296: Propanoic acid, 2-methyl-, 2-methylpropyl ester
43.0 71.0
5000 - :
13.00
m/z 43.10 47.01%
01.0
O \H‘\H‘\\“M\\‘\“\\‘U\‘\}H“\\\\J‘-\zg.\c‘)\\\\‘\\H‘\\H‘H\\‘\H\‘\H\‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #24129: Butanoic acid, butyl ester
71.0
T \
43.0 13.00
5000 ITI/Z 69.10 31.62%
N MW
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #24299: Propanoic acid, 2-methyl-, 2-methylpropyl ester ; ;
71.0 13.00
m/z 89.05 27.48%
50001 410
01.0
SR e~ N N
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 49 unknown-02 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.110  25.66 ng/ul 10493300  Acenaphthene-di1e 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Pyridinediamine 109 C5H7N3 000141-86-6 47
2 Pyridine-2,4-diamine 109 C5H7N3 000461-88-1 47
3 2,4-Heptadienal, 2,4-dimethyl- 138 C9H140 042452-48-2 43
4 Cyclopentane, (2-methylbutylidene)- 138 C10H18 053366-54-4 43
5 (4-Fluorophenyl) methanol, tert.... 182 C11H15FO 1000374-64-1 38
Abundance Scan 1738 (13.110 min): BN034300.D\data.ms (-1734) (- | m/z 109.00 100.00%
109.0
82.0
5000
55.0
138.1 i —
170.1 13.00 13.50
C
0! 1942 2285 n/z 82.00 70.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6240: 2,6-Pyridinediamine
109.0
82.0
5000 — =
13.00 13.50
39.0 m/z 83.00  33.81%
4O
O' \\‘1‘\‘}‘\\\“\\1\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6245: Pyridine-2,4-diamine
109.0
—— —
13.00 13.50
5000 m/z 55.00 29.04%
82.0
54.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20209: 2,4-Heptadienal, 2,4-dimethyl- —— ——
109.0 13.00 13.50
m/z 41.00  26.21%
5000
41.0
‘ 67.0 138.0
T T N Y Y ——— U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 50 Naphthalene, 1,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.210 41.10 ng/ul 16809000  Acenaphthene-di1e 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 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, 1,7-dimethyl- 156 C12H12 000575-37-1 96
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96

Abundance Scan 1755 (13.210 min): BN034300.D\data.ms (-1748) (- | m/z 156.10 100.00%

156.1
5000

— !
431 770 150 13.00 13.50
| | I | 1902 2431 281

ul bl g, m/z 141.05 70.46%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
5000

13.00 13.50
m/z 155.10 38.81%

’\\3\\9“?‘\\‘\\\U“\\\\‘\\%‘\‘!‘\\“‘\\w‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0

o

o

13.00 13.50
5000 m/z 115.00 15.14%
115.0
0 %ﬁVQ\H**?RTQM***w*ﬂw*w*““”ww*H*\H**w***w**w‘*ww*w*\w \J\J\/Aﬁp\f/\w//b\kMJ\\/
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33147: Naphthalene, 2,7-dimethyl- Fe e
156.0 13.00 13.50

m/z 153.05 14.88%

5000
410 770 128.
(0} ‘ ‘ ‘

T
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 51 Propanoic acid, 2-methyl-, ... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.340  30.26 ng/ul 12373000  Acenaphthene-di1e 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 72
2 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 64
3 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 000077-68-9 56
4 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 56
5 10-Oxatetracyclo[5.5.2.0(1,5).0(... 352 C18H2407 1000154-01-5 40
Abundance Scan 1777 (13.340 min): BN034300.D\data.ms (-1771) (- | m/z 56.10 100.00%
56.1
89.0
5000
143.0 13‘0(5 EI.3‘5(5
173.1 : :
Ol b i b 22902581 7 g9.ee  78.44%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24133: Butanoic acid, butyl ester
71.0
5000 — A,
41,0 13.00 13.50
m/z 71.00 70.74%
Ll e
O \H‘\}\\‘i‘}‘\\\"\\1\‘\1‘\\‘H\HH\\‘\\.\\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94127: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex
89.0
— ——
56.0 13.00 13.50
5000 m/z 43.10 43.56%
27.0
0 S - I
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94132: Propanoic acid, 2-methyl-, 3-hydroxy-2,2,4-trime — ——
71.0 13.00 13.50
m/z 55.05 22.27%
5000
450 173.0
g st
O et by b Mt e e e — e
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 52 Naphthalene, 1,7-dimethyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
13.375 22.38 ng/ul 9151400  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97

Abundance Scan 1783 (13.375 min): BN034300.D\data.ms (-1780) (- | m/z 141.00 100.00%
141.0
5000
o ="
770 { | m 1502 13.00 13.50
o390 .-, 200t) || fl, 1902 2292 271.3 ./, 156.10 98.76%
miz--> 50 100 150 200 250
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
5000
13.00 13.50
m/z 155.10 26.64%
o 1150
0 \‘\39‘\Oi‘ \H\‘“‘\ g T \‘\‘m\ H “H“\ L I B B B B B
m/z--> 50 100 150 200 250
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0
= e
13.00 13.50
5000 m/z 115.05 23.42%
115.0
77.0
\\39\'0“ Al \‘\ b “‘H\ T
miz--> 50 100 150 200 250
Abundance #33158: Naphthalene, 1,3-dimethyl- — ——
156.0 13.00 13.50
m/z 128.05 17.57%
5000
760 1150
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 53 (DEL) Alkane: Straight-Chai... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.569  38.75 ng/ul 15848200  Acenaphthene-di1e 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 68
2 Decane, 5-propyl- 184 C13H28 017312-62-8 68
3 Dodecane 170 C12H26 000112-40-3 68
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 62

