LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37
Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 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 M\Methods\8270-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29094.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.234 376 382 393 rBV 137088 195970 53.20% 8.070%
2 5.640 447 451 456 rBB 7899 10044 2.73% 0.414%
3  6.187 540 544 549 rBB2 4635 5904 1.60% 0.243%
4 6.263 552 557 562 rBvV3 3845 6640 1.80% 0.273%
5 6.628 615 619 623 rvB2 3534 4780 1.30% 0.197%
6 6.787 644 646 652 rVB2 2802 3893 1.06% 0.160%
7 6.857 652 658 670 rBV 124179 198903 53.99%  8.190%
8 7.263 722 727 732 rBV 16530 22332 6.06% 0.920%
9 7.616 780 787 790 rBV 4851 6845 1.86% 0.282%
10 7.657 790 794 801 rVB 28746 42838 11.63% 1.764%
11 7.928 835 840 846 rVB3 2136 4182 1.14% 0.172%
12 8.834 988 994 1006 rBV 79612 140530 38.15% 5.787%
13 10.410 1253 1262 1265 rBV 16627 24341 6.61% 1.002%
14 10.451 1265 1269 1276 rVB 37071 58526 15.89% 2.410%
15 10.592 1289 1293 1298 rVB 7242 10123 2.75% 0.417%
16 11.134 1381 1385 1388 rBV2 3033 4132 1.12% 0.170%
17 11.198 1393 1396 1401 rVB2 3029 3967 1.08% 0.163%
18 11.269 1401 1408 1413 rBV3 4056 6652 1.81% 0.274%
19 11.351 1415 1422 1429 rVB2 6933 11328 3.08% 0.466%
20 11.457 1429 1440 1445 rBV 16524 27269 7.40% 1.123%
21 11.869 1500 1510 1517 rBV 49056 78042 21.19%  3.214%
22 12.004 1529 1533 1538 rVB3 2499 3850 1.05% 0.159%
23 12.086 1540 1547 1553 rVB4 5233 10799 2.93% 0.445%
24 12.245 1568 1574 1581 rVB4 2294 4887 1.33% 0.201%
25 12.510 1615 1619 1623 rBV2 4048 6653 1.81% 0.274%
26 12.557 1623 1627 1628 rBV 3861 4374 1.19% 0.180%
27 12.622 1634 1638 1644 rVB2 3619 4583 1.24% 0.189%
28 12.698 1646 1651 1656 rBV2 6270 8982 2.44% 0.370%
29 12.786 1661 1666 1670 rBV 4825 7376 2.00% 0.304%
30 12.839 1670 1675 1679 rVB 13244 17374 4.72% 0.715%

31 12.939 1686 1692 1698 rVB 181867 251822 68.36% 10.369%

32 13.133 1717 1725 1732 rBV 46025 67438 18.31% 2.777%
33 13.663 1808 1815 1820 rBVv4 1906 4044 1.10% 0.167%
34 13.710 1820 1823 1829 rWwv2 3051 4371 1.19% ©.180%
35 13.792 1829 1837 1842 rWV 14236 23670  6.43% 0.975%
36 13.839 1842 1845 1852 rVwv2 4001 6180 1.68% 0.254%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37
Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 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 M\Methods\8270-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.916 1854 1858 1863 rVB 2950 4117 1.12% 0.170%
38 14.216 1903 1909 1914 rBV 20035 26237 7.12% 1.080%
39 14.327 1923 1928 1935 rVB2 51128 73510 19.96% 3.027%
40 15.827 2178 2183 2194 rBV 134606 183607 49.84% 7.560%
41 17.080 2390 2396 2401 rBV 59163 81268 22.06%  3.346%
42 17.974 2543 2548 2558 rBV 33115 47475 12.89% 1.955%
43 18.439 2623 2627 2635 rBV2 2711 5490 1.49% 0.226%
44 18.710 2669 2673 2677 rBV 16036 19303 5.24% 0.795%
45 18.798 2685 2688 2691 rBV 3273 3782 1.03% 0.156%
46 19.133 2739 2745 2753 rBV5 8101 16196 4.40% 0.667%
47 19.257 2761 2766 2773 rBV 22367 33665 9.14% 1.386%
48 19.498 2804 2807 2815 rVB 2941 5299 1.44% 0.218%
49 19.704 2837 2842 2847 rBV 315411 368375 100.00% 15.169%
50 20.004 2888 2893 2898 rBV7 2886 6025 1.64% 0.248%
51 20.980 3054 3059 3068 rVB3 28200 49611 13.47% 2.043%
52 21.251 3101 3105 3110 rBV 81921 104066 28.25% 4.285%

