LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120320\
Data File : BF122538.D

Acqg On : 3 Dec 2020 15:25
Operator : JU/CG

Sample : L4911-03

Misc :

ALS Vvial : 10 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: BF122538.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.152 6 11 17 rVB 231218 306524 6.32% 0.743%
2 2.257 25 29 38 rvB 58224 81082 1.67% 0.196%
3 5.081 505 509 514 rBV 55853 67402 1.39% 0.163%
4 5.481 572 577 580 rBV 4041879 3905761 80.50% 9.461%
5 6.487 743 748 766 rBV 3672170 4185911 86.27% 10.140%

6 6.851 807 810 814 rBV 1367159 1188466 24.49% 2

7 7.416 901 906 909 rBV 2773000 2600322 53.59% 6.299%

8 8.139 1025 1029 1032 rBV 1823950 1509523 31.11% 3

9 9.216 1207 1212 1215 rBV 5141693 4505064 92.85% 10.913%
9.610 1276 1279 1286 rBV 160961 171305 3.53%

[
IS
=
19
B

11 9.757 1301 1304 1310 rVB 63219 57453 1.18%
12 9.892 1323 1327 1336 rBV 1818608 1832086 37.76%
13 10.686 1457 1462 1473 rBV 2946299 3155794 65.04%
14 10.810 1478 1483 1490 rVB2 81569 145289 2.99%
15 11.280 1560 1563 1568 rVB 63257 62986 1.30%

[CIRCIENEF N
)
N
Ul
3R

16 11.380 1576 1580 1583 rBV 2094013 1893838 39.03%

4.
17 11.404 1583 1584 1588 rVV 258179 168253 3.47%  ©.408%
18 11.457 1590 1593 1596 rVB 105255 94123 1.94% ©.228%
19 11.616 1617 1620 1628 rBV3 35339 65763 1.36% 0.159%
20 11.910 1667 1670 1677 rBV2 440969 489921 10.10% 1.187%
21 11.992 1681 1684 1687 rBV2 61270 65200 1.34% ©.158%
22 12.433 1756 1759 1763 rBV 60562 79105 1.63% 0.192%
23 12.516 1771 1773 1779 rVB 58446 54015 1.11% 0.131%
24 12.592 1783 1786 1790 rVV 739557 624523 12.87% 1.513%
25 12.698 1800 1804 1817 rBV3 566528 848150 17.48%  2.055%

26 12.822 1820 1825 1831 rVB 746541 750323 15.46%
27 12.969 1846 1850 1859 rVB 4889654 4851925 100.00% 11.
28 13.045 1859 1863 1866 rvv2 64218 101185 2.09%

OCOOR R
N
N
U
R

29 13.104 1870 1873 1875 rVV 85096 73823 1.52% 179%
30 13.127 1875 1877 1879 rVWW3 72258 86853 1.79% 210%
31 13.151 1879 1881 1884 rVB2 84407 71337 1.47% ©.173%
32 13.257 1895 1899 1902 rBV2 105728 129784 2.67% 0.314%
33 13.469 1933 1935 1938 rVB 54612 50242 1.04% 0.122%
34 13.657 1964 1967 1972 rVB 106393 110288 2.27% ©0.267%
35 13.769 1983 1986 1989 rBV2 66935 71851 1.48% ©.174%
36 13.821 1993 1995 2000 rvv2 57051 63964 1.32% 0.155%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120320\
Data File : BF122538.D

Acqg On : 3 Dec 2020 15:25
Operator : JU/CG

Sample : L4911-03

Misc :

ALS Vvial : 10 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 13.869 2000 2003 2007 rVB 94919 95263 1.96% ©0.231%
38 13.939 2008 2015 2023 rBv4 213546 702918 14.49% 1.703%
39 14.021 2024 2029 2032 rVV2 1878315 2166933 44.66% 5.249%
40 14.045 2032 2033 2042 rVB 410380 334044 6.88% 0.809%
41 14.186 2055 2057 2063 rVB5 50252 59520 1.23% 0.144%
42 14.410 2093 2095 2098 rVB 70610 58045 1.20% 0.141%
43 14.445 2098 2101 2104 rVB2 57612 56880 1.17% 0.138%
44 14.492 2105 2109 2114 rBVv4 63016 82819 1.71% 0.201%
45 14.880 2172 2175 2177 rBV2 39889 54414 1.12% 0.132%
46 15.063 2202 2206 2209 rBV 382997 547779 11.29%  1.327%
47 15.174 2222 2225 2228 rVB 64698 66047 1.36% ©.160%
48 15.368 2254 2258 2264 rVB 222545 284918 5.87% ©.690%
49 15.427 2264 2268 2274 rVV 195901 239153 4.93% 0.579%
50 15.492 2274 2279 2292 rVB 1079095 1562153 32.20% 3.784%
51 16.957 2522 2528 2534 rBV2 107077 221127 4.56% ©.536%
52 17.192 2564 2568 2575 rBV3 28047 64021 1.32% 0.155%

