LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121220\
Data File : BF122692.D

Acqg On : 12 Dec 2020 22:23
Operator : JU/CG

Sample : L5045-02

Misc :

ALS Vvial : 20 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-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122692.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 21 rvB 37868 60481 2.10% ©0.235%
2 5.057 500 505 510 rBV 22579 30347 1.05% 0.118%
3 5.451 568 572 594 rBV 2441045 2602610 90.38% 10.118%
4 6.463 740 744 756 rBV 2415375 2736623 95.03% 10.639%
5 6.669 776 779 788 rBV 23501 33429 1.16% 0.130%

6 6.834 804 807 811 rBV 1006620 811625 28.18%
7 7.398 898 903 906 rBV 1787354 1656865 57.54%
8 8.116 1021 1025 1042 rBV 1069579 1066548 37.04%
9 9.192 1204 1208 1219 rBV 2998328 2879638 100.00% 11.

9.586 1271 1275 1284 rVB 206495 194260 6.75%

ORr MO W
[N
N
N
E

11 9.875 1319 1324 1327 rBV 1392039 1231344 42.76%
12 10.663 1453 1458 1469 rBV 1936549 1907464 66.24%
13 11.357 1572 1576 1579 rBV 1394018 1266123 43.97%

OO0 P~NP
(o]
N
N
R

14 11.380 1579 1580 1585 rVV 229144 157586 5.47% 613%
15 11.433 1587 1589 1592 rVB 54062 44789 1.56% 174%
16 11.863 1658 1662 1664 rBV 61565 65093 2.26% ©.253%
17 11.886 1664 1666 1671 rVB 97484 95794  3.33% 0.372%
18 11.969 1677 1680 1683 rBV2 89882 102955 3.58% ©.400%
19 11.992 1683 1684 1690 rVB 53480 49541 1.72% 0.193%
20 12.157 1709 1712 1715 rBV 36458 33728 1.17% 0.131%
21 12.333 1740 1742 1745 rBV 38016 30478 1.06% ©.118%
22 12.410 1752 1755 1758 rBV 67784 66793 2.32% 0.260%
23 12.445 1758 1761 1763 rVV2 39907 44422 1.54% 0.173%
24 12.498 1767 1770 1774 rBV2 40239 48974 1.70%  ©.190%
25 12.569 1778 1782 1786 rBV 526533 470154 16.33% 1.828%
26 12.621 1787 1791 1796 rVVv4 49959 93158 3.24% 0.362%
27 12.669 1796 1799 1803 rVB2 33875 37262 1.29% ©.145%
28 12.798 1816 1821 1827 rBV 479703 479161 16.64% 1.863%
29 12.851 1827 1830 1835 rVB3 27731 42264 1.47% 0.164%

30 12.945 1838 1846 1849 rBV 3013019 2751619 95.55% 10.698%

31 13.021 1854 1859 1866 rVB7 48401 79081 2.75% ©.307%
32 13.104 1870 1873 1875 rBV3 46415 58907 2.05% 0.229%
33 13.127 1875 1877 1880 rVB 83213 68989 2.40%  0.268%
34 13.192 1882 1888 1891 rBV 46355 60391 2.10% ©.235%
35 13.233 1891 1895 1899 rVB2 76732 75278 2.61% ©.293%
36 13.321 1907 1910 1913 rVB 38520 34872 1.21% 0.136%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121220\
Data File : BF122692.D

Acqg On : 12 Dec 2020 22:23
Operator : JU/CG

Sample : L5045-02

Misc :