53 23.409 3466 3472 3479 rVB2 61432 106851 29.01% 4.400%

Sum of corrected areas: 2428521
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37
Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM029094.D\data.ms
300000

250000
200000

150000 5.234
6.857

100000
8.834

50000
7.657 10.451

7.263 10. 7
o 5640  668836.62887 | 7.9rk167.928 #%92 u@%i

L B e B B L B L L L L ) B A

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 10.50 11.00 1150
Abundance TIC: BM029094.D\data.ms

300000

19.y04

250000

200000 12.939

150000 15.827

100000

869 13133 14.327 17.080

50000
17.974 19.257

OJIL@L@QWWL lﬂwﬁzjﬂ\ ]L 18.4338.79 839&24@1@%

Time--> 12.00 1250 1300 1350 14.00 1450 15.00 1550 16.00 16,50 17.00 17.50 18.00 1850 19.00 19.50 =20.00
Abundance TIC: BM029094.D\data.ms

300000

250000
200000
150000
21.251

100000 : 23.409

500007 20.980

0 \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37
Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Hydroxylamine, O-(2-methylp... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.640 4.69 ng 10044 1,4-Dichlorobenzene-d4 7.663

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydroxylamine, O-(2-methylpropyl)- 89 C4H11NO 005618-62-2 53
2 3,4-Hexanediol, 2,5-dimethyl- 146 C8H1802 022607-11-0 39
3 Oxalic acid, allyl nonyl ester 256 C14H2404 1000309-23-7 36
4 Allyl methallyl ether 112 C7H120 014289-96-4 17
5 Aziridine, 2,2-dimethyl- 71 C4HSN 002658-24-4 16

Abundance Scan 451 (5.640 min): BM029094.D\data.ms (-447) (-) m/z 43.00 100.00%

43.0
5000
71.0 {\\kuwuu‘\(\wﬂuﬂ
H ‘ ‘ ‘ 97.0 5.40 5.60 5.80 6.00
o A m/z 57.18 78.61%
m/z--> 20 40 60 80 100 120 140 160
Abundance #2220: Hydroxylamine, O-(2-methylpropyl)-
43.0
5000 UL B L L I I L L
5.40 5.60 5.80 6.00
71.0 m/z 41.00 58.77%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22120: 3,4-Hexanediol, 2,5-dimethyl-
43.0 A /\
73.0
5.40 5.60 5.80 6.00
5000 m/z 55.00 32.46%
ol Jsso
o RN TR i
miz--> 20 40 60 80 100 120 140 160 ﬁ [\ ﬂ
Abundance #107137: Oxalic acid, allyl nonyl ester e e
41.0 5.40 5.60 5.80 6.00
m/z 56.10 20.27%
5000
71.0
o L sto o 171.0 |
el e R ARREmEaE
m/z--> 20 40 60 80 100 120 140 160 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37
Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 unknown6.18 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.187 2.76 ng 5904 1,4-Dichlorobenzene-d4 7.663

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, (E)- 56 C4HS8 000624-64-6 9
2 2-Butene, (Z)- 56 C4H8 000590-18-1 9
3 Propane, 1,2-bis(difluoroamino)-... 160 C4H8F4N2 016063-24-4 9
4 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 9
5 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 9
Abundance Scan 544 (6.187 min): BM029094.D\data.ms (-540) (-) m/z 57.00 100.00%
57.0
5000 /\
e
39“ ‘ 5.80 6.00 6.20 6.40 6.60
- t—r4r——— m/z 43.00 64.46%
mlz--> 20 40 60 80 100 120 140 160
Abundance #183: 2-Butene, (E)-
41.0
5.80 6.00 6.20 6.40 6.60
m/z 71.00 51.63%
miz--> 20 40 60 80 100 120 140 160
Abundance #181: 2-Butene, (2)-
41.0 [
s A RRR o
5.80 6.00 6.20 6.40 6.60
5000 m/z 41.00 51.18%
ols-oh,
miz--> 20 40 60 80 100 120 140 160 ﬂ ﬁ ﬂ M
Abundance  #30993: Propane, 1,2-bis(difluoroamino)-2-methyl- e
41.0 5.80 6.00 6.20 6.40 6.60
m/z 56.00  35.38%
15.0 1.0
5000
e R Eamma R R
m/z--> 20 40 60 80 100 120 140 160 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37
Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 unknown6.26 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.263 3.10 ng 6640 1,4-Dichlorobenzene-d4 7.663