Abundance Scan 1816 (13.569 min): BN034300.D\data.ms (-1805) (- | m/z 57.10 100.00%
57.1
‘ 113.1 T 1
141.1 13.50
169.2
S — ‘ : A “ the J‘u et o2 2511 sz 71,10 95.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59044: Dodecane, 4-methyl-
43.0
71.0
5000 —— :
13.50
m/z 43.10 78.80%
99.0 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59032: Decane, 5-propyl-
57.0
T 7
13.50
5000 m/z 85.10 44 .91%
85.0
29.0
‘ ‘ 112.0 140.0
VA O I O O M.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45479: Dodecane 7
43.0 13.50
m/z 41.05 35.88%
71.0
5000
‘ ‘ H 98.0 1270 170.0
Ow‘kﬂﬁuﬂwﬂmﬂ‘uwuw‘m‘qu‘w‘ﬁw‘u‘wu‘_‘uw‘u‘u —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 54 Naphthalene, 2,7-dimethyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.610  27.79 ng/ul 11366000  Acenaphthene-d1e 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 1823 (13.610 min): BN034300.D\data.ms (-1819) (- | m/z 141.05 100.00%

141.1
5000 57.1
85.1 — —
13.50 14.00
0 Www il M“‘ “quﬁu Y LAESR2 2082 2570 156,10 95.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
5000 T !

T
13.50 14.00
m/z 57.10 47.79%

77.0
115.0
0\\\‘\\3\\9‘9‘\\“1\\”“\\H‘\\\‘\‘\‘1‘\\“‘\\w‘\\\\‘\\H‘H\\‘\\\\‘\H\‘\\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
e b
13.50 14.00
5000 ITI/Z 43.10 35.98%
77.0 1150
) N O B 1 | E———
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #33161: Naphthalene, 1,4-dimethyl- —— ——
156.0 13.50 14.00
m/z 137.05 26.64%
5000
115.0
L
O e e e e e e e e e —r —r—
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 55 Sulfurous acid, decyl 2-eth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.999 66.90 ng/ul 27360400  Acenaphthene-dile 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 86
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
3 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 78
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 72
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 64

Abundance Scan 1889 (13.998 min): BN034300.D\data.ms (-1883) (- | m/z 57.10 100.00%
57.1

-

5000
85.1 —
LT '
o d Ao | 155218222122 24312710 0 g1 16 78.03%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester
57.0
5000 T
14.00
m/z 43.10 53.29%
29.0 850 1130
L a0
0 \‘\‘\H"‘HH‘M\}\‘}H\“‘H\\’HH“\H\‘\H\‘HH‘HH‘\H\‘\H\‘HH‘
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
—
14.00
5000 ITI/Z 41.10 36.36%
290 85.0
113.0
0,,141'0183'0
m/z--> 20 40 60 80 100120140160 180200220240260

Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester ——
57.0 14.00

m/z 85.10  20.14%

5000

N
L ©
. o
|
L
o
-
=
w
=)

0‘_‘HW‘H‘HH‘M‘uHdwﬂ‘W‘HW‘H‘_H‘_‘HM‘H‘HH‘HH‘ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 56 Silane, trimethyl-2-naphtha... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.216  35.41 ng/ul 14482400  Acenaphthene-di1e 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, trimethyl-2-naphthalenyl- 200 C13H16Si 018052-85-2 64
2 9-Methyl-S-octahydroanthracene 200 C15H20 004948-51-0 60
3 4'-(1-Pyrroyl)acetophenone 185 C12H11NO 022106-37-2 58
4 6-Fluoro-2,4-pyrimidinediamine, TMS 200 C7H13FN4Si 1000472-66-9 46
51,2,3,4,5,6,7,8-0ctahydro-1-meth... 200 C15H20 1000080-19-4 46
Abundance Scan 1926 (14.216 min): BN034300.D\data.ms (-1921) (1 m/z 185.10 100.00%
185.1
5000 /L
\_/\ T ‘ T T ‘ T
390 84.1 128.0 1551 ‘ ‘ 14.00 14.50
oHwHm‘xHwm;_m_m‘wulm‘“mW‘,m‘w;Wm?%zﬁ?w m/z 170.10  67.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #76014: Silane, trimethyl-2-naphthalenyl-
185.0
5000 b T T
14.00 14.50
m/z 200.20  29.77%
H\‘HH‘\H\‘HH‘\\H‘\H\‘H\\‘1\1\’\1\\‘HH‘\H\‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #76095: 9-Methyl-S-octahydroanthracene
185.0
k T ‘ T T ‘ T T
14.00 14.50
5000 m/z 186.10 15.99%
143.0
410 770 1150 ‘ | |
O b ‘wm‘w‘ b, ‘H\H Py L A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59924: 4'-(1-Pyrroyl)acetophenone =1 =
185.0 14.00 14.50
m/z 155.10  15.16%
5000 142.0
115.0
57.0 85‘-0 | |
Ot e e e e e e e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 57 Naphthalene, 1,6,7-trimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14.463 32.64 ng/ul 13349500  Acenaphthene-di1e 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 98
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95

