LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80423\
Data File : BF134634.D

Acqg On : 04 Aug 2023 15:56
Operator : CG\JU

Sample : 03840-02

Misc :

ALS Vvial : 15 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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134634.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.469 397 405 411 rBV 43479 50938 1.87% 0.228%
2 5.428 563 568 571 rBvV 2861314 2717411 100.00% 12.149%
3 6.428 733 738 741 rBV 2832092 2701676 99.42% 12.079%
4 6.622 769 771 777 rBV 112402 103382 3.80% 0.462%
5 6.798 797 801 804 rBV 1284002 973828 35.84% 4.354%

6 7.357 891 896 899 rBV 2005047 1622013 59.69% 7.252%
7 8.075 1014 1018 1021 rBV 1572365 1210265 44.54%  5.411%
8 9.151 1197 1201 1204 rBV 3044754 2455913 90.38% 10.980%
9 9.275 1218 1222 1225 rBV 1229492 1015000 37.35% 4.538%

9.422 1242 1247 1250 rBV3 47013 44448 1.64% 0.199%

11 9.828 1313 1316 1320 rVB 1234122 1040229 38.28%
12 10.375 1406 1409 1415 rVB 34565 31329 1.15%
13 10.616 1446 1450 1454 rBV 1523548 1266123 46.59%
14 11.316 1566 1569 1572 rBV 1021914 900787 33.15%

o hUIOPp
[e)
o)
=
BN

15 11.339 1572 1573 1577 rVW 237760 157974  5.81% 706%
16 11.392 1577 1582 1585 rVB 74875 67271 2.48% 0.301%
17 11.722 1635 1638 1645 rVB3 25992 31729 1.17% 0.142%
18 11.822 1651 1655 1657 rBV 38262 32135 1.18% ©.144%
19 11.857 1657 1661 1665 rBV2 222932 225053 8.28% 1.006%
20 11.933 1670 1674 1676 rBV 59911 55589 2.05% 0.249%
21 12.116 1700 1705 1715 rVB3 28235 43700 1.61% ©.195%
22 12.375 1745 1749 1752 rBV 32158 32713 1.20% 0.146%
23 12.433 1757 1759 1761 rVB 44143 32939 1.21% 0.147%
24 12.533 1771 1776 1779 rBV 221819 202120 7.44%  0.904%
25 12.580 1779 1784 1788 rVV6 29651 54803 2.02% ©.245%
26 12.645 1790 1795 1800 rVVv2 66054 80865 2.98% 362%

27 12.763 1809 1815 1818 rBV 203631 202445  7.45%
28 12.916 1837 1841 1844 rBV 2328144 2221693 81.76%

OO0 VWO
Xe]
w
w
R

29 12.986 1847 1853 1856 rBv4 19869 32630 1.20% 146%
30 13.092 1869 1871 1874 rVB 56559 44785 1.65% 200%
31 13.157 1879 1882 1885 rVwv2 72016 69976 2.58% ©.313%
32 13.198 1885 1889 1893 rVvv2 29486 34253 1.26% 0.153%
33 13.404 1921 1924 1930 rVB2 86993 97798 3.60% 0.437%
34 13.821 1992 1995 2004 rVB 269202 287083 10.56%  1.284%
35 13.969 2015 2020 2022 rBV 1109294 1157849 42.61% 5.177%
36 13.992 2022 2024 2026 rVB 89603 69021 2.54% 0.309%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80423\
Data File : BF134634.D

Acqg On : 04 Aug 2023 15:56
Operator : CG\JU

Sample : 03840-02

Misc

ALS Vvial : 15 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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.457 2100 2103 2105 rBV3 40352 43168 1.59% ©0.193%
38 15.004 2193 2196 2207 rVB2 64756 154549 5.69% 0.691%
39 15.110 2212 2214 2218 rVB2 42252 44830 1.65% 0.200%
40 15.368 2255 2258 2262 rVB 44663 54695 2.01% 0.245%