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-1-methyl- 112 C8H16 016747-50-5 23
2 1-Propenylaziridine 83 C5HON 1000192-51-0 9
3 1,4-Pentadien-3-0l 84 C5H80 000922-65-6 9
4 (S)-(+)-5-Methyl-1-heptanol 130 C8H180 057803-73-3 9
5 6-Oxabicyclo[3.1.0]hexane 84 C5H80 000285-67-6 9

Abundance Scan 557 (6.263 min): BM029094.D\data.ms (-552) (-) m/z 55.10 100.00%

55.1
83.0
41.0
5000
67.0 97.1
‘ ‘ 6.00 6.20 6.40 6.60
AR m/z 83.00 80.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6797: Cyclopentane, 1-ethyl-1-methyl-
55.0 83.0
5000 41.0 T T T T T
70.0 6.00 6.20 6.40 6.60
27.0 m/z 41.00 62.14%
I o
OH‘]\-\S\.\O‘HH‘\H\H‘H\|‘\‘\!‘\|\\‘\H“HH“\!\\‘\H‘\‘H\]\_]‘-\Z\-(\)\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1293: 1-Propenylaziridine
41.0 58.0 83.0 H\ ﬂ M ”
28.0 ' A A TR
6.00 6.20 6.40 6.60
5000 m/z 82.00 44 ,54%
‘ 68.0
0"_‘H‘H!‘p‘N}wu‘ﬂhh,‘uh_“quh“u‘W“u‘u“
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1408: 1,4-Pentadien-3-ol  EAEEmaEEE
55.0 83.0 6.00 6.20 6.40 6.60
m/z 56.00 34.52%
5000 29.0
1.0
| i
o S | | N N SESESE 11 ——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37
Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Undecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.263 10.43 ng 22332 1,4-Dichlorobenzene-d4 7.663

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 83
2 Decane 142 C10H22 000124-18-5 83
3 Hexadecane 226 C1l6H34 000544-76-3 74
4 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 59
5 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 56

Abundance Scan 727 (7.263 min): BM029094.D\data.ms (-722) (-) m/z 43.10 100.00%

5000
710 0 H‘_‘H‘H“_‘MAH‘
H H “ ‘98.0 7.00 7.20 7.40 7.60
ottt e e e e e e m/z 57.10 85.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28422: Undecane
43.0
5000 /\/\\u‘HH‘HHMH’\“/\HAH
71.0 7.00 7.20 7.40 7.60
m/z 41.10 46.74%
0 \‘ | 1| 990 1270 1560
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19158: Decane
43.0
7.00 7.20 7.40 7.60
5000 m/z 71.00 25.59%
71.0
0150\‘ Ll %90 1420
H‘_“w‘H"H‘w“H‘H“_‘H“H“H‘w“u‘u““‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane R RARBEEEEE
57.0 7.00 7.20 7.40 7.60
m/z 85.00 18.94%
5000
85.0
29.0
0 ‘\ “ | M‘ ;113.0 141.0 169.0 197.0 226.0
e e e e e e e R RRRaEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37
Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Oxalic acid, isobutyl octyl... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.592 3.46 ng 10123 Naphthalene-d8 10.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 59
2 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1000309-37-4 50
3 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 50
4 Oxalic acid, heptyl propyl ester 230 C12H2204 1000309-26-0 38
5 Ether, hexyl pentyl 172 C11H240 ©032357-83-8 28
Abundance Scan 1293 (10.592 min): BM029094.D\data.ms (-1289) (- m/z 57.10 100.00%
57.1
5000
R A
39 98.0 10.50
ol A m/z 43.00  59.35%
m/z--> 20 40 60 80 100 120 140 160
Abundance #108842: Oxalic acid, isobutyl octyl ester
57.0
A F/\/\/\ N i [
5000 YR ALY R Y
29.0 10.50
m/z 41.00 38.10%
‘\\\\ \\‘\\\\‘1\\\‘\\1\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #120800: Oxalic acid, isobutyl nonyl ester ﬂA
57.0
ol Syl v
10.50
5000 m/z 71.00 32.53%
29.0
85.0
o Ll i | o 120 im0
miz--> 20 40 60 80 100 120 140 160
Abundance #73873: Oxalic acid, isobutyl pentyl ester =+
57.0 10.50
m/z 56.00 17.59%
5000
29.0
ol ALl L | er0 mso0 1610 ﬂ ﬂ
e e Al ‘
m/z--> 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37
Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Oxalic acid, allyl nonyl ester Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.269 2.27 ng 6652  Naphthalene-d8 10.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, allyl nonyl ester 256 C14H2404 1000309-23-7 64
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 45
3 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 33
4 Dichloroacetic acid, 4-methylpen... 212 C8H14C1202 1000282-43-7 28
5 2,4,6-Trimethyl-1-nonene 168 C12H24 055771-40-9 12

