LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120920\
Data File : BF122632.D

Acqg On : 10 Dec 2020 2:37

Operator : JU/CG

Sample : L4984-01

Misc . TR3-A-D-COMP

ALS Vvial : 19 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: BF122632.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 5 9 20 rvB 53637 91548 2.18% 0.294%
2 2.246 23 27 40 rVB 60976 95048 2.26% 0.306%
3 5.063 499 506 515 rBV 82508 112622 2.68% 0.362%
4 5.457 568 573 577 rBV 3299879 3551491 84.49% 11.424%
5 6.469 740 745 764 rBV 3456290 3806118 90.55% 12.243%

6 6.840 804 808 811 rBV 1216623 1080486 25.70% 3

7 7.398 898 903 906 rBV 2448762 2391840 56.90% 7

8 7.604 934 938 941 rVB 60784 56875 1.35% ©.183%

9 8.122 1022 1026 1037 rBV 1610953 1442011 34.30% 4
9.198 1204 1209 1212 rBV 4851997 4203505 100.00% 13.

11 9.592 1272 1276 1285 rVB 330386 341931 8.13%
12 9.875 1320 1324 1335 rBV 1879238 1686120 40.11%
13 10.663 1454 1458 1471 rBV 2538391 2395940 57.00%
14 11.363 1573 1577 1580 rBV 1804316 1660252 39.50%
15 11.892 1664 1667 1678 rBV2 189764 254635 6.06%

(RN, B NIV, B
N
(]
~N
B

16 12.575 1779 1783 1787 rBV 186078 169364

4 0.
17 12.675 1797 1800 1813 rBV2 154907 229903 5.47% 0.740%
18 12.798 1817 1821 1825 rVB 149785 155040 3.69% 0.499%
19 12.945 1842 1846 1850 rBV 3990414 3931993 93.54% 12.648%
20 13.904 2002 2009 2018 rBV4 62538 239684 5.70% 0.771%
21 13.998 2019 2025 2028 rBV 1429881 1350345 32.12% 4.344%
22 14.469 2100 2105 2109 rBV5S 33698 56451 1.34% 0.182%
23 15.033 2197 2201 2205 rBV 88139 144212 3.43% 0.464%
24 15.333 2249 2252 2259 rVB 58339 73325 1.74% 0.236%
25 15.398 2259 2263 2268 rBV 57906 84822 2.02% 0.273%
26 15.463 2268 2274 2284 rVV 1016515 1331797 31.68% 4.284%
27 16.910 2517 2520 2529 rVB2 39658 74015 1.76% 0.238%
28 17.345 2590 2594 2602 rVB2 35439 77159 1.84% 0.248%
Sum of corrected areas: 31088532
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120920\
Data File : BF122632.D

Acqg On : 10 Dec 2020 2:37

Operator : JU/CG

Sample : L4984-01

Misc . TR3-A-D-COMP

ALS vial : 19 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

Abundance TIC: BF122632.D\data.ms

4000000

5457 6.469

3000000
7.398

2000000

6.840
1000000

12246 5.063 L 7.604

\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“V_Y*\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 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 TIC: BF122632.D\data.ms
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Abundance TIC: BF122632.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120920\
Data File : BF122632.D

Acqg On : 10 Dec 2020 2:37

Operator : JU/CG

Sample : L4984-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

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 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
5.063 2.08 ng 112622 1,4-Dichlorobenzene-d4 6.840
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 12
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 506 (5.063 min): BF122632.D\data.ms (-499) (-) m/z 42.95 100.00%
59.1
5000
101.1 R e AR R
| 83.0 4.80 5.00 5.20 5.40 .
\\\\‘\\\\‘H\\‘\“i\\\\“\\\\“\\\\‘\\\\‘\\ m/Z 59.10 57.53%
miz--> 20 40 60 80 100 120 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T
59.0 4.80 5.00 5.20 5.40
m/z 101.10 22.40%
270 || a0 1010
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance
43.0
amam s R
4.80 5.00 5.20 5.40
5000 m/z 58.00 17 .44%
101.0
15.0 60.0  84.0
T T T T T T
miz--> 20 40 60 80 100 120 140
Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester N EERRaEEEE
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.78%
5000 41.0
SR {0 SO -1 U YR
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120920\
Data File : BF122632.D

Acqg On : 10 Dec 2020 2:37

Operator : JU/CG

Sample : L4984-01

Misc . TR3-A-D-COMP

ALS vial : 19 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.892 3.07 ng 254635  Phenanthrene-die 11.363
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 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Undecanoic acid 186 C11H2202 000112-37-8 62

Abundance Scan 1667 (11.892 min): BF122632.D\data.ms (-1664) (- m/z 73.00 100.00%
43.0 730

5000 129.1

213.2

[

157.118511

—
| 11.50 12.00
— m/z 43.05 86.96%

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 T
11.50 12.00

m/z 59.95 84.08%

Hl 11
Mu‘

97.0 157 0185, 0213 0 256.0
H H‘H\ \H ul

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance
43.0 73.0
— e
11.50 12.00
5000 129.0 ITI/Z 41.05 72.26%
199.0
101.0 157.0 242.0
15.0
T T T [ T T e T T T T
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid “ —
73.0 11.50 12.00

m/z 57.10 71.87%

43.0
5000
129.0
185.0 228.0
\M‘%\MLH 157.0 ‘

- —
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\BF120920\
Data File : BF122632.D