53 17.398 2597 2603 2610 rVB 82021 166404 3.43% 0.403%

Sum of corrected areas: 41281872
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120320\
BF122538.D
3 Dec 2020 15:25
Ju/ca
L4911-03

: 10 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

Abundance
5000000

4000000

3000000

2000000

1000000

o

Time-->

TIC: BF122538.D\data.ms

5.481
6.487

7.416

6.851

5 .%57 5.081

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
5000000

4000000

3000000

2000000

1000000

TIC: BF122538.D\data.ms
9.216 12.969

10.686

11.380

8.139 9.892

L 9-%&,757 0.810

0
Time-->

1 \ T
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance
5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BF122538.D\data.ms

14.021

16.9547 19b7.398

T ‘ T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120320\
Data File : BF122538.D

Acqg On : 3 Dec 2020 15:25
Operator : JU/CG

Sample ¢ L4911-03

Misc :

ALS Vvial : 10 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 4
R.T. EstConc Area Relative to ISTD R.T.
2.152 5.16 ng 306524 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 43
3 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 25
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance  Scan 11 (2.152 min): BF122538.D\data.ms (-6) (-) m/z 73.05 100.00%

73.0
5000
43.0

‘ | ‘ 2.202.302.402.502.60
\

0 ““‘“““M““,““‘“““““““““‘ m/z 43.05  37.25%
m/z--> 0 20 60 80 100 120 140
Abundance #4492.Bumme,24ﬂemoxy2—memyh M/\wwf\wwy\Aw“NMM
73.0
5000 55.0 12.202.302.402.502.60
m/z 87.10  25.61%
27.0
0 ‘_H"‘\MM‘\,\‘\MM\M““1‘0‘1‘9“_”‘_“
miz--> 0 80 100 120 140
Abundance
73.0
2502502)02%02%0
5000 m/z 55.05 24.07%

43.0
0 *\H{é?****v*w*v****\gpg\****\***‘w***
miz--> 0 20 40 60 80 100 120 140
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, meth G ER e
73.0

2.202.302.402.502.60
m/z 41.05 12.21%

5000
45.0
0 270 || 103.0  130.0147.0

\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\ RN RN RN R R

m/z--> 0 20 40 60 80 100 120 140 2.202.302.402.502.60

8270-BF110920.M Mon Dec 07 10:23:39 2020 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120320\
Data File : BF122538.D

Acqg On : 3 Dec 2020 15:25
Operator : JU/CG

Sample ¢ L4911-03

Misc :

ALS Vvial : 10 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 3
R.T. EstConc Area Relative to ISTD R.T.
11.910 5.17 ng 489921  Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Estra-1,3,5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 20
Abundance Scan 1670 (11.910 min): BF122538.D\data.ms (-1667) (- m/z 73.00 100.00%
43.1 73.0
5000
1290 192.1
—=
‘ 12.00
Y m/z 43.10  88.94%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 — 1
129.0 12.00
213.0 m/z 60.00 85.04%
L) H‘ltﬂ 157.0185.0
O \H’\l\\‘}‘\\”\” \u‘\‘\‘”!\H“‘H‘M‘\H\‘H‘HH‘H‘H‘\‘H\‘\H\‘HH‘HH“H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance
73.0
—=
43.0 12.00
5000 129.0 m/z 57.10 70.26%
171.0
214.0
101.0
O Lt Mt e e bl e e b e
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #95851: Pentadecanoic acid T
43.0 73.0 12.00
m/z 41.10 69.85%
5000 129.0
99.0
e e
O%QRh“wNNWﬁNmﬂ“WMMM‘HH_ﬂWJHWHH_‘H_HWH —r
m/z--> 20 40 60 80 100120140160 180200220240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120320\
Data File : BF122538.D

