LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111320\
Data File : BF122331.D

Acqg On : 13 Nov 2020 16:10
Operator : JU/CG

Sample : L4723-02

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-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122331.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.116 3 5 17 rVB 703049 838089 20.17% 1.832%
2 5.469 576 575 578 rBV 4443217 4060353 97.71% 8.877%
3  6.481 742 747 750 rBV 4502053 4155710 100.00%  9.085%
4 6.686 778 782 788 rBV 136443 122575 2.95% 0.268%
5 6.863 809 812 816 rVB 1718597 1354207 32.59% 2.961%

6 7.422 903 907 910 rBV 3197607 2647896 63.72%
7 8.145 1027 1030 1034 rBV 2042557 1773744 42.68%
8 9.222 1209 1213 1217 rBV 4434503 4045780 97.35%
9 9.616 1276 1280 1284 rBV 1087054 851554 20.49%

9.904 1325 1329 1332 rBV 2478305 2021433 48.64%
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N
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R

11 10.410 1411 1415 1418 rBV = 126222 106970 2.57%
12 10.686 1458 1462 1474 rBV 3163285 2712596 65.27%
13 11.286 1562 1564 1569 rVB2 50754 57395 1.38%
14 11.386 1577 1581 1583 rBV 2531774 2118075 50.97%

R hAOUO®
=
N
U1
B

15 11.410 1583 1585 1588 rVV 676612 524673 12.63% 147%
16 11.463 1591 1594 1597 rVB 81046 73883 1.78% 0.162%
17 11.610 1615 1619 1622 rBV2 49843 53069 1.28% ©.116%
18 11.886 1663 1666 1668 rBV 115792 110572 2.66% ©.242%
19 11.916 1668 1671 1675 rVV 687790 808577 19.46% 1.768%
20 11.951 1675 1677 1682 rVV2 169892 214626 5.16% 0.469%
21 11.998 1682 1685 1688 rVV 198237 238553 5.74%  ©.522%
22 12.021 1688 1689 1694 rVB 110462 71686 1.73% 0.157%
23 12.186 1714 1717 1718 rBV 70134 66655 1.60% ©.146%
24 12.204 1718 1720 1725 rVB2 99338 94327 2.27%  ©.206%
25 12.374 1745 1749 1754 rVB2 138353 170996 4.11% ©.374%
26 12.439 1756 1760 1763 rBV2 91298 109087 2.62% 0.238%
27 12.474 1763 1766 1768 rBV3 54835 65101 1.57% 0.142%
28 12.521 1771 1774 1778 rBvV2 71397 77288 1.86% ©.169%
29 12.557 1778 1780 1783 rBV 60453 49834 1.20% ©0.109%
30 12.598 1783 1787 1791 rBV 1153180 942621 22.68% 2.061%

31 12.704 1801 1805 1811 rBV3 410607 663084 15.96%
32 12.827 1820 1826 1829 rBV 1063410 979726 23.58%
33 12.874 1832 1834 1839 rVB2 51660 74004  1.78%
34 12.974 1847 1851 1854 rBV 4784501 3986254 95.92%
35 13.045 1859 1863 1866 rBVv3 = 76498 108867 2.62%

® 00O NRKR
=
(o))
N
B

36 13.133 1875 1878 1880 rBV3 65355 86079 2.07% 0.188%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111320\
Data File : BF122331.D

