LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@51321\
Data File : BP0@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS Vvial : 15 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_ P\Methods\8270E-BP©50521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5535.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.281 363 373 389 rBV 250801 383958 28.03% 3.858%
2 6.887 640 646 661 rBvV 223502 385642 28.15% 3.875%
3 7.687 771 782 790 rBV 83025 133050 9.71% 1.337%
4 8.857 974 981 987 rBV 161070 270397 19.74% 2.717%
5 9.387 1065 1071 1076 rVB8 7274 15203 1.11% 0.153%
6 10.481 1245 1257 1263 rBV 102320 198342 14.48% 1.993%
7 10.940 1331 1335 1342 rVB8 9133 17937 1.31% 0.180%
8 11.322 1393 1400 1407 rBV7 8587 19401 1.42% 0.195%
9 11.393 1407 1412 1419 rBV7 11406 23298 1.70% 0.234%
10 11.675 1454 1460 1468 rVB5 18106 34948 2.55% 0.351%
11 11.904 1496 1499 1507 rBV2 20601 28136 2.05% 0.283%
12 12.034 1515 1521 1528 rVB8 10908 22978 1.68% 0.231%
13 12.404 1579 1584 1588 rVB5 20450 29852 2.18% ©0.300%
14 12.728 1635 1639 1649 rVB1le 10925 27597 2.01% 0.277%
15 12.816 1649 1654 1659 rBV7 11087 22287 1.63% 0.224%
16 12.869 1659 1663 1669 rBV6 14564 24516 1.79% 0.246%
17 12.957 1672 1678 1687 rBV 530301 756189 55.20%  7.598%
18 13.157 1706 1712 1719 rVB 39033 61883 4.52% 0.622%
19 13.281 1729 1733 1737 rVB3 14974 21934 1.60% 0.220%
20 13.810 1817 1823 1828 rBV3 50550 91231 6.66% ©.917%
21 13.857 1828 1831 1836 rVV6 17613 29099 2.12% 0.292%
22 13.916 1839 1841 1848 rVB7 11292 21360 1.56% 0.215%
23 14.063 1862 1866 1870 rBV 11677 14592 1.07% 0.147%
24 14.240 1891 1896 1901 rBV2 58904 75361 5.50% ©.757%
25 14.340 1904 1913 1920 rVB2 177637 272313 19.88% 2.736%
26 14.7406 1978 1981 1986 rVB3 14390 19075 1.39% 0.192%
27 14.857 1998 2001 2006 rBV5 11974 15094 1.10% 0.152%
28 15.192 2054 2058 2063 rVB 64023 75647 5.52% 0.760%
29 15.392 2086 2092 2096 rBV 19090 34512 2.52% 0.347%
30 15.598 2122 2127 2132 rVB5 19270 31328 2.29% 0.315%
31 15.839 2160 2168 2175 rBV 575901 814030 59.43% 8.179%
32 16.057 2201 2205 2213 rBV 67155 121269 8.85% 1.218%
33 16.851 2336 2340 2344 rBV 54762 68692 5.01% 0.690%
34 16.904 2345 2349 2358 rVB3 27188 57654 4.21% 0.579%
35 17.098 2376 2382 2385 rBV 233166 326864 23.86%  3.284%

36 17.139 2385 2389 2394 rVB 108711 150740 11.00%  1.515%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@51321\
Data File : BP0@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS Vvial : 15 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_ P\Methods\8270E-BP©50521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 17.228 2400 2404 2409 rVB 35928 55044  4.02% 0.553%
38 17.598 2463 2467 2472 rBV 51705 66528 4.86% 0.668%
39 17.775 2492 2497 2501 rVB 206089 227486 16.61% 2.286%
40 17.969 2527 2530 2532 rBV2 11587 14836 1.08% 0.149%
41 17.998 2532 2535 2546 rVB2 58398 111770 8.16% 1.123%
42 18.157 2558 2562 2566 rBv2 27943 42224 3.08% 0.424%
43 18.275 2578 2582 2586 rBV 51109 62358 4.55% 0.627%
44 18.880 2680 2685 2688 rBV 872655 981858 71.68% 9.865%
45 18.916 2688 2691 2694 rVB2 578370 638904 46.64% 6.419%
46 19.039 2709 2712 2716 rVB 88482 99219 7.24% 0.997%
47 19.116 2719 2725 2738 rBV 251792 416160 30.38% 4.181%
48 19.445 2777 2781 2782 rBV2 57867 65177 4.76% 0.655%
49 19.469 2782 2785 2794 rVB 157500 213711 15.60% 2.147%
50 19.669 2814 2819 2824 rBV 1212814 1369801 100.00% 13.763%

