LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator : JU/CG

Sample : M5179-05 :

Misc : POST-EXCAVATION-BOTTOM-1

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_ F\Methods\8270-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126315.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.146 3 10 20 rvB 112748 147925 3.22% 0.309%
2 4.551 413 419 424 rBV 545679 601323 13.07% 1.257%
3 5.046 499 503 508 rVB2 57294 73071 1.59% ©.153%
4 5.240 531 536 539 rBV 89728 89850 1.95% ©.188%
5 5.322 548 550 553 rVB 57019 48091 1.05% ©0.101%
6 5.434 564 569 572 rBV 3795643 4034703 87.72% 8.435%
7 5.598 593 597 601 rBV3 61314 77590 1.69% 0.162%
8 5.640 601 604 607 rVB 184559 151984 3.30% 0.318%
9 5.681 607 611 613 rBvV 103335 101422 2.21% 0.212%
106 5.734 617 620 622 rBV 56787 53517 1.16% 0.112%
11 5.846 631 639 643 rBV3 199867 320426 6.97% 0.670%
12 5.898 643 648 650 rBv 240844 306439 6.66% 0.641%
13 5.975 658 661 666 rVB2 436591 479570 10.43% 1.003%
14 6.028 666 670 672 rBV 246464 258962 5.63% 0.541%
15 6.075 674 678 683 rVv2 943522 1231331 26.77% 2.574%
16 6.128 683 687 689 rVW2 466199 472847 10.28% ©.989%
17 6.157 689 692 695 rvV4 161305 239169 5.20% 0.500%
18 6.187 695 697 699 rVW 131057 109356 2.38% 0.229%
19 6.210 699 701 705 rVB2 95156 83275 1.81% 0.174%
20 6.263 705 710 714 rBV2 579692 773418 16.82% 1.617%
21  6.304 714 717 718 rVV2 277523 277343 6.03% 0.580%
22 6.322 718 720 722 rVWV 868931 642580 13.97% 1.343%
23 6.351 722 725 727 rVWW2 451961 499451 10.86% 1.044%
24 6.375 727 729 733 rVW2 351637 350226 7.61% 0.732%
25 6.445 733 741 744 rVW 3577965 4599353 100.00% 9.615%
26 6.469 744 745 747 rW 242351 177266 3.85% 0.371%
27 6.493 747 749 752 rVV3 254926 302899 6.59% 0.633%
28 6.522 752 754 757 rVW 172718 181098 3.94% 0.379%
29 6.563 757 761 765 rVW2 462521 743983 16.18% 1.555%
30 6.598 765 767 769 rVV 307488 295904 6.43% 0.619%
31 6.616 769 770 772 rVV2 132325 113960 2.48% 0.238%
32 6.645 772 775 776 rVV 645441 621263 13.51% 1.299%
33 6.681 779 781 783 rVW 218768 195014  4.24%  0.408%
34 6.710 783 786 788 rVV2 122455 142465 3.10% 0.298%
35 6.763 788 795 798 rVVW5 267687 584916 12.72% 1.223%

36 6.787 798 799 800 rVW 238116 162163 3.53%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator : JU/CG

Sample : M5179-05 :

