LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90721\
Data File : BF125386.D

Acqg On : 7 Sep 2021 14:15
Operator : JU/CG

Sample : M3660-01 5X

Misc :

ALS vial : 8 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: BF125386.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.151 7 11 28 rVB 210614 390752 22.28% 2.017%
2 5.516 579 583 591 rBV 421971 442447 25.23% 2.283%
3 6.522 751 754 766 rBV 341599 392412 22.37% 2.025%
4 6.898 814 818 824 rBV 812985 693165 39.52% 3.577%
5 7.457 910 913 922 rVB 251698 236639 13.49% 1.221%
6 8.180 1032 1036 1042 rVB 867056 743679 42.40%  3.838%
7 9.251 1215 1218 1226 rBV 479509 411884 23.49% 2.126%
8 9.651 1282 1286 1293 rVB7 16370 31835 1.82% 0.164%
9 9.798 1305 1311 1315 rWV 61216 60271 3.44% 0.311%
10 9.933 1331 1334 1338 rBvV 949433 766726 43.72% 3.957%
11  9.969 1338 1340 1342 rVB 36623 28630 1.63% 0.148%
12 10.139 1364 1369 1372 rVB3 29880 45159 2.57% 0.233%
13 10.480 1424 1427 1431 rVB 45648 44645 2.55% 0.230%
14 10.721 1465 1468 1478 rVB 290821 270207 15.41%  1.394%
15 10.839 1484 1488 1495 rVB6 30433 61679 3.52% ©.318%
16 10.921 1496 1502 1505 rBV5 14790 23514 1.34% 0.121%
17 11.027 1515 1520 1523 rBvV4 22478 34388 1.96% 0.177%
18 11.063 1523 1526 1528 rBv4 16251 19437 1.11% 0.100%
19 11.274 1559 1562 1564 rBV3 30381 32518 1.85% 0.168%
20 11.316 1565 1569 1575 rVB3 25637 41411 2.36% 0.214%
21 11.421 1583 1587 1589 rBV 985875 825622 47.08% 4.261%
22 11.445 1589 1591 1595 rW 408990 324869 18.52% 1.677%
23 11.498 1597 1600 1603 rVV 145698 113690 6.48% 0.587%
24 11.527 1603 1605 1609 rVV3 15931 23901 1.36% 0.123%
25 11.657 1623 1627 1632 rBV3 32670 46041 2.63% ©0.238%
26 11.716 1633 1637 1641 rVV3 23392 37755 2.15% 0.195%
27 11.751 1641 1643 1648 rVB4 20800 27240 1.55% 0.141%
28 11.804 1649 1652 1655 rVB 32090 26780 1.53% 0.138%
29 11.939 1669 1675 1683 rBv4 298980 507670 28.95% 2.620%
30 11.998 1683 1685 1688 rVB 47634 39276  2.24% 0.203%
31 12.039 1688 1692 1694 rBV 132211 144323 8.23% 0.745%
32 12.110 1699 1704 1706 rBV4 38028 54477 3.11% 0.281%
33 12.157 1709 1712 1714 rBV4 22165 24048 1.37% 0.124%
34 12.215 1720 1722 1725 rBV 44810 41247 2.35% 0.213%
35 12.245 1725 1727 1730 rVB3 26882 20876 1.19% 0.108%
36 12.398 1750 1753 1755 rBV2 34562 33816 1.93% 0.175%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90721\
Data File : BF125386.D

Acqg On : 7 Sep 2021 14:15
Operator : JU/CG

Sample : M3660-01 5X

Misc :