Abundance Scan 1968 (14.463 min): BN034300.D\data.ms (-1958) (- | m/z 155.10 100.00%
155.1
5000
——
115.0 14.50
0 w‘“ M ???’51?39-% 2811 84ll n/z 170.10  88.10%
miz--> 50 100 150 200 250 300
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
5000
14.50
m/z 57.10 36.43%
115.0 “
0\\“\7\6“‘\?‘\‘\“\‘\U‘M\h‘\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #45540: Naphthalene, 2,3,6-trimethyl-
170.0
—
14.50
5000 m/z 153.05 22.27%
84.0 128.0
m/iz--> 50 100 150 200 250 300
Abundance #45532: Naphthalene, 1,4,6-trimethyl- ——
155.0 14.50
m/z 169.10 16.57%
5000
115.0
o, [Lh
m/z--> 50 100 150 200 250 300 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 58 Naphthalene, 2,3,6-trimethyl- Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
14.546  19.44 ng/ul 7951350  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 95
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94

Abundance Scan 1982 (14.546 min): BN034300.D\data.ms (-1978) (- | m/z 170.10 100.00%
170.1
5000
57.1
s 3o )
OLrrofer m,m mlh Aol 4 20822332 28LU s 955 10 79.27%
m/z--> 40 60 80 100120140160180200220240260280
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 Al :
14.50
m/z 57.10 29.18%
mo o0 A
0 \H’\\‘\\“‘H‘\U’HU\H‘\\H‘\‘\‘\\““H‘\‘\‘\“H\‘HH‘\H\‘HH‘\H\‘HH‘\\
m/z--> 40 60 80 100120140160 180200 220 240 260 280
Abundance #45540: Naphthalene, 2,3,6-trimethyl-
170.0
T
14.50
5000 ITI/Z 71.10 25.43%
128.0
sto #1070 L
vt N UL N
m/z--> 40 60 80 100120140160 180200 220 240 260 280
Abundance #45532: Naphthalene, 1,4,6-trimethyl- —— ‘
155.0 14.50
m/z 43.10 22.13%
5000
128.0
o 63.0 1.0 ]
! R ama e A RaRea —
m/z--> 40 60 80 100120140160 180200 220 240 260 280 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 59 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
14.616  23.40 ng/ul 9568410  Acenaphthene-die 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 4-ethyl- 226 Cl16H34 055045-14-2 41
2 Ethane, 1,1,2,2-tetrachloro- 166 C2H2Cl4 000079-34-5 41
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 38
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 38
5 Pentadecane, 7-(bromomethyl)- 304 C16H33Br 052997-43-0 38
Abundance Scan 1994 (14.616 min): BN034300.D\data.ms (-1989) (- | m/z 57.10 100.00%
57.1
5000 8.1
231.9
— —
‘ H ‘ 5.9193.9 ‘ 14.50 15.00
O byl i “‘ ‘ u‘ “lw b e m/z 43.10  79.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107225: Tetradecane, 4-ethyl-
43.0
5000 71.0 —— —
14.50 15.00
m/z 71.10 70.55%
o | ‘\ | 129012701550 1970 16
HH‘HH‘\\H‘HH‘HH‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #41600: Ethane, 1,1,2,2-tetrachloro-
83.0
— —
14.50 15.00
5000 m/z 83.10 56.24%
26 0 131.0 1680
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #287349: Octadecane, 1-iodo- T —
57.0 14.50 15.00
m/z 85.10 50.99%
5000 85.0
29.0
113.0
o \‘ L b 155:0183.02110  253C
‘H‘_‘H‘H‘w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘M‘H‘H‘W‘H“ e R
m/z--> 20 40 60 80 100120140160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 60 3,4-Dimethyl(1H)pyrrole, 2-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.840 52.01 ng/ul 21270600  Acenaphthene-di1e 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethyl(1H)pyrrole, 2-[(3,4... 200 C13H16N2 065539-79-9 72
2 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 64
3 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 64
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 50
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 50

Abundance Scan 2032 (14.840 min): BN034300.D\data.ms (-2026) (- | m/z 185.10 100.00%
185.1

5000
155.1

S

— —4
14.50 15.00
| 2222 255.2

W‘HM‘_H‘_H‘_H‘_H“ m/z 170.10  91.27%

128.1

\”H‘w““\“”“\“‘w”w“‘”‘\h““ ‘

m/z--> 20 40 60 80 100120140160 180200220 240260

Abundance #76010: 3,4-Dimethyl(1H)pyrrole, 2-[(3,4-dimethyl-[2H]-py
185.0

3.0 770

=

5000
14.50 15.00
m/z 155.10 32.13%
39.0 92.0 128.0156.0| M |
0 ‘HH“‘H‘\‘\“\‘H\‘”‘ \‘\‘1\ii‘\\‘\”‘\1”\\N\\”}”‘\M\“‘H\M\\H‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #45527: 4,6,8-Trimethylazulene
170.0
— T T
14.50 15.00
5000 ITI/Z 200.15 31.46%
128.0
39.0 770 ‘ ‘
0 MHH‘u‘w‘w:‘;mwu“m““u“‘wm‘M‘H‘HHWHWHWHWH‘
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #45526: 4,6,8-Trimethylazulene — =
170.0 14.50 15.00
m/z 186.10 15.68%
5000
6.0 115.0
m/z--> 20 40 60 80 100120140160 180 200220240260 14.50 15.00

