LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91421\
Data File : BF125495.D

Acqg On : 15 Sep 2021 2:30
Operator : JU/CG

Sample : M3723-01 5X

Misc :

ALS Vvial : 21  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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125495.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.122 3 6 12 rVB 264838 323707 18.98%  1.594%
2 3.934 309 314 321 rBV 85495 115468 6.77% 0.569%
3 5.492 575 579 593 rBV 622694 598619 35.10% 2.948%
4 6.504 748 751 770 rBV 597826 646717 37.92%  3.185%
5 6.875 810 814 821 rBV 1047265 849393 49.81% 4.183%
6 6.986 830 833 836 rVB2 24192 17339 1.02% ©0.085%
7 7.286 881 884 897 rBV 85467 128011 7.51% 0.630%
8 7.433 906 909 918 rVB 465378 393774 23.09%  1.939%
9 7.910 985 990 1002 rBv4 12731 34999 2.05% 0.172%
10 8.157 1028 1032 1039 rVB 1259940 1023270 60.01% 5.039%
11  9.233 1211 1215 1222 rBV 751246 650412 38.14%  3.203%
12 9.569 1269 1272 1274 rBvV2 23522 18955 1.11% 0.093%
13 9.627 1279 1282 1288 rBV5 11647 17299 1.01% 0.085%
14  9.774 1302 1307 1310 rBV 28414 29252 1.72% 0.144%
15 9.839 1313 1318 1321 rVB4 20679 26080 1.53% 0.128%
16 9.916 1324 1331 1334 rBV 1231463 1023694 60.03% 5.041%
17 9.945 1334 1336 1341 rVB 47294 46122 2.70% ©0.227%
18 10.333 1400 1402 1406 rVB 22844 20099 1.18% 0.099%
19 10.463 1421 1424 1430 rVB 34560 31446 1.84% 0.155%
20 10.551 1437 1439 1445 rVB6 12316 20372 1.19% 0.100%
21 10.621 1447 1451 1458 rVB7 8788 17146 1.01% ©0.084%
22 10.704 1462 1465 1472 rW 292279 249469 14.63% 1.228%
23 10.810 1480 1483 1488 rBV 75274 94325 5.53% 0.464%
24 10.851 1488 1490 1495 rVB 73272 78441 4.60%  0.386%
25 11.21@ 1547 1551 1553 rVB3 15342 21576  1.27% 0.106%
26 11.257 1556 1559 1562 rBV3 35063 32661 1.92% 0.161%
27 11.292 1562 1565 1571 rVB3 32290 50304 2.95% 0.248%
28 11.351 1572 1575 1579 rBVS5 18646 18216 1.07% ©.090%
29 11.404 1580 1584 1586 rBV 977808 815551 47.82% 4.016%
30 11.427 1586 1588 1590 rVV 467776 391223 22.94% 1.926%
31 11.451 1590 1592 1595 rwv2 57657 55779 3.27% 0.275%
32 11.480 1595 1597 1600 rVB 64867 48085 2.82% 0.237%
33 11.527 1600 1605 1607 rBV2 42460 54862 3.22% 0.270%
34 11.610 1616 1619 1621 rBV 71671 60961 3.57% 0.300%
35 11.639 1621 1624 1630 rVB 41548 52787 3.10% 0.260%
36 11.686 1630 1632 1636 rBV2 29610 32449 1.90% 0.160%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91421\
Data File : BF125495.D

Acqg On : 15 Sep 2021 2:30
Operator : JU/CG

Sample : M3723-01 5X

Misc :