ALS vial : 8 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 12.421 1755 1757 1760 rW 30739 36231 2.07% ©.187%
38 12.468 1762 1765 1767 rVV 105171 126634 7.22% ©.654%
39 12.492 1767 1769 1771 rVV2 120739 147632  8.42% 0.762%
40 12.510 1771 1772 1778 rVV3 144710 145605 8.30% ©.751%
41 12.557 1778 1780 1785 rVV2 56137 77146  4.40% 0.398%
42 12.633 1790 1793 1797 rVV 984116 907331 51.74% 4.682%
43 12.674 1797 1800 1802 rVV2 79003 78762  4.49%  0.406%
44 12.698 1802 1804 1806 rVv2 31724 29712 1.69% ©.153%
45 12.721 1806 1808 1812 rVB2 106017 122312 6.97% ©0.631%
46 12.786 1817 1819 1821 rVB 32822 26482 1.51% 0.137%
47 12.810 1821 1823 1826 rVB4 26785 23571 1.34% 0.122%
48 12.868 1826 1833 1838 rBV 953281 1064960 60.72%  5.496%
49 12.915 1838 1841 1845 rVB2 56602 66154  3.77% 0.341%
50 13.004 1849 1856 1859 rBV 626189 627683 35.79%  3.239%
51 13.080 1865 1869 1873 rBV2 82126 144359  8.23% ©.745%
52 13.168 1881 1884 1885 rBV3 71316 75657 4.31% 0.390%
53 13.192 1885 1888 1891 rVB 187492 174356 9.94%  0.900%
54 13.227 1891 1894 1897 rBV2 46700 61543 3.51% ©.318%
55 13.257 1897 1899 1902 rVB 138060 102470 5.84% ©.529%
56 13.298 1902 1906 1909 rBV2 117749 130135 7.42% 0.672%
57 13.392 1919 1922 1924 rBV 71607 66312 3.78% ©.342%
58 13.421 1924 1927 1930 rBV 81850 87918 5.01% ©.454%
59 13.568 1949 1952 1954 rBV4 74850 95293 5.43% 0.492%
60 13.704 1972 1975 1979 rVB 70557 83791 4.78% 0.432%
61 13.809 1991 1993 1996 rBV2 63603 61428 3.50% ©0.317%
62 13.839 1996 1998 2000 rBV 91981 98856 5.64% ©.510%
63 13.862 2000 2002 2004 rVV2 112203 119473 6.81% 0.617%
64 13.898 2005 2008 2010 rVVv2 142535 195194 11.13% 1.007%
65 13.927 2010 2013 2019 rVB 357512 349275 19.92% 1.803%
66 14.062 2029 2036 2039 rBV2 1227872 1753797 100.00%  9.051%
67 14.092 2039 2041 2046 rVB 524468 482403 27.51%  2.490%
68 14.168 2052 2054 2057 rBV 171815 135733 7.74%  0.700%
69 14.215 2059 2062 2067 rVVv4 108554 136370 7.78% 0.704%
70 14.451 2100 2102 2104 rVB 108439 75938  4.33% 0.392%
71 14.521 2111 2114 2116 rBV2 102573 91728 5.23% ©0.473%
72 14.574 2121 2123 2125 rVV2 91899 75316  4.29% 0.389%
73 14.598 2125 2127 2129 rVB2 74741 58873 3.36% ©0.304%
74 15.121 2211 2216 2219 rBV 575512 937666 53.46% 4.839%
75 15.227 2231 2234 2238 rBV 148239 192523 10.98% ©.994%

76 15.427 2265 2268 2275 rVB 347614 473820 27.02% 2.445%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90721\
Data File : BF125386.D

Acqg On : 7 Sep 2021 14:15
Operator : JU/CG

Sample : M3660-01 5X

Misc :

ALS vial : 8 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

77 15.498 2275 2280 2286 rBV 604716 862537 49.18% 4.451%
78 15.562 2286 2291 2294 rBV 777718 1038684 59.22% 5.360%

79 17.068 2542 2547 2555 rVB2 214647 406382 23.17% 2.097%
80 17.521 2621 2624 2632 rVB 166851 266140 15.18% 1.373%

Sum of corrected areas: 19377214
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M3660-01 5X