Acqg On : 13 Nov 2020 16:10
Operator : JU/CG

Sample : L4723-02

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-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.157 1880 1882 1884 rVB 133229 104277 2.51% ©0.228%
38 13.221 1884 1893 1896 rBv2 103885 139314  3.35% ©.305%
39 13.257 1896 1899 1902 rBV2 121077 120028 2.89% 0.262%
40 13.351 1912 1915 1918 rVB 87723 64674 1.56% 0.141%
41 13.380 1918 1920 1925 rBV 75363 65359 1.57% ©.143%
42 13.457 1930 1933 1942 rVB8 29517 57800 1.39% 0.126%
43 13.657 1964 1967 1973 rVB 93179 108279 2.61% 0.237%
44 13.774 1982 1987 1990 rBV2 99992 142649 3.43% 0.312%
45 13.804 1990 1992 1994 rVWV 88136 67624 1.63% 0.148%
46 13.827 1994 1996 2000 rvv2 63161 74618 1.80% ©.163%
47 13.880 2000 2005 2014 rVV3 391856 679621 16.35% 1.486%
48 14.027 2024 2030 2032 rBV2 2453833 2590348 62.33% 5.663%
49 14.051 2032 2034 2039 rVB 533890 456023 10.97% 0.997%
50 14.133 2045 2048 2051 rBV2 55935 50275 1.21% eo.110%
51 14.204 2057 2060 2063 rVB3 54535 62847 1.51% ©.137%
52 14.409 2091 2095 2098 rBV 90635 100266 2.41% 0.219%
53 14.445 2098 2101 2104 rVB 85498 77717 1.87% 0.170%
54 14.504 2105 2111 2114 rBV5 94357 128073 3.08% ©.280%
55 14.557 2118 2120 2123 rVB3 60146 58773 1.41% ©.128%
56 14.815 2158 2164 2166 rBV6 49401 80977 1.95% 0.177%
57 15.062 2201 2206 2209 rBV 424867 611733 14.72%  1.337%
58 15.168 2219 2224 2228 rVB3 66839 120364 2.90% ©.263%
59 15.368 2254 2258 2263 rVB 259270 299953 7.22%  0.656%
60 15.427 2264 2268 2274 rBV 318904 372006 8.95% ©.813%
61 15.492 2274 2279 2283 rBV 1570506 1945718 46.82%  4.254%
62 15.980 2359 2362 2366 rBV2 45259 63633 1.53% 0.139%
63 16.498 2445 2450 2452 rBV4 43859 76263 1.84% 0.167%
64 16.945 2521 2526 2535 rVB2 140957 291352 7.01% 0.637%
65 17.186 2562 2567 2571 rBv4 29739 60732 1.46% ©.133%

66 17.386 2596 2601 2610 rVB 122698 233190 5.61% ©.510%

Sum of corrected areas: 45740425
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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\BF111320\

BF122331.D
: 13 Nov 2020 16:10
Ju/CG
L4723-02
: 8 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF122331.D\data.ms
5.469

116

6.481

6.863

6.686

7.422

Time-->

\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\L\\\‘\\\

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

Abundance

4000000

3000000

2000000

1000000

TIC: BF122331.D\data.ms
9.222

10.686

9.904 11.386

8.145

9.616

10.410
A

12.

12.5982 827

b74

0
Time-->

‘ D ‘
10.00 10.50 11.00 11.50

\
12.00

Abundance

4000000

3000000

2000000

1000000

Time-->

TIC: BF122331.D\data.ms

14.027

17.50

18.00

T ‘ T
18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111320\
Data File : BF122331.D

Acqg On : 13 Nov 2020 16:10
Operator : JU/CG

Sample 1 L4723-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.116 12.38 ng 838089 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 5 (2.116 min): BF122331.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000
43.1
55.1 87.1
R R RRRRNRR RS
‘ 2.202.302.402.50
) A 1| ¥ O R AN m/z 43.10  36.08%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 AL R R RN RN
43.0 2.202.302.40 2.50
550 87.0 m/z 55.10  26.21%
29.0 |
O\\’\\\H“\\\\“}\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73.0
T
2.202.302.402.50
5000 43.0 m/z 87.10 24.63%
58.0
29.0 87.0
o
miz--> 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy- R RRREE R
73.0 2.202.302.402.50
m/z 41.10 12.79%
5000
45.0
29.0
Ol AL 920 1010
m/z--> 20 30 40 50 60 70 80 90 100 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111320\
Data File : BF122331.D

Acqg On : 13 Nov 2020 16:10
Operator : JU/CG

Sample 1 L4723-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.916 7.64 ng 808577  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 92