SFAM-EPA-BN©91124.MA.M Wed Oct 02 19:00:11 2024 Page: 54



Data Path :
Data File :
Acqg On

Operator : RC/JU

Sample
Misc
ALS Vvial : 7

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
BN@©34300.D
: 01 Oct 2024 13:16

. P4019-07

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .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 61 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.957 52.47 ng/ul 21456400  Acenaphthene-di1e 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 2052 (14.957 min): BN034300.D\data.ms (-2044) (- | m/z 57.10 100.00%
57.1
o N m
15.00
113.1 :
141.1
om‘HH,‘Hh_“‘:w‘lum‘,‘m_HwH“1“?9‘1_1‘%?”2“2?”3_?5&‘ m/z 43.10  71.54%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #74004: Tetradecane
57.0
5000 T
85.0 15.00
29.0 m/z 71.10 68.93%
ol ‘ | | 130141.0169.0198.0
\H‘HH’\H\‘\H\‘\‘\H’\\}\‘\‘H\“HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #107217: Hexadecane
57.0
—
15.00
5000 m/z 85.10 48.10%
85.0
29.0
o \‘ || || 113014101600 2260
Hw‘H‘VH‘_‘H_‘H,HH‘H‘WH‘WH‘W‘HW‘H‘_H‘_‘H_‘
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #90189: Pentadecane —
57.0 15.00
m/z 41.05 37.91%
5000 85.0
29.0
0 \‘ ik \‘\ i ‘11?0\14101690 212.0
Hw‘H‘M‘H‘H‘W‘H‘M‘HM‘H‘H‘W‘H‘_‘H‘H‘wu‘w‘u‘_‘ —
m/z--> 20 40 60 80 100120140160180 200220240260 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 62 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.357 35.71 ng/ul 14602900  Acenaphthene-di1e 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 91
2 Dodecane, 4,9-dipropyl- 254 C18H38 003054-63-5 70
3 Tetradecane, 2-methyl- 212 C15H32 001560-95-8 59
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 50
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 49
Abundance Scan 2120 (15.357 min): BN034300.D\data.ms (-2112) (- | m/z 57.10 100.00%
571
o M
— ——
99.1
138.1169.1 15.00 15.50
0l “h“ w o LT 22229543285 1 p 43,10 37.38%
miz--> 0 50 100 150 200 250
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 — —
15.00 15.50
m/z 71.10 34.71%
99.0
0 T \2\6‘\\0‘\ ‘H‘\ U‘ ‘M‘ \“ T ‘-‘]\-4\1‘0\ :\1_8\3\0‘ T \2\3\9-(‘)\ (I
miz--> 0 50 100 150 200 250
Abundance #141073: Dodecane, 4,9-dipropyl-
57.0
— ——
15.00 15.50
5000 m/z 85.10 28.99%
98.0 211.0
1
NI R P L =T I
miz--> 0 50 100 150 200 250
Abundance #90197: Tetradecane, 2-methyl- — —
57.0 15.00 15.50
m/z 41.05 24.76%
5000
99.0 169.0
02,-0“\“ \“Hu ! w‘ ‘138‘9““”?1?‘0”_“ — —
m/z--> 0 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 63 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.822 46.75 ng/ul 18795500  Phenanthrene-d1e 16.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonadecane 268 C19H40 000629-92-5 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 90
Abundance Scan 2199 (15.822 min): BN034300.D\data.ms (-2193) (- | m/z 57.10 100.00%
57.1
1550 1600
113.1 . .
141.1 :
0 Wuwh_“‘:Ww‘w:mH_Wu_lf’ﬂ‘%W%ﬁ‘???ﬁﬁ; m/z 71.1e 68.66%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123960: Heptadecane
57.0
85.0
5000 — ——
15.50 16.00
290 150 m/z 43.10 68.21%
H\‘HH‘\\H‘\\H‘\\H‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH’HH’HH
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #158598: Nonadecane
57.0
— ——
15.50 16.00
5000 85.0 m/z 85.10  46.56%
29.0
oo ) ML OL 01070 208
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #107218: Hexadecane “ —
57.0 15.50 16.00
m/z 41.05 35.71%
5000
85.0
29.0
0 ‘\ ‘ L\ H‘ 113.0141.0169.0197.0226.0
e e e e e e e e P P
m/z--> 20 40 60 80 100120140160 180200220240260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 64 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
16.622 17.84 ng/ul 7174360  Phenanthrene-d10 16.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexadecane 226 Cl6H34 000544-76-3 90
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 2335 (16.622 min): BN034300.D\data.ms (-2333) (- | m/z 57.00 100.00%
57.0
s o5 o0
ol “ L, HL LIALL 1992 25432900326 n/, 71.16  72.35%
miz-> 50 100 150 200 250 300
Abundance #141056: Octadecane
57.0
5000 — ——
16.50 17.00
‘ 99.0 m/z 43.10 67.69%
04 \“\ ““‘\ ”H‘ \‘“‘\ ““ \“‘ \%41}.‘9\ %8\3\0‘ T \\25“4\0\ L
miz--> 50 100 150 200 250 300
Abundance #123959: Heptadecane
57.0
— = —
16.50 17.00
5000 m/z 85.10 54.67%
99.0
bbb dul gr0 20 zo0
miz--> 50 100 150 200 250 300
Abundance #123960: Heptadecane — —
57.0 16.50 17.00
m/z 41.00 33.32%
5000
99.0
59 || 1| 130 150 200 T
m/z--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 65 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.669  33.89 ng/ul 13625900  Phenanthrene-d1e 16.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
3 Tetradecane 198 C14H30 000629-59-4 81
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 80
5 Hexacosane 366 C26H54 000630-01-3 80

