LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82523\
Data File : BF134942.D

Acqg On : 25 Aug 2023 15:52
Operator : CG\JU

Sample : 04146-01

Misc :

ALS vial : 7 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-BF082223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134942.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.416 561 566 569 rBV 1986797 1869738 89.66% 12.167%
2 6.422 733 737 740 rBV 1978903 1885417 90.42% 12.269%
3 6.616 767 770 777 rBV 73838 63481 3.04% 0.413%
4 6.787 796 799 802 rBV 652742 495090 23.74%  3.222%
5 7.345 890 894 898 rBV 1245904 1140010 54.67% 7.419%
6 8.069 1013 1017 1020 rBV 720673 624707 29.96%  4.065%
7 9.145 1196 1200 1203 rBV 2623230 2030316 97.37% 13.212%
8 9.263 1216 1220 1224 rBV 588875 557188 26.72% 3.626%
9 9.822 1312 1315 1319 rBV 821756 664532 31.87% 4.324%
10 10.616 1446 1450 1453 rBV 1353701 1167291 55.98% 7.596%
11 11.316 1565 1569 1571 rBV 839268 676285 32.43% 4.401%
12 11.339 1571 1573 1576 rVB 96847 72961 3.50% 0.475%
13 11.851 1657 1660 1665 rBV ~ 158739 155044  7.44%  1.009%
14 12.427 1752 1758 1761 rBvV4 50317 59887 2.87% 0.390%
15 12.533 1771 1776 1779 rBV ~ 198923 168526 8.08% 1.097%
16 12.639 1790 1794 1800 rBV5 36688 54064 2.59% 0.352%

17 12.763 1809 1815 1818 rBV 137893 142508 6.83% 0.927%
18 12.916 1837 1841 1844 rBV 2338411 2085262 100.00% 13.570%

19 13.498 1937 1940 1943 rVB 25575 25606 1.23% 0.167%
20 13.821 1991 1995 2004 rVB5 131213 182503 8.75% 1.188%
21 13.969 2016 2020 2023 rBV 604109 576205 27.63% 3.750%
22 13.992 2023 2024 2031 rVB 46553 43365 2.08% 0.282%
23 14.069 2034 2037 2042 rBV2 45645 57620 2.76%  ©.375%
24 14.457 2100 2103 2105 rBV3 32076 30249 1.45% ©.197%
25 15.016 2194 2198 2201 rBV 30632 48531 2.33% ©0.316%
26 15.104 2210 2213 2218 rVB3 20086 29939 1.44% 0.195%

27 15.445 2266 2271 2276 rBV 353995 460720 22.09%  2.998%

Sum of corrected areas: 15367045
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 25 Aug 2023 15:52
¢ CG\JU
. 04146-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082523\
BF134942.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.M

Quant Title

TIC Library

: 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\BF@82523\
Data File : BF134942.D

Acqg On : 25 Aug 2023 15:52
Operator : CG\JU

Sample : 04146-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.616 2.56 ng 63481 1,4-Dichlorobenzene-d4 6.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Diethyl carbitol 162 C8H1803 000112-36-7 64
3 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 53
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
5 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 38
Abundance Scan 770 (6.616 min): BF134942.D\data.ms (-767) (-) m/z 45.10 100.00%
45.1
5000
72.1 SRS LS
‘ | “ g9 1 104.0 6.20 6.40 6.60 6.80 7.00
\\‘H\\‘HH‘H\\“H‘h‘H\\‘wH\‘\\‘\\‘\H\‘\H\‘\‘}H‘HH‘HH‘HH‘H m/z 59.06 36.7400
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 BRI B e e e e
6.20 6.40 6.60 6.80 7.00
2900 72.0 m/z 72.10 20.78%
\\]‘-ﬂ’r\(\J‘H\H“H\\“\‘\‘M‘H\\}‘\H\‘M\‘\\‘\ﬁ\g‘.\()\\?_‘o\‘ﬁ.?\\H‘HH‘HH"H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #38389: Diethyl carbitol
45.0
e AR
6.20 6.40 6.60 6.80 7.00
5000 72.0 m/z 73.10 15.32%
29/0
o il 1l g87.0 10304150
R AARRaRa Eaa L B e L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 !\
Abundance #10530: Ethanol, 2-(2-methoxyethoxy)- ““AN“%MﬁA“H““
45.0 6.20 6.40 6.60 6.80 7.00
m/z 43.00 13.26%
5000
20,0 90.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82523\
Data File : BF134942.D

Acqg On : 25 Aug 2023 15:52
Operator : CG\JU

Sample : 04146-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.263 16.77 ng 557188  Acenaphthene-d10 9.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8H9NO2 000621-42-1 59
3 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 59
4 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 59
5 Acetamide, N-(2-hydroxyphenyl)- 151 C8HONO2 000614-80-2 45
Abundance Scan 1220 (9.263 min): BF134942.D\data.ms (-1216) (-) m/z 43.05 100.00%
3.0
109.1
5000 151.1
R R A RARRREER S
‘ 69‘-1 | 9.00 9.20 9.40 9.60
\\\‘\\\\"‘}‘\‘\“\“‘\“‘\‘\\H“‘\\‘\H\’\“\H‘\‘\“\\\‘\“\\1\‘\\‘\\‘\\\\‘\\\\‘ m/Z 109.10 76.2100
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 L L R B R B R
9.00 9.20 9.40 9.60
69.0 m/z 151.05 43.74%
\1\5\.‘0\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“i”‘\‘\ “\ = \“ T 1 T \‘\ T ‘]‘.‘9‘2‘?‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol
109.0
R R ARERS R
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 21.80%
43.0
80.0
\1\5\.(‘)\‘\\\"\\1‘\‘H\\“‘\\H’\{‘H‘\H\‘Hl\‘uu‘um‘mu‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28920: m-Isopropoxyaniline R RS ANARE RN R
109.0 9.00 9.20 9.40 9.60
m/z 69.10 14.07%
5000
151.0
80.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82523\
Data File : BF134942.D