Misc : POST-EXCAVATION-BOTTOM-1

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_ F\Methods\8270-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 6.816 800 804 806 rVV 1471403 1626612 35.37% 3.401%
38 6.834 806 807 811 rvv2 798455 609229 13.25% 1.274%
39 6.875 811 814 818 rVvV2 460718 574499 12.49% 1.201%
40 6.916 818 821 822 rVV2 150600 150551 3.27% 0.315%
41 6.940 822 825 827 rVV 272049 304890 6.63% 0.637%
42 6.969 827 830 834 rVV 565226 620338 13.49% 1.297%
43  6.998 834 835 838 rVB2 100934 73045 1.59% 0.153%
44 7.051 841 844 846 rVV2 141431 152745 3.32% 0.319%
45 7.098 848 852 854 rVV2 363527 386964 8.41% 0.809%
46 7.128 854 857 861 rVW2 263429 339682 7.39% 0.710%
47 7.163 861 863 868 rVB3 127389 139302 3.03% 0.291%
48 7.210 868 871 875 rBV2 243442 246919 5.37% 0.516%
49 7.304 885 887 890 rVB 61528 51130 1.11% 0.107%
50 7.375 890 899 902 rBV 2470964 3031653 65.91% 6.338%
51 7.416 904 906 910 rVB 98636 98434 2.14%  0.206%
52 7.463 910 914 918 rVB4 106543 144528 3.14% 0.302%
53 7.528 922 925 930 rVB3 53508 69646 1.51% 0.146%
54 7.587 930 935 936 rBV2 45816 66847 1.45% 0.140%
55 8.098 1017 1022 1032 rBV 1672542 1663777 36.17% 3.478%
56 9.175 1200 1205 1217 rBV 3866326 4257036 92.56%  8.900%
57 9.257 1217 1219 1226 rVB2 57108 71208 1.55% 0.149%
58 9.851 1314 1320 1331 rBV 1723851 1726455 37.54% 3.609%
59 10.263 1387 1390 1393 rBv2 46562 53263 1.16% 0.111%
60 10.639 1449 1454 1465 rBV 2470263 2649082 57.60% 5.538%
61 11.210 1544 1551 1553 rBV5 52956 81187 1.77% 0.170%
62 11.239 1553 1556 1563 rVB2 40013 47731 1.04% 0.100%
63 11.298 1563 1566 1569 rBV2 62160 60985 1.33% 0.127%
64 11.339 1569 1573 1579 rVV 1711444 1697874 36.92%  3.549%
65 11.386 1579 1581 1586 rVB4 28464 48819 1.06% ©0.102%
66 11.504 1598 1601 1608 rVB 65013 68076  1.48% 0.142%
67 11.869 1660 1663 1666 rBV 74678 72520 1.58% 0.152%
68 11.904 1666 1669 1672 rVB 123808 115173 2.50% 0.241%
69 12.574 1779 1783 1789 rVB2 51292 70587 1.53% 0.148%
70 12.927 1838 1843 1846 rBV 3751915 3757446 81.70% 7.855%
71 13.451 1929 1932 1936 rVB 48526 46838 1.02% ©0.098%
72 13.892 2002 2007 2009 rBV 34486 48146 1.05% 0.101%
73 13.933 2009 2014 2016 rVVv2 79041 143038 3.11% 0.299%
74 13.974 2017 2021 2031 rVV 1250556 1443819 31.39% 3.018%
75 14.068 2032 2037 2047 rVB 304373 421293 9.16% 0.881%
76 14.833 2163 2167 2172 rVB 52372 58385 1.27% 0.122%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator : JU/CG

Sample : M5179-05 :

Misc : POST-EXCAVATION-BOTTOM-1

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_F\Methods\8270-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 15.421 2262 2267 2281 rBV 666842 1000579 21.75% @ 2.092%

Sum of corrected areas: 47834484
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\

BF126315.D

: 22 Dec 2021 00:56

Ju/CaG

: M5179-05

Sample Multiplier:

1

POST-EXCAVATION-BOTTOM-1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BF126315.D\data.ms
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TIC: BF126315.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator : JU/CG

Sample : M5179-05 :

Misc : POST-EXCAVATION-BOTTOM-1

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 1-Ethyl-3-methylcyclohexane... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.846 3.94 ng 320426 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 87
2 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 87
3 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 87
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 83
5 Cyclohexane, 1-ethyl-2-methyl- 126 CSH18 003728-54-9 81
Abundance Scan 639 (5.846 min): BF126315. D\data ms (-631) (-) m/z 55.00 100.00%
55.0 1.1
5000
41.1 69.0
126.1 5.60 5.80 6.00 6.20
' 111
0 F,O, m/z 97.10  98.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
T J\W
5000 LI L L I LA
5.60 5.80 6.00 6.20
41.0 69.0 126.0 m/z 41.10 31.64%
70 |l me | o |
O H‘HH‘\H‘\“\H\“UH\‘\‘\!\‘H\‘\‘\Hﬁ?\e’\\\1‘\\1\-:'_“]\“\(\)\’\\\‘\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5.60 5.80 6.00 6.20
5000 m/z 69.00 28.16%
41.0 69.0 126.0
27.0 ‘ ‘
O B0, L 1130
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13284: Cyclohexane, 1-ethyl-2-methyl-, cis-
55.0 97.0 5.60 5.80 6.00 6.20
m/z 56.00 17.27%
5000 41.0
69.0
0 \‘\ Iyl L L

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator : JU/CG

Sample : M5179-05 :

Misc : POST-EXCAVATION-BOTTOM-1

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Hexane, 2,3,3-trimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.898 3.77 ng 306439 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 64
2 Hexan-2-yl isobutyl carbonate 202 C11H2203 1000372-75-5 50
3 Heptane, 2,4,6-trimethyl- 142 C1leH22 002613-61-8 50
4 6,6,7-Trimethyl-octane-2,5-dione 184 C11H2002 1000187-31-5 50
5 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 50