ALS Vvial : 21  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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.727 1636 1639 1643 rBV2 32131 40017 2.35% ©.197%
38 11.904 1666 1669 1670 rVvV 52612 43640 2.56% ©0.215%
39 11.933 1670 1674 1681 rVV 800117 910392 53.39% 4.483%
40 12.016 1685 1688 1691 rvv2 77281 82183 4.82% 0.405%
41 12.092 1699 1701 1704 rBV3 36627 37997 2.23% ©.187%
42 12.198 1717 1719 1722 rBV 38727 37298 2.19% 0.184%
43 12.227 1722 1724 1727 rW 46080 44936 2.64% 0.221%
44 12.257 1727 1729 1732 rVB2 48030 37894  2.22% ©0.187%
45 12.345 1741 1744 1747 rBV3 74234 68863 4.04% 0.339%
46 12.457 1760 1763 1765 rBV 41370 41023 2.41% 0.202%
47 12.486 1765 1768 1771 rVV4 57424 68059 3.99% ©.335%
48 12.515 1771 1773 1776 rVWV 70047 54517 3.20% ©.268%
49 12.621 1787 1791 1793 rBV 738790 635637 37.27%  3.130%
50 12.657 1795 1797 1800 rVvv2 123397 126023 7.39% 0.621%
51 12.721 1803 1808 1815 rBV 1503551 1705283 100.00%  8.397%
52 12.851 1824 1830 1836 rVB 626031 657511 38.56%  3.238%
53 12.898 1836 1838 1842 rBv4 31916 36721 2.15% 0.181%
54 12.986 1850 1853 1856 rVB 544672 441368 25.88% 2.173%
55 13.127 1874 1877 1879 rBV 114810 93436 5.48%  ©.460%
56 13.174 1883 1885 1888 rVB 98695 88921 5.21% 0.438%
57 13.210 1889 1891 1894 rBV 51637 50762 2.98% ©0.250%
58 13.245 1894 1897 1900 rBV 98758 93635 5.49%  0.461%
59 13.280 1900 1903 1907 rBV2 61809 79038 4.63% 0.389%
60 13.374 1917 1919 1922 rBV 45247 39177 2.30% 0.193%
61 13.951 2014 2017 2021 rVB2 364558 308044 18.06% 1.517%
62 13.992 2021 2024 2026 rBV 201522 174044 10.21% 0.857%
63 14.021 2026 2029 2030 rVV 227940 211130 12.38%  1.040%
64 14.051 2030 2034 2037 rVV2 1027859 1238263 72.61% 6.097%
65 14.074 2037 2038 2046 rVB 320765 279881 16.41% 1.378%
66 14.504 2107 2111 2115 rBV2 255070 344797 20.22%  1.698%
67 14.580 2122 2124 2129 rVB 336230 285527 16.74% 1.406%
68 14.968 2187 2190 2193 rVB 245718 243051 14.25% 1.197%
69 15.104 2210 2213 2220 rBV 269671 487190 28.57%  2.399%
70 15.162 2220 2223 2229 rVB 695593 764296 44.82%  3.764%
71 15.480 2274 2277 2283 rVB 211898 278969 16.36% 1.374%
72 15.545 2284 2288 2292 rVV 531691 647956 38.00%  3.191%
73 15.756 2321 2324 2331 rVB 302634 425149 24.93%  2.094%
74 15.992 2360 2364 2369 rVB 483292 694594 40.73%  3.420%
75 16.809 2499 2503 2510 rVB2 182582 321657 18.86% 1.584%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91421\
Data File : BF125495.D

Acqg On : 15 Sep 2021 2:30
Operator : JU/CG

Sample : M3723-01 5X

Misc

ALS Vvial : 21  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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 20307742
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091421\

BF125495.D
: 15 Sep 2021 2:30
Ju/CG
: M3723-01 5X
: 21 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

122

TIC: BF125495.D\data.ms

6.875

5.492 6.504

7.433

3.934 7.286

%.986

0
Time-->
Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF125495.D\data.ms

12.y21

8.157 9.916

11.404
11.933

12.62

9.233

Time-->
Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0
Time-->
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11.00
TIC: BF125495.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91421\
Data File : BF125495.D

Acqg On : 15 Sep 2021 2:30
Operator : JU/CG

Sample ¢ M3723-01 5X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.122 7.62 ng 323707 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance Scan 6 (2.122 min): BF125495.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000 43.0 /\
87.0 R RERRE R
‘ 2.202.302.402.50
0 MW_WHMHwHw,“wwmww,wwww m/z 43.00  42.92%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T I T[T [T [Trrri[1
430 2.202.302.402.50
87.0 m/z 55.00 33.99%
\ \‘ 90 I
O \H‘HH‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
P e T
2.202.302.402.50
5000 m/z 87.05 22.97%
55.0
27.0 41lo0
oh 220 Ll L L eso wso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R RaRREEEEE
73.0 2.202.302.402.50
87.0 m/z 41.00 14.07%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
H‘_H‘_H‘_H‘_‘H_‘HM‘HM‘HM‘HM‘H‘HH,HH‘HH‘HH B ARARREESLARE ST,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.50