Acqg On : 25 Aug 2023 15:52
Operator : CG\JU

Sample : 04146-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.851 4.59 ng 155044  Phenanthrene-di10 11.316
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 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 1660 (11.851 min): BF134942.D\data.ms (-1657) (-} | m/z 43.10 100.00%
43.1 73.0
5000 129.0
— ——
‘ 227.1 256.1 11.50 12.00
H\‘\H\‘i\‘\\‘ m/Z 73.00 97.54%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [T 1
11.50 12.00
97.0 157.0 155 02130 2560 m/z 59.95 88.03%
\H‘HH“}‘HH!H \H‘M‘H\L\‘}‘h‘“\\‘”‘h\“\‘\\‘\H\‘\\H‘\‘H\‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
r— e
11.50 12.00
5000 129.0 m/z 41.10 73.65%
171.0
214.0
150?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 57.10 73.33%
5000 129.0
eds e L
;ﬁgk“JﬂNWwW:mwwumhwuﬂwJHJHW‘HWHHM‘HM P e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@82523\
Data File : BF134942.D

Acqg On : 25 Aug 2023 15:52
Operator : CG\JU

Sample : 04146-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 4 1-Hexacosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.822 6.33 ng 182503  Chrysene-di2 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 1995 (13.821 min): BF134942.D\data.ms (-1991) (. m/z 43.10 100.00%

43.1
5000
5.1 ‘ T T ‘ T
| l 23‘0-1301 o 13.50 14.00
‘\H‘“\l\“\‘\“h\\\‘\‘JL\“\T\“T\.‘\“\‘\“‘\\H‘\.H\‘HH‘HH‘HH‘HH‘HH‘HH‘H m/Z 57.10 96.9600
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #273800: 1-Hexacosene
57.0
5000 T T
13.50 14.00
m/z 55.05 92.56%
9.0
T 220.0 292.0364.0

‘H‘\ ‘H‘H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 0 50 100150200 250300 350400450500550600650

-

Abundance #245846: Trifluoroacetoxy hexadecane
57.0
— —r
13.50 14.00
5000 m/z 83.10 79.47%
LL}EP Cro8.02690
T
m/z--> 0 50 100150200 250 300 350400450 500550600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester “ ——
57.0 13.50 14.00
m/z 97.05 78.51%

5000

-

| %Ff?‘ 2520 5690 648.(

‘\ T
m/z--> 0 50 100150200 250300 350400450500 550 600 650 13.50 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample

BF134942.D

: 25 Aug 2023 15:52
¢ CG\JU

. 04146-01

Misc
ALS Vvial : 7

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Sample Multiplier: 1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082523\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Concentration Rank 5

Peak Number

5 Benzo[e]pyrene

R.T. EstConc Area Relative to ISTD R.T.
15.015 2.11 ng 48531  Perylene-d12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 93
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
3 Benzo[a]pyrene 252 C20H12 000050-32-8 93
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 81
5 Perylene 252 C20H12 000198-55-0 81

Abundance Scan 2198 (15.015 min): BF134942.D\data.ms (-2194) (- m/z 252.05 100.00%
252.1
5000
15.00
55.0 162.0 200. 1 300 0
e 20, “u‘”ww iy M S 34 7 250.05  24.91%
miz--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0
5000
15.00
m/z 253.05 18.97%
125.0
39.0 830 | 2000 |
L ’ UL ‘ T T T ‘ T T T ‘ L ‘ T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #138562: Benzol[b]fluoranthene
252.0
ety |
15.00
5000 m/z 125.95 12.06%
126.0
9.0 87.0 | ‘\\ 161.0 200.0 ‘H
e
m/iz--> 50 100 150 200 250 300
Abundance #138555: Benzo[a]pyrene MWMWWWMW\‘ ‘
252.0 15.00
m/z 125.05 9.72%
5000
126.0
50.0 870 , | 163.0200.0 \
e e e
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\BF@82523\
Data File : BF134942.D

Acqg On ¢ 25 Aug 2023 15:52
Operator : CG\JU

Sample : 04146-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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|
Ethanol, 2-(2-e... 6.616 2.6 ng 63481 1 6.787 495090 20.0
2,4,7,9-Tetrame... 9.263 16.8 ng 557188 3 9.822 664532 20.0
n-Hexadecanoic ... 11.851 4.6 ng 155044 4 11.316 676285 20.0
1-Hexacosene 13.822 6.3 ng 182503 5 13.969 576205 20.0
Benzo[e]pyrene 15.015 2.1 ng 48531 6 15.445 460720 20.0
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