Abundance Scan 1408 (11.269 min): BM029094.D\data.ms (-1401) (- m/z 43.00 100.00%

43.0
71.0
5000
97.0
AT Doy

‘ ‘ 11.00 11.50
0"‘“"‘“‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ mZ 57 .00 71.07%
m/z--> 20 40 60 80 100 120 140 160
Abundance #107137: Oxalic acid, allyl nonyl ester /L\
41.0
5000 n (\ rr q/\\AJ\
11.00 11. 50

71.
0 m/z 41.00 68.58%

o Ll Jem0 wso  amo
T ‘ T ‘ T ‘ T \ T ‘ \ T ‘ L ‘ T \ T ‘ L ‘ T \ T ‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #12714: Hexane, 2,3,4-trimethyl-

43.0

11 00 11 50
5000 71.0 m/z 71.00 52.37%
o140 | w0 120
m/z--> 20 40 60 80 100 120 140 160
Abundance #4450: 1-Pentanol, 2-methyl- T M m‘A‘ s
43.0 11.00 11.50

m/z 55.00 41.77%

5000
71.0
12.0 \ \H 101.0

m/z--> 20 40 100 120 140 160 110 11. 50

o

8270-BM022321.M Fri Mar 12 16:16:39 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37
Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Decane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.351 3.87 ng 11328 Naphthalene-d8 10.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 59
2 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 45
3 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 42
4 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1000309-37-4 42
5 Oxalic acid, allyl nonyl ester 256 C14H2404 1000309-23-7 40
Abundance Scan 1422 (11.351 min): BM029094.D\data.ms (-1415) (-  m/z 43.05 100.00%
43.0
AT T
“ M ‘ 99.0 11.00 11.50
om_m‘m‘“‘H,HH‘WHWHWH,H m/z 57.08  96.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19158: Decane
43.0
5000 f\ﬂ‘ "\/\\\/\\J\\ .
71.0 11.00 11.50
m/z 41.05 55.63%
O \\\??“\b\“‘}\\ ‘\\“\\"1‘\\9\%‘.0\\\‘\‘\\\]\-4"‘2\.\0\\’\\
miz--> 20 40 60 80 100 120 140 160
Abundance #97056: Oxalic acid, isohexyl pentyl ester
43.0
- ——
11.00 11.50
5000 m/z 71.00 40.40%
85.0
oL 260 I GYH) “ 1290 1610
e e
miz--> 20 40 60 80 100 120 140 160 f\ /\
Abundance #12718: Hexane, 2,3,5-trimethyl- ‘ ‘/A e
43.0 11.00 11.50
m/z 85.00 36.20%
5000
85.0
o260 . eto | 1280 - M i1
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50

8270-BM022321.M Fri Mar 12 16:16:40 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37

Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Decane, 2,6,7-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11457 9.32ng 27269 Naphthalene-ds 10.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,6,7-trimethyl- 184 1328 062108-25-2 78

2 Heptadecane,

3 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S

2,6-dimethyl- 268 C19H40

4 Octane, 2,6-dimethyl- 142 C10H22
5 Nonane, 3-methyl- 142 C10H22

Abundance Scan 1440 (11.457 min): BM029094.D\data.ms (-1429) (-
57.1

054105-67-8 78
1000309-20-0 72
002051-30-1 64
005911-04-6 64

m/z 57.10 100.00%

5000 }L
VIULIeN
85‘11130 1150

b e e M/Z 43,10 66.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #48892: Decane, 2,6,7-trimethyl-
57.0
5000 “”J\/\J\/\P
11.50
m/z 71.10 55.75%
85.0 112.0
\‘\‘ ‘ \‘ I | 141.0
O‘HH‘\H‘\H\‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260

Abundance #117655: Heptadecane, 2,6-dimethyl-
57.0
\n\/\\ ‘!\
11.50
5000 m/z 41.00 45.50%
85.0
113.0
0 H ) u‘ .| 1410 1820 2250253.0
WHWH‘mWm‘m‘_m_m_m‘mwm_mwu_m

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #222748: Sulfurous acid, 2-ethylhexyl heptadecyl ester

57

5000

29.0

.0

85.0 113.0

N ‘\‘ 141.0 239.0

11.50
m/z 56.00 24.87%

0 _u‘mwh

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260

8270-BM022321.M Fri Mar 12 16:16:40 2021

Ay
11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37

Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Tridecane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11869 26.67 ng 78042  Naphthalene-ds 10.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 1328 000629-50-5 86