51 20.910 3027 3030 3037 rVB5 75692 119032 8.69% 1.196%
52 21.192 3072 3078 3082 rBV2 302048 522569 38.15% 5.250%
53 23.510 3468 3472 3479 rVB2 148111 249748 18.23% 2.509%

Sum of corrected areas: 9952834

8270E-BP050521.M Fri May 14 11:35:42 2021 Pa 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 13 May 2021 23:57
: CG/JU
: M2375-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
BP005535.D

: 15  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
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9.387 / 10.9401113243 .67

350 4.00 450 5.00 5.50 6.00 6.50 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
TIC: BP0O05535.D\data.ms
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TIC: BP005535.D\data.ms

21.192
23.510

20.910

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP@@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.393 2.35 ng 23298 Naphthalene-d8 10.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 81
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 81
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 81
4 Benzene, (1l-methyl-1-butenyl)- 146 C1l1H14 053172-84-2 81
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 74

Abundance Scan 1412 (11.393 min): BP005535.D\data.ms (-1407) (- m/z 131.05 100.00%

131.1
5000
Y .
11.00 11.50
oLl ) 2ozmzs s wma sm T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 — —
11.00 11.50
m/z 43.05 35.96%
39.0 \
O\\L\L‘i\“\‘h\‘hw‘\““\}\\lWJ‘H\\‘\\H‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\H\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131.0
— ——
11.00 11.50
5000 m/z 115.05 27.02%
51.0
L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)- - ——
131.0 11.00 11.50
m/z 146.15 22.45%
5000
39.0
oH‘“;“"\h‘"‘m“"“‘J‘H""‘H_m_‘H_Wwwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP@@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.675 3.52 ng 34948 Naphthalene-d8 10.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 74
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 74
3 Benzeneacetaldehyde, .alpha.-eth... 146 C10H100 004411-89-6 50
4 1H-Indene-4-carboxaldehyde, 2,3-... 146 C10H100 051932-70-8 43
5 3-Buten-2-one, 4-phenyl- 146 C10H1e0 000122-57-6 38

Abundance Scan 1460 (11.675 min): BP005535.D\data.ms (-1454) (- m/z 118.10 100.00%
11

3.1
5000
39.0
HM\ |‘ \’\ 191.1 281.0 352.8412.6 489.3549. 1150 12.00
Obrbdellbbol ML 75 TP 90g.80ned S9999  m/z 131.08  86.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21673: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000
11.50 12.00
m/z 115.00 64.56%
1)
O\J\L‘ih'\“i”\X‘H‘HJ\ll‘uu‘uu‘uu‘uH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21671: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
P e
11.50 12.00
5000 m/z 146.05  58.39%
39.0
TR |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21583: Benzeneacetaldehyde, .alpha.-ethylidene-
117.0 11.50 12.00
m/z 117.05 57.63%
5000
39.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP@@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 Tridecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

11.904 2.84 ng 28136 Naphthalene-d8 10.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 68
2 Oxalic acid, 6-ethyloct-3-yl hep... 328 C19H3604 1000309-34-5 64
3 10-Methylnonadecane 282 C20H42 056862-62-5 64
4 Nonadecane 268 C19H40 000629-92-5 64
5 4,4-Dipropylheptane 184 C13H28 017312-72-0 59

Abundance Scan 1499 (11.904 min): BP0O05535.D\data.ms (-1496) (- m/z 41.10 100.00%