Abundance Scan 648 (5.898 min): BF126315.D\data.ms (-643) (-) m/z 43.05 100.00%

3.0
85.1
R R  RRARNEE S
“ 5.60 5.80 6.00 6.20
0 ‘H‘m“U:meH‘m“\‘1‘1‘2;?”H_m_m_m m/z 57.10  69.49%
m/z--> 20 40 80 100 120 140 160 180
Abundance #14567. Hexane, 2,3,3-trimethyl-
43.0
85.0
5000 \H‘\Hf\ﬁ/\ﬁ\\‘mu‘uu
5.60 5.80 6.00 6.20
m/z 85.10 52.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #77586: Hexan-2-yl isobutyl carbonate
57.0
85.0 Ao A A LAY
5.60 5.80 6.00 6.20
5000 m/z 41.10 34.67%
29.0
0 |18 aas0 as70
miz--> 20 40 60 80 100 120 140 160 180
Abundance #22115: Heptane, 2,4,6-trimethyl-
43.0 850 5.60 5.80 6.00 6.20
' m/z 55.00 27.20%
5000
yisoll | leso | | o
e “““‘
m/z--> 20 40 80 100 120 140 160 180 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator : JU/CG

Sample : M5179-05 :

Misc POST-EXCAVATION-BOTTOM-1

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 unknown5.975 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.975 5.90 ng 479570  1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 47
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 45
3 Heptane, 2,3,4-trimethyl- 142 C1leH22 052896-95-4 38

4 cis-2-tert-Butylcyclohexanol, O-... 302 C13H19F502 1000467-24-6 35
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 35

Abundance Scan 661 (5.975 min): BF126315.D\data.ms (-658) (-) m/z 57.10 100.00%

57.1
82.1 O ASLYRIL AN R
‘ m 99.0 271 5.60 5.80 6.00 6.20
b bl 2201 s 43,05 73.96%
miz-> 20 40 60 80 100 120 140
Abundance #22090: Octane, 2,5-dimethyl-
57.0
5000 LI L L L LA R
5.60 5.80 6.00 6.20
410 %
99,0 m/z 41.00 38.02%
0L15.0 ol L L 830 126.0142.0
\\\\‘\\\\‘\\\\‘\\\![\\\\‘\\!\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #22083: Nonane, 4-methyl-
57.0
5.60 5.80 6.00 6.20
5000 m/z 71.10 34.46%
41.0
98.0
0 30 790 | 126.0142.0
B e e e e OReEe
miz--> 20 40 60 80 100 120 140
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0 5.60 5.80 6.00 6.20
m/z 55.00 30.79%
5000
4110
99.0
0\\\\‘2\5@”“‘1\\\“\\‘1\8‘3(0\\\H‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator : JU/CG

Sample : M5179-05 :

Misc : POST-EXCAVATION-BOTTOM-1

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 unknown6.075 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.075 15.14 ng 1231330 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 46
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 43
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 43
4 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 35
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 35

Abundance Scan 678 (6.075 min): BF126315.D\data.ms (-674) (-) m/z 57.05 100.00%

57.0
41,0 83.1
5000
‘ 113.1 5.80 6.00 6.20 6.40
0b el ol L1422 e e 70.72%
miz-> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 /A/L,
5.80 6.00 6.20 6.40
410 m/z 83.10  58.94%
gso 1130
O\\]-\5\.0‘\‘\‘\\“M\\“‘\\H}\‘{‘\\\[\\1\‘\\\1\-4‘2\.(\)\
miz-> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl-
57.0
5.80 6.00 6.20 6.40
5000 41,0 m/z 43.05 58.08%
113.0
LU I Y N -3
miz--> 20 40 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl-
57.0 5.80 6.00 6.20 6.40
m/z 71.10 57.78%
5000
4110 113.0
O O S ™
O b e e
m/z--> 20 40 60 80 100 120 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator : JU/CG

Sample : M5179-05 :

Misc : POST-EXCAVATION-BOTTOM-1

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Heptane, 3-ethyl-2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.128 5.81 ng 472847 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 86
2 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 64
3 Undecane, 6-methyl- 170 C12H26 017302-33-9 59

4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 59
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 53