2 Hexadecane 226 C16H34 000544-76-3 83
3 Tetradecane 198 C14H30 000629-59-4 83
4 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 72
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72

Abundance Scan 1510 (11.869 min): BM029094.D\data.ms (-1500) (-
57.1

m/z 57.10 100.00%

5000
85.1
1150 1200
112.0
om‘m“;‘:H“Hm”mmWMﬂf“l“l‘wwwwwm m/z 43.10  92.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
57.0
5000 /x““‘ =
11.50 12.00
29.0 85.0 m/z 41.05 54.13%
0 “ H\ \‘\ \\‘ I llu30 . 141.0 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
— —
11.50 12.00
5000 m/z 71.10 46.25%
85.0
29.0
0 ‘\‘ LU H\ H\ 1 \\11\3014101690 226.0
R B e B L am e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A
Abundance #59880: Tetradecane R ‘ ﬁ”ﬁ £
57.0 11.50 12.00
m/z 85.10 31.10%
5000 85.0
29.0
oHW“““‘WHW“w!m““‘1‘11‘57?“1‘%‘1‘9‘}?99“1‘9‘?9“““‘ |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00

8270-BM022321.M Fri Mar 12 16:16:41 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37

Operator : CG/JU

Sample : M1618-07

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknownl2.08 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.086 3.69 ng 10799 Naphthalene-d8 10.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual

xalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 53
»2,6,6-Tetramethylheptane 156 C11H24 040117-45-1 25

C -

Abundance Scan 1547 (12.086 min): BM029094.D\data.ms (-1540) (-
57.0

2-Dimethylpropionic acid, 4-me... 186

C11H2202

tane, 1-chloro-2-methyl- 106 C5H11C1
xalic acid, isobutyl pentyl ester 216 C11H2004

150588-62-8 9
000616-13-7 9
1000309-37-0 9

m/z 57.00 100.00%

5000 j\rﬁd“
85.0
39 T ‘N§k
[ 1200
o A m/z 43.00  44.61%
m/z--> 20 40 60 80 100 120 140 160
Abundance #108842: Oxalic acid, isobutyl octyl ester
57.0
5000
29.0 12,00
41.00 38.33%
L] 840 1120 157.0
O\\\‘\\\\‘}\\“\\H\\‘w\\\‘\\\\‘\\\\‘\\\\“\
m/z--> 20 40 60 80 100 120 140 160
Abundance #28451: 2,2,6,6-Tetramethylheptane
57.0
1200
5000 ITI/Z 85.00 29.62%
85.0
29.0
1 Lﬂ | 141.0
ol e e
miz--> 20 40 60 80 100 120 140 160
Abundance #50173: 2,2-Dimethylpropionic acid, 4-methylpentyl ester by al (‘/\
57.0 12.00
m/z 71.10 27.46%
5000
29.0 84.0
o \‘ oL ] 1080 aasp P
““““ L T B R T s A e ey A
m/z--> 6 80 100 120 140 160 12.00

8270-BM022321.M Fri Mar 12 16:16:42 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37
Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Hexane, 2,3,4-trimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.698 2.44 ng 8982  Acenaphthene-di10 14.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 53
2 Hexane, 2,2,3,3-tetramethyl- 142 C1eH22 013475-81-5 50
3 Octane, 4-methyl- 128 C9H20 002216-34-4 39
4 Ether, heptyl hexyl 200 C13H280 007289-40-9 38
5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 37
Abundance Scan 1651 (12.698 min): BM029094.D\data.ms (-1646) (- m/z 43.00 100.00%
43.0 57.0
5000 71.1 850
= e
| “ ‘ 99.0 12.50 13.00
O+ e e e e e e e e m/z 57.00 92.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12714: Hexane, 2,3,4-trimethyl-
43.0
5000 57.0 710 gs50 Mm‘ ‘
12.50 13.00
290 m/z 41.00 57.91%
b 240 I} |
H‘HH‘\H\‘\H\‘\H\‘\\H‘HH‘\H\‘\\H’HH‘HH‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #19224: Hexane, 2,2,3,3-tetramethyl-
43.0 57.0
— —T
12.50 13.00
5000 85.0 m/z 71.10  45.95%
71-0 99.0
AR Y VT A 3
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\
Abundance #12674: Octane, 4-methyl- Ay ‘/\”/\/‘\A‘ —
43.0 12.50 13.00
m/z 85.00 43.07%
5000
29.0 57.0 71.0 g5.0
ob bl | ssousowme gl
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.50 13.00

