LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136128.D

Acqg On : 03 Nov 2023 17:09
Operator : CG\JU

Sample : 05141-01

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-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136128.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.045 498 503 509 rBV 68570 78181 4.26% ©.533%
2 5.445 566 571 574 rBV 1736562 1565664 85.28% 10.672%
3 6.445 736 741 744 rBV 1565357 1577243 85.91% 10.751%
4 6.816 801 804 808 rVB 824918 633979 34.53% 4.321%
5 7.375 895 899 903 rBV 1118025 1052157 57.31% 7.172%

6 8.098 1018 1022 1025 rBV 1066155 816414 44.47%  5.565%
7 9.175 1202 1205 1209 rBV 2165754 1835874 100.00% 12.514%
8 9.857 1317 1321 1324 rBV 1121460 860500 46.87% 5.865%
9 10.645 1451 1455 1458 rBV 1258238 992732 54.07% 6.767%
10 11.345 1570 1574 1577 rBV ~ 868952 776018 42.27%  5.290%
11 11.369 1577 1578 1582 rVB 92334 54458 2.97% ©.371%
12 11.886 1662 1666 1670 rBvV2 114985 108189 5.89% 0.737%
13 12.563 1778 1781 1785 rBV 149007 128873 7.02% 0.878%
14 12.663 1795 1798 1799 rBV2 38680 33947 1.85% ©.231%
15 12.768 1812 1816 1817 rBvV2 43587 42912 2.34%  ©.293%
16 12.792 1817 1820 1824 rVB 136650 134807 7.34% 919%

17 12.945 1842 1846 1850 rVB 1802982 1484091 80.84% 1
18 13.192 1882 1888 1891 rBv2 24191 25912  1.41%

OO OO®
=
~N
~N
R

19 13.868 2000 2003 2016 rBV5 41978 122599 6.68% 836%
20 14.004 2020 2026 2029 rVW 763226 791892 43.13% 398%
21 14.027 2029 2030 2036 rVB 86023 58125 3.17% ©.396%
22 14.186 2054 2057 2060 rBV2 29038 24477 1.33% 0.167%
23 14.492 2105 2109 2112 rBV2 33391 39319 2.14% 0.268%
24 14.809 2160 2163 2168 rVB2 24750 29551 1.61% ©.201%
25 15.051 2199 2204 2207 rBV 85625 126587 6.90% ©.863%
26 15.162 2219 2223 2227 rVB 38880 45864  2.50% 0.313%
27 15.362 2252 2257 2263 rVB 49525 64127 3.49%  0.437%
28 15.421 2263 2267 2273 rVB 69308 90585 4.93% 0.617%
29 15.492 2273 2279 2287 rBV 673519 834818 45.47% 5.690%
30 15.556 2287 2290 2297 rVB3 18486 31347 1.71% 0.214%
31 16.015 2365 2368 2374 rVB2 15534 23174 1.26% ©.158%
32 16.551 2455 2459 2464 rBV6 12186 23304 1.27% 0.159%
33 16.992 2528 2534 2543 rVB3 32313 72515 3.95% 0.494%
34 17.186 2560 2567 2573 rBV6 16485 37528 2.04%  0.256%
35 17.445 2606 2611 2620 rVB2 26569 52852 2.88% ©.360%

8270-BF103023.M Sat Nov 04 ©5:27:44 2023 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136128.D

Acqg On : 03 Nov 2023 17:09
Operator : CG\JU

Sample : 05141-01

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-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 14670615
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: @3 Nov 2023 17:09
¢ CG\JU
. 05141-01

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
BF136128.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0
Time-->

TIC: BF136128.D\data.ms

5.445
6.445
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6.816
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2000000

1500000
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500000

TIC: BF136128.D\data.ms
9.175

12.945

10.645

8.098 9.857

11.345

12.5632.792

L lk 11,869 11235@68 13.192

11.886

0
Time-->
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2000000

1500000
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500000

Time-->

TIC: BF136128.D\data.ms

14.004
15.492

13.868021 186 14.492 14,809 > PBA68B3681556 16,015 16551  16.99%7.18617.445
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136128.D

Acqg On : 03 Nov 2023 17:09
Operator : CG\JU

Sample : 05141-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.045 2.47 ng 78181 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanediol, 2,3-dimethyl- 118 C6H1402 000076-09-5 12
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 503 (5.045 min): BF136128.D\data.ms (-498) (-) m/z 43.00 100.00%
3.0
59.1
5000
101.0 R REREE e
4.80 5.00 5.20 5.40
M ‘ 83.0 o
1ttt m/z 59.10 64.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LA L L I RN B
4.80 5.00 5.20 5.40
101.0 m/z 101.00  23.13%
31.0 0 ‘ 83.0
\\‘\\\\‘\\\‘\“‘\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
R EmaE
4.80 5.00 5.20 5.40
5000 m/z 58.00 20.45%
310 43.0 101.0
150 710 830
T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate AR R ER
43.0 4.80 5.00 5.20 5.40
m/z 41.00 7.95%
5000
58.0
150 2709 2.0 100.0
e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40