Abundance Scan 2343 (16.669 min): BN034300.D\data.ms (-2338) (- | m/z 57.10 100.00%
57.1

L en™ ane 1050 1700
ol g L L380L L  STES 2820 sz 71,10 79.91%
miz-> 50 100 150 200 250 300
Abundance #59029: Tridecane Kjuvvx\JV\vaJ\AAAA
57.0
5000 —T

7
16.50 17.00
m/z 43.10 49.68%

99.0

0 \ZQ¢ ‘\“‘ “\ ‘J‘ r“‘\ “‘ o \%4\;‘0\ ?‘8\‘4\0‘ L B e e e

miz--> 50 100 150 200 250 300

Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0

7
16.50 17.00

5000 ITI/Z 85.10 46.65%
113.0
ol LWL LIT, 1880 ass0
m/z--> 50 100 150 200 250 300
Abundance #74004: Tetradecane 7 —
57.0 16.50 17.00

m/z 41.10 26.17%

- m
99.0
15Q‘ \“\ H \‘\ by %4?‘0 19\80

On Ll e e S — —
miz--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 66 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.351  34.98 ng/ul 14065200  Phenanthrene-d1e 16.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2459 (17.351 min): BN034300.D\data.ms (-2454) (- | m/z 57.10 100.00%
57.1
20 \fvaUNNAJ\AMA,FxJWJ
— ——
h 99‘1 1 235 2 17.00 1750
ol u‘ ) PAEL 1972 23522683 3097 n/p 7110 70.37%
m/z--> 100 150 200 250 300
Abundance #158597: Nonadecane
57.0
5000 — —
17.00 17.50
m/z 43.10 66.69%
02 ‘ L4 u\ 1410 1830 2250 2680
\ \ \ ‘ \ T T T T T T ‘ T T T ‘ T \ L ‘ T T
miz--> 100 150 200 250 300
Abundance #123959: Heptadecane
57.0
— ——
17.00 17.50
5000 m/z 85.10 51.01%
99.0
Al ““‘ T
miz--> 100 150 200 250 300
Abundance #107218: Hexadecane “ T
57.0 17.00 17.50
m/z 41.05 32.47%
- M\/VM_/\/N
Ozs‘lo““ 4 “‘9?'0‘ 141.0 1830 226.0
e e e e P P
m/z--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@34300.D

Acqg On : 01 Oct 2024 13:16

Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .MA.M
: 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 67 Hexadecanoic acid, methyl e... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
'17.528  44.74 ng/ul 17989060 Phenanthreme-dio 16.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97

2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 94
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 93
4 Pentadecanoic acid, 14-methyl-, . 270 C17H3402 005129-60-2 93
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 90

Abundance Scan 2489 (17.528 min): BN034300.D\data.ms (-2484) (- | m/z 74.00 100.00%
74.0
5000
143.1 —r ‘
227.2
JJD ‘H 185.1 2703 4414 17.50
ol—38 M prbb b SRR m/z 87.00 72.42%
miz--> 100 150 200 250 300 350
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 —t ‘
17.50
143.0 m/z 43.18  27.93%
‘ | 185.0227.0 2700
O\\\\H“\ “\‘M\h“\‘\‘\\ \\\\“\\\\‘\}\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #109337: Tridecanoic acid, methyl ester
74.0
T T
17.50
5000 ITI/Z 55.00 22.56%
143.0
e 1650 228.0
oHH_wwum‘Hm_m_m_mw
m/z--> 100 150 200 250 300 350
Abundance #161203:Hexadecanok:add,nunhyleﬂer —
74.0 17.50
m/z 41.00 21.96%
5000
143.0
29. ‘ ‘ 185.0 227.0 270.0
obb il L —
m/z--> 50 100 150 200 250 300 350 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 68 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.039  32.43 ng/ul 13040500  Phenanthrene-d1e 16.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Pentadecane 212 C15H32 000629-62-9 94
3 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 91
4 Pentadecane 212 C15H32 000629-62-9 91

5 Tetradecane, 1-iodo-

324 C14H291I

019218-94-1 91

Abundance Scan 2576 (18.039 min): BN034300.D\data.ms (-2571) (- | m/z 57.10 100.00%
57.1
2000 NNLW
99.1 RN
1411 1971 ‘ 18.00
. ““ Limee 112392 2824 341, .7 7110 72.00%
mfz--> 50 100 150 200 250 300
Abundance #176384: Eicosane
57.0
5000 —— :
18.00
99.0 m/z 43.10 67.43%
41.0
O T \“\ ‘\“‘ \“H‘ \‘“‘\ h“ \“‘ \ir: }‘ “‘\ ‘]‘\-8\‘3\-0“ \22\5\.9 ‘ \2\8\‘2.\0‘ L
m/z--> 50 100 150 200 250 300
Abundance #90189: Pentadecane
57.0
T \
18.00
5000 ITI/Z 85.10 52.28%
99.0
ST RS B I E—
miz--> 50 100 150 200 250 300
Abundance #107225: Tetradecane, 4-ethyl- T ‘
43.0 18.00
m/z 41.05 31.04%
. T wajhdk¢ﬁAyvaﬁuwmA
|| 1270 1970
(o “M‘Mhu“whﬂ‘hu‘ Ce ——
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 69 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.692  37.99 ng/ul 15273500  Phenanthrene-d1e 16.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heneicosane 296 C21H44 000629-94-7 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2687 (18.692 min): BN034300.D\data.ms (-2679) (- | m/z 57.10 100.00%