41 15.433 2264 2269 2277 rVW 620718 701887 25.83% 3.138%

Sum of corrected areas: 22366895
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 04 Aug 2023 15:56
¢ CG\JU
: 03840-02

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080423\
BF134634.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF134634.D\data.ms

5.428 6.428

7.357

6.798

4.469 6.622

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
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF134634.D\data.ms

9.151

12.916

8.075 10.616

9.275 9.828

11.316

11339 11.857

12.5332.763
61237BRSG0 '

9.422 10.375

0
Time-->

.392 ;
2 umpsn
11.50 12.00

A ‘ e 1 ‘
9.50 10.00 10.50 11.00 12.50 13.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF134634.D\data.ms

13.969

150041015.368

14.457

Time-->

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T 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\BF080423\
Data File : BF134634.D

Acqg On : 04 Aug 2023 15:56
Operator : CG\JU

Sample : 03840-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 5
R.T. EstConc Area Relative to ISTD R.T.
6.622 2.12 ng 103382 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 45
3 Ethanol, 2-[2-(2-propenyloxy)eth... 146 C7H1403 015075-50-0 40
4 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 39
5 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 39
Abundance Scan 771 (6.622 min): BF134634.D\data.ms (-769) (-) m/z 45.05 100.00%
45.0
5000
72.1
6.20 6.40 6.60 6.80 7.00
103.0
ol el ‘MM‘S‘G?WHH_W,‘ m/z 59.05 33.76%
miz--> 20 40 60 80 100 120 140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 ‘\\\\’/\\\\\‘\\\\‘\\M’\\\
6.20 6.40 6.60 6.80 7.00
29.0 72.0 m/z 72.10 20.69%
o0 ‘M 89.01040 1350
\\\\‘\\\\’\\\\‘ \‘\\\\‘\\\\‘\\\\’\
miz-> 20 40 60 80 100 120 140
Abundance
45.0
e E e R Eaa
6.20 6.40 6.60 6.80 7.00
5000 m/z 43.00 12.90%
29.0
90.0
75.0
ol 140 6p.0
T e e T
m/iz--> 20 40 60 80 100 120 140
Abundance #25411: Ethanol, 2-[2-(2-propenyloxy)ethoxy]- Raman E e L
45.0 6.20 6.40 6.60 6.80 7.00
m/z 73.10 12.88%
5000
29.0
73.0 89,0
o”w‘w\m\,mw_\m‘Hu‘_‘l‘lﬁ-am,‘
m/z--> 40 60 80 100 120 140 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\BF080423\
Data File : BF134634.D

Acqg On : 04 Aug 2023 15:56

Operator : CG\JU

Sample : 03840-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: 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.
9.275 19.51 ng 1015000  Acenaphthene-d10 9.828
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 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 59
3 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 59
4 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 59
5 Metacetamol 151 C8HO9NO2 000621-42-1 59
Abundance Scan 1222 (9.275 min): BF134634.D\data.ms (-1218) ()| m/z 43.05 100.00%
109.1
5000 151.0
A RAREE e AR RER
‘ 67 0 | 9.00 9.20 9.40 9.60
Obr bbbl b 198 7 169,05 74.13%
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 UL L B I B A R
9.00 9.20 9.40 9.60
69.0 m/z 151.00 45.59%
O \\\‘\\‘\\“‘\\\“\‘H‘ \“\“\ \H“\‘\‘\H\’\\Hl‘\’\\\\’\\1\’\\‘\\’\\\\’0\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
e AAmERRE T
9.00 9.20 9.40 9.60
5000 m/z 41.05 21.08%
151.0
80.0
0 15.0 41.0
R R L e e e AR A ma
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28881: 3-Pyridinol, 4-methyl-, acetate (ester) A
43.0 109.0 9.00 9.20 9.40 9.60
m/z 69.00 13.77%
5000
80.0
‘ 151.0
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\BF080423\
Data File : BF134634.D

