LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
Data File : BF133333.D

Acqg On : 10 May 2023 16:28

Operator : CG\JU

Sample : 02719-11 :
Misc : SB-01 5-7 20230509

ALS vial : 9 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133333.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.257 366 369 376 rBV 73881 89147 1.95% ©0.292%
2 4.910 475 480 491 rVB 1234126 1596292 34.85% 5.228%
3 5.340 548 553 556 rBV 4025225 4003179 87.40% 13.110%
4 5.728 615 619 624 rBV 153381 124373  2.72% 0.407%
5 6.369 723 728 746 rBV 3809861 4073683 88.94% 13.341%

6 6.722 784 788 791 rBV 1201010 1018384 22.23%
7 7.287 879 884 887 rBV 3093497 2654143 57.95%
8 8.004 1002 1006 1009 rBV 1869549 1376748 30.06%
9 9.081 1185 1189 1192 rBV 5733690 4580140 100.00% 15.

9.757 1300 1304 1307 rBV 1811526 1550141 33.84%

SNV, I R VY
vl
[
O
R

11 10.469 1421 1425 1428 rBV 332088 288754  6.30%
12 10.545 1434 1438 1448 rBV 1773178 1765386 38.54%
13 11.239 1552 1556 1559 rBV 1673028 1430329 31.23%
14 12.822 1821 1825 1829 rBV 3620052 3677901 80.30% 1

oN MU
o))
o7
A
3R

15 13.757 1977 1984 1997 rBv4 89959 299573  6.54% 981%
16 13.874 2000 2004 2012 rVB 893556 877210 19.15% 2.873%
17 14.721 2145 2148 2151 rBV 67798 82983 1.81% ©0.272%

18 15.292 2241 2245 2249 rBV 933100 1045824 22.83%  3.425%

Sum of corrected areas: 30534190
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 9

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\

BF133333.D
: 10 May 2023 16:28
: CG\JU
¢ 02719-11 .
SB-01 5-7 20230509
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

o

TIC: BF133333.D\data.ms

5.340
6.369

7.287

4.910 6.722

4.257 5.728

Time-->

A
LR LA B L L L L L L L L L L L I L L L L L L L L I L L B B B R I

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

5000000

4000000

3000000

2000000

1000000

TIC: BF133333.D\data.ms
9.081

12.822

8.004 9.757 10.545 11.239

10.469

L

0
Time-->

T
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF133333.D\data.ms

13.874 15.292

13.75 14.721

Time-->

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\BF051023\
Data File : BF133333.D

Acqg On : 10 May 2023 16:28

Operator : CG\JU

Sample : 02719-11 :
Misc : SB-01 5-7 20230509

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1
R.T. EstConc Area Relative to ISTD R.T.
4.9106 31.35 ng 1596290 1,4-Dichlorobenzene-d4 6.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10

4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 480 (4.910 min): BF133333.D\data.ms (-475) (-) m/z 43.00 100.00%

5000
101.1 R aREEE
‘ ‘ 4.60 4.80 5.00 5.20
O al®0 2070 /7 59.10 54.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R R B B

4.60 4.80 5.00 5.20

m/z 101.10 20.10%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R RN
4.60 4.80 5.00 5.20
5000 ITI z 58.10 15.62%
0 37\ \‘ il ‘ 126 0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate
43.0 4.60 4.80 5.00 5.20

m/z 41.05 8.67%

5000
15.0 | ‘ 72‘-0 100.0
0 |

m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20

8270-BF042123.M Thu May 11 ©8:43:14 2023 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
Data File : BF133333.D