41.1
5000
‘ 1451 12100
obrhbdd L ), 2243 296185504150 5043 . 43 16 92.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48835: Tridecane
57.0
5000 T 7
12.00
m/z 57.05 69.86%
L z2rowso
O‘\\T\[HY\‘\H\‘\\H‘H\\‘\H\‘\\H‘\\\\‘\\H‘H\\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #167606: Oxalic acid, 6-ethyloct-3-yl heptyl ester

-

57.0
12.00
5000 m/z 71.00 58.99%
} 141.0
o_J\k‘uuJu“u‘_‘HW‘w‘m_‘H_m_m_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129494: 10-Methylnonadecane —r—
57.0 12.00
m/z 85.00 48.58%
5000
154.0
Y1 . R— Ao
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP@@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.404 3.01 ng 29852 Naphthalene-d8 10.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 80
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 58
4 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 58
5 Ethanone, 1-[4-(1-methylethenyl)... 160 C11H120 005359-04-6 49

Abundance Scan 1584 (12.404 min): BP0O05535.D\data.ms (-1579) (- m/z 118.00 100.00%
118.0

5000

-

39.0

12,50
Aulhaglyljaeer 295135734162 5314 g5 o5 g9.77%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0

o

2

5000 T

12.50

m/z 160.10  77.77%
51.0 ’
il

bl J’i 1

‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30931: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0

o

2

12.50
5000 m/z 117.05 57.78%

39.0

L ‘1 (L) J | ‘Jh\ |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #30930: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- ——
118.0 12.50

m/z 115.00 41.16%

o

2

5000

3

39.0 }
R — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP@@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.157 4.54 ng 61883  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 83
3 Eicosane 282 C20H42 000112-95-8 80
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 64
5 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 62

Abundance Scan 1712 (13.157 min): BP0O05535.D\data.ms (-1706) (-  m/z 43.05 100.00%

o MAW
—r —
‘ 13.00 13.50
O kbbb " b2 | 284.834854050 46995341 1y 41 05 97.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59881: Tetradecane
57.0
5000 — ——
13.00 13.50
m/z 57.10 80.51%
\“ | | £27.0 198.0
O \\\‘\‘\\‘\“\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140553: 1-lodo-2-methylundecane
57.0
T |
13.00 13.50
5000 m/z 71.05 74.49%
ob bt 1890 2960
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129491: Eicosane T =
57.0 13.00 13.50
m/z 85.05 57.00%
5000
‘ | 127.0 1970 282.0
ol ‘H‘NhﬁhMM\hW«H"H‘W“H“H“H“_“W“H“ e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP@@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 Octadecane, 5,14-dibutyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.240 5.53 ng 75361  Acenaphthene-d10 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 93
2 Pentadecane 212 C15H32 000629-62-9 92
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Hexadecane 226 C1l6H34 000544-76-3 91
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90

Abundance Scan 1896 (14.240 min): BP0O05535.D\data.ms (-1891) (-  m/z 41.10 100.00%

41.1
5000
— —
’ 212.2 14.00 14.50
vy " loy, 57 2809 3807 490.7847. . 4310 84.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194506: Octadecane, 5,14-dibutyl-
43.0
5000 e e
14.00 14.50
126.0 2000 m/z 57.05 81.93%
0 } m 183.0 251.0 | 366.0
\\‘\\\\‘\\\\‘\\\\‘\!\![\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71394: Pentadecane
57.0
T —
14.00 14.50
5000 m/z 71.05 75.82%
L) \127 0 2120
O e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl- R S
57.0 14.00 14.50
m/z 85.10 44.84%
- JMJ\M
239 0
0 || fg70 296.0
- ‘H"_“w"H“H“H“_“w“u“u“u‘w“u“ s e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP@@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.192 5.56 ng 75647  Acenaphthene-d10 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 90
3 Nonadecane 268 C19H40 000629-92-5 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 80

Abundance Scan 2058 (15.192 min): BP005535.D\data.ms (-2054) (- m/z 43.10 100.00%
3.1