ALS Vvial : 20 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-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.357 1913 1916 1919 rBV 41493 39410 1.37% ©.153%
38 13.633 1961 1963 1968 rVB 57926 65305 2.27%  ©.254%
39 13.745 1977 1982 1985 rBvV2 51478 71388 2.48% 0.278%
40 13.868 1996 2003 2017 rVB5 79579 292388 10.15% 1.137%
41 13.998 2017 2025 2028 rBV2 1229549 1378598 47.87% 5.360%
42 14.021 2028 2029 2035 rVB 268059 198484 6.89% 0.772%
43 14.104 2038 2043 2045 rVB2 30633 35231 1.22% 0.137%
44 14.163 2048 2053 2056 rBV5 17549 30902 1.07% ©.120%
45 14.386 2086 2091 2094 rVB 65274 66669 2.32% ©.259%
46 14.415 2094 2096 2100 rBV 35318 34066 1.18% ©.132%
47 14.468 2100 2105 2106 rBV3 22486 32095 1.11% ©.125%
48 14.510 2109 2112 2114 rBV 36465 42021 1.46% ©.163%
49 15.033 2197 2201 2205 rBV 183042 302767 10.51% 1.177%
50 15.145 2217 2220 2223 rVB 33059 36420 1.26% 0.142%
51 15.333 2248 2252 2258 rVB 107038 140235 4.87% ©.545%
52 15.398 2258 2263 2268 rBV 153390 196705 6.83% 0.765%
53 15.462 2268 2274 2286 rVWVW 708773 1020936 35.45%  3.969%
54 16.909 2515 2520 2530 rVB2 82872 163831 5.69% ©.637%
55 17.351 2589 2595 2604 rVB2 48207 105260 3.66% ©.409%

Sum of corrected areas: 25721357
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 12 Dec 2020 22:23

. 20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121220\
BF122692.D

Ju/CaG
L5045-02

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BF122692.D\data.ms

5.451 6.463

7.398

6.834

116 5.057 6.669

Time-->
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TIC: BF122692.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121220\
Data File : BF122692.D

Acqg On : 12 Dec 2020 22:23
Operator : JU/CG

Sample : L5045-02

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 Trifluoroacetoxy hexadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.868 4.24 ng 292388 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
3 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 92
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90

Abundance Scan 2003 (13.868 min): BF122692.D\data.ms (-1996) (-  m/z 83.05 100.00%

83.0
5000
— —
39 L } 9.0,91 2442 13.50 14.00
ob—dit WW i “‘M e m/z 57.10  93.81%
mlz--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
5000 - —
11.0 13.50 14.00
m/z 55.85  89.92%
O \\“‘\“‘ “ ] “ ‘“ “\\]\.9\6’9\\\‘2\6\9\0\ ?\2\0\()\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #220103: Heptafluorobutyric acid, pentadecyl ester
57.0
— —r
13.50 14.00
5000 ITI/Z 69.05 88.00%
\ gt
o LA, Tarpozss0  aos
miz--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate — —
57.0 13.50 14.00
m/z 97.05 78.48%
Ny (1 ‘\ o0 23802830 3340
e “, T e — ——
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\BF121220\
Data File : BF122692.D

Acqg On : 12 Dec 2020 22:23
Operator : JU/CG

Sample : L5045-02

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.333 2.75 ng 140235 Perylene-di2 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Perylene 252 C20H12 000198-55-0 96
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 95
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90

Abundance Scan 2252 (15.333 min): BF122692.D\data.ms (-2248) (1  m/z 252.05 100.00%
252.1

5000
420 740 121“:"0 1651 231 m ' 15.00 15.50
Oy 20 740 | 1651 2231 | 2810 17 25e.10  29.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104217: Benzo[e]pyrene
252.0
5000 ‘ ‘Aw .
15.00 15.50
m/z 253.10  19.84%
125.0
0 50.0 83.0 | 1740 2230 |
H\‘\\H‘HH‘\H\’\\H‘H\\‘\H\‘\\H‘HH’HH‘HH‘HH’H\‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104214: Perylene
252.0
T e
15.00 15.50
5000 m/z 124.95 16.15%
125.0
oll7.0 500 830 \H 1740 2220 |
T T T A A e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104227: Benz[e]acephenanthrylene T 7
252.0 15.00 15.50
m/z 126.00  11.81%
5000
126.0
0 39.0 87.0 ‘\‘ 174.0 223.0 M
R RN N N e e e R AARRARSARS
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121220\
Data File : BF122692.D

Acqg On : 12 Dec 2020 22:23
Operator : JU/CG

Sample : L5045-02

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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|
Trifluoroacetox... 13.868 4.2 ng 292388 5 13.998 1378600 20.0
Benzo[e]pyrene 15.333 2.8 ng 140235 6 15.462 1020940 20.0
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