Abundance Scan 1671 (11.916 min): BF122331.D\data.ms (-1668) (- m/z 73.00 100.00%
43.1 73.0 1921

—

5000
—
I 227.2 256.1 12.00
O e m/z 43.10 96.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
97.0 1570 g5 2130 2560 m/z 192.10  83.18%
0 RRRR “1‘\ \H!H \H‘{‘\“H!“{ \‘1“““\ \‘M T ey “\ T \“ T \‘\ i \‘\ T \“ T \“\ T ARE T !“ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192.0
e
12.00
5000 m/z 60.00 82.14%
96.0 165.0
0 63.0 139.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl- —
192.0 12.00
m/z 41.05 73.43%
5000

=
o]
(4]
o

94.0 ’
0270 630 | 13\90\” M‘\ I HH
T T T T T T T T T T T T T T T —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111320\
Data File : BF122331.D

Acqg On : 13 Nov 2020 16:10
Operator : JU/CG

Sample 1 L4723-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 1,2-Benzenedicarboxylic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.951 2.03 ng 214626  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 78
2 Phthalic acid, isobutyl 3-methyl... 290 C17H2204 1000357-10-1 78
3 Phthalic acid, butyl isohexyl ester 306 C18H2604 1000309-03-6 78
4 Phthalic acid, butyl 3-methylbut... 290 C17H2204 1000315-44-7 78
5 Phthalic acid, butyl hexyl ester 306 C18H2604 1000308-99-5 78
Abundance Scan 1677 (11.951 min): BF122331.D\data.ms (-1675) (- m/z 149.00 100.00%
149.0
5000
12.00
56.1  104.0 1781 223.1 :
Obrrrrtrartp bbb e e e e M/Z 150,00 9.41%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #125898: 1,2-Benzenedicarboxylic acid, bis(2-methylpro
149.0
5000
12.00
57.0 223.0 m/z 104.00 5.91%
O‘\\H“‘H\1’\‘\\}‘\\%\0’14'\.\()\‘\H\‘H‘\\‘\‘HJ-\??.\O\’\‘\H“HH‘HH‘\Z\Z‘Q\.\()H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
149.0
W
12.00
5000 m/z 76.00 4.05%
68.0
223.0
0l..39.0 104.0 290.(
[ T e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 ﬂ
Abundance #149553: Phthalic acid, butyl isohexyl ester o o 4l lu Ay
149.0 12.00
m/z 223.10 3.54%
5000
43.0 104.0 223.0
RTINS WA S — A
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111320\
Data File : BF122331.D

Acqg On : 13 Nov 2020 16:10
Operator : JU/CG

Sample 1 L4723-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.998 2.25 ng 238553  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 55
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 46
3 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 43
4 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 43
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 42

Abundance Scan 1685 (11.998 min): BF122331.D\data.ms (-1682) (- m/z 189.10 100.00%
189.1
5000
94.8
165.1 T
12.00
39.0 631 139.0
o‘_m,m‘mHw,m“:_‘1‘1‘7‘9”u_mw‘“m_ i m/z 190.10  99.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190.0
5000 }w -
12.00
95.0 m/z 192.10 83.62%
390 630 01570 1630
\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
1200
5000 m/z 191.10 64.10%
95.0 165.0
0 63.0 125.0
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52827: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190.0 1200
m/z 94.80 26.63%
5000
95.0 4340 162.0
400 670 ‘ | m ‘
O et St M
m/z--> 20 40 60 80 100 120 140 160 180 200 12 OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111320\
Data File : BF122331.D

Acqg On : 13 Nov 2020 16:10
Operator : JU/CG

Sample 1 L4723-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.704 6.26 ng 663084  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1805 (12.704 min): BF122331.D\data.ms (-1801) (- m/z 43.10 100.00%