. \/\/\Jw/k/
— —
| ’ 1411 555, 15.00 15.50
ol L Ly 2575 3800 4151 484.0547.0  nyz 41.10  92.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83023: Hexadecane
57.0
5000 — e
15.00 15.50
m/z 71.10 82.79%
OJ"‘!#HF.V‘Z‘?;C’)IWZZB'O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129499: Nonadecane, 9-methyl-
57.0
i =
15.00 15.50
5000 m/z 57.10  80.63%
140.0
o e L e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117637: Nonadecane 7 —
57.0 15.00 15.50
m/z 85.05 55.44%
) M\L\N
oL g oo a0 lpnd e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

8270E-BP050521.M Fri May 14 11:35:49 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP@@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 9 Eicosane, 10-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.057 7.42 ng 121269  Phenanthrene-die 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 93
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
3 10-Methylnonadecane 282 C20H42 056862-62-5 91
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 89
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 2205 (16.057 min): BP005535.D\data.ms (-2201) (-  m/z 41.10 100.00%

41.1
5000
9.0 - |
16.00
183 1240 5
or bl 2405 3317 426548435437 /) 43,05  99.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194506: Octadecane, 5,14-dibutyl-
43.0
5000 i
16.00
126.0 m/z 71.10  92.32%
309.0
0 ‘ 111, 1830 2510”3660
TT ‘\\\\‘\\\\‘\\\\‘\\\T{\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
57.0
T \
16.00
5000 m/z 57.10 92.09%
oh bbbt 280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129494: 10-Methylnonadecane —T
57.0 16.00
m/z 85.05 68.02%
5000
154.0
ol | e .|
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00

8270E-BP050521.M Fri May 14 11:35:49 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP@@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 10 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.851 4.20 ng 68692  Phenanthrene-die 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 90
3 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 90
4 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 89
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 89

Abundance Scan 2340 (16.851 min): BP005535.D\data.ms (-2336) (-  m/z 43.05 100.00%

43.0
5000
1650  17.00
182.2 254.4
b MALED 1822 2504 543840850670 5360y 71,05 s1.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105884: Octadecane
57.0
5000 — —T
16.50 17.00
m/z 57.10 77 .59%
O‘\\\l “\I\‘\l\l“l\ﬁz;l(‘)‘\‘\1\9\6‘.\0\\2\5‘4\.\()\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48846: Dodecane, 4-methyl-
43.0
— ——
16.50 17.00
5000 m/z 41.05 74.59%
141.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #205394: Silane, trichlorooctadecyl- “ ——
57.0 16.50 17.00
m/z 85.00 51.72%
) N\NJM/\
ol LR 203 0z0L 03903800 i) Lt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00

8270E-BPO50521.M Fri May 14 11:35:50 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP@@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

16.904 3.53 ng 57654  Phenanthrene-d10 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 78
2 Uracil, 3-methyl-1-(tetrahydrofu... 196 C9H12N203 1000151-99-4 46
3 Nonane, 2,6-dimethyl- 156 C1l1H24 017302-28-2 43
4 Ether, 1-dodecenyl methyl 198 C13H260 026537-04-2 38
5 3-Methyl-hepta-1,6-dien-3-o0l 126 C8H140 034780-69-3 38

Abundance Scan 2349 (16.904 min): BP0O05535.D\data.ms (-2345) (-  m/z 57.00 100.00%

57.0
183.9
5000
127.1 7700
17.00
Ol ;‘l‘w'l\““‘ "ﬁhmwf'“* BP0, 3549 4536 5490 5110 83.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 T
17.00
m/z 43.10 81.02%
’ 127.0 197.0
O\\\\l\‘\j\J‘\”‘\A\A\\J“\\\l\l‘.\\\%q?.\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58611: Uracil, 3-methyl-1-(tetrahydrofuran-2-yl)-
71.0
—
17.00
5000 ITI/Z 41.10 56.36%
196.0
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28437: Nonane, 2,6-dimethyl- —
43.0 17.00
m/z 183.95 52.99%
5000 /\k
113.0
ol ‘|NM‘JluWm‘mW‘H‘mWHWHWHWHW !\‘ :
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00