. 8

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90721\
BF125386.D

7 Sep 2021 14:15

Ju/caG

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90721\
Data File : BF125386.D

Acqg On : 7 Sep 2021 14:15
Operator : JU/CG

Sample : M3660-01 5X

Misc :

ALS vial : 8 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 2
R.T. EstConc Area Relative to ISTD R.T.
2.151 11.27 ng 390752 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 38
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
Abundance  Scan 11 (2.151 min): BF125386.D\data.ms (-7) (-) m/z 72.95 100.00%
73.0
R RARREREEEE R
‘ J 88.0 2.202.302.402.502.60
Ol L B9 L 880 1110 1310 0 4300 47.57%
miz-> 20 40 60 80 100 120 140
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 AR RN RN RN R
43.0 2.202.302.402.502.60
m/z 55.00 33.29%
29 |, o | sho
O\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 80 100 120 140
Abundance #9527. 3—Pentano|, 2,4-dimethyl-
73.0
T TR R AT
2.202.302.402.502.60
5000 m/z 87.00 23.99%
55.0
27.0
o120 1l P o se
miz--> 20 60 80 100 120 140
Abundance #15764.2,2/L1Tnnethyh3—pentanol R ARERRREEEEE S
73.0 2.202.302.402.502.60
m/z 41.00 16.03%
5000 55.0
39
o I ‘ A |80 1120 1200
“““““““ ““““““““““‘ TR AR
m/z--> 20 40 80 100 120 140 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90721\
Data File : BF125386.D

Acqg On : 7 Sep 2021 14:15
Operator : JU/CG

Sample : M3660-01 5X

Misc :

ALS vial : 8 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 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.939 12.30 ng 507670  Phenanthrene-d10 11.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76

Abundance Scan 1675 (11.939 min): BF125386.D\data.ms (-1669) (-  m/z 59.95 100.00%
60.0

5000
129.0

—

213.1

157.1185.1 256.1 12.00

Obrrr el m/z 43.00  94.30%

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0

5000 T
129.0 12.00
213.0 m/z 73.00 93.10%
‘ H(ﬂ 157.0185.0 ‘
O]\-ﬁl‘o\\‘l\ HH\H\M\‘\‘HH\\\““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0
—
43.0 1200
5000 m/z 57.00 80.89%
129.0
185.0 228.0
oo L
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92070: Tridecanoic acid —
73.0 12.00

m/z 41.00 71.87%

43.0
5000
129.0
1710 2140
101.0
15 0“ [l ‘ u‘\ HMM (m\ mL T ‘ | ‘

m“\lu‘;m‘\\u‘uu‘uu‘uu‘uu‘uu‘\m‘\m‘\m‘uu‘\

—
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90721\
Data File : BF125386.D

Acqg On : 7 Sep 2021 14:15
Operator : JU/CG

Sample : M3660-01 5X

Misc :

ALS vial : 8 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.039 3.50 ng 144323  Phenanthrene-die 11.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 81
2 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45
3 Methyl diselenide 190 C2H6Se2 007101-31-7 43
4 Pyrimidine, 2-chloro-5-phenyl- 190 C1OH7CIN2 022536-62-5 17
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 17

Abundance Scan 1692 (12.039 min): BF125386.D\data.ms (-1688) (1  m/z 190.05 100.00%
1

19
5000
94.6 ‘M‘ e
163.0 12.00
63.0 . .
ol 328,090 bzl 218 s 188.95  99.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 L ‘~+JNﬁ%
94.0 12.00
' m/z 192.00 36.77%
o 39.0 63.0 | 137.0 163.0 w
\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64351: 2,2'-Bis(4,5-dimethylimidazole)
420 190.0
e i
12.00
5000 ITI/Z 191.05 32.90%
0'
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64931: Methyl diselenide P ‘
190.0 12.00
m/z 94.60 21.92%
93.0
5000
160.
_—
b berprerrrere b e el A, o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90721\
Data File : BF125386.D