8270-BM022321.M Fri Mar 12 16:16:42 2021

Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37
Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.839 4.73 ng 17374  Acenaphthene-die 14.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 72
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
3 Tetradecane 198 C14H30 000629-59-4 64
4 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 64
5 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 64
Abundance Scan 1675 (12.839 min): BM029094.D\data.ms (-1670) - m/z 57.05 100.00%
57.0
5000
85.0 AJU
S NNUA,
127.0 12.50 13.00
Obrerrte b L L e Wz 71.10 73.10%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #117637: Nonadecane
57.0
85.0 /\
5000 ‘A/\/\/\\/\\ -
12.50 13.00
m/z 43.05 66.82%
29.0
O \‘\‘\‘\ \“ } T \“ “ \‘}H} T “H‘\ T \““J\-]\-‘ﬁ ‘?‘%%‘]T \9\1‘\6% \?\]T\gz \(\)\ T ‘ TTTT ‘ T \\\2‘6\\8\\(
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
— =
12.50 13.00
5000 m/z 41.00 45.90%
29.0 85.0
O b 410 1830
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #59881: Tetradecane “ T
57.0 12.50 13.00
m/z 85.00 33.72%
5000
85.0
29.0
bbb [113:0141.0160,0 1960 andal /L],
m/z--> 20 40 60 80 100120140160 180200 220240 260 12.50 13.00

8270-BM022321.M Fri Mar 12 16:16:43 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37
Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Hexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.133 18.35 ng 67438 Acenaphthene-die 14.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tetradecane 198 C14H30 000629-59-4 80
4 Tridecane 184 C13H28 000629-50-5 78
5 Undecane 156 C11H24 001120-21-4 78

Abundance Scan 1725 (13.133 min): BM029094.D\data.ms (-1717) - m/z 57.05 100.00%

57.0
5000
85.1 /J\A
VA ‘

NI\
13.00 13.50
113 1
0 K m/z 43.05 89.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000

13 OO 13 50

85.0 m/z 41.00 52.42%

i ‘w ,113.0 141.0 169.0 197.0 226.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71394: Pentadecane
57.0

o

13 00 13 50
m/z 71.10 48.05%
5000 85.0
29.0
w‘u‘_“ I e e R RA AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A
Abundance #59881: Tetradecane i AL R
57.0 13.00 13.50
m/z 85.10  33.33%
5000
85.0
290
w‘Hw‘H‘_‘H‘HH‘H‘W‘H‘MH‘_‘H‘H‘WH‘W‘H‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50

8270-BM022321.M Fri Mar 12 16:16:44 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37
Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Octadecane, 1-chloro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.792 6.44 ng 23670  Acenaphthene-die 14.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 59
2 Tritetracontane 605 C43H88 007098-21-7 53
3 Tetratetracontane 619 C44H90 007098-22-8 53
4 Tetradecane, 1-chloro- 232 C14H29Cl1 002425-54-9 53
5 2-methyltetracosane 352 C25H52 1000376-72-6 53

Abundance Scan 1837 (13.792 min): BM029094.D\data.ms (-1829) - m/z 57.10 100.00%

57.1
163.0
5000

‘ M‘ 13.50 1400
OB e e e m/z 43,05 .90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #134594: Octadecane, 1-chloro-
57.0
5000 \MM\—/\/\/\%’W

13.50 14.00
m/z 71.10 69.86%

Iw

J

1133.0203.0 288.0

O‘HH‘\H\‘\H\’\LH\‘HH‘1\\T‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
L ‘
13.50 14.00
5000 ITI/Z 163.00 68.92%
0 ] HH[?;97026703370 463.0533.0 604.0
R R e e R e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane — 7
57.0 13.50 14.00
m/z 41.00 55.50%
5000
0 ‘ H 2/0197.0267.0337.0  463.0 5610
e e e e e e e — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.50 14.00

8270-BM022321.M Fri Mar 12 16:16:45 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37
Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.216 7.14 ng 26237  Acenaphthene-die 14.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Tridecane 184 C13H28 000629-50-5 78
3 Pentadecane 212 C15H32 000629-62-9 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72
Abundance Scan 1909 (14.216 min): BM029094.D\data.ms (-1903) (- 57.10 100.00%
57.1
5000
85.1
H h || 126.2 14. 00 14.50
e A L e e AR A RRa m/z . 87.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000
14. 00 14.50
290 85.0 m/z 41. 49.21%
0 ‘\ “ L | M‘ ,113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0
DU
14 00 14.50
5000 m/z 71.10 46.63%
85.0
29.0
R L R R e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71394: Pentadecane ‘ A ﬁ ‘ —
57.0 14.00 14.50
m/z 85.10 34.17%
5000 85.0
29.0 /\
113.0
o d A b gL 30 m0aee0 2120 gy |l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37
Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.974 11.68 ng 47475  Phenanthrene-d10 17.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 47