Acqg On : 10 May 2023 16:28

Operator : CG\JU

Sample : 02719-11 :
Misc SB-01 5-7 20230509

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-Pentanone, 4-methoxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.728 2.44 ng 124373  1,4-Dichlorobenzene-d4 6.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 37
3 n-Hexane-1,1-diol diacetate 202 C10H1804 064847-81-0 17
4 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 12
5 N-Formylmorpholine 115 C5H9NO2 004394-85-8 10
Abundance Scan 619 (5.728 min): BF133333.D\data.ms (-615) (-) m/z 43.00 100.00%
43.0 731
5000
A e
115.1 5.40 5.60 5.80 6.00
0ol ek e 2988 m/z 73010 93.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
430 730
5000 L B R IR R
5.40 5.60 5.80 6.00
m/z 115.10 11.53%
115.0
0 \]-\5‘\.‘0\w\\“h}‘\\u‘\\\‘\‘\\\\}\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9296: 1,3-Dioxolane, 2-(1-methylethyl)-
73.0
\A\‘\\\\‘\\\\‘\\\\‘\\\\‘
5.40 5.60 5.80 6.00
5000 m/z 40.95 10.99%
43.0
(T 11?'0
] it
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #77316: n-Hexane-1,1-diol diacetate e R EmeaEETEEE S
43.0 5.40 5.60 5.80 6.00
m/z 38.95 7.88%
5000
| 710 1939 1430
ottt R
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
Data File : BF133333.D

Acqg On : 10 May 2023 16:28

Operator : CG\JU

Sample : 02719-11 :
Misc SB-01 5-7 20230509

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.469 3.73 ng 288754  Acenaphthene-di10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 49
4 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1425 (10.469 min): BF133333.D\data.ms (-1421) (-} | m/z 105.10 100.00%
105.1
77.1 182.1
5000
51.0 A
| | 1521 | 10.50 ]
o+~ e e e m/z 77.10 59.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 T
10.50
510 m/z 182.10  55.38%
| | 152.0 |
O H\‘\‘H\“H\\‘H\H}“HH‘HH‘HH‘H}‘\‘\H\‘WH\‘H\\‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32010: Acetophenone, 2-chloro-
105.0
——
77.0 10.50
5000 m/z 50.95 23.18%
51.0
0 14.0 | \‘ gl 1540
AR A R e o Ramaa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #165542: Disulfide, dibenzoyl Py
105.0 10.50
m/z 181.10 8.86%
77.0
5000
51.0
OF vt e e }529 [T ZﬁZI
S e e T e T 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
Data File : BF133333.D

Acqg On : 10 May 2023 16:28

Operator : CG\JU

Sample : 02719-11 :
Misc : SB-01 5-7 20230509

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-Octadecene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.757 6.83 ng 299573  Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 93
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
3 2- Bromopropionic acid, hexadecy... 376 C19H37Br02 063966-83-6 91
4 11-Tricosene 322 C23H46 052078-56-5 90

5 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 90

Abundance Scan 1984 (13.757 min): BF133333.D\data.ms (-1977) (- m/z 43.05 100.00%

43.0 83.0
5000

— —
25.1 13.50 14.00
ofewai

179.2 2211 2821
m/z 57.10 96.19%

m/z--> 50 100 150 200 250 300 350
Abundance #138521: 1-Octadecene
57.0
97.0

5000 — e
13.50 14.00

m/z 55.05 93.76%

39.0

O T ‘\ ‘ ‘\ H ‘ 1‘ 1’ H “ T ]\-812\0 T \2\5"2'\0\ T ‘ T T T ‘

m/z--> 50 100 150 200 250 300 350

Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0

83.0 e —
13.50 14.00

5000 m/z 83.05 86.02%

25.0
Ly 1980
0 i‘u‘u“”““‘HH‘HH,HH‘HH‘
m/z--> 50 100 150 200 250 300 350

Abundance  #284402: 2- Bromopropionic acid, hexadecyl ester T ‘
83.0 13.50 14.00

m/z 69.10 70.98%

43.0
5000
153.0 222.0 MJW
269.0
masi H\\L h 3040349

ol b BT ‘”“\w‘””,“ — — —
miz--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
Data File : BF133333.D

Acqg On : 10 May 2023 16:28

Operator : CG\JU

Sample ¢ 02719-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method :
Quant Title

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

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

| --Internal Standard---|
RT Resp Conc|

6.722 1018380
6.722 1018380
9.757 1550140

SB-01 5-7 20230509

TIC Top Hit name RT EstConc Units Response |#
2-Pentanone, 4-... 4.910 31.4 ng 1596290 1
2-Pentanone, 4-... 5.728 2.4 ng 124373 1
Benzophenone 10.469 3.7 ng 288754 3
1-Octadecene 13.757 6.8 ng 299573 5
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