LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090123\
Data File : BF135081.D

Acqg On : 01 Sep 2023 17:42
Operator : CG\JU

Sample : 04203-02

Misc :

ALS Vvial : 16 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-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135081.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.116 3 5 11 rVvB 22028 28246  1.85% 0.231%
2 4,993 491 494 501 rVB 46911 54344 3.57% 0.444%
3 5.398 559 563 566 rBV 1716857 1523866 100.00% 12.464%
4 6.404 730 734 737 rBV 1602670 1475842 96.85% 12.071%
5 6.598 764 767 781 rBV 37397 56210 3.69% 0.460%

6 6.769 793 796 800 rBV 707769 527053 34.59%
7 7.328 887 891 895 rBV 995516 943561 61.92%
8 8.045 1010 1013 1017 rBV 765944 692411 45.44%
9 9.128 1193 1197 1200 rBV 1883657 1517493 99.58% 12.

9.245 1213 1217 1224 rVB 30092 28166 1.85%

O N VTN Pp
o
o
w
S

11 9.804 1308 1312 1316 rBV 865093 708288 46.48%
12 10.598 1443 1447 1450 rBV 895249 827841 54.33%
13 11.298 1562 1566 1568 rBV 766620 620154 40.70%

[RGB e RV, |
(]
~N
N
R

14 11.322 1568 1570 1573 rVwV 92952 73875 4.85% 604%
15 11.369 1573 1578 1582 rVB 28848 31668 2.08% 259%
16 11.833 1654 1657 1662 rBV 113949 104010 6.83% ©.851%
17 12.516 1770 1773 1779 rBV 116536 99619 6.54% ©.815%
18 12.627 1787 1792 1796 rBV3 35668 43440 2.85% ©.355%
19 12.745 1806 1812 1815 rBV 105548 109212 7.17% 0.893%
20 12.892 1834 1837 1841 rVB 1218095 1045628 68.62% 8.552%
21 13.839 1994 1998 2008 rVB6 20270 49331 3.24% 0.403%
22 13.951 2012 2017 2020 rVV 620401 617265 40.51% 5.049%
23 13.974 2020 2021 2025 rVB 61004 48340 3.17% 0.395%
24 14.433 2093 2099 2102 rBV7 19596 25648 1.68% 0.210%
25 14.739 2147 2151 2158 rVBS8 12083 19063 1.25% ©.156%
26 14.815 2160 2164 2166 rBV 20914 20950 1.37% 0.171%
27 14.992 2190 2194 2197 rBV 65077 98461 6.46% ©.805%
28 15.098 2206 2212 2215 rVB3 19517 31686 2.08% ©.259%
29 15.292 2241 2245 2251 rVB 45155 58944 3.87% 0.482%
30 15.351 2251 2255 2261 rBV 66321 88534 5.81% 0.724%
31 15.415 2261 2266 2271 rBV 445012 575075 37.74% 4.704%
32 16.886 2512 2516 2527 rVB2 24113 55497 3.64% 0.454%
33 17.333 2587 2592 2596 rBvV3 14204 26397 1.73% 0.216%
Sum of corrected areas: 12226118
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 01 Sep 2023 17:42
¢ CG\JU
: 04203-02

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090123\
BF135081.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF135081.D\data.ms
5.398
6.404
1500000
1000000 7.328
6.769
500000
116 4.993 6.598
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF135081.D\data.ms
9.128
1500000
12.892
1000000 9.804 10.598
8.045 11.298
500000
1113 11.833 12.51(12.745M
2.62
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF135081.D\data.ms
1500000
1000000
13.951
500000
13. ] 16.886  17.333
0 T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T
Time--> 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\BF@90123\
Data File : BF135081.D

Acqg On : 01 Sep 2023 17:42
Operator : CG\JU

Sample : 04203-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.993 2.06 ng 54344  1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 1,2-Butanediol 90 C4H1e02 000584-03-2 25
3 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 494 (4.993 min): BF135081.D\data.ms (-491) (-) m/z 43.00 100.00%

5000
101.0 e e
0 830 4.60 4.80 5.00 5.20 5.40
Ob el B0 S m/z 59.00  60.02%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L LB B I
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00 21.11%
0 26.0 ; 600 83{0 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #2577: 1,2-Butanediol
31.0 59.0
R REREaEEET
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 16.02%
0 14:0 Il m“ JAJ 89.0
B T e B B A
miz--> 20 40 60 80 100 120 140 160
Abundance #48846: 1,8-Nonanediol, 8-methyl- Rmaas A R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.71%
5000
41,0
0 Loy, 830 12301410159.0
il
m/z--> 20 40 60 80 100 120 140 160 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90123\
Data File : BF135081.D