8270-BF081821.M Wed Sep 15 11:07:42 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91421\
Data File : BF125495.D

Acqg On : 15 Sep 2021 2:30
Operator : JU/CG

Sample ¢ M3723-01 5X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.810 2.31 ng 94325  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 86
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Hexadecane 226 C16H34 000544-76-3 78
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 74

Abundance Scan 1483 (10.810 min): BF125495.D\data.ms (-1480) (- m/z 57.05 100.00%
57.0

5000
85.1 ﬂwkmﬂmewKuwwwwuuM
— —
10.50 11.00
L Mm \ 1311410 9
Oy o bkl b T e m/z 43.00 62.01%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #158600: Nonadecane
57.0
5000 — —
85.0 10.50 11.00
29.0 m/z 71.00 47.62%
H\‘HH‘\H\‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #90189: Pentadecane
57.0
— —
10.50 11.00
m/z 85.10 36.44%
5000 85.0
29.0
0 \‘ I H\ \‘\ \11\\30\14;01690 212.0
vt e b e e R e e
m/z--> 20 40 60 80 100120140160 180200220240260 ﬂwﬂ
Abundance #74005: Tetradecane = —
57.0 10.50 11.00
m/z 41.00 26.74%
5000 85.0
29.0
owﬂmMmmﬁﬁ%ﬁ%@%%%wwwm‘ N
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91421\
Data File : BF125495.D

Acqg On : 15 Sep 2021 2:30
Operator : JU/CG

Sample ¢ M3723-01 5X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.933 22.33 ng 910392  Phenanthrene-d10 11.404
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 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 1674 (11.933 min): BF125495.D\data.ms (-1670) (1 m/z 60.00 100.00%
60.0
5000
129.1 ﬂ\MNM
97.1 213.2 T
|1 W
om,w‘i‘:‘wW Mml‘”nJM‘uum‘hm‘_“w“\‘u_wmelw m/z 73.60 98.19%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T
129.0 12.00
213.0 m/z 43.00 96.10%
L) H‘l(ﬁ 157.0185.0
O\H’\‘H\“‘\‘HH\H\HH\H!\H“‘Hw}‘\H\‘H‘\H\‘H‘H‘\‘H‘\“HH‘HH‘HH“H
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
——
12.00
5000 129.0 m/z 57.05 88.87%
199.0
L o 1
CERT 11O N
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92070: Tridecanoic acid —
73.0 12.00
m/z 55.00 81.63%
43.0
5000
129.0
171.0 5140
101.0
ozl d ALY i
m/z--> 20 40 60 80 100120140160 180200220 240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91421\
Data File : BF125495.D

Acqg On : 15 Sep 2021 2:30
Operator : JU/CG

Sample ¢ M3723-01 5X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.015 2.02 ng 82183  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 50
2 4-Bromothiophene-2-aldehyde 190 C5H3Bros 018791-75-8 50
3 4H-Cyclopenta[def]phenanthrene 190 C15H1e 000203-64-5 49
4 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 38
5 Methyl diselenide 190 C2H6Se2 007101-31-7 27
Abundance Scan 1688 (12.015 min): BF125495.D\data.ms (-1685) (1  m/z 189.10 100.00%
189.1
5000
94.7 N
165.1 e
oHH_“3‘9_mwmwm“wMwu_w‘m‘u e m/z 190.10  90.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65125: Benzaldehyde, 3,5-dichloro-2-hydroxy-
5000 Moo,
12.00

m/z 192.10 68.41%

O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64989: 4-Bromothiophene-2-aldehyde
189.0
s dmspi e
12.00
5000 82.0 ITI/Z 191.10 53.49%
39.0
163.0
117.0
M\HM ‘ 171390 | ]
ow_ww_m‘HWH_HWWWHWm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64924: 4H-Cyclopenta[deflphenanthrene slAph fpod , ‘
190.0 12.00
m/z 94.70  27.98%
5000
95.0
. 30.0 630 “‘ 1370 1630 w
\\\\‘\\\\‘\\\\‘\\\‘\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\ \‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91421\
Data File : BF125495.D

