LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122920\
Data File : BF122872.D

Acqg On : 29 Dec 2020 19:45
Operator : JU/CG

Sample : L5221-04

Misc :

ALS vial : 9 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: BF122872.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.14e 4 9 18 rVB 335902 450698 17.42%  2.115%
2 5.445 567 571 592 rBV 2532630 2466808 95.37% 11.577%
3  6.457 738 743 763 rBV 2295602 2586684 100.00% 12.139%
4 6.816 801 804 813 rBV 960291 824985 31.89% 3.872%
5 7.381 896 900 913 rBV 1559991 1650099 63.79% 7.744%
6 8.104 1018 1023 1040 rBV 1186635 1101074 42.57% 5.167%
7 9.180 1200 1206 1209 rBV 2285311 2221936 85.90% 10.427%
8 9.575 1269 1273 1281 rBV 162916 169741 6.56% 0.797%
9 9.857 1316 1321 1338 rBV 1392810 1268069 49.02% 5.951%
10 10.645 1451 1455 1468 rBV 1706228 1890900 73.10%  8.874%
11 10.774 1472 1477 1484 rVB5 17792 42009 1.62% ©0.197%
12 11.345 1570 1574 1577 rBV 1376994 1180518 45.64% 5.540%
13 11.369 1577 1578 1584 rVB 114150 74234 2.87% 0.348%
14 11.868 1661 1663 1671 rBV3 120993 134618 5.20% 0.632%
15 11.957 1676 1678 1681 rBV2 27544 27845 1.08% 0.131%
16 12.557 1777 1780 1787 rBV 182157 176033 6.81% 0.826%
17 12.786 1814 1819 1824 rBV 156919 163338 6.31% 0.767%

18 12.927 1837 1843 1853 rBV 2325665 2235054 86.41% 10.489%
19 13.862 1996 2002 2015 rBV6 79785 261549 10.11% 1.227%
20 13.986 2019 2023 2026 rBV 992993 967758 37.41%  4.542%

21 14.451 2098 2102 2105 rBV3 36966 43374 1.68% 0.204%
22 14.827 2162 2166 2171 rBV2 42086 50093 1.94% 0.235%
23 15.027 2196 2200 2207 rBV 62230 109940 4.25% 0.516%
24 15.086 2207 2210 2214 rVV2 36982 39688 1.53% 0.186%
25 15.321 2247 2250 2257 rVB 40148 57197 2.21% 0.268%
26 15.386 2257 2261 2267 rBV 52468 80384 3.11% 0.377%
27 15.451 2267 2272 2282 rVWV 728198 975357 37.71% 4.577%
28 15.886 2342 2346 2351 rVB2 39668 58712 2.27% 0.276%
Sum of corrected areas: 21308695
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 9

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122920\

BF122872.D
: 29 Dec 2020 19:45
Ju/CG
L5221-04
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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122920\
Data File : BF122872.D

Acqg On : 29 Dec 2020 19:45
Operator : JU/CG

Sample : L5221-04

Misc :

ALS vial : 9 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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.140 10.93 ng 450698 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 9 (2.140 min): BF122872.D\data.ms (-4) (-) m/z 73.10 100.00%
73.1
5000
43.0
55.0 87.1 \\\‘\\\\‘\\\\‘\\H‘\\\\‘\
‘ ‘ 2.202.302.402.50
Ot oo el b mjz 43.05 33.73%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L U AL R U B
43.0 2.202.302.402.50
550 87.0 m/z 87.10  25.26%
29.0 ‘
O\\‘\\\\‘\\\\“\\\\“\\‘\\‘\\\\‘\\\\“\}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
e RAREARRRaEES SRS
410 g 87.0 2.202.302.402.50
5000 ’ m/z 55.05 24.58%
29.0
so | H
Oty “ ‘HWmewuwww
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy- R Eaa e AR T
73.0 2.202.302.402.50
m/z 41.05 11.57%
5000
45.0
29.0
m/z--> 10 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\BF122920\
Data File : BF122872.D

Acqg On : 29 Dec 2020 19:45
Operator : JU/CG

Sample : L5221-04

Misc :

ALS vial : 9 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
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.868 2.28 ng 134618 Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 1663 (11.868 min): BF122872.D\data.ms (-1661) (- m/z 73.00 100.00%