Acqg On : 7 Sep 2021 14:15
Operator : JU/CG

Sample : M3660-01 5X

Misc :

ALS vial : 8 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 di-p-Tolylacetylene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.468 3.07 ng 126634  Phenanthrene-die 11.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 94
2 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 93
3 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 93
4 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 91
5 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 90

Abundance Scan 1765 (12.468 min): BF125386.D\data.ms (-1762) (1  m/z 206.05 100.00%
206.1

5000
SV [IVEIOY
178. 12.50
126.0152.0
(o] m/z 191.00 36.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82923: di-p-Tolylacetylene
206.0
5000

-
12.50

m/z 205.05  28.56%

39.0 7601020 13901650 | |

O\\\‘\\\\‘\\\\’\\\\‘\\‘\\‘H\\\\‘\\\\‘\\\\‘\‘\\\‘\\1\“\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0
12.50
5000 ITI/Z 189.00 24.96%
o 51070 T woorso | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 M
Abundance #82949: Phenanthrene, 2,7-dimethyl- e e
206.0 12.50
m/z 190.10 16.01%
5000
76 0 102.0
g e e b SRR R e e pedndimes ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90721\
Data File : BF125386.D

Acqg On : 7 Sep 2021 14:15
Operator : JU/CG

Sample : M3660-01 5X

Misc :

ALS vial : 8 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 9-Methylbicyclo[3.3.1]nonane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.492 3.58 ng 147632  Phenanthrene-die 11.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Methylbicyclo[3.3.1]nonane 138 C10H18 025107-01-1 81
2 Linoelaidic acid 280 C18H3202 000506-21-8 72
3 2-Chloroethyl linoleate 342 C20H35C102 025525-76-2 72
4 Cyclooctene, 3-methyl- 124 C9H16 013152-05-1 70
5 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 64

Abundance Scan 1769 (12.492 min): BF125386.D\data.ms (-1767) (- m/z 67.00 100.00%

67.0
5000
136.1 —
183.
Ll \“\\ W Il ? ‘\ ‘\ i 394 250 8
oLl habl L LL m_m_m,wm, m/z 55.00  95.26%
miz--> 50 100 150 200 250 300 350
Abundance #19448: 9-Methylbicyclo[3.3.1]Jnonane
81.0
41.0
5000 T
12.50
123.0 m/z 81.60  85.89%
O\\U‘“‘““\“ih‘mh‘\“\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #173566: Linoelaidic acid
67.0
P
12.50
5000 ITI/Z 41.00 55.95%
09.0
7. 280.0
150.0
SO oo B0
miz--> 50 100 150 200 250 300 350
Abundance #251016: 2-Chloroethyl linoleate P
67.0 12.50
m/z 95.10 53.71%
5000
09.0
263.0
oL~ JM “H hd ““ “H‘h‘\m‘ \}u ‘H‘ EERRREE ‘\‘ Cop ‘3‘4“2’0‘ — ——
mlz--> 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90721\
Data File : BF125386.D

Acqg On 7 Sep 2021 14:15

Operator : JU/CG

Sample : M3660-01 5X

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: 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 unknownl2.510 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.510 3.53 ng 145605  Phenanthrene-die 11.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 9-Octadecenoic acid (Z)-, methyl... 296
2 11-Octadecenoic acid, methyl ester 296

3 9-Octadecenoic acid, methyl ester
4 7-Octadecenoic acid, methyl ester

296
296

5 14-Octadecenoic acid, methyl ester 296

C19H3602
C19H3602
C19H3602
C19H3602
C19H3602

000112-62-9 46
052380-33-3 46
002462-84-2 38
057396-98-2 38
056554-48-4 38

Abundance Scan 1772 (12.510 min): BF125386.D\data.ms (-1771) (-] m/z 55.00 100.00%