Acqg On : 15 Sep 2021 2:30
Operator : JU/CG

Sample ¢ M3723-01 5X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.721 41.82 ng 1705280  Phenanthrene-d10 11.404
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 83
3 Undecanoic acid 186 C11H2202 000112-37-8 76
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1808 (12 721 min): BF125495.D\data.ms (-1803) (1  m/z 43.05 100.00%

43.0
5000
129.1
185.1 241.2 T —
‘ ‘ ‘ 284.1 12.50 13.00
ob— “ H““ W okt bbb L m/z 73,00 94.38%
m/z--> 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 —— ==
12.50 13.00
284.C o,
‘ 185.0 241.0 ‘ m/z 60.00 93.00%
O\\“\ “‘ h H‘H‘H\HM‘ M \“\“““‘ ‘\‘\‘ “\‘\““‘
miz--> 100 150 200 250
Abundance #109281: Tetradecanoic acid
73.0
— =
43.0 12.50 13.00
5000 m/z 57.00 90.26%
129.0
185.0 228.0
oL ““ \“d‘u‘u‘ ‘M‘\‘H} ! L ul “\‘ — ‘\‘ —_—
miz--> 50 100 150 200 250
Abundance #60689: Undecanoic acid R —
60.0 12.50 13.00
m/z 55.00 80.04%
5000
29.0 1290
186.0
R O S
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91421\
Data File : BF125495.D

Acqg On : 15 Sep 2021 2:30
Operator : JU/CG

Sample ¢ M3723-01 5X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl13.951 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.951 4.98 ng 308044 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(1H-Benzimidazol-2-yl)-7-metho... 292 C17H12N203 093326-79-5 38
2 Dipyrido[1,2-a:2',1'-c]quinoxali... 292 C18H20N4 1000303-96-3 38
3 2-Cyclohexenone, 3-methoxy-5-[2,... 292 C16H2005 119101-25-6 35
4 2-Methoxy-6-(adamantyl-1)naphtha... 292 C21H240 037436-36-5 35
5 (4-Methoxynaphthalen-1-yl)(4-met... 292 C18H16N202 071811-75-1 35

Abundance Scan 2017 (13.951 min): BF125495.D\data.ms (-2014) (-  m/z 292.10 100.00%

292.1
5000
168.1207.1
.
55.0 951 14.00
49.2 ‘ s
0 A EBZ L3820 ;168,10 30.63%
mlz--> 50 100 150 200 250 300 350
Abundance #188908: 3-(1H-Benzimidazol-2-yl)-7-methoxy-2H-chrom
292.0
5000 249.0 14.00
m/z 207.05 28.45%
132.0 193.0
01\5\0\ T “6\\?1‘.\9‘\ ‘}“‘h\‘\ !‘ \“‘ b= \“"\ \‘ TT } \‘\“\ \“ L
miz--> 50 100 150 200 250 300 350
Abundance #189276: Dipyrido[1,2-a:2',1'-c]quinoxaline-7,8-dicarbonit
292.0
P
14.00
5000 ITI/Z 181.10 28.29%
41.0 180.0 235.0
‘ 84.0 127.0 ’
00— “H‘ﬂ‘\‘ ‘H‘ ‘\" i ; ‘\\‘ 1“‘“\‘”\ ‘!‘\ ‘\H’\h\‘ \‘m“\‘ \‘\ - “‘ T
miz--> 50 100 150 200 250 300 350
Abundance #188808: 2-Cyclohexenone, 3-methoxy-5-[2,3,4-trimetho; ce
292.0 14.00
m/z 193.10 24.89%
h 1l ka
68.0 151.0
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91421\
Data File : BF125495.D

Acqg On : 15 Sep 2021 2:30
Operator : JU/CG

Sample ¢ M3723-01 5X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.504 5.57 ng 344797 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Octacosane 394 (C28H58 000630-02-4 87
3 Tricosane 324 (C23H48 000638-67-5 86
4 Heptadecane 240 C17H36 000629-78-7 76
5 Pentadecane 212 C15H32 000629-62-9 74
Abundance Scan 2111 (14.504 min): BF125495.D\data.ms (-2107) (- m/z 57.00 100.00%
57.0
5000
9.1 259.1 1450 |
169.1 ’ ’
ol ‘L‘ Ay JE91 2171 (T 30613851 43,00 63.67%
mlz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 ——
14.50
m/z 71.10 55.89%
9.0
0 Il ‘“\ L H‘ I ]\'4;‘01830 268.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
L
14.50
5000 m/z 85.10 42.83%
9.0
oLl 11| ;141.0183.0225.0 281.0 337.0 394.
B o o T R L S
miz--> 50 100 150 200 250 300 350
Abundance #229645: Tricosane 7
57.0 14.50
m/z 55.00 27.52%
5000
9.0
Y00 1070 2530 %20
ol A bl e s e
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91421\
Data File : BF125495.D