431 730
5000 129.1
— e
11.50 12.00
o} m/z 43.10 83.76%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LN RN
11.50 12.00
157.01g5 02130  256.0 m/z 60.00 81.01%
O,
m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
N A
11.50 12.00
5000 129.0 ITI/Z 57.05 70.07%
199.0
i H\ oo
EETTIN 1 O O P
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid — T
73.0 11.50 12.00
m/z 41.05 65.30%
43.0
5000
129.0
1710 2140
101.0
oitsol ikl UK - A
m/z--> 20 40 60 80 100120140160 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\BF122920\
Data File : BF122872.D

Acqg On : 29 Dec 2020 19:45
Operator : JU/CG

Sample : L5221-04

Misc :

ALS vial : 9 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
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Peak Number 3 n-Heptadecanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.863 5.41 ng 261549 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 94
2 1-Octadecanol 270 C18H380 000112-92-5 91
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 Behenic alcohol 326 C22H460 000661-19-8 90
Abundance Scan 2002 (13.862 min): BF122872.D\data.ms (-1996) (- m/z 83.10 100.00%
3.1
43.1]
5000
25.1 - -
178.1 13.50 14.00
ol AL ‘ J JH\ | w“w\w L W20 s T g 10 6117k
miz--> 50 100 150 200 250
Abundance #107662: n-Heptadecanol-1
55.0
97.0
5000 — —
13.50 14.00
m/z 55.00  90.03%
0 :\Lg\d\‘ ‘\“ ““\ ‘\“ \“\‘H“ 1“ \‘}‘]73?(‘)“]-\699 \2‘19\0 T T T T T
miz--> 50 100 150 200 250
Abundance #119522: 1-Octadecano
43.0, 83.0
— ——
13.50 14.00
5000 m/z 69.05 78.10%
252.0
168.0
0l H “‘h‘\‘\‘ “h “ 1‘\ ‘\‘L‘ \H ‘J\ il ‘2‘0‘9'9\‘ : “‘ —
miz--> 50 100 150 200 250
Abundance #227401: Heptadecy! heptafluorobutyrate — —
57.0 13.50 14.00
m/z 43.10 74.64%
97.0
5000
39.0169.0 238.0
ol 2L Y B S s
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\BF122920\
Data File : BF122872.D

Acqg On : 29 Dec 2020 19:45
Operator : JU/CG

Sample : L5221-04

Misc :

ALS vial : 9 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 4 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.027 2.25 ng 109940 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 95
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 94
3 Benzo[e]pyrene 252 C20H12 000192-97-2 94
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
5 Perylene 252 C20H12 000198-55-0 87

Abundance Scan 2200 (15.027 min): BF122872.D\data.ms (-2196) (-  m/z 252.05 100.00%

252.1
5000
126.0 ‘ 1500 ‘
204.1 ‘ 15.00
039‘9‘w‘7“5“1‘”wHm“”wh“1“7‘?"_9”ww“lm‘_1‘”‘_“25“3:(‘ m/z 250.10  26.78%
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #104222: Benzo[a]pyrene
252.0
5000 T A\ | T T /\\ T ,/\‘\
15.00
126.0 m/z 253.10 20.71%
56.0 83.0 224.0
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #104227: Benz[e]lacephenanthrylene
25R.0 /\
Wy o' !
15. 00
5000 ITI/Z 126.00 13.84%
126.0
0 63.0 99.0, ‘\\ 174.0 2240
AR R RAARa EE e A
m/z--> 40 60 80 100120140160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252.0 15.00
m/z 125.10 10.18%
5000
125.0
0 63.0 98.0, | 1740 2240 |
e e e e e e e ——
m/z--> 40 60 80 100120 140 160 180200 220 240 260 280 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122920\
Data File : BF122872.D

Acqg On : 29 Dec 2020 19:45
Operator : JU/CG

Sample : L5221-04

Misc

ALS vial : 9 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|
Butane, 2-metho... 2.140 10.9 ng 450698 1 6.816 824985 20.0
n-Hexadecanoic ... 11.868 2.3 ng 134618 4 11.345 1180520 20.0
n-Heptadecanol-1 13.863 5.4 ng 261549 5 13.986 967758 20.0
Benzo[e]pyrene 15.027 2.3 ng 109940 6 15.451 975357 20.0
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