LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134407.D

Acqg On : 21 Jul 2023 18:27
Operator : CG\JU

Sample : 03638-11

Misc :

ALS Vvial : 17 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134407.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.146 4 10 20 rVB 175859 237806 21.78% 2.641%
2 5.087 506 510 516 rBV 17553 21976 2.01% 0.244%
3 5.475 573 576 586 rBV 977324 965240 88.38% 10.722%
4 6.475 742 746 759 rBV 1058022 967421 88.58% 10.746%
5 6.834 804 807 818 rBV 385089 354393 32.45%  3.936%

6 7.398 899 903 0915 rBV 791583 624978 57.23% 6.942%
7 8.116 1021 1025 1028 rBV 559544 444750 40.72%  4.940%
8 9.192 1204 1208 1211 rBV 1388446 1092099 100.00% 12.131%
9 9.875 1320 1324 1327 rBV 584944 491117 44.97%  5.455%

10 10.016 1345 1348 1356 rBV 32267 41265 3.78% ©.458%
11 10.669 1455 1459 1472 rBV 777335 725329 66.42% 8.057%
12 11.369 1574 1578 1581 rBV 571736 496310 45.45% 5.513%
13 11.392 1581 1582 1587 rVB 46497 24983 2.29% 0.278%
14 11.898 1665 1668 1680 rVB3 62292 79765 7.30% 0.886%
15 11.986 1680 1683 1685 rBv2 12958 14408 1.32% ©0.160%
16 12.592 1782 1786 1789 rBV 109105 105185 63% 1.168%
17 12.686 1799 1802 1808 rBv2 14737 19716 81% 0.219%
18 12.821 1819 1825 1829 rBV 104069 103084 1.145%

19 12.963 1845 1849 1853 rBV 1102349 931334 85.28% 10.345%

R0V R WV
IS
IS
X

20 13.039 1858 1862 1868 rVB4 7175 13205 21% 0.147%
21 13.151 1879 1881 1886 rVB 14762 13278 1.22% ©.147%
22 13.257 1895 1899 1907 rVB2 13637 18767 1.72% 0.208%
23 13.539 1943 1947 1949 rBv4 11099 13775 1.26% 0.153%
24 13.874 2001 2004 2007 rVB4 12392 15207 1.39% ©0.169%
25 13.939 2007 2015 2023 rBv4 16757 55805 5.11% ©.620%
26 14.033 2026 2031 2034 rVV 393222 429015 39.28% 4.765%
27 14.057 2034 2035 2044 rVB 59037 39809 3.65% 0.442%
28 14.186 2053 2057 2059 rBv4 18407 20224 1.85% 0.225%
29 14.421 2092 2097 2100 rBV 15479 16670 1.53% 0.185%
30 15.092 2206 2211 2214 rBV 53838 83469 7.64% 0.927%
31 15.157 2219 2222 2227 rVB6 11216 16808 1.54% ©.187%
32 15.204 2227 2230 2233 rBV2 15025 15734 1.44% 0.175%
33 15.404 2261 2264 2279 rVB 32738 41948 3.84% 0.466%
34 15.474 2272 2276 2281 rVB 40816 58043 5.31% ©0.645%
35 15.539 2281 2287 2292 rBV 286526 375566 34.39% 4.172%
36 17.086 2545 2550 2557 rBV3 16399 34334 3.14% 0.381%

8270-BF062623.M Sun Jul 23 ©9:19:51 2023 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134407.D

Acqg On : 21 Jul 2023 18:27
Operator : CG\JU

Sample : 03638-11

Misc

ALS Vvial : 17 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 9002816
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 21 Jul 2023 18:27
¢ CG\JU
: 03638-11

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
BF134407.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134407.D

Acqg On : 21 Jul 2023 18:27
Operator : CG\JU

Sample : 03638-11

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.146  13.42 ng 237806 1,4-Dichlorobenzene-d4 6.840

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 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 32
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 17
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 10
Abundance  Scan 10 (2.146 min): BF134407.D\data.ms (-4) (-) m/z 73.05 100.00%
3.0
5000 43.0
R ERRRE e aaaanaE
‘ 2.202.302.402.502.60
ol b B8O myz 43.05  39.41%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT T[T [T Trri]rt
43.0 2.202.302.402.502.60
' m/z 55.05  28.49%
0 210 ‘L‘\ Js‘.o I 8%-0
\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120
Abundance
73.0
T
2.202.302.402.502.60
5000 55.0 m/z 87.10 25.01%
39.0
0 88.0 1120 129.0
A e e e
miz--> 0 20 40 60 80 100 120
Abundance #2245: Silane, tetramethyl- AR RARRRRER S
73.0 2.202.302.402.502.60
m/z 41.00 14.61%
5000
43.0
0 15\.0 I \H 58"0 ‘\ 88.0
e R T
m/z--> 0 20 40 60 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134407.D