Abundance Scan 687 (6.128 min): BF126315.D\data.ms (-683) (-) m/z 57.10 100.00%

57.1
5000
98.1
39 ‘ ‘ 5.80 6.00 6.20 6.40
oHH_"m‘“Jﬂ"m‘9‘-9‘m_mwml“"'zc?”_m m/z 43.05 46.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22130: Heptane, 3-ethyl-2-methyl-
57.0
5000
5.80 6.00 6.20 6.40
21.0 98.0 m/z 41.08  25.56%
O\ T \‘\ ‘ \‘i‘\ T \‘UU‘ T “‘?7‘"0}“ T T \‘]\_%3\.\0\1\4‘.2\.\0\ T ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #22093: Octane, 2,3-dimethyl-
57.0
g AN g VIV
5.80 6.00 6.20 6.40
5000 m/z 98.10 20.95%
98.0
29.0 ‘
S 2 A S
miz--> 20 40 60 80 100 120 140 160 ﬂj\\
Abundance #45497: Undecane, 6-methyl-  ERARATEE RS
57.0 5.80 6.00 6.20 6.40
m/z 71.05 18.28%
5000
29.0 98.0
0 L I 4790 | 1260 15201700
e
m/z--> 20 40 60 80 100 120 140 160 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator : JU/CG

Sample : M5179-05 :

Misc POST-EXCAVATION-BOTTOM-1

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Decane, 2,5,6-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.263 9.51 ng 773418 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 64
2 Isobutyl nonyl carbonate 244 C14H2803 959311-27-4 64
3 Decane 142 C1leH22 000124-18-5 50
4 Ether, heptyl hexyl 200 C13H280 007289-40-9 43
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 43
Abundance Scan 710 (6.263 min): BF126315.D\data.ms (-705) (-) m/z 57.05 100.00%
57.0
5000
‘ H 8. 1 125.1 6.00 6.20 6.40 6.60

0L el _“‘w “““ m/z 43.10  69.07%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #59083: Decane, 2,5,6-trimethyl-

57.0
5000 L B R B L B R
6.00 6.20 6.40 6.60
m/z 40.95 35.80%
‘ 84.0
O \\\‘\\\\“M\\“‘\\‘H\\‘U\\\“‘%\1\3\?\\\\‘]_\5\0\\0‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #128341: Isobutyl nonyl carbonate
57.0
 ERamE e
6.00 6.20 6.40 6.60
5000 m/z 56.00 25.41%
85.0
ol I 10 W
P A YT T Y N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22069: Decane A e
43.0 6.00 6.20 6.40 6.60
m/z 71.10 21.82%
5000
71.0
o oo L || [0 w0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator : JU/CG

Sample : M5179-05 :

Misc : POST-EXCAVATION-BOTTOM-1

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Heptane, 2,3,4-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.322 7.90 ng 642580 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 72
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 64
3 Octane, 2,5-dimethyl- 142 C1leH22 015869-89-3 56

4 Heptane, 3-ethyl- 128 C9H20 015869-80-4 53
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 50

Abundance Scan 720 (6.322 min): BF126315.D\data.ms (-718) (-) m/z 57.10 100.00%

57.1
w MM
410 981 A’\\‘\\\\‘\\\\‘\\\\‘\\\\‘
‘ | { 6.00 6.20 6.40 6.60
okl 4780 1201 myz 43.10 59.35%
miz-> 20 40 60 80 100 120 140
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
5000 L LI L L L LR
6.00 6.20 6.40 6.60
410 m/z 71.10 35.22%
‘ | 99.0
0\\\\‘Z\Sl\d)\\“‘{\\1“\\‘{\8‘3\.0\\\“‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #22076: Nonane, 4-methyl-
57.0
6.00 6.20 6.40 6.60
5000 m/z 70.05 29.05%
410 98.0
o150 | ‘M Agzp | 12607080
miz--> 20 40 60 80 100 120 140
Abundance #22090: Octane, 2,5-dimethyl-
57.0 6.00 6.20 6.40 6.60
m/z 41.00 23.85%
5000
41.0
99.0
ol 150 || L [l ) 830 | 126.0142.0
e e A e
m/z--> 20 40 60 80 100 120 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator : JU/CG

Sample : M5179-05 :

Misc : POST-EXCAVATION-BOTTOM-1

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Cyclohexane, 1,2,3-trimethy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.351 6.14 ng 499451  1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 81
2 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C1eH20 062960-76-3 64
3 4-Nonene, 3-methyl-, (Z)- 140 C1eH20 063830-69-3 64
4 2-Nonene, 2-methyl- 140 C1eH20 002129-95-5 49
5 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 49
Abundance Scan 725 (6.351 min): BF126315.D\data.ms (-722) (-) m/z 69.05 100.00%
69.0
41.0
5000
125.1
85.0 A
I ‘ ‘m 161 | 1402 6.00 6.20 6.40 6.60
o bl W b m/z 55.05 63.81%
miz-> 20 40 60 80 100 120 140
Abundance #13300: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,’
69.0
41.0 111.0
5000 LI L LA L BN BN R B
126.0 6.00 6.20 6.40 6.60
m/z 41.00 59.12%
I
O \1\5\'0‘\1\\}\\‘\‘\“\‘\‘\ \H“l\\{“‘\\}\‘\‘\ \\’\\
miz-> 20 40 60 80 100 120 140
Abundance #20746: 4-Octene, 2,6-dimethyl-, [S-(E)]-
55.0
R A RAR
6.00 6.20 6.40 6.60
5000 70.0 m/z 43.05 56.43%
140.
‘ ‘ 111.0 0.0
A T S N I
miz--> 20 40 60 80 100 120 140
Abundance #20711: 4-Nonene, 3-methyl-, (2)- R e e
55.0 6.00 6.20 6.40 6.60
m/z 57.10 55.41%
5000
29.0 700
111.0
. L) | 0 100