Abundance Scan 2548 (17.974 min): BM029094.D\data.ms (-2543) (-  m/z 43.05 100.00%

43.0 73.0
5000
129.1
A
‘ mg?o | 11 ‘ 256.1 18.00
ol ML L L Ll mz at.e5 91.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 M ———
18.00
157.0 15,0 2130 256.0 m/z 73.00 87.57%
0 ’H\\i‘}‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid
43.0 73.0
1 O V) T
18.00
5000 ITI/Z 60.00 86.01%
129.0 242.0
199.0
L L e, || o
0,‘M‘U‘W”WU¢MHNme_wH‘M‘M‘A‘N‘H‘wa‘u‘ﬂ‘u‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid e
43.0 73.0 18.00
' m/z 55.00 77.16%
5000
129.0
‘ ‘ 171.0 214.0
101.0
O,? I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37
Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 unknownl8.70 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.709 4.75 ng 19303  Phenanthrene-die 17.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 45
2 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 35
3 Octane, 2-bromo- 192 C8H17Br 000557-35-7 35
4 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 25
5 Formic acid, 2,4,4-trimethylpent... 158 C9H1802 1000368-95-2 25

Abundance Scan 2673 (18.710 min): BM029094.D\data.ms (-2669) (- m/z 57.05 100.00%
5

1.0
5000 97.1
1850 1900
ob— MM“HJ “u‘ﬂ, Lo Mta0ee o nz 97.10  44.93%
m/z--> 50 100 150 200 250 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000
18.50 19.00
113.0 m/z 113.10 43.73%
g ‘ \‘ 168.0
O\\\\“\‘\“\“‘\"\”\\\‘\‘\\\‘\\\\‘\\\\’\\
m/z--> 50 100 150 200 250 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate
57.0
T ‘ T T ‘ \t\ T
18.50 19.00
5000 m/z 55.00 32.48%
97.0
0150 “\ ‘\ L 1310 0 270 311
e
m/z--> 50 100 150 200 250 300
Abundance #54934: Octane, 2-bromo- T ——
57.0 18.50 19.00
m/z 83.10 21.49%
5000
113.0
18. ‘
i 0 Y B T R
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_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37

Operator : CG/JU

Sample : M1618-07

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 unknownl19.13 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
19.133 3.99 ng 16196 Phenanthrene-die 17.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3H-Pyrazol-3-one, 2,4-dihydro-4,... 202 C12H14N20 000947-82-0 9
2 Fluoranthene 202 Cl6H10 000206-44-0 9
3 Phenol, 4,4'-oxybis- 202 C12H1003 001965-09-9 9
4 Pyrene 202 Cl6H1e 000129-00-0 9
5 4,9-Decadienoic acid, 2-nitro-, 241 C12H19NO4 029085-46-9 9

Abundance Scan 2745 (19.133 min): BM029094.D\data.ms (-2739) (-

m/z 202.00 100.00%

202.0
5000 55.0
83.0
1 137.1 L L
LA Il H o060 a5 78
Ot ‘ _ e A e AR EE R L m/z 55.00 45.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62613: 3H-Pyrazol-3-one, 2,4-dihydro-4,4,5-trimethyl-2-|
41.0 202.0
77.0
5000 — —
19.00 19.50
173.0 m/z 57.00 38.28%
| 1{050 ‘
O\\\‘\\\\‘\\\\‘UH‘\}“‘\\\\‘\“\\\“\\\\‘\\\\‘\\\‘\‘\‘\\\“\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62828: Fluoranthene
202.0
—— —
19.00 19.50
5000 m/z 83.00 36.22%
101.0
ol 27.0 500 750, | 126.0150.0 174.0 “H
R R A e
m/z--> 20 40 60 80 100 120 140 160 180 200 MWW
Abundance #62533: Phenol, 4,4'-oxybis- m ‘ ‘Akﬁh ' —rh
202.0 19.00 19.50
m/z 41.00 31.37%
5000
39.0 g50
109.0
145.0 173.0
o‘14‘?“‘11uuuu‘w“w‘u"H“‘H“"HH_mmww_” e —
m/z--> 20 40 60 80 100 120 140 160 180 200 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37
Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

