LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122249.D

Acqg On : 3 Nov 2020 19:36
Operator : JU/CG

Sample : L4605-01

Misc :

ALS Vvial : 14 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122249.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.339 550 553 592 rBV 1008701 1780571 82.44% 10.505%
2 6.369 725 728 755 rBV 1214910 1892978 87.64% 11.169%
3 6.710 783 786 798 rVB 475066 493335 22.84% 2.911%
4 7.281 880 883 911 rBV 1000829 1172784 54.30% 6.919%
5 7.992 1001 1004 1024 rBV 589637 652384 30.20%  3.849%

.063 1183 1186 1204 rBV 1949535 2050213 94.92% 12.
.469 1252 1255 1266 rBV 177999 226750 10.50%
.745 1298 1302 1314 rBV 740671 756775 35.04%
10.539 1434 1437 1452 rBV 1112560 1357861 62.87%
10 11.233 1552 1555 1558 rBV 793735 757234 35.06%
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11 11.763 1639 1645 1654 rBV3 50145 117298 5.43%
12 12.292 1732 1735 1739 rBV2 20477 26585 1.23%
13 12.451 1759 1762 1767 rBV 295025 275111 12.74%
14 12.680 1796 1801 1808 rBV 251096 274008 12.69%
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15 12.815 1820 1824 1827 rBV 2476651 2159868 100.00% 12.743%
16 12.898 1835 1838 1844 rVB2 19728 32335 1.50% 0.191%
17 13.021 1856 1859 1864 rVB3 23124 38060 1.76% 0.225%
18 13.121 1873 1876 1879 rBV2 29660 29905 1.38% ©0.176%
19 13.304 1904 1907 1913 rVB2 20215 24710 1.14%  0.146%
20 13.545 1943 1948 1953 rBV 38333 44847  2.08%  0.265%
21 13.657 1962 1967 1970 rBV2 36367 48876  2.26% 288%

22 13.710 1970 1976 1983 rBV3 178415 354094 16.39%
23 13.880 2001 2005 2009 rBV 689481 800377 37.06%
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24 13.909 2009 2010 2016 rVB 148268 129738 6.01% 765%
25 14.109 2041 2044 2047 rBV 24262 25939  1.20% 153%
26 14.321 2077 2080 2082 rBV3 44209 42576 1.97% 0.251%
27 14.351 2082 2085 2089 rVV3 48159 61717 2.86% 0.364%
28 14.621 2128 2131 2136 rVB3 25379 28261 1.31% ©0.167%
29 14.921 2178 2182 2183 rBV 133376 170837 7.91% 1.008%
30 15.015 2196 2198 2205 rVB2 35004 57278 2.65% ©.338%
31 15.209 2227 2231 2235 rBV 64938 80521 3.73% 475%

32 15.274 2238 2242 2246 rBvV2 85634 122652 5.68%
33 15.321 2246 22560 2259 rVB 412796 579223 26.82%
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34 15.692 2308 2313 2318 rBV2 79416 115142  5.33% 679%
35 16.698 2480 2484 2490 rBV2 22309 36497 1.69% 215%
36 16.768 2492 2496 2504 rVB2 30278 57961 2.68% 0.342%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122249.D

Acqg On : 3 Nov 2020 19:36
Operator : JU/CG

Sample : L4605-01

Misc

ALS Vvial : 14 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-BF101220.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 17.203 2565 2570 2580 rBV3 28751 73863 3.42% 0.436%
Sum of corrected areas: 16949164
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Data Path :
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Quant Method
Quant Title

TIC Library

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
BF122249.D

3 Nov 2020 19:36

Ju/CaG

L4605-01

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-

BF101220.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122249.D

Acqg On : 3 Nov 2020 19:36
Operator : JU/CG

Sample : L4605-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.763 3.10 ng 117298  Phenanthrene-die 11.233
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 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 58

Abundance Scan 1645 (11.763 min): BF122249.D\data.ms (-1639) (- m/z 73.00 100.00%