m/z--> 20 40 60 80 100 120 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator : JU/CG

Sample : M5179-05 :

Misc : POST-EXCAVATION-BOTTOM-1

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Benzene, 1-ethyl-2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.375 4.31 ng 350226 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 60
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 35
3 Mesitylene 120 C9H12 000108-67-8 35
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 35
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 35
Abundance Scan 729 (6.375 min): BF126315.D\data. ms(727)() m/z 105.00 100.00%
571 11 105.
43.0
5000
120.1
‘ ‘ 6.00 6.20 6.40 6.60

o‘wHH_‘H_m“mwHmwi_HJ‘pmMH_‘:HMWHW m/z 71.10  87.30%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #10722: Benzene, 1-ethyl-2-methyl-

105.0
5000
120.0 6.00 6.20 6.40 6.60
m/z 57.10 83.13%
39.0 63.0 77.0 91.0
OH‘\\H‘\H\‘HH“\H\i‘\\\\‘\‘\‘H‘H\‘\“HH“H\\‘\‘\1\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0
e REBAARRRTS S
120.0 6.00 6.20 6.40 6.60
5000 m/z 43.00 69.36%
51.0 7.0 910 |
) N1t NS S G v
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10694: Mesitylene A P e e
105.0 6.00 6.20 6.40 6.60
m/z 120.05 32.10%
120.0
5000
77.0
39.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110 120130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator : JU/CG

Sample : M5179-05 :

Misc : POST-EXCAVATION-BOTTOM-1

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Cyclohexane, 1-methyl-2-pro... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.563 9.15 ng 743983  1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 87
2 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 87
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 006069-98-3 80
4 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 78
5 Sulfurous acid, cyclohexylmethyl... 388 C22H4403S 1000309-22-3 78
Abundance Scan 761 (6.563 min): BF126315.D\data.ms (-757) (-) m/z 97.10 100.00%
97.1
55.0
5000
" 620 6.40 660 6.80
39.‘ ‘ 83.0 140.1 20 6.40 6.60 6.

om_Hwu“ﬂ)m_‘:“hwu;W‘mw‘w““““1“2‘5‘:‘1“”“””‘ m/z 55.00  84.74%

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

Abundance #20744: Cyclohexane, 1-methyl-2-propyl-

53.0 97.0
5000 L L L B LA B B
6.20 6.40 6.60 6.80
41.0 69.0 m/z 69.85  20.46%
O TTT ‘%Z\‘? TT TT ‘ \W J‘\ ‘ TT \‘\‘M TTT ﬁﬁ}.\()\ ‘ TT ! 1 ‘ T \]\.:\I-‘J\-.HO\]‘-\Z\S\;(‘)\ \]-\4\'3.\0\\ ‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20739: Cyclohexane, 1-methyl-3-propyl-
=
8.0 97.0
A EAEaaame
6.20 6.40 6.60 6.80
5000 m/z 41.10 19.30%
41.0 69.0
27.0 © 830 140.0
Ot e 1110325070
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20786: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis- R ARamaEE S
55.0 97.0 6.20 6.40 6.60 6.80
m/z 96.10 15.26%
5000
41.0
81.0
27.0 ‘ 140.0
0 M “}“H“\H M“ i | ‘ A\//\f\/\

m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\

Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator Ju/caG

Sample : M5179-05 :

Misc . POST-EXCAVATION-BOTTOM-1

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT 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 Cyclopentane, 1,1'-ethylide... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
6.598 3.64 ng 295904 1,4-Dichlorobenzene-d4 6.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentane, 1,1'-ethylidenebis- 166 C12H22 004413-21-2 78

2 Cyclohexane, 1-ethyl-1-methyl- 126 C9H18 004926-90-3 72
3 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 72
4 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 64
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 56

Abundance Scan 767 (6.598 min): BF126315.D\data.ms (-765) (-) m/z 97.10 100.00%
97.1