55.0
204.1
5000 97.0
T T \
111 e |
0“‘1M;MM\$MWMMMWMMMW¢NL"w““‘w““ggﬁ“ m/z 204.10  73.23%
mlz--> 50 100 150 200 250 300 350
Abundance #194438: 9-Octadecenoic acid (Z)-, methyl ester
55.0
7. [L
5000 oo T i;sd
264.0 :
2220 m/z 41.00 54.98%
38.0180.0°4 ‘
oL ‘\L U‘“‘h H\‘“‘H‘H“H‘ \!h‘u‘h‘ UL Py A ‘\‘ C
m/z--> 50 100 150 200 250 300 350
Abundance #194425: 11-Octadecenoic acid, methyl ester
55.0
e ‘
12.50
5000 m/Z 189.05 53.41%
ok \‘\“\H‘ fd b
miz-> 50 100 150 200 250 300 350 M
Abundance #194409: 9-Octadecenoic acid, methyl ester e Em s S
55.0 12.50
m/z 73.95 52.13%
5000
oL Hu‘ “ A
m/z--> 50 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90721\
Data File : BF125386.D

Acqg On : 7 Sep 2021 14:15
Operator : JU/CG

Sample : M3660-01 5X

Misc :

ALS vial : 8 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 Undecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.721 2.96 ng 122312  Phenanthrene-die 11.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 89
2 Dodecanoic acid 200 C12H2402 000143-07-7 76
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 59

Abundance Scan 1808 (12.721 min): BF125386.D\data.ms (-1806) (1 m/z 43.00 100.00%

43.0
73.0
5000
129.0 185.1
) — ——
‘ 2412 oy 12.50 13.00
ol “\n‘\\m\‘\w m/z 55.60  81.47%
m/z--> 50 100 150 200 250
Abundance #60690: Undecanoic acid
60.0
5000 — ——
29.0 1200 1250 13.00
' m/z 60.00 76.28%
Lo L] o
O\\‘\‘ ‘H‘ h‘\“\“h“ AL \‘|‘\\\‘\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #75716: Dodecanoic acid
60.0
T —
12.50 13.00
m/z 73.00 74.66%
5000 129.0 /
29.0
e L B
[o “ W‘H‘d HU ‘Hhu‘ ‘\ww ;h“ I \}“ L, “ ; 2‘0‘}1‘0‘ ——
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid — —
60.0 12.50 13.00
m/z 57.00 70.77%
5000 129.0
Mgm 1710 2130 2560
oL . ‘M‘H‘H W il Hh“\ M‘M} ‘\ ‘ “‘ “ “‘ \‘ ““\‘ . “\‘ . e e
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@90721\
Data File : BF125386.D

Acqg On : 7 Sep 2021 14:15
Operator : JU/CG

Sample : M3660-01 5X

Misc :

ALS vial : 8 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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.898 2.23 ng 195194 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 51
2 Pentadecane 212 C15H32 000629-62-9 49
3 Dodecane 170 C12H26 000112-40-3 25
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 25
5 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 25

Abundance Scan 2008 (13 898 min): BF125386.D\data.ms (-2005) (1  m/z 105.00 100.00%

105.0
163.1
5000 234.0
— =
‘ ‘ 13.50 14.00
ob——1L ‘m‘\“ \\!\ \‘m‘\‘\u“\“m MR “1?6‘9\‘ 4 u““l‘” " “2‘7‘8‘;:1‘ m/z 57.00 98.75%
miz--> 50 100 150 200 250
Abundance #123959: Heptadecane
57.0
5000

— —
13.50 14.00
m/z 163.05 66.96%

99.0 )
ol 2000 || [y 120 120 2400
miz-> 50 100 150 200 250
Abundance #90190: Pentadecane
57.0
0 T