431 730
5000 129.1

185.1
241.2 U T
‘ ‘ ‘ 284 12.50 13.00
ok MM b o Ll b L hjz 73.00 91.73%
miz--> 50 100 150 200 250
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0 AU T
12.50 13.00

284.C g
1850 5410 ‘ m/z 57.10  76.35%
I

ol— \“ “ \‘ ‘H‘H M \M‘ h} \“ i L ‘L “\‘ \‘ - \‘ “\ ‘\‘ —
m/z--> 50 100 150 200 250
Abundance
43.0 73.0

7 —
12.50 13.00

5000 256.0 m/z 60.00  74.65%
129.0
213.0
171.0
ob—d Wl Wbl o b L)L L
m/z--> 50 100 150 200 250
Abundance #84453: Tetradecanoic acid — e
73.0 12.50 13.00
430 m/z 41.05  73.41%
5000
129.0
185.0 228.0
oL ““ “‘J‘u‘u“ ;M‘\‘u} “ ‘ I m‘\ “\‘ \‘ — ‘\‘ — - — —
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\BF111320\
Data File : BF122331.D

Acqg On : 13 Nov 2020 16:10
Operator : JU/CG

Sample 1 L4723-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Heptadecyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.880 5.25 ng 679621 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93
Abundance Scan 2005 (13.880 min): BF122331.D\data.ms (-2000) (- m/z 57.10 100.00%
57.1
o WAJNwWMMWA\JhW«AWW
o s
71 230.1 . .
owp‘ ‘H““\‘W«m“““2?9‘3‘””_”‘_‘” m/z 43.10  90.65%
miz--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate
57.0
5000 — —
110 13.50 14.00
m/z 55.00 86.64%
oLl i ‘ ¥ | ‘\ ,168.0  238.0283.0 334.0
\\‘\\\\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
— —
13.50 14.00
5000 m/z 83.10 82.11%
111.0
169.0
0 238.0283.0 434.1
L R B e R SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester — —
43.0 13.50 14.00
m/z 97.05 71.66%
) JM
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111320\
Data File : BF122331.D

Acqg On : 13 Nov 2020 16:10
Operator : JU/CG

Sample 1 L4723-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.368 3.08 ng 299953 Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 95
5 Perylene 252 C20H12 000198-55-0 93
Abundance Scan 2258 (15.368 min): BF122331. D\data ms (-2254) (- m/z 252.10 100.00%
25p.
5000
— e
125.0 15.00 15.50
0. 500 870 | 16302001, | 365 .. 55005 30.02%
miz--> 50 100 150 200 250 300 350
Abundance #104217: Benzo|e]pyrene
252.0
5000 - e
15.00 15.50
m/z 253.10 22.20%
1 \“ I

125.0
0 39.0 83.0 200.0
\\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
T 5

15.00 15.50
5000 m/z 125.00 12.91%
126.0
0 87.0 200.0
L B e L B e e e I R AR AR A
m/z--> 50 100 150 200 250 300 350
Abundance #104223: Benzo[j]fluoranthene

252.0 15 00 15 50

m/z 125.95 10.50%

5000
126.0
0,390 870 MM 163.0200.0 |

m/z--> 50 100 150 200 250 300 350 15. 00 15 50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111320\
Data File : BF122331.D

Acqg On : 13 Nov 2020 16:10
Operator : JU/CG

Sample : L4723-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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|
Butane, 2-metho... 2.116 12.4 ng 838089 1 6.863 1354210 20.0
n-Hexadecanoic ... 11.916 7.6 ng 808577 4 11.386 2118080 20.0
1,2-Benzenedica... 11.951 2.0 ng 214626 4 11.386 2118080 20.0
4H-Cyclopenta[d... 11.998 2.3 ng 238553 4 11.386 2118080 20.0
Octadecanoic acid 12.704 6.3 ng 663084 4 11.386 2118080 20.0
Heptadecyl trif... 13.880 5.3 ng 679621 5 14.027 2590350 20.0
Benzo[e]pyrene 15.368 3.1 ng 299953 6 15.492 1945720 20.0
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