-

55.0
5000
AR AN
‘ ‘ 79\0 140.1 6.20 6.40 6.60 6.80 7.00
okt b 2 e~ m/z 55.00  58.74%
m/z--> 20 40 60 80 100 120 140 160
Abundance #41556: Cyclopentane, 1,1'-ethylidenebis- WMmehﬂwﬂ&A&mwﬂwkbd
97.0
55.0
5000 AR A AR

6.20 6.40 6.60 6.80 7.00
m/z 96.10 29.33%

3710 1 M 790 ), 1230 166.0
\\\‘\\\\\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #13269: Cyclohexane, 1-ethyl-1-methyl-
55.0 9.0
A

o

AR P
6.20 6.40 6.60 6.80 7.00
5000 m/z 69.10 18.64%
29.0 ‘
ob b i 720 Iy 1280
miz--> 20 40 60 80 100 120 140 160
Abundance #21583: Ethanone, 1-(1-methylcyclohexyl)- REREa R L
55.0 97.0 6.20 6.40 6.60 6.80 7.00
m/z 81.00 16.88%
5000
140.
290 | 1790 | 12000
e R DL R A A St

m/z-->

20 40 60 80

100 120 140 160

8270-BF121521.M Wed Dec 22 17:57:30 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator : JU/CG

Sample : M5179-05 :

Misc : POST-EXCAVATION-BOTTOM-1

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Mesitylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.645 7.64 ng 621263 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 775 (6.645 min): BF126315.D\data.ms (-772) (-) m/z 105.10 100.00%
105.1
5000 120.1
77.0 91.0 6.40 6.60 6.80 7.00
369 10 e ] |
O ettt bl m/z 12005 46.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
6.40 6.60 6.80 7.00
470 m/z 119.05 11.37%
. 7 91.0
O \\‘\H\‘\2\\7\"0\H\“\\\\i‘}‘\\M\‘\‘H‘H\‘U‘H\\“\\\\‘\‘}1\‘\\‘\‘\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 A }L
R B
120.0 6.40 6.60 6.80 7.00
5000 m/z 77.00 11.23%
39.0 77.0 91.0
0bABY b ety bl
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10718: Benzene, 1,2,4-trimethyl- N R A EausE e
105.0 6.40 6.60 6.80 7.00
m/z 91.00 8.18%
120.0
5000
51.0 770 910
S A BEPR:edWO S NN PPN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator : JU/CG

Sample : M5179-05 :

Misc : POST-EXCAVATION-BOTTOM-1

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Nonane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.763 7.19 ng 584916 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 50
2 Heptane, 4-ethyl- 128 C9H20 002216-32-2 50
3 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 49
4 2-Nonanol, trimethylacetate 228 C14H2802 1000463-21-6 47
5 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 074421-19-5 43

Abundance Scan 795 (6.763 min): BF126315.D\data.ms (-788) (-) m/z 57.10 100.00%

57.1
5000
41)0
 RRARNEEEL S
‘ ‘ ‘ 105.0 134.1 6.40 6.60 6.80 7.00
om_mh‘:m‘w all w‘ ! S SN m/z 43.85 61.08%
m/z--> 20 40 100 120 140
Abundance #14520.Nonane
43.0
5000 L L L B B B
6.40 6.60 6.80 7.00
85.0 m/z 85.10  36.94%
27‘0 ‘ 128.0
0\\\‘\‘\\\“‘}\\‘!‘\\‘\\“\\\19‘0\0\\\‘\}.\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #14535: Heptane, 4-ethyl-
43.0 ﬁ/\
R A RRARA EEE o
6.40 6.60 6.80 7.00
5000 m/z 41.00 28.07%
85.0
27.0 69.0 ‘ &h
I m“u A i Ao 128D
miz--> 20 40 60 100 120 140
Abundance #76048: Hexane, 1—(hexyl0xy)—2—methy|— T
43.0 6.40 6.60 6.80 7.00
m/z 90.95 25.63%
85.0
5000
69.0
27.0 ‘
P O . C
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator : JU/CG

Sample : M5179-05 :