Acqg On : 15 Sep 2021 2:30
Operator : JU/CG

Sample ¢ M3723-01 5X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 3,4-Dihydro-2-bromo-4,4-dim... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.580 4.61 ng 285527 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dihydro-2-bromo-4,4-dimethyl... 312 C18H17Br 071161-44-9 50
2 1H-Cyclopenta[l]phenanthrene, 2,... 218 C17H14 000723-98-8 49
3 Naphthalene, 2-(phenylmethyl)- 218 C17H14 000613-59-2 46
4 (-)-Eseroline 218 C13H18N20 000469-22-7 43
5 1-Hydroxypyrene 218 C16H100 005315-79-7 38

Abundance Scan 2124 (14.580 min): BF125495.D\data.ms (-2122) (-1 m/z 218.10 100.00%
1

218.
274.1
5000
1450 |
101.0 176. ‘ : :
o320 S 8 E‘)y‘“w“ bl 1 3293870 y/7 274.10  56.76%
mlz--> 50 100 150 200 250 300 350
Abundance #214309: 3,4-Dihydro-2-bromo-4,4-dimethyl-1-phenylnap
218.0
5000 L ‘
14.50
314.0 m/z 219.10  24.37%
Lo oo ]|
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #96916: 1H-Cyclopenta[ljphenanthrene, 2,3-dihydro-
218.0
T \
14.50
5000 m/z 202.10 23.80%
141.0
o sto 1010110 |
B e e R R
miz--> 50 100 150 200 250 300 350
Abundance #96911: Naphthalene, 2-(phenylmethyl)- “‘
218.0 14.50
m/z 203.10 15.63%
5000
141.0
29.0 91.0 | ‘
Y N DU | e
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91421\
Data File : BF125495.D

Acqg On : 15 Sep 2021 2:30
Operator : JU/CG

Sample ¢ M3723-01 5X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octadecanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.968 7.50 ng 243051 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 15-Octadecenal 266 C18H340 056554-93-9 90
3 1,19-Eicosadiene 278 C20H38 014811-95-1 87
4 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 83
5 Hexadecanal 240 C16H320 000629-80-1 80

Abundance Scan 2190 (14.968 min): BF125495.D\data.ms (-2187) (- m/z 57.00 100.00%

57.0
6.0
5000
o Al s amomerses o m
m/z--> 50 100 150 200 250 300 350
Abundance #158566: Octadecanal
43.0
82.0
5000 T T
15.00
m/z 82.05 65.45%
LR ssa0 es0o
O\‘\‘\}‘H\‘\“\‘\\“‘\“\’\\\\‘\\‘\\i\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #155917: 15-Octadecena
82.0
43.0
——
15.00
5000 ITI/Z 55.00 57.10%
0 S s s T
m/z--> 50 100 150 200 250 300 350
Abundance #171302: 1,19-Eicosadiene T
55.0 15.00
m/z 96.05 52.70%
o W»ﬂﬂm
37.0
osg [ L1017 000 200 -
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91421\
Data File : BF125495.D

Acqg On : 15 Sep 2021 2:30
Operator : JU/CG

Sample ¢ M3723-01 5X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Tetradecanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.756 13.12 ng 425149 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 98
2 Tetradecanal 212 C14H280 000124-25-4 93
3 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 93
4 Pentadecanal- 226 C15H300 002765-11-9 90
5 Docosanal 324 C22H440 057402-36-5 90

Abundance Scan 2324 (15.756 min): BF125495.D\data.ms (-2321) (- m/z 57.00 100.00%
57.0