8270-BF103023.M Sat Nov 04 05:27:46 2023 Page: 4



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\

BF136128.D

: @3 Nov 2023 17:09
¢ CG\JU
. 05141-01

: 15  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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.
11.886 2.79 ng 108189  Phenanthrene-di10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 Tetradecanoic acid
3 n-Decanoic acid

4 Tridecanoic acid

5 Pentadecanoic acid

256 C16H3202
228 C14H2802
172 C1eH2002
214 C13H2602
242 C15H3002

000057-10-3 98
000544-63-8 81
000334-48-5 76
000638-53-9 76
001002-84-2 74

73.0

Abundance Scan 1666 (11.886 min): BF136128.D\data.ms (-1662) (-

5000 1290
3900 213.2
1711— 256.1
‘“‘M‘Tﬂu“‘f‘m‘ \‘M“\ L ‘\“ T ‘\ \‘ \H‘ ‘ \‘ i L \3\2\9.}

miz--> 50 100 150 200 250 300

Abundance
73.0

#143511: n-Hexadecanoic acid

129.0 256.0
5000 213.0
171.0
MMLAH\V‘ ‘J‘y 8 I Y

m/z 72.95 100.00%

o

‘\
11.50 12.00

m/z 43.10 91.43%

.

11.50 12.00

m/z 60.00 86.80%

m/z--> 100 150 200 250 300
Abundance
73.0
A
— e
129.0 11.50 12.00
5000 ITI/Z 57.10 73.26%
185.0 228.0
29.0
L B B B A A B L o s SO
m/z--> 50 100 150 200 250 300
Abundance #46964: n-Decanoic acid
60.0 11.50 12.00
m/z 41.05 72.40%
5000 1290
R7.0
‘ # 172.0
Wesel e 0 b pimpen ) ey
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136128.D

Acqg On : 03 Nov 2023 17:09
Operator : CG\JU

Sample : 05141-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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
Peak Number 3 1-Octadecanesulphonyl chloride Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.868 3.10 ng 122599  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37C102S 1000342-70-4 91
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
3 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 90
4 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 90
5 Carbonic acid, tridecyl vinyl ester 270 C16H3003 1000382-54-7 90

Abundance Scan 2003 (13.868 min): BF136128.D\data.ms (-2000) (- m/z 57.05 100.00%
57.0
5000
[ 50 1400
— “‘ J “‘“ ! ‘1‘411‘ 910 2481 n/z 43.10  63.11%
miz-> 50 100 150 200 250 300
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
5000 — ——
1.0 13.50 14.00
m/z 71.05 61.58%

ol ‘d“ | “‘ M 1990 1750 2880
miz-> 50 100 150 200 25 300
Abundance
57.0

1350 1400
5000 m/z 85.00 38.72%
97.0
141.0 1820 252.0 325.1
e
miz--> 50 100 150 200 250 300
Abundance #271592: Sulfurous acid, butyl hexadecyl ester AM%*WMMM —
57.0 13.50 14.00

m/z 55.05 37.13%

5000

— T
m/z--> 100 150 200 250 300 13.50 14.00

M\\ % L 1990 1830 2250 2890
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136128.D

Acqg On : 03 Nov 2023 17:09

Operator : CG\JU

Sample : 05141-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: 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
Peak Number 4 Benzo[e]pyrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.421 2.17 ng 90585  Perylene-di12 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 98
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
3 Benzo[e]pyrene 252 C20H12 000192-97-2 94
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89

Abundance Scan 2267 (15.421 min): BF136128.D\data.ms (-2263) (| m/z 252.05 100.00%
252.1
5000
86.9 i 199.1 325.! 1550
(500 869 | | 16111991, | 325! . 505 10 26.58%
m/z--> 50 100 150 200 250 300
Abundance #138563: Benzo[Kk]fluoranthene
252.0
5000 “}\‘ ' “/\
15.50
126.0 m/z 253.10 21.92%
87.0 | | 2000
LI ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance
252.0
I
15.50
5000 m/z 126.00 13.03%
126.0
B9.0 87.0 161.0 200.0
I B e e e
m/iz--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0 15.50
m/z 125.10 12.58%
5000
125.0
50.0 83.0 , | 158.0 2000 |
—
m/z--> 50 100 150 200 250 300 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136128.D

Acqg On : 03 Nov 2023 17:09
Operator : CG\JU

Sample : 05141-01

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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-... 5.045 2.5 ng 78181 1 6.816 633979 20.0
n-Hexadecanoic ... 11.886 2.8 ng 108189 4 11.345 776018 20.0
1-Octadecanesul... 13.868 3.1 ng 122599 5 14.004 791892 20.0
Benzo[e]pyrene 15.421 2.2 ng 90585 6 15.492 834818 20.0
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