57.1
5000

S
1850  19.00
— “h“ A “M LAt} 183220022643 31523551 0 7010 71.40%

m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0

5000 7 —
18.50 19.00
9.0 m/z 43.00  69.66%
O 1\ \d\ \ ‘ ‘ H \“‘\ ”“ \“‘ \]“-\4%“0\ 178\3\0‘ T \2\4? ‘o\ L ‘ T 1T ‘ L
m/z--> 0 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
— —
18.50 19.00
5000 ITI/Z 85.10 54.06%
9.0
e : T I R e e L
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane 7 —
57.0 18.50 19.00

m/z 41.00 40.05%

- \v“vaAAﬂ/\\Jkﬁv/«Aw
|

o 1 M | 1410183.02250267.0308.0 367
b 3401830225.0267.0300.0 367

7 —
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 70 Methyl stearate Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
18.839 15.78 ng/ul 6345040  Phenanthrene-d10 16.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Methyl stearate 298 C19H3802 000112-61-8 98
3 Methyl stearate 298 C19H3802 000112-61-8 97
4 Methyl stearate 298 (C19H3802 000112-61-8 96
5 Methyl stearate 298 C19H3802 000112-61-8 95
Abundance Scan 2712 (18.839 min): BN034300.D\data.ms (-2709) (- | m/z 74.00 100.00%
74.0
5000 Jd\
143.1 — ;
{ H H ‘ 199.2 25‘5'3 208.3 18.50 19.00
ol 380y L L TS84 ey 00 77.97%
miz-> 50 100 150 200 250 300
Abundance #197275: Methyl stearate
74.0
5000 — —_—
18.50 19.00
143.0 m/z 43.10 35.16%
‘ h | 199.0 255.0 298.0
0 \\\\““‘\w‘ \“”‘\““‘ \“\‘\ \“‘\\\‘\“\\\\“\‘\\\“\\\\
miz-> 50 100 150 200 250 300
Abundance #197272: Methyl stearate
74.0
— ——
18.50 19.00
5000 m/z 55.10 27.25%
29.
VAP 5 OV S st N S
miz--> 50 100 150 200 250 300
Abundance #197276: Methyl stearate — T
74.0 18.50 19.00
m/z 41.00 23.22%
5000
‘ 143.0 1000 255.0 298.0
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 71 (DEL) Alkane: Straight-Chai... Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
19.269 24.32 ng/ul 7997630  Chrysene-d12 21.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 97
2 Heptadecane 240 C17H36 000629-78-7 95
3 Heptadecane 240 C17H36 000629-78-7 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2785 (19.269 min): BN034300.D\data.ms (-2781) (- | m/z 57.10 100.00%

57.1
5000

T T
H 9‘1‘ 411 220.2 19.00 19.50
Lol

Ol b A LT} 267:2810.4354.3 401,y /r 71 10 73.59%

m/z--> 50 100 150 200 250 300 350 400
Abundance #212282: Docosane
57.0

5000 — ——
19.00 19.50
9.0 m/z 43.10 66.59%
4101830 zago 9100
O\\\“’ ‘\h\h‘ \“\\\“‘\‘\ \‘\‘\\\\‘\\\\‘1\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #123961: Heptadecane
57.0
—— —
19.00 19.50
5000 m/z 85.10 52.85%

0 J\ i ] F d%4401830 240.0
A RN s
m/z--> 50 100 150 200 250 300 350 400

Abundance #123959: Heptadecane T ——
57.0 19.00 19.50

m/z 41.00  28.76%

- M/VMV
9.0

| ‘ |1 14101820 2400

m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_N\Data\BN100124\

Data File : BN@34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 72 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
19.810  24.43 ng/ul 8034520  Chrysene-d12 21.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 99
2 Nonadecane 268 C19H40 000629-92-5 97
3 Octadecane 254 C18H38 000593-45-3 95
4 Tricosane 324 C23H48 000638-67-5 95
5 Nonadecane 268 C19H40 000629-92-5 92
Abundance Scan 2877 (19.810 min): BN034300.D\data.ms (-2872) (- | m/z 57.10 100.00%
57.1
5000 \NWA/\//\WJ
‘ 323.3 — e
13.1 19.50 20.00
183.1 267.1
obrd, | m‘ b S5 L 382 AT s 71010 70.88%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #246483: Tetracosane
57.0
5000 — —
19.50 20.00
m/z 43.10 62.28%
13.0
O \“‘\ ‘\“ \lh \h‘\l"‘ \d \“‘\ {‘]‘-‘\6“19.\9 ‘2\2\53.\0‘ TTTT ‘ \3\:??"0\ TTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158600: Nonadecane
57.0
— ——
19.50 20.00
5000 m/z 85.10 50.16%
o0 aeo
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141058: Octadecane “ 7
57.0 19.50 20.00
m/z 41.00 27.32%
o W
| ‘ | 1?'0 169.0  254.0
O A e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .MA.M
: SVOA CALIBRATION

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 73

(DEL) Alkane: Straight-Chai...

Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
20.310  20.09 ng/ul 6605540  Chrysene-d12 21.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Nonadecane 268 C19H40 000629-92-5 94
3 Hexacosane 366 C26H54 000630-01-3 94
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octadecane 254 C18H38 000593-45-3 91

Abundance Scan 2962 (20.310 min): BN034300.D\data.ms (-2958) (- | m/z 57.10 100.00%
57.1
T L
169.2 20.00 20.50
o LT 1892 2252 amvtsos0 3763 429, 2" r ke 71 ea
mi/z--> 50 100 150 200 250 300 350 400
Abundance #158600: Nonadecane
57.0
5000 — ——
20.00 20.50
m/z 43.00 65.28%
13.0
O\“\"\l\\“\‘\'\‘\\‘%\6\9\0\‘\\\\‘2\6\89\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #158597: Nonadecane
57.0
— —
20.00 20.50
5000 m/z 85.10 53.19%
13.0
oLLLLLITS0 1090 gm0
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane “ 7
57.0 20.00 20.50
m/z 41.05 25.14%
- meAW/VMAﬂMAf\ﬁWk/A
13.0
0 ‘ I} u|\ \‘ ‘ \1 Ay 1\69 0 225.0 295.0 367.0
L I A A A e e e R — —
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 74 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.781  39.16 ng/ul 12877600  Chrysene-d12 21.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 4-methyl- 282 C20H42 025117-27-5 90
2 Oxalic acid, dodecyl 2-ethylhexy... 370 C22H4204 1000309-39-5 72
3 Oxalic acid, 2-ethylhexyl pentad... 412 C25H4804 1000309-39-8 64
4 Heptadecane 240 C17H36 000629-78-7 60
5 Heptadecane 240 C17H36 000629-78-7 60
Abundance Scan 3042 (20.780 min): BN034300.D\data.ms (-3038) (- | m/z 57.00 100.00%
57.0
2000 IL/JLJ\
—— —
’#7'1 239.2 5103 | 20.50 21.00
ob AL L L 31938780 4902849. 0 71 10 74.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176390: Nonadecane, 4-methyl-
43.0
5000 - —
20.50 21.00
39.0 m/z 43.10 60.78%
OH"\iw\'\:\LJ[‘:I-\‘JS\TJ\()\J‘I:\I-\BE-PM\‘\“.HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #279341: Oxalic acid, dodecyl 2-ethylhexyl ester
57.0
—— —
20.50 21.00
5000 m/z 70.10 40.86%
213.0
ohidllipoo TTT
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #309217: Oxalic acid, 2-ethylhexyl pentadecyl ester — T
57.0 20.50 21.00
m/z 85.10 38.65%
5000
255.0
L
O bbb b i b e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 75 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
21.257 20.00 ng/ul 6577290  Chrysene-d12 21.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 95
2 Tetracosane 338 C24H50 000646-31-1 94
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
4 Tetracosane 338 C24H50 000646-31-1 93
5 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 91

Abundance Scan 3123 (21.257 min): BN034300.D\data.ms (-3119) (- | m/z 57.10 100.00%

57.1
5000

21.00 21.50

i
197.2
o LLLFTE 2972 2614 seas asasmonsas o2t 10 Tr s
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0
5000 — —
21.00 21.50

m/z 43.10 63.36%

|LIF0 2100 30905660
O\\\‘\\\\‘\\‘\\T\%\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane
57.0

21.00 21.50

5000 ITI/Z 85.10 54.41%
0 H || 127-0 197.0 267.0 338.0
4 _H‘_‘H‘H‘w‘uw‘u‘_‘u‘u‘wu‘w‘u‘_‘u‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl- T T
43.0 21.00 21.50
m/z 55.10 24.16%
5000
196.0
ol LIRS lesso o T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN©34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 76 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.780  30.00 ng/ul 9866960  Chrysene-d12 21.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 81
2 Tetratetracontane 619 C44H909 007098-22-8 74
3 Pentacosane 352 C25H52 000629-99-2 72
4 Hexatriacontane 507 C36H74 000630-06-8 72
5 Nonadecane 268 C19H40 000629-92-5 70

Abundance Scan 3212 (21.780 min): BN034300.D\data.ms (-3206) (- | m/z 57.10 100.00%
57.1

-

5000
171.1
—— —
21.50 22.00
o‘HH‘umv"le,H“2‘6‘?&“3_‘?"5_7:‘2‘_‘H“‘Z‘?:‘lﬁﬁ‘?‘-%wm m/z 71.10  74.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0
5000 — —
21.50 22.00
m/z 43.10 58.64%
ohd ‘ || 1270197.0267.0 3670
‘\\H‘\\H‘HH‘\H\’H\\‘HH‘WH\‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
—— —
21.50 22.00
5000 m/z 85.10 42 .50%

|

I

1111 F#79197.0267.0337.0407.0 491.0562.0

-

Ot e e e e e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #262013: Pentacosane T ——
57.0 21.50 22.00
m/z 171.10  36.62%
5000
o ‘ [|1770 2110 3520
[ e A e e — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100124\
Data File : BN@34300.D