8270E-BP050521.M Fri May 14 11:35:51 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP@@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 Dodecane, 2,6,11-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.598 4.07 ng 66528  Phenanthrene-die 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 87

Abundance Scan 2467 (17.598 min): BP0O05535.D\data.ms (-2463) (- m/z 43.10 100.00%

43.1
5000

17.50 18.00

197.2 268.3
o ‘Md‘w'ﬁ"ﬁh:‘n«uuwm‘ L 028,1386.2 46215265  n/z 57.85  86.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71408: Dodecane, 2,6,11-trimethyl-
43.0
5000 — —
17.50 18.00

m/z 71.10 85.68%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane
57.0

T
17.50 18.00

o

5000 m/z 41.05 84.61%
‘ 1 [127.0 197.0 268.0
0*””\**h\*w*\‘w‘\‘w‘\w‘*\H**w***w***w**w***w*
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48837: Nonane, 5-butyl- — \
43.0 17.50 18.00

m/z 85.00 55.52%

- Il W\JVL/\JLM
‘ il J\ I ’ 184.0

O bbb e S P e e e L -
miz--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

8270E-BP050521.M Fri May 14 11:35:52 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP@@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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

Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 17.50 18.00

m/z 55.05 40.11%

Peak Number 13 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.775 13.92 ng 227486  Phenanthrene-die 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 94
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
4 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 90
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 86
Abundance Scan 2497 (17.775 min): BP0O05535.D\data.ms (-2492) (- m/z 73.95 100.00%
74.0
5000
1431 2272 — —
” L | ‘ L 4 17.50 18.00
0 o U Ly UL | 287.0 3549 427.1491.3549: /) g7 19 79.67%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 — e
17.50 18.00
143.0 m/z 41.05 48.95%
‘ ’ ‘ 227.0
O‘\\\\l"\J\‘\i‘\h“\l\\\‘\\‘\‘\“\\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84483: Tridecanoic acid, methyl ester
74.0
—— —
17.50 18.00
5000 m/z 43.10 42.77%
143.0
O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
— —

5000 270.0
143.0

Wb 2080,

YT P . ————
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

:

8270E-BP050521.M Fri May 14 11:35:53 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP@@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.998 6.84 ng 111770  Phenanthrene-die 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Dodecanoic acid 200 C12H2402 000143-07-7 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 62
4 .alpha.-D-Galactopyranoside, met... 334 C17H3406 1000157-55-9 45
5 Tetradecanoic acid 228 C14H2802 000544-63-8 43

Abundance Scan 2535 (17.998 min): BP005535.D\data.ms (-2532) (-  m/z 41.10 100.00%

41.1
5000
18.00
81.1 .
ok 3083 4410 3! njz 73.e0 94.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 U
18.00
” 213.0 m/z 60.00 75.22%
O\\i“ \L"“!'“\“\‘\l\1\\\‘\“\!‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #61122: Dodecanoic acid
73.0
A
18.00
5000 ITI/Z 43.10 69.99%
157.0
o el
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72647: Tridecanoic acid —
73.0 18.00
m/z 55.10 67.88%
5000
171.0
o“\ J}HJ”“HH S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00

8270E-BP050521.M Fri May 14 11:35:54 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP@@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
18.157 2.58 ng 42224  Phenanthrene-d10 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 72
2 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 59
3 Phenol, 4-(2-thienylmethyl)- 190 C11H100S 091680-55-6 39
4 8H-Imidazo[4,5-E]-2,1,3-benzothi... 190 C8H6N4S 129485-68-3 38
5 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 35

Abundance Scan 2562 (18.157 min): BP005535.D\data.ms (-2558) (- m/z 190.05 100.00%