Misc : POST-EXCAVATION-BOTTOM-1

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Benzene, 1,2,3-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.875 7.06 ng 574499 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 64
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 55
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 55
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 55
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 50
Abundance Scan 814 (6.875 min): BF126315.D\data.ms (-811) (-) m/z 105.05 100.00%
105.1
57.0
5000 120.1
41,0 85.1
‘ | | 6.60 6.80 7.00 7.20
ol B 2392 57 05 51.30%
miz-> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000 LI LA B BB B
6.60 6.80 7.00 7.20
m/z 43.05 47.79%
39.0 77.0
O \]-\5\.()‘ \‘\ T \“‘\ \‘M‘S\g‘.(‘)\‘\ T \m‘ T \‘\ T ‘M‘\ \‘\‘ “\ LI ‘ T
miz-> 20 40 60 80 100 120 140
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0
e ARRBAREEEEEAE
6.60 6.80 7.00 7.20
5000 m/z 71.10 45.68%
120.0
77.0
olas0 80 890 I e
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 6.60 6.80 7.00 7.20
m/z 120.05 40.21%
5000
120.0
77.0
olaso 30 0 70 L L
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator : JU/CG

Sample : M5179-05 :

Misc : POST-EXCAVATION-BOTTOM-1

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Dodecane, 2,7,10-trimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.940 3.75 ng 304890 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 83
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
3 Tridecane 184 C13H28 000629-50-5 64
4 Heptacosane 380 C27H56 000593-49-7 59
5 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 59
Abundance Scan 825 (6.940 min): BF126315.D\data.ms (-822) (-) m/z 57.10 100.00%
57.1
5000
85.1
AR o
‘ 112.1 139.1 6.60 6.80 7.00 7.20

bt e m/z 71.05  67.10%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #90204: Dodecane, 2,7,10-trimethyl-

57.0
5000
6.60 6.80 7.00 7.20
29.0 85.0 m/z 43.05 58.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
R aaE e ARANEE
6.60 6.80 7.00 7.20
5000 m/z 85.10 29.20%
85.0
29.0
ol H I ‘ 130 4410 169.0 197.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 (\
Abundance #59025: Tridecane M e
57.0 6.60 6.80 7.00 7.20
m/z 41.05 27.48%
5000
29.0 85.0
“H“‘H"_“‘_“‘_“w“‘w“u“‘u“u“‘u‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator : JU/CG

Sample : M5179-05 :

Misc : POST-EXCAVATION-BOTTOM-1

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Cyclohexane, butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.969 7.63 ng 620338 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 81
2 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 64
3 Cyclohexane, octyl- 196 C14H28 001795-15-9 59
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 59
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 59
Abundance Scan 830 (6.969 min): BF126315.D\data.ms (-827) (-) m/z 83.10 100.00%
550 831
5000
R EAaRaeEs sa s
111.1 140.2 6.60 6.80 7.00 7.20
0 bl M m/z S5.05  84.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 L L B I B LA BN R I
6.60 6.80 7.00 7.20
m/z 82.05 59.94%
29.0 140.0
O\\\‘\H\\“H\\\“!“\‘}h\\“1\\\“]\-]\-J\“\()‘\\\\1\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20733: Cyclohexane, (2-methylpropyl)-
55.0
820 S
6.60 6.80 7.00 7.20
5000 m/z 41.05 42.13%
27.0
| ‘ Mh ‘ ‘ 140.0
0 me‘i‘m MM‘M"1“‘m‘HH}HH‘MWHW
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71755: Cyclohexane, octyl- e A Rmaa S SRR
83.0 6.60 6.80 7.00 7.20
55.0 m/z 57.10 40.46%
5000
29.0
ol | |, 1120 1390 1680 1960
R m L BANAS aREE A e T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator : JU/CG

Sample : M5179-05 :

Misc POST-EXCAVATION-BOTTOM-1

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 unknown7.098 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.098 4.76 ng 386964 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-ethyl- 128 C9H20 002216-32-2 49
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 43
3 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 38
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 38
5 Nonane, 5-methyl- 142 C1eH22 015869-85-9 35
Abundance Scan 852 (7.098 min): BF126315.D\data.ms (-848) (-) m/z 57.10 100.00%
57.1
5000
851 105.0
e ARAREE RS
39|0 uu ‘ 134.1 6.80 7.00 7.20 7.40
Ol kb 1354 g 4305 70.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14532: Heptane, 4-ethyl-
43.0
5000 LA L B L B B R
6.80 7.00 7.20 7.40
85.0 m/z 105.00  33.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #74011: Tridecane, 6-methyl-
57.0
 EBAGEEE SR
.80 7.00 7.20 7.40
5000 m/z 85.10 29.37%
29.0 85.0 160
\‘ \‘\ uﬂ H‘ h‘ Ll . I ) 169.0
N . A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14568: Hexane, 2,3,5-trimethyl- AR B R
43.0 6.80 7.00 7.20 7.40
m/z 41.00 29.17%
h i MAMM
ob Ll lesg | 1280
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\

Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator Ju/caG

Sample : M5179-05 :

