LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062623\
Data File : BF133966.D

Acqg On : 26 Jun 2023 22:42
Operator : CG\JU

Sample : 03365-24

Misc :

ALS Vvial : 14 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133966.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.157 5 12 18 rVB 1279189 1664974 70.94% 9.073%
2 2.269 27 31 37 rVB 35501 48859 2.08% 0.266%
3 5.098 508 512 519 rBV 184343 216865 9.24%  1.182%
4 5.492 574 579 582 rBV 2430481 2303972 98.16% 12.555%
5 6.492 744 749 752 rBV 2327512 2329000 99.23% 12.691%

6 6.851 807 810 814 rBV 762769 654100 27.87%
7 7.416 901 906 909 rBV 1736429 1423056 60.63%
8 8.133 1024 1028 1031 rBV 925578 762089 32.47%
9 9.210 1207 1211 1214 rBV 2952785 2347093 100.00% 12.

9.892 1323 1327 1330 rBV 880925 730517 31.12%

WNPANNW
[y
U
w
xR

11 10.604 1445 1448 1452 rBV 272520 244403 10.41%
12 10.686 1457 1462 1465 rBV 1524433 1424743 60.70%
13 11.386 1577 1581 1589 rBV 823636 739029 31.49%
14 11.910 1667 1670 1680 rBvV2 105787 141085 6.01%
15 12.980 1848 1852 1856 rBV 2304217 2210829 94.19% 12.

NO®PR_NNR
[
N
N
B

16 13.886 2003 2006 2011 rBV 136915 177390 7.56% ©.967%
17 14.045 2029 2033 2036 rBV 564170 509197 21.69% 2.775%
18 15.551 2285 2289 2294 rVB 332346 423778 18.06%  2.309%

Sum of corrected areas: 18350979
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 26 Jun 2023 22:42
¢ CG\JU
: 03365-24

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062623\
BF133966.D

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M

Quant Title

TIC Library

: 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\BF062623\
Data File : BF133966.D

Acqg On : 26 Jun 2023 22:42
Operator : CG\JU

Sample : 03365-24

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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.
2.157 50.91 ng 1664970 1,4-Dichlorobenzene-d4 6.851

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 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
Abundance  Scan 12 (2.157 min): BF133966.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
5000 43.0 A
R ERREREEE R
‘ J 881 2.202.302.402.502.60
ol Ml 580 [l 881 1149 1471 ., 4305  45.15%
m/z--> 20 40 60 80 100 120 140
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T [T T T[T T T[T TTT 1T

43.0 2.202.302.402.502.60
m/z 55.05 29.52%

27.0 ‘ 8$0
O ‘ \MT\ T “1 T 1 ‘ T 1‘\ ‘ T ’ T T T ‘ L ’ L
m/z--> 20 80 100 120 140
Abundance #15764. 2,2,4-Trimethyl-3-pentanol
73.0

2.202.302.402.502.60

5000 55.0 m/z 87.10  25.48%
39?
S Y P
miz--> 20 40 60 80 100 120 140
Abundance #2307: 1,3-Dioxolane, 2-methyl- R A Ramaa L
73.0 2.202.302.402.502.60

m/z 41.05 14.47%

5000 43.0
58.0
27.0
I . 880

m/z--> 20 40 60 80 100 120 140 2.202.302.402.502.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062623\
Data File : BF133966.D

Acqg On : 26 Jun 2023 22:42
Operator : CG\JU

Sample : 03365-24

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 4
R.T. EstConc Area Relative to ISTD R.T.
5.098 6.63 ng 216865 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Butane 58 C4H10 000106-97-8 9
Abundance Scan 512 (5.098 min): BF133966.D\data.ms (-508) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.1 T T T
4.80 5.00 5.20 5.40
| ‘\ | ‘ 830 o
o+ttt m/z 59.00 53.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I NI B
4.80 5.00 5.20 5.40
59.0 m/z 101.18  19.07%
101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
e aa e RARAR
4.80 5.00 5.20 5.40
5000 m/z 57.95 13.51%
101.0
o 180 310 | °80 700 86,0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9492: 2-Hexanol, 2-methyl- R ERBREEEERSEE S
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.00%
5000
43.0
31.0 830 101.0
ootso ol L mese L
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\BF062623\
Data File : BF133966.D

Acqg On : 26 Jun 2023 22:42
Operator : CG\JU

Sample : 03365-24

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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.
10.604 6.69 ng 244403  Acenaphthene-di10 9.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 52
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 52
4 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 52
5 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 50
Abundance Scan 1448 (10.604 min): BF133966.D\data.ms (-1445) (-] ' m/z 104.95 100.00%
105.0
77.1
5000 182.1
51.0
— —
| | 152.0 H 10.50 