190.1
5000
P g
74.1 132 2589 34 18.00 18.50
O dB20U N 2200 8406 439.14974 45 189,10 99.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 S ol
940 18.00 18.50
' m/z 192.05 33.42%
olsto | |
‘\\\\[\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole)
189.0
e i
18.00 18.50
5000 m/z 191.05  30.73%
42.0 122.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52871: Phenol, 4-(2-thienylmethyl)- — —
190.0 18.00 18.50
m/z 187.00 15.61%
5000
97.0
39.0 ‘J
O‘u\J\““M‘MJ‘\"V“'Mf\‘H‘Hu T e o P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BPO50521.M Fri May 14 11:35:54 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP@@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 Heptacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.275 3.82 ng 62358  Phenanthrene-die 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
4 Tetracosane 338 (C24H50 000646-31-1 90
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87

Abundance Scan 2582 (18.275 min): BP005535.D\data.ms (-2578) (-  m/z 43.10 100.00%

43.1
5000
F3 1 18.00 18.50
I 197.1 280.9 : :
ol MM b S0 376244025025/, 57,16 86.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57.0
5000 — —

18.00 18.50
m/z 71.05 86.62%

|1 1270 197.0 267.0 380.0

| oy
O‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0
— —
18.00 18.50
5000 m/z 41.05 70.62%

1 JF . 17 0 1970 2060

-

0 e A = e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #152416: Tridecane, 1-iodo- T T
57.0 18.00 18.50
m/z 85.10  58.39%
5000
‘ 183.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP@@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 Methyl 9-cis,11-trans-octad... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.881 60.08 ng 081858 Phenanthrene-d1e 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402
2 Methyl 10-trans,12-cis-octadecad... 294 C19H3402
3 7-Hexadecyne 222 C16H30

4 12,15-Octadecadienoic acid, meth... 294 C19H3402
5 9,12-Octadecadienoic acid, methy... 294 C19H3402

Abundance Scan 2685 (18.880 min): BP005535.D\data.ms (-2680) (-
67.1

1000336-44-0 99
1000336-44-2 99
074685-28-2 93
057156-97-5 93
002462-85-3 91

m/z 67.10 100.00%

o J\L
— G
H F35.1 oy 2631 18.50 19.00
0 ALLLAPZL [ 1 3551 43164943 ./, 8110  82.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #139701: Methyl 9-cis,11-trans-octadecadienoate
67.0
5000 — et
18.50 19.00
294.0 m/z 41.10 64.14%
' 150.0
O\\\\‘M\‘ \Hl“lw‘\il‘\“h\“\‘\'l\“l\r“z‘lz{o\.(\)‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #139709: Methyl 10-trans,12-cis-octadecadienoate
67.0
= — =
18.50 19.00
5000 ITI/Z 79.05 63.67%
294.0
' 150.0
obr bl 2200 |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79550: 7-Hexadecyne T =
67.0 18.50 19.00
m/z 55.05 61.93%
- NNwﬂmA¢ﬁmujh$kW\
S UL 70 2oeo e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP@@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 18 cis-13-Octadecenoic acid, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.916 39.09 ng 638904  Phenanthrene-die 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1000333-58-3 97
2 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 97
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
4 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 95
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 89

Abundance Scan 2691 (18.916 min): BP005535.D\data.ms (-2688) (-  m/z 55.10 100.00%

55.1
5000 ’
' T

19.00
S 329.2 4364 5065 m/z 41.10  85.12%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141299: cis-13-Octadecenoic acid, methyl ester
55.0
—

o

Abundance #141303: 9-Octadecenoic acid (Z)-, methyl ester
55.0 19.00
LI i JL. mu. s ;I- 264.0

m/z 74.10  62.63%
5000
O J }h }‘ | I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00

5000
19.00
264.0 m/z 69.10 79.41%
OJ‘} L\\\ILI\‘JI\UR‘\PP‘\\\\\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141291: 11-Octadecenoic acid, methyl ester
55.0
i
19.00
5000 m/z 67.10 71.97%
264.0
o_wM\“‘H'“ “:‘IL"'“M“ME?‘J" ‘l‘m‘m‘,HH,HH_HWHW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
P