Acqg On : 10 Dec 2020 2:37

Operator : JU/CG

Sample : L4984-01

Misc . TR3-A-D-COMP

ALS vial : 19 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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.675 2.77 ng 229903  Phenanthrene-die 11.363
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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Undecanoic acid 186 C11H2202 000112-37-8 60

Abundance Scan 1800 (12.675 min): BF122632.D\data.ms (-1797) (- m/z 43.10 100.00%

43.1 73.0
5000 129.0

1852 2412 ) e —
‘ ‘ 284.: 12.50 13.00
h‘\ J \‘HM ‘\‘\\ ‘u \u‘ “m‘ L ‘i\ ‘\ : \‘ L

R ﬂ‘ m/z 73.00 95.13%

m/z--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
129.0

5000 et e
12.50 13.00
m/z 60.00 82.84%
185.0 2410 284 /
_ “\" i ‘u\“\h‘\ I T ‘ - | . 1
m/z--> 50 100 150 200 250
Abundance
43.0 73.0
s poreeet —
12.50 13.00
5000 129.0 m/z 57.10 78.92%
199.0 2420
167.0
e R
m/z--> 50 100 150 200 250
Abundance #84453: Tetradecanoic acid —— e
73.0 12.50 13.00

m/z 55.05 67.10%

43.0
5000
129.0
185.0 228.0
m k\

b T T
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\BF120920\
Data File : BF122632.D

Acqg On : 10 Dec 2020 2:37

Operator : JU/CG

Sample : L4984-01

Misc . TR3-A-D-COMP

ALS vial : 19 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 6 Heptafluorobutyric acid, pe... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.904 3.55 ng 239684 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance Scan 2009 (13.904 min): BF122632.D\data.ms (-2002) (- m/z 83.10 100.00%
83.1
2000 NMA//\'M
——
39 ‘ ‘1391 189. 1234.0 327.1 14.00
“‘“ﬂ“uN‘WMW“““ e m/z 4310 94.14%
miz--> 50 100 150 200 250 300 350 400
Abundance  #220103: Heptafluorobutyric acid, pentadecyl ester
57.0
5000 T
11.0 14.00
m/z 57.05 92.06%
169.0
T \“\ ‘\““\ T \‘ \“‘ 1 “ - T ‘\ T \21\2\(\)2\5‘5\9\ L L \40‘6\(\
m/z--> 50 100 150 200 250 300 350 400
Abundance
83.0
——
14.00
5000 m/z 69.00 86.71%
29.0 139.0
182.0 236.0280.0
B o e T
miz--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol —
55.0 14.00
m/z 55.05 86.12%
\h L “ \‘ “ H o 210 0 266 0
e ‘ e A R e ——
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120920\
Data File : BF122632.D

Acqg On : 10 Dec 2020 2:37

Operator : JU/CG

Sample : L4984-01

Misc . TR3-A-D-COMP

ALS vial : 19 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 7 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.033 2.17 ng 144212 Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
4 Perylene 252 C20H12 000198-55-0 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 87
Abundance Scan 2201 (15.033 min): BF122632.D\data.ms (-2197) (- m/z 252.10 100.00%
252.1
N T
41.0 75.0 174.0 211. 15.00
0 720 “‘u‘”‘ L Aa02e 32wz 253.10  24.18%
miz--> 50 100 150 200 250 300
Abundance #104217: Benzole]pyrene
252.0
5000 ! “W“/k“ t—
15.00
m/z 250.10 22.94%
125.0
T \50‘0\ \8‘\?,\0 “ \‘H 1‘58\(\] \2\099\ L h“ L ‘ T T T T
miz--> 50 100 150 200 250 300
Abundance
252.0 /\ /\
LA
1500
5000 ITI/Z 124.95 11.32%
126.0
87.0 200.0
—T 77
miz--> 50 100 150 200 250 300
Abundance #104227: Benz[e]acephenanthrylene
252.0 1500
m/z 126.00 11.11%
5000
126.0
90 70 | ero2000 | o
m/z--> 50 100 150 200 250 300 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120920\
Data File : BF122632.D

Acqg On : 10 Dec 2020 2:37

Operator : JU/CG

Sample : L4984-01

Misc . TR3-A-D-COMP

ALS Vvial : 19 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|
2-Pentanone, 4-... 5.063 2.1 ng 112622 1 6.840 1080490 20.0
n-Hexadecanoic ... 11.892 3.1 ng 254635 4 11.363 1660250 20.0
Octadecanoic acid 12.675 2.8 ng 229903 4 11.363 1660250 20.0
Heptafluorobuty... 13.904 3.5 ng 239684 5 13.998 1350350 20.0
Benzo[e]pyrene 15.033 2.2 ng 144212 6 15.463 1331800 20.0
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