Misc . POST-EXCAVATION-BOTTOM-1

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT 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 unknown7.128 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
7.128 4.18 ng 339682 1,4-Dichlorobenzene-d4 6.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 47
2 Hexane, 3,3,4,4-tetramethyl- 142 C10H22 005171-84-6 43
3 Heptane, 2,5,5-trimethyl- 142 C1leH22 001189-99-7 43
4 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 43

5 2,2'-Bifuran, octahydro-

142 C8H1402

001592-33-2 43

Abundance Scan 857 (7.128 min): BF126315.D\data.ms (-854) (-) m/z 71.10 100.00%

43.1 711
57.0
5000
105.0
119.1 S RRRRNREEEE S a Rl
‘ 91.0 ‘ 134.1 6.80 7.00 7.20 7.40
0 H‘HwHi‘;HM:‘Hm_um;M:Hu‘uwmium_!”ww m/z 43.10 86.56%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22124: Heptane, 3,3,5-trimethyl-
71.0
43.0 970
5000 UL L B R I B |
20.0 6.80 7.00 7.20 7.40
m/z 57.05 62.50%
113.0
ol il L) 830990 | 12701420
H‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘H\\‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22133: Hexane, 3,3,4,4-tetramethyl-
43.0 71.0
T
6.80 7.00 7.20 7.40
5000 m/z 41.05 31.91%
29.0
57.0
T O O 0.
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22122: Heptane, 2,5,5-trimethyl- R AR
71.0 6.80 7.00 7.20 7.40
43.0 m/z 70.05 31.16%
57.0
5000
29.0
9 SO T O i
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator : JU/CG

Sample : M5179-05 :

Misc : POST-EXCAVATION-BOTTOM-1

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Triphenylphosphine oxide Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.069 5.84 ng 421293  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 76
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 43
5 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15N0O2 299962-12-2 40

Abundance Scan 2037 (14.068 min): BF126315.D\data.ms (-2032) (1  m/z 277.05 100.00%
277.1

5000 ‘A\
77.0
199.0 —r ‘
39d ‘ T \ H 14.00
B “‘“‘ e m/z 278.10  31.76%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — :
14.00
77.0 100.0 m/z 77.00  28.07%
152.0
O \2\7\.0\ ‘}‘ T T “\ T ‘ T T L ““ T T \“\ U T T T T ‘ T T ‘\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
I T
14.00
5000 m/z 199.00 20.98%
77.0 183.0
ol 320 | L 180 “« U‘ 280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy pet |
277.0 14.00
m/z 201.00 19.00%
5000
77.0 183.0
Lo T
m/z--> 50 100 150 200 250 300 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126315.D

Acqg On : 22 Dec 2021 00:56

Operator : JU/CG

Sample : M5179-05 :

Misc : POST-EXCAVATION-BOTTOM-1

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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|
1-Ethyl-3-methy... 5.846 3.9 ng 320426 1 6.816 1626610 20.0
Hexane, 2,3,3-t... 5.898 3.8 ng 306439 1 6.816 1626610 20.0
unknown5.975 5.975 5.9 ng 479570 1 6.816 1626610 20.0
unknown6.075 6.075 15.1 ng 1231330 1 6.816 1626610 20.0
Heptane, 3-ethy... 6.128 5.8 ng 472847 1 6.816 1626610 20.0
Decane, 2,5,6-t... 6.263 9.5 ng 773418 1 6.816 1626610 20.0
Heptane, 2,3,4-... 6.322 7.9 ng 642580 1 6.816 1626610 20.0
Cyclohexane, 1,... 6.351 6.1 ng 499451 1 6.816 1626610 20.0
Benzene, 1l-ethy... 6.375 4.3 ng 350226 1 6.816 1626610 20.0
Cyclohexane, 1-... 6.563 9.2 ng 743983 1 6.816 1626610 20.0
Cyclopentane, 1... 6.598 3.6 ng 295904 1 6.816 1626610 20.0
Mesitylene 6.645 7.6 ng 621263 1 6.816 1626610 20.0
Nonane 6.763 7.2 ng 584916 1 6.816 1626610 20.0
Benzene, 1,2,3-... 6.875 7.1 ng 574499 1 6.816 1626610 20.0
Dodecane, 2,7,1... 6.940 3.8 ng 304890 1 6.816 1626610 20.0
Cyclohexane, bu... 6.969 7.6 ng 620338 1 6.816 1626610 20.0
unknown?7.098 7.098 4.8 ng 386964 1 6.816 1626610 20.0
unknown7.128 7.128 4.2 ng 339682 1 6.816 1626610 20.0
Triphenylphosph... 14.069 5.8 ng 421293 5 13.974 1443820 20.0
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