Acqg On : 01 Oct 2024 13:16
Operator : RC/JU

Sample : P4019-07

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@91124.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... 5.464 26.4 ng/ul 23489300 1 7.399 17775000 20.0
(DEL) Alkane: C... 5.711 7.1 ng/ul 6325510 1 7.399 17775000 20.0
Cyclopentanol, .. 5.922 10.6 ng/ul 9420360 1 7.399 17775000 20.0
(DEL) Alkane: S.. 5.993 9.4 ng/ul 8334120 1 7.399 17775000 20.0
(DEL) Alkane: C.. 6.064 10.5 ng/ul 9310860 1 7.399 17775000 20.0
(DEL) Alkane: S.. 6.322 9.4 ng/ul 8353100 1 7.399 17775000 20.0
(DEL) Alkane: S.. 6.428 12.1 ng/ul 10712000 1 7.399 17775000 20.0
(DEL) Alkane: S... 6.481 18.1 ng/ul 16062600 1  7.399 17775000 20.0
Benzene, 1-ethy... 6.511 8.3 ng/ul 7345240 1 7.399 17775000 20.0
Benzene, 1l-ethy... 6.799 13.4 ng/ul 11934400 1 7.399 17775000 20.0
2-Heptanone, 4,... 6.864 18.8 ng/ul 16662000 1 7.399 17775000 20.0
(DEL) Alkane: S... 7.058 50.5 ng/ul 44928800 1 7.399 17775000 20.0
(DEL) Alkane: S... 7.246 8.7 ng/ul 7749000 1 7.399 17775000 20.0
1-Hexanol, 2-et... 7.511 39.2 ng/ul 348523060 1 7.399 17775000 20.0
Cyclohexene, 1-... 7.634 29.3 ng/ul 26008300 1 7.399 17775000 20.0
(DEL) Alkane: C... 7.693 18.5 ng/ul 16418100 1  7.399 17775000 20.0
Cyclohexanone, 7.840 12.0 ng/ul 10633600 1 7.399 17775000 20.0
Benzene, 1,2-di... 7.893 12.0 ng/ul 10657400 1  7.399 17775000 20.0
Benzene, 1-meth... 7.946 25.8 ng/ul 22882700 1 7.399 17775000 20.0
(DEL) Alkane: S... 8.005 14.3 ng/ul 12691200 1  7.399 17775000 20.0
Benzene, 4-ethy... 8.046 13.0 ng/ul 11560700 1  7.399 17775000 20.0
(DEL) Alkane: S... 8.181 24.0 ng/ul 21348800 1 7.399 17775000 20.0
Benzene, 2-ethy... 8.352 11.5 ng/ul 10243000 1 7.399 17775000 20.0
Benzene, 1-meth... 8.399 13.5 ng/ul 12008700 1  7.399 17775000 20.0
(DEL) Alkane: S... 8.652 47.2 ng/ul 41971300 1 7.399 17775000 20.0
unknown-01 8.746 22.4 ng/ul 19925500 1 7.399 17775000 20.0
(DEL) Alkane: S.. 9.475 5.7 ng/ul 16249600 2 10.158 56660000 20.0
(DEL) Alkane: S.. 9.540 3.1 ng/ul 8798870 2 10.158 56660000 20.0
(DEL) Alkane: S.. 9.622 3.0 ng/ul 8541340 2 10.158 56660000 20.0
(DEL) Alkane: S.. 9.722 3.4 ng/ul 9630680 2 10.158 56660000 20.0
(DEL) Alkane: C.. 10.458 2.3 ng/ul 6507330 2 10.158 56660000 20.0
2,4-Dipropyl-5-... 10.563 9.2 ng/ul 26164700 2 10.158 56660000 20.0
(DEL) Alkane: S... 10.699 7.7 ng/ul 21910300 2 10.158 56660000 20.0
Cyclohexanol, 1... 11.216 8.2 ng/ul 23102800 2 10.158 56660000 20.0
(DEL) Alkane: S... 11.628 10.0 ng/ul 28348500 2 10.158 56660000 20.0
2(3H)-Furanone, ... 12.281 20.6 ng/ul 8435830 3 14.051 8179050 20.0
Butanoic acid, 12.810 25.9 ng/ul 10602300 3 14.051 8179050 20.0
Propanoic acid,... 13.028 18.4 ng/ul 7520070 3 14.051 8179050 20.0
unknown-02 13.110 25.7 ng/ul 10493300 3 14.051 8179050 20.0
Naphthalene, 1,... 13.210 41.1 ng/ul 16809000 3 14.051 8179050 20.0
Propanoic acid,... 13.340 30.3 ng/ul 12373000 3 14.051 8179050 20.0
Naphthalene, 1,... 13.375 22.4 ng/ul 9151400 3 14.051 8179050 20.0
(DEL) Alkane: S... 13.569 38.8 ng/ul 15848200 3 14.051 8179050 20.0
Naphthalene, 2,... 13.610 27.8 ng/ul 11366000 3 14.051 8179050 20.0
Sulfurous acid,... 13.999 66.9 ng/ul 27360400 3 14.051 8179050 20.0
Silane, trimeth... 14.216 35.4 ng/ul 14482400 3 14.051 8179050 20.0
Naphthalene, 1,... 14.463 32.6 ng/ul 13349500 3 14.051 8179050 20.0
Naphthalene, 2,... 14.546 19.4 ng/ul 7951350 3 14.051 8179050 20.0
(DEL) Alkane: S... 14.616 23.4 ng/ul 9568410 3 14.051 8179050 20.0
3,4-Dimethyl(1H... 14.840 52.0 ng/ul 21270600 3 14.051 8179050 20.0
(DEL) Alkane: S... 14.957 52.5 ng/ul 21456400 3 14.051 8179050 20.0
(DEL) Alkane: S... 15.357 35.7 ng/ul 14602900 3 14.051 8179050 20.0
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