13.50 14.00
5000 m/z 71.00 51.79%
99.0
0 27LO\‘\ HH\ ‘\ \\ \\‘ i 141 0 182. 0212 0
ey A A
m/z--> 50 100 150 200 250
Abundance #45481: Dodecane “ ——
57.0 13.50 14.00
m/z 43.00 50.77%
b W
27.0‘ 99.0 170.0
ol LB a0t
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90721\
Data File : BF125386.D

Acqg On : 7 Sep 2021 14:15
Operator : JU/CG

Sample : M3660-01 5X

Misc :

ALS vial : 8 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 2-(2-(2-Methoxyethoxy)ethox... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.927 3.98 ng 349275 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 83
2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 78
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C208H2206 1000366-99-4 64
4 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 52
5 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 43

Abundance Scan 2013 (13.927 min): BF125386.D\data.ms (-2010) (-  m/z 105.00 100.00%
1

05.0
149.0
5000
s
51.0 ‘ 14.00
ob b L1 1940 2581 316. .., 149,00 75.94%
miz--> 50 100 150 200 250 300
Abundance #157734: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0
149.0
5000 9.0 T
14.00
m/z 77.00  39.70%
OL\SI\O“\‘ \“‘i‘ ey ‘H\ ‘M\ T T \2‘0\9.\0\ L B e e B
miz--> 50 100 150 200 250 300
Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol
149.0
=
105.0 14.00
5000 ITI/Z 51.00 10.64%
oL 3° ‘ 196.0 239.0
"
miz--> 50 100 150 200 250 300
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy e
105.0 14.00
m/z 106.00 8.00%
149.0
5000
ol5.0 510 | 193.0 236.0
L e e e R e
m/z--> 50 100 150 200 250 300 14.00

8270-BF081821.M Wed Sep 08 15:20:37 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90721\
Data File : BF125386.D

Acqg On : 7 Sep 2021 14:15
Operator : JU/CG

Sample : M3660-01 5X

Misc :

ALS vial : 8 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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.427 9.12 ng 473820 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[a]pyrene 252 C20H12 000050-32-8 95
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
4 Perylene 252 C20H12 000198-55-0 94
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94

Abundance Scan 2268 (15.427 min): BF125386 D\data.ms (-2265) (- m/z 252.10 100.00%
25

.1
5000
125.0 1550
L4090 870, | 1980, | 3202 3682 ./, 559.05 29.21%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 T
15.50
m/z 253.10 21.68%
125.0
0390 83.0 4 | 200.0, ||
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene
252.0
—
15.50
5000 ITI/Z 125.00 12.16%
126.0
0,50:0 87.0 1 16302000 1
e e
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzol[b]fluoranthene T
252.0 15.50
m/z 126.00 9.67%
5000
126.0
0390 870 M” 16302000‘ i
e ARE B A o L e A e  RALA —
m/z--> 50 100 150 200 250 300 350 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90721\
Data File : BF125386.D

Acqg On : 7 Sep 2021 14:15
Operator : JU/CG

Sample : M3660-01 5X

Misc :

ALS vial : 8 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... 2.151 11.3 ng 390752 1 6.898 693165 20.0
n-Hexadecanoic ... 11.939 12.3 ng 507670 4 11.421 825622 20.0
4H-Cyclopenta[d... 12.039 3.5 ng 144323 4 11.421 825622 20.0
di-p-Tolylacety... 12.468 3.1 ng 126634 4 11.421 825622 20.0
9-Methylbicyclo... 12.492 3.6 ng 147632 4 11.421 825622 20.0
unknownl12.510 12.510 3.5 ng 145605 4 11.421 825622 20.0
Undecanoic acid 12.721 3.0 ng 122312 4 11.421 825622 20.0
Heptadecane 13.898 2.2 ng 195194 5 14.068 1753800 20.0
2-(2-(2-Methoxy... 13.927 4.0 ng 349275 5 14.068 1753800 20.0
Benzo[e]pyrene 15.427 9.1 ng 473820 6 15.562 1038680 20.0
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