19.256 6.47 ng 33665 Chrysene-d12 21.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 59
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2766 (19.257 min): BM029094.D\data.ms (-2761) (- m/z 43.05 100.00%

43.0
73.0
5000
129.0
185.1 241.1 ) —— P
LI ‘\ [ | | % e es0
ol I T e L w/z ss.es  8s.aex
miz--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 — T
19.00 19.50
‘ 185.0 2410 284 m/z 60.00 83.42%
ob—— }‘H’ h“ \‘H‘n‘\\““‘\ \M “H} m“ ‘ L “ “\‘ \‘ \“ L “\ ‘\‘ , “‘\‘
m/z--> 50 100 150 200 250
Abundance #84453: Tetradecanoic acid
73.0
—— —
43.0 19.00 19.50
5000 m/z 41.00 81.21%
129.0
185.0 228.0
oL ““ \“d’u‘\‘ {M‘\‘H} A o w] “\‘ e
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid —— —
43.0 73.0 19.00 19.50
m/z 73.00 79.89%
5000 129.0
i
oL W u‘\ il “u““‘ H\M‘L il ‘\“1‘610{\‘ \ | A

i = —
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37
Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Trichloroacetic acid, tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

26.080 9.53ng 49611 Chrysene-di2 21.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 91

2 Acetic acid, chloro-, hexadecyl ... 318 C18H35C102 052132-58-8 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91

5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 90

Abundance Scan 3059 (20.980 min): BM029094.D\data.ms (-3054) (- m/z 55.05 100.00%
55.0

97.0
5000
—
H | 35.0 207.0 282.0 21.00
ol bl Ty 7 2820 m/z 43.05 90.14%
miz--> 50 100 150 200 250 300
Abundance #189051: Trichloroacetic acid, tetradecyl ester
43.0
83.0
5000 T
21.00
kzso m/z 57.00  82.46%
O . ‘\‘\“Lmﬁm “\ “\ \“‘ \\H “\ I “‘\‘.‘ ‘\‘ . ‘2‘4‘1‘0‘ T
m/z--> 50 100 150 200 250 300
Abundance #159657: Acetic acid, chloro-, hexadecyl ester
43.0/ 83.0
—
21.00
5000 m/z 41.05 70.91%
25.0
960
ol “”;“““““‘ ‘\ J‘h 4160.0 230.0 2690
m/z--> 50 100 150 200 250 300
Abundance #151538: 1-Docosene —
55.0 21.00
m/z 83.00 69.81%
7.0
5000
ok4aL i ,M M L B0 gm0 soe —
m/z--> 50 100 150 200 250 300 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31121\
Data File : BM@29094.D

Acqg On : 11 Mar 2021 14:37
Operator : CG/JU

Sample : M1618-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@22321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hydroxylamine, 5.640 4.7 ng 10044 1 7.663 42838 20.0
unknown6.18 6.187 2.8 ng 504 1 7.663 42838 20.0
unknown6.26 6.263 3.1 ng 6640 1 7.663 42838 20.0
Undecane 7.263 10.4 ng 22332 1 7.663 42838 20.0
Oxalic acid, is... 10.592 3.5 ng 10123 2 10.451 58526 20.0
Oxalic acid, al... 11.269 2.3 ng 6652 2 10.451 58526 20.0
Decane 11.351 3.9 ng 11328 2 10.451 58526 20.0
Decane, 2,6,7-t... 11.457 9.3 ng 27269 2 10.451 58526 20.0
Tridecane 11.869 26.7 ng 78042 2 10.451 58526 20.0
unknownl12.08 12.086 3.7 ng 10799 2 10.451 58526 20.0
Hexane, 2,3,4-t... 12.698 2.4 ng 8982 3 14.327 73510 20.0
Nonadecane 12.839 4.7 ng 17374 3 14.327 73510 20.0
Hexadecane 13.133 18.4 ng 67438 3 14.327 73510 20.0
Octadecane, 1-c... 13.792 6.4 ng 23670 3 14.327 73510 20.0
Pentadecane 14.216 7.1 ng 26237 3 14.327 73510 20.0
n-Hexadecanoic ... 17.974 11.7 ng 47475 4 17.080 81268 20.0
unknown18.70 18.709 4.8 ng 19303 4 17.080 81268 20.0
unknown19.13 19.133 4.0 ng 16196 4 17.080 81268 20.0
Octadecanoic acid 19.256 6.5 ng 33665 5 21.250 104066 20.0
Trichloroacetic... 20.980 9.5 ng 49611 5 21.250 104066 20.0
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