101 —— —
15.50 16.00
1771 2651 3653
- ,l A | Doy 2229 2000 312 ST . m/z 43.00  83.05%
mlz--> 50 100 150 200 250 300 350 400
Abundance #158568: Octadecanal
43.0
06.0
5000 —r ——
15.50 16.00
m/z 82.10 70.62%
L1150 1900,2500
O\\‘\H"\‘\“\‘\‘h hh“h“\‘\T‘\“‘f\\\[‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400
Abundance #90085: Tetradecanal
57.0
—— —
15.50 16.00
5000 ITI/Z 55.00 64.71%
J e M\ﬂj\ww
otsa MLy 2o
miz--> 50 100 150 200 250 300 350 400
Abundance #275491: (2)-14-Tricosenyl formate T ——
55.0 15.50 16.00

m/z 96.05 49.02%

5000

320.0
N “‘ H‘ | 15%0194.0236.0278.0°7 " 366.0
b UL L T a0 D D 13660

m/z--> 50 100 150 200 250 300 350 400 15.50 16.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91421\
Data File : BF125495.D

Acqg On : 15 Sep 2021 2:30
Operator : JU/CG

Sample ¢ M3723-01 5X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.992 21.44 ng 694594 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Eicosane 282 C20H42 000112-95-8 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 2364 (15.992 min): BF125495.D\data.ms (-2360) (1 m/z 57.00 100.00%
57.0

5000 JKWMjkM\WAMWWWWNM\M
——
\ ‘ 9\'1 141.2183.1 266.1 16.00
ol b d i) 141218312251266.1 38728793 ./, 7165 56.82%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 L
16.00
m/z 43.05 54.50%
obdd L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
——
16.00
5000 ITI/Z 85.10 43.68%
9.0
oL Ll Hh‘ | | | 141.0183.0225.0267.0309.0 367.0
A e e T
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane —
57.0 16.00
m/z 55.00  20.28%
o M
0 % \141018302250 282.0
L P
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91421\
Data File : BF125495.D

Acqg On : 15 Sep 2021 2:30
Operator : JU/CG

Sample ¢ M3723-01 5X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Hexacosanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.809 9.93 ng 321657 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 91
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
3 Tetradecanal 212 C14H280 000124-25-4 80
4 Tetracosanal 352 C24H480 057866-08-7 52
5 Dodecane, 6-cyclohexyl- 252 C18H36 013151-86-5 49
Abundance Scan 2503 (16.809 min): BF125495.D\data.ms (-2499) (- m/z 57.00 100.00%
57.0
5000
11.1 T LT
M\ 5792070 2681 333.1 18, 16.50 17.00
0 “HMMW“““ MRk by i i m/z 43.00 82.62%
mlz--> 50 100 150 200 250 300 350 400
Abundance #287971: Hexacosanal
57.0
5000 — ——
16.50 17.00
100 m/z 82.60 71.39%
362.0
o LI L, 200 2500 a0s0 %P0
m/z--> 50 100 150 200 250 300 350 400
Abundance #158579: Oxirane, hexadecyl-
82.0
— ——
16.50 17.00
50001>g m/z 96.00 49,93%
38.0
oL LAY soag 200
miz--> 50 100 150 200 250 300 350 400
Abundance #90088: Tetradecanal “ —
57.0 16.50 17.00
m/z 55.00 49.58%
5000
LT
oL 1AL “\“m S
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91421\
Data File : BF125495.D

Acqg On : 15 Sep 2021 2:30
Operator : JU/CG

Sample : M3723-01 5X

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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|
Butane, 2-metho... 2.122 7.6 ng 323767 1 6.875 849393 20.0
Nonadecane 10.810 2.3 ng 94325 4 11.404 815551 20.0
n-Hexadecanoic ... 11.933 22.3 ng 910392 4 11.404 815551 20.0
Benzaldehyde, 3... 12.015 2.0 ng 82183 4 11.404 815551 20.0
Octadecanoic acid 12.721 41.8 ng 1705280 4 11.404 815551 20.0
unknown13.951 13.951 5.0 ng 308044 5 14.051 1238260 20.0
Octacosane 14.504 5.6 ng 344797 5 14.051 1238260 20.0
3,4-Dihydro-2-b... 14.580 4.6 ng 285527 5 14.051 1238260 20.0
Octadecanal 14.968 7.5 ng 243051 6 15.545 647956 20.0
Tetradecanal 15.756 13.1 ng 425149 6 15.545 647956 20.0
Hexacosane 15.992 21.4 ng 694594 6 15.545 647956 20.0
Hexacosanal 16.809 9.9 ng 321657 6 15.545 647956 20.0
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