Acqg On : 04 Aug 2023 15:56
Operator : CG\JU

Sample : 03840-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.857 5.00 ng 225053  Phenanthrene-di10 11.316
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 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 1661 (11.857 min): BF134634.D\data.ms (-1657) (- m/z 73.00 100.00%
43.0 |73.0
5000 129.1 L
— =
AL H 157.1 185‘ ‘ 256 3 1150 12.00
Y m“w‘w“ww‘ww el m/z ee.ee  96.67%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - T
11.50 12.00
97.0 157018502130 sss0 | M/Z 43.85  94.61%
O \H‘HH“}‘HH!H \H‘H‘H\‘Hwh“‘\\”‘M\“\‘H‘\H\‘HH‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
43.0 73.0
= —
11.50 12.00
5000 129.0 m/z 57.05 78.11%
199.0
101.0 157.0 242.0
0 15.0
T T T e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #46966: n-Decanoic acid . —7
73.0 11.50 12.00
m/z 41.05 73.87%
129.0
5000
43.0
i \ 101.0 172.0
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\BF080423\
Data File : BF134634.D

Acqg On : 04 Aug 2023 15:56
Operator : CG\JU

Sample : 03840-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.822 4.96 ng 287083  Chrysene-di2 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 98
3 1-Octadecene 252 C18H36 000112-88-9 97
4 Behenic alcohol 326 C22H460 000661-19-8 95
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 94
Abundance Scan 1995 (13.821 min): BF134634.D\data.ms (-1992) (- m/z 57.10 100.00%
57.1
P P
| BP9 1s012151 280, d 1350 1400
oLl L1 | “M Lo 290 kene 2900 3400 Th/z ss.es  89.50%
miz--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 97.0 = .
13.50 14.00
m/z 43.10 87.22%
Ll \\“ i 1300 1820 2230 2800
T \ ‘ \ LI ‘ T T T T T T ‘ T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance
57.0
P e
97.0 13.50 14.00
5000 m/z 83.10 85.71%
022:0 139.0 1820 2240 280.0
e
m/iz--> 50 100 150 200 250 300
Abundance #138521: 1-Octadecene o —
57.0 13.50 14.00
97.0 m/z 97.16  76.90%
h JM
390
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080423\
Data File : BF134634.D

Acqg On : 04 Aug 2023 15:56
Operator : CG\JU

Sample : 03840-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 5 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.004 4.40 ng 154549  Perylene-di2 15.433
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 91
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 83
4 Perylene 252 C20H12 000198-55-0 83
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 64
Abundance Scan 2196 (15.004 min): BF134634.D\data.ms (-2193) (- m/z 252.10 100.00%
252.1
o 120 302.1 15.00 |
b S0 ) 2008 gL 35313981 ) 5610 24.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138559: Benzo|e]pyrene
252.0
5000 —— :
15.00
126.0 m/z 253.10  18.98%
0L 41.0 84.0 | \“‘ 2000 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
RN
15.00
5000 m/z 302.10 15.90%
126.0
0 39.0 83.0 200.0
T T e B T
m/z--> 50 100 150 200 250 300 350 400
Abundance #138561: Benzo[j]fluoranthene 7 ‘
252.0 15.00
m/z 125.00  11.83%
5000
126.0
0 39.0 84.0 | \“ 200.0 |
R e e a  Ea o
m/z--> 50 100 150 200 250 300 350 400 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80423\
Data File : BF134634.D

Acqg On : 04 Aug 2023 15:56
Operator : CG\JU

Sample : 03840-02

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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... 6.622 2.1 ng 103382 1 6.798 973828 20.0
2,4,7,9-Tetrame... 9.275 19.5 ng 1015000 3 9.828 1040230 20.0
n-Hexadecanoic ... 11.857 5.0 ng 225053 4 11.316 900787 20.0
5-Eicosene, (E)- 13.822 5.0 ng 287083 5 13.969 1157850 20.0
Benzo[e]pyrene 15.004 4.4 ng 154549 6 15.433 701887 20.0
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