E—

8270E-BP050521.M Fri May 14 11:35:57 2021 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP@@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.039 6.07 ng 99219 Phenanthrene-d10 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 91
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 86
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 70
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 64
5 Undecanoic acid, methyl ester 200 C12H2402 001731-86-8 64

Abundance Scan 2712 (19.039 min): BP005535.D\data.ms (-2709) (-  m/z 74.00 100.00%

74.0
5000
143.1 255.2
T T
1V
- g Ll L sl LIL, 1 335.1397.2460.25205 ;g7 00 75.66%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #143128: Methyl stearate
74.0
5000 AU A
19.00
143.0 255.0 m/z 43.05 50.52%
O‘\\‘l\’\tlhﬂj“\lf\\“\\\\“\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #143185. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
T T
19.00
5000 ITI/Z 41.10 41.26%
143.0 298.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107595: Pentadecanoic acid, methyl ester —F = i
74.0 19.00
m/z 55.10 39.72%
5000
143.0 256.0
T O T —— L,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP@@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 Cyclooctadecane, ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.910 4.56 ng 119032 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctadecane, ethyl- 280 C20H40 1000151-22-5 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 94
4 13-Tetradecen-1-o0l acetate 254 C16H3002 056221-91-1 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 90

Abundance Scan 3030 (20.910 min): BP005535.D\data.ms (-3027) (-

m/z 55.05 100.00%

55.0
5000
5.1 LN
208.1 301.1 21.00
76.2 .
ol O dB2A 5481 /7 43.10  80.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127775: Cyclooctadecane, ethyl-
53.0
5000 T
21.00
’ 5.0 251.0 m/z 57.10 80.04%
O‘\\J\L‘J\|\\J\“\\J\\\\‘h]\-l\S\%R\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151537: 1-Docosene
57.0
——
21.00
5000 ITI/Z 97.10 69.73%
308.0
0 ‘HJ LJI\}“'""J‘,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174181: Cyclodocosane, ethyl- —
57.0 21.00
m/z 69.10 69.50%
- M
‘ F5-° 307.0
L ass0
R e R AR R A S ——

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@51321\
Data File : BP0@5535.D

Acqg On : 13 May 2021 23:57
Operator : CG/JU

Sample : M2375-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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|
1H-Indene, 2,3-... 11.393 2.4 ng 23298 2 10.481 198342 20.0
Naphthalene, 1,... 11.675 3.5 ng 34948 2 10.481 198342 20.0
Tridecane 11.904 2.8 ng 28136 2 10.481 198342 20.0
Naphthalene, 1,... 12.404 3.0 ng 29852 2 10.481 198342 20.0
Tetradecane 13.157 4.5 ng 61883 3 14.339 272313 20.0
Octadecane, 5,1... 14.240 5.5 ng 75361 3 14.339 272313 20.0
Hexadecane 15.192 5.6 ng 75647 3 14.339 272313 20.0
Eicosane, 10-me... 16.057 7.4 ng 121269 4 17.098 326864 20.0
Octadecane 16.851 4.2 ng 68692 4 17.098 326864 20.0
Hexadecane, 2,6... 16.904 3.5 ng 57654 4 17.098 326864 20.0
Dodecane, 2,6,1... 17.598 4.1 ng 66528 4 17.098 326864 20.0
Hexadecanoic ac... 17.775 13.9 ng 227486 4 17.098 326864 20.0
n-Hexadecanoic ... 17.998 6.8 ng 111770 4 17.098 326864 20.0
4H-Cyclopenta[d... 18.157 2.6 ng 42224 4 17.098 326864 20.0
Heptacosane 18.275 3.8 ng 62358 4 17.098 326864 20.0
Methyl 9-cis,11... 18.881 60.1 ng 981858 4 17.098 326864 20.0
cis-13-Octadece... 18.916 39.1 ng 638904 4 17.098 326864 20.0
Methyl stearate 19.039 6.1 ng 99219 4 17.098 326864 20.0
Cyclooctadecane... 20.910 4.6 ng 119032 5 21.198 522569 20.0
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