Acqg On : 01 Sep 2023 17:42
Operator : CG\JU

Sample : 04203-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.598 2.13 ng 56210 1,4-Dichlorobenzene-d4 6.769

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 78
3 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 45
4 Ethyl ether 74 C4H1e0 000060-29-7 40
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38
Abundance Scan 767 (6.598 min): BF135081.D\data.ms (-764) (-) m/z 45.10 100.00%
45.1
5000
59.0
“° TR
‘ 103.0 : : : :

0 H_m_HwHm‘l”_m‘H‘w“‘H,???me,ww m/z 59.00  35.72%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #17315: Ethanol, 2-(2-ethoxyethoxy)-

45.0
5000 R B e
31.0 59.0 720 6.20 6.40 6.60 6.80 7.00
' m/z 72.00  21.24%
OH‘J\-\S\\O‘\HH“HH‘\Mf\‘\H\l‘\\\\‘1‘\‘\\’\\8\\9‘\0\\\]-‘(\)‘14.\\()’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #38390: Diethyl carbitol
45.0
Ramas A RRRRE
6.20 6.40 6.60 6.80 7.00
5000 59.0 72.0 m/z 42.95 16.99%
31.0
o 15.0 M‘ M 89.0 103.0116.0
R A RA AR ARAR RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10527: Ethanol, 2-(2-methoxyethoxy)- e
45.0 6.20 6.40 6.60 6.80 7.00
m/z 73.00 13.13%
75.0 89.0
oH_‘H_‘:M;WH"_H!_"“Hm,‘mwml‘??m,w_w S 7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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@90123\
Data File : BF135081.D

Acqg On : 01 Sep 2023 17:42
Operator : CG\JU

Sample : 04203-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.833 3.35 ng 104010  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 1657 (11.833 min): BF135081.D\data.ms (-1654) (1 m/z 73.00 100.00%

43.1 | 73.0
5000 129.1 191.9

| 11:50 12.00
Ol m/z 43.10 97.88%

‘ 1
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid

60.0

5000 129.0
1150 1200
. 157.01g5 02130  256.0 m/z 60.00 93.08%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
1150 1200
199.0
L e T
omsol AT A 0 1L L
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92068: Tridecanoic acid
43.0 73.0 11. 50 12 00
' m/z 55.00 76.29%
5000
129.0
e |0 T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90123\
Data File : BF135081.D

Acqg On : 01 Sep 2023 17:42
Operator : CG\JU

Sample : 04203-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.292 2.05 ng 58944  Perylene-d12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[a]pyrene 252 C20H12 000050-32-8 96
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 83

Abundance Scan 2245 (15.292 min): BF135081.D\data.ms (-2241) (1 m/z 252.05 100.00%

25p.1
5000
39.0 790 170 189.0 2240%“ 283.( 1500 1550
0"_H‘_H‘_H‘_H‘J‘H_‘HM‘HM‘HM‘HM‘HM ARSRERNRAR m/z 250.10 31.76%
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #138554: Benzo[e]pyrene
252.0
5000
15.00 15.50
m/z 253.05 21.24%
125.0
0 63.0 980, | 174.0 2240 |
H‘HH‘HH‘HH‘H\\‘HH‘H\\‘HH‘HH‘HH‘HH‘H\‘HH‘\H
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #138555: Benzo[a]pyrene
252.0 j\ J\m
b4 ‘ —
15.00 15.50
5000 ITI/Z 125.00 15.99%
126.0
0 63.0 99.0, | 1740 2240 ‘\‘
R Ran e AR Raas E e e B R R
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #138562: Benzol[b]fluoranthene
252.0 15.00 15.50
m/z 125.90 12.07%
5000
126.0
0 63.0 99.0, ‘\\ 1740 2240 h“
R LA R A AR RN RRA SRR

m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090123\
Data File : BF135081.D

Acqg On : 01 Sep 2023 17:42
Operator : CG\JU

Sample : 04203-02

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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|
2-Pentanone, 4-... 4.993 2.1 ng 54344 1 6.769 527053 20.0
Ethanol, 2-(2-e... 6.598 2.1 ng 56210 1 6.769 527053 20.0
n-Hexadecanoic ... 11.833 3.4 ng 104010 4 11.298 620154 20.0
Benzo[e]pyrene 15.292 2.0 ng 58944 6 15.421 575075 20.0
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