Acqg On : 21 Jul 2023 18:27
Operator : CG\JU

Sample : 03638-11

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.898 3.21 ng 79765  Phenanthrene-d1e 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Undecanoic acid 186 C11H2202 000112-37-8 55
4 Pentadecanoic acid 242 C15H3002 001002-84-2 49
5 Tetradecanoic acid 228 C14H2802 000544-63-8 49

Abundance Scan 1668 (11.898 min): BF134407.D\data.ms (-1665) (- m/z 73.00 100.00%

43.0 ,73.0
5000 192.1
A‘ . . ‘MA‘W\N‘\ A aa
‘ 11.50 12.00
0“W‘HWJH m/z 60.00 94.28%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T U

11.50 12.00
97.0 m/z 43.05 93.51%

H 157.01g5,0213.0  256.0
\H‘HH“}‘HH!H\H‘H‘H\‘\\‘}h““\\”‘1‘\“\‘H‘HH‘HH‘\‘\H‘H\‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance
73.0
43.0

o

11.50 12.00
5000 m/z 57.10 80.45%
129.0 171.0 214.0
101.0
O e e T T e e T
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #60689: Undecanoic acid
60.0 11.50 12.00

m/z 55.00 79.06%

5000
29.0 87.0 129.0

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134407.D

Acqg On : 21 Jul 2023 18:27
Operator : CG\JU

Sample : 03638-11

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Bromoacetic acid, pentadecy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.939 2.60 ng 55805 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 89
2 1-Hexadecanol 242 C16H340 036653-82-4 55
3 1-Octadecanol 270 C18H380 000112-92-5 49
4 9-Octadecene, (E)- 252 C18H36 007206-25-9 49
5 Cyclohexadecane 224 C16H32 000295-65-8 49
Abundance Scan 2015 (13.939 min): BF134407.D\data.ms (-2007) (- m/z 83.10 100.00%
43.00 83.1
5000 234.0 302.1
125.0 W
177.1 \1\“ ‘ﬂm
i
ol LT L L 24, 43.00 98.00%
miz-> 50 100 150 200 250 300
Abundance #257310: Bromoacetic acid, pentadecyl ester
43.0 83.0
5000 T
14.00
930 m/z 55.85 96.33%
182.0
0 \“\“ “ \“\‘ \“\ T ‘U‘ \‘M‘\ \\U ‘m\ T 1‘\ “1 T \25‘5\0\ L
miz-> 50 100 150 200 250 300
Abundance
43.0
83.0 ——
14.00
5000 m/z 57.05 96.25%
125.0
196.0
ol bl L
miz--> 50 100 150 200 250 300
Abundance #161350: 1-Octadecanol T
43.0, 83.0 14.00
m/z 69.05 92.42%
5000
25.0
LT ass0 zeao
0 ““u“JM\Muﬁﬂ‘Mm —_— ——
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\BF072123\
Data File : BF134407.D

Acqg On : 21 Jul 2023 18:27

Operator : CG\JU

Sample : 03638-11

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

TIC Library
TIC Integration Parameters:

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Perylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.404 2.23 ng 41948  Perylene-d12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Perylene 252 C20H12 000198-55-0 93
2 Benzo[a]pyrene 252 C20H12 000050-32-8 89
3 Benzo[e]pyrene 252 C20H12 000192-97-2 89
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 76
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 76
Abundance Scan 2264 (15.404 min): BF134407.D\data.ms (-2261) (- m/z 252.05 100.00%
252.1
5000
125.0 A
15.50
57.0 197. 300 9 341 1
Ol e e “h‘ ‘1‘6‘2‘1‘ 9‘1 Y W‘L A S m/z 250.10  34.90%
miz--> 50 100 150 200 250 300 350
Abundance #138552: Perylene
252.0
5000
15.50
126.0 m/z 253.05 26.58%
0,500 870 | \“ 162.01980 |
\\\‘\\\\ \\\‘\\\‘\\\\\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
252.0
15.50
5000 m/z 125.00 14.61%
126.0
0 83.0 200.0
T T e T
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene i ‘WWMW
252.0 15.50
m/z 126.00 10.60%
5000
125.0
0,390 830 T 2000 . . niih U]
m/z--> 50 100 150 200 250 300 350 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134407.D

Acqg On : 21 Jul 2023 18:27
Operator : CG\JU

Sample : 03638-11

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.146 13.4 ng 237806 1 6.840 354393 20.0
n-Hexadecanoic ... 11.898 3.2 ng 79765 4 11.369 496310 20.0
Bromoacetic aci... 13.939 2.6 ng 55805 5 14.033 429015 20.0
Perylene 15.404 2.2 ng 41948 6 15.539 375566 20.0
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