Acqg On : 3 Dec 2020 15:25
Operator : JU/CG

Sample ¢ L4911-03

Misc :

ALS Vvial : 10 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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.698 8.96 ng 848150  Phenanthrene-die 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1804 (12.698 min): BF122538.D\data.ms (-1800) (- m/z 73.00 100.00%

43.0 73.0
5000 ”Ll 129.1

185.2 241.2 UL T
284.c 12.50 13.00
‘\ \‘ I

" m/z 43.85  99.39%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131261: Octadecanoic acid
43 OH:‘HEO

o

5000 129.0 — T
12.50 13.00
185.0 2410 284 m/z 57.10 82.17%
O’HH‘UH‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
43,0 73.0
7 7
12.50 13.00
5000 129.0 m/z 60.00 80.04%
199.0 242.0
0 158.0
T T T T e P T T T [T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid — e
60.0 12.50 13.00

m/z 55.05 71.08%

5000 129.0
I i
il H ‘\ Hh”\ D

m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120320\
Data File : BF122538.D

Acqg On : 3 Dec 2020 15:25
Operator : JU/CG

Sample ¢ L4911-03

Misc :

ALS Vvial : 10 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 3-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.939 6.49 ng 702918 Chrysene-d12 14.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91
Abundance Scan 2015 (13.939 min): BF122538.D\data.ms (-2008) (- m/z 83.10 100.00%
43.1] 83.1
5000 234.1
25.1 ——
14.00
0 ‘M“w‘ %ﬁﬁ:"wﬂ@% L 1203 n/z ss.e5  99.62%
miz--> 50 100 150 200 250 300
Abundance #127771: 3-Eicosene, (E)-
57.0
97.0
5000 T
14.00
m/z 57.10 97.04%
OZZL “‘\“ \:‘H‘\?,?‘O\J\-S\Z\O‘ \22\4\0\ T \2\89\0‘ T T
miz--> 50 100 150 200 250 300
Abundance
57.0 97.0
——
14.00
5000 m/z 43.10 95.47%
139.0
019.0 181.0 222.0 264.0 308.0
e e T e
miz--> 50 100 150 200 250 300
Abundance #127770: 9-Eicosene, (E)- T
57.0 14.00
m/z 97.10 89.23%
97.0
5000
Ozz.L ‘h‘ | | 1390 1810 2230 2800
e e e P
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120320\
Data File : BF122538.D

Acqg On 3 Dec 2020 15:25

Operator : JU/CG

Sample L4911-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
: 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 Benzo[e]pyrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.368 3.65 ng 284918 Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
3 Perylene 252 C20H12 000198-55-0 97
4 Benzo[a]pyrene 252 C20H12 000050-32-8 96
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95

Abundance Scan 2258 (15.368 min): BF122538.D\data.ms (-2254) (- m/z 252.10 100.00%
252.1
— =
1251 15.00 15.50
oL 509 860 | | 16211980, [ 3031 ., 25510 27.93%
miz--> 50 100 150 200 250 300
Abundance #104217: Benzo|e]pyrene
252.0
5000 . e
15.00 15.50
m/z 253.10 20.81%
125.0
0390 830 | 200.0
L ‘ T T T T ‘ T T T ‘ L ‘ L L ‘ LI
miz--> 50 100 150 200 250 300
Abundance
252.0
T 5
15.00 15.50
5000 m/z 125.10 12.64%
126.0
0 87.0 200.0
T T e
m/z--> 50 100 150 200 250 300
Abundance #104214: Perylene — —
252.0 15.00 15.50
m/z 126.10 10.46%
5000
125.0
ol7.0 83.0 | \H 163.0200.0 . ||
e A e i T o -
m/z--> 50 100 150 200 250 300 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120320\
Data File : BF122538.D

Acqg On : 3 Dec 2020 15:25
Operator : JU/CG

Sample : L4911-03

Misc

ALS Vvial : 10 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... 2.152 5.2 ng 306524 1 6.857 1188470 20.0
n-Hexadecanoic ... 11.910 5.2 ng 489921 4 11.380 1893840 20.0
Octadecanoic acid 12.698 9.0 ng 848150 4 11.380 1893840 20.0
3-Eicosene, (E)- 13.939 6.5 ng 702918 5 14.021 2166930 20.0
Benzo[e]pyrene 15.368 3.6 ng 284918 6 15.492 1562150 20.0
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