LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139435.D

Acqg On : 18 Sep 2024 19:47

Operator : RC/JU

Sample : P4015-07

Misc . CHA-1-TANK17

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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139435.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.193 9 17 25 rVB 781929 1198908 80.73% 11.233%
2 5.098 502 511 519 rVB 58975 90693 6.11% 0.850%
3 5.498 573 579 584 rBV 994714 1332451 89.73% 12.484%
4 6.504 743 750 755 rBV 1021893 1379881 92.92% 12.929%
5 6.875 808 813 818 rBV 304968 368707 24.83%  3.455%

6 7.439 903 909 914 rBV 682461 898640 60.51%

7 7.687 948 951 959 rBB 16337 20754  1.40%

8 8.157 1026 1031 1036 rBV 383560 464486 31.28%

9 9.233 1208 1214 1219 rBV 1198227 1485037 100.00% 1
9.910 1324 1329 1334 rBV 411855 497226 33.48%
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11 10.622 1445 1450 1458 rBV 72441 87459 5.89%
12 10.698 1458 1463 1472 rBV 653753 836482 56.33%
13 11.392 1576 1581 1589 rBV 354846 453095 30.51%
14 11.916 1665 1670 1673 rBV 29073 37992 2.56%
15 11.951 1673 1676 1683 rVB2 15972 21122 1.42%
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16 12.974 1845 1850 1855 rBV 696930 875960 58.99%
17 13.874 1998 2003 2017 rBV 18442 43483 2.93%
18 14.027 2024 2029 2038 rVB 222291 285689 19.24%
19 15.498 2273 2279 2291 rVB 194139 294850 19.85%
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Sum of corrected areas: 10672915
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\

BF139435.D
: 18 Sep 2024 19:47
: RC/JU
: P4015-07
CHA-1-TANK17
9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: 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\BF091824\
Data File : BF139435.D

Acqg On : 18 Sep 2024 19:47

Operator : RC/JU

Sample : P4015-07

Misc . CHA-1-TANK17

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.193 65.03 ng 1198910 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 32
4 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 10
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9
Abundance  Scan 17 (2.193 min): BF139435.D\data.ms (-9) (-) m/z 73.10 100.00%
73.1
5000 43.1 A
B E
‘ J 881 2.20 2.40 2.60
O L BB UL 88 7 43.10 49.65%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2- methoxy -2-methyl-
73.0
5000 L L B B B B
43.0 2.20 2.40 2.60
‘ m/z 55.10  32.80%
27,0 8%.0
O\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
B E
2.20 2.40 2.60
5000 55.0 m/z 87.10  27.86%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ e
m/iz--> 0 20 40 80 100 120
Abundance #2245.Suane,teUanKthL s e
73.0 2.20 2.40 2.60
m/z 41.10 16.67%
5000
43.0
T Ao o T
m/z--> 0 20 40 60 80 100 120 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139435.D

Acqg On : 18 Sep 2024 19:47

Operator : RC/JU

Sample : P4015-07

Misc . CHA-1-TANK17

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.098 4.92 ng 90693 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
Abundance Scan 511 (5.098 min): BF139435.D\data.ms (-502) (-) m/z 43.05 100.00%
43.0
59.1
5000
83.1 1011 4.80 5.00 5.20 5.40
0berrerrrrerper et 83l myz se.1e 53.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L B B R
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.10 15.81%
O \\\‘\f‘f‘!‘\\f‘?‘ﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
A Ra e RREEERE T
4.80 5.00 5.20 5.40
5000 57.0 m/z 58.10 13.16%
29.0
‘ 101.0
Oberrrrrre bbbl 780
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime A Ra e REmmaRE T
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.63%
5000
101.0
oL 180 310 | %89 790 60
R Ea T L R e AARARRmm G
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139435.D

Acqg On : 18 Sep 2024 19:47

Operator : RC/JU

Sample : P4015-07

Misc . CHA-1-TANK17

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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.
10.622 3.52 ng 87459  Acenaphthene-d1e 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene, (E)- 182 C12H10N2 017082-12-1 59
3 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 53
4 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
5 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 43
Abundance Scan 1450 (10.622 min): BF139435.D\data.ms (-1445) (| m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.1
—— —
10.50 11.00
152.1
bl L 22T L miz 77.10 72.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0
77.0
5000 — SN
182.0 10.50 11.00
51.0 m/z 182.16  53.37%
o 2o | 1260 1520
\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘f\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56778: Azobenzene, (E)-
77.0
—— —
10.50 11.00
5000 m/z 51.10 37.16%
51.0 182.0
27.0 ‘ | 10501280 1520 |
T A L e A ma s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone 7 A
105.0 10.50 11.00
183.0 m/z 50.00 10.34%
77.0 ’
5000 51.0
0 L | 1270 1540 |
A e —— —
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\

Data File : BF139435.D

Acqg On : 18 Sep 2024 19:47

Operator : RC/JU

Sample : P4015-07

Misc CHA-1-TANK17

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 n-Tetracosanol-1 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.874 3.04 ng 43483  Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 5-Octadecene, (E)- 252 C18H36 007206-21-5 72
4 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 64
5 n-Nonadecanol-1 284 C19H400 001454-84-8 50

Abundance Scan 2003 (13.874 min): BF139435.D\data.ms (-1998) (- m/z 43.05 100.00%
3.0
83.1
5000
P P
M 25 ! 13.50 14.00
ol L, ‘m_m_m_m_mw m/z 55.10  99.85%
miz--> 50 100 150 200 250 300 350
Abundance #264238: n-Tetracosanol-1
43.0
5000 83.0 — ——
13.50 14.00
m/z 57.05 86.10%
oLl H‘ M 1259 168.0 2100 252,0 204.0 336.0
\\\\ \\\\‘\\\\‘\ T T \\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #289619: 1-Hexacosano
43.0
1 Tia Vol enlit
13.50 14.00
5000 83.0 m/z 83.10 72.71%
0 L M | 1290168.0209.0 2520 3220 354
el e — ——
m/z--> 50 lOO 150 200 250 300 350
Abundance #138523: 5-Octadecene, (E)- |l —
55.0 13.50 14.00
m/z 69.10 72.40%
5000
oL [s00re0 0 oy |y
m/z--> 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\BF@91824\
Data File : BF139435.D

Acqg On : 18 Sep 2024 19:47

Operator : RC/JU

Sample : P4015-07

Misc . CHA-1-TANK17

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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|
Butane, 2-metho... 2.193 65.0 ng 1198910 1 6.875 368707 20.0
2-Pentanone, 4-... 5.098 4.9 ng 90693 1 6.875 368707 20.0
Benzophenone 10.622 3.5 ng 87459 3  9.910 497226 20.0
n-Tetracosanol-1 13.874 3.0 ng 43483 5 14.027 285689 20.0
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