43.0 73.0
5000
129.1
192.1
‘ ‘ HW 157.0 ‘ 527 2 256.1 11.50 12.00
I “H””MHM L L P w2 a3.es 93.66%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
151018502130 256.0 m/z 60.00 86.32%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
S T
11.50 12.00
5000 129.0 ITI/Z 41.05 81.54%
199.0
LA s ) e T
osol WML oL ]
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #84453: Tetradecanoic acid —— —
73.0 11.50 12.00
43.0 m/z 57.10 70.66%
5000
129.0
185.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122249.D

Acqg On : 3 Nov 2020 19:36
Operator : JU/CG

Sample : L4605-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Trifluoroacetoxy hexadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.710 8.85 ng 354094 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
5 1-Docosene 308 C22H44 001599-67-3 93
Abundance Scan 1976 (13.710 min): BF122249.D\data.ms (-1970) (- m/z 57.10 100.00%
57.1
111
229.1
— —
H ‘ ‘ 281.0 13.50 14.00
0l ‘“ﬁ“@“‘ﬁw«“‘WM“‘JQ““““W““ m/z 43.05 95.22%
mlz--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
5000 —r— ——
11.0 13.50 14.00
m/z 55.10  93.95%
ol blALLLLLy 080 29005200
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
—— —
13.50 14.00
5000 m/z 83.10 75.27%
11.0
169.0
o AL 0 230000 s
miz--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol T T
55.0 13.50 14.00
m/z 69.05 70.78%
5000 11.0 WMWAWMWVVf\MWWVNWMN
OI,I\ |Llgomo aeo 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\BF110320\
Data File : BF122249.D

Acqg On : 3 Nov 2020 19:36
Operator : JU/CG

Sample : L4605-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.209 2.78 ng 80521 Perylene-di2 15.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 97
2 Perylene 252 C20H12 000198-55-0 95
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93

Abundance Scan 2231 (15.209 min): BF122249.D\data.ms (-2227) (-1 m/z 252.10 100.00%

252.1
- M&
: \ —

I
too 749 170 1WOZMJM - 15.00 15.50
0l e b 505 m/Z 250.10 29.16%
miz--> 20 40 60 80 100120140160 180200220 240260 280
Abundance #104217: Benzo[e]pyrene
252.0

5000 ‘ ‘A‘ VAN
15.00 15.50

m/z 253.10  20.03%

125.0
50.0 83.0 , | 174.0 2240 |
‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘H \‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104215: Perylene
252.0 f\\
ol .

o

15.00 15.50
5000 m/z 125.00 14.10%
126.0
0 50.0 87.0 ‘H 174.0 224.0 M
R R N e R e A RRAR RS
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104226: BenzolK]fluoranthene T —

252.0 15.00 15.50

m/z 126.00  12.35%

5000
126.0
oL 510 840 M 1740 2240 M il Wl P g

m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122249.D

Acqg On : 3 Nov 2020 19:36
Operator : JU/CG

Sample : L4605-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Eicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.692 3.98 ng 115142 Perylene-di2 15.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 2313 (15.692 min): BF122249.D\data.ms (-2308) (- m/z 57.10 100.00%
57.1

1550 16,00
om‘m‘lm‘”m\H 91‘25‘31“‘ m/z 71.10 68.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
5000 — R
15.50 16.00
m/z 43.05 60.74%
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0
—— —
15.50 16.00
5000 m/z 85.05  48.59%
13.0 239.0
oL ALUTTD 000 P20 s0a0 320
miz--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane T —
57.0 15.50 16.00
m/z 55.05 24.28%
- WWMM
oL || 1 ]H | ,169.0 2250  300.0 365.0 436.
— H‘“‘w““_“‘_““H““H“‘H“ —— —
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00

8270-BF101220.M Wed Nov 04 12:38:34 2020 Page: 7



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110320\
Data File : BF122249.D

Acqg On : 3 Nov 2020 19:36
Operator : JU/CG

Sample : L4605-01

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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|
n-Hexadecanoic ... 11.763 3.1 ng 117298 4 11.233 757234 20.0
Trifluoroacetox... 13.710 8.8 ng 354094 5 13.880 800377 20.0
Benzo[e]pyrene 15.209 2.8 ng 80521 6 15.321 579223 20.0
Eicosane 15.692 4.0 ng 115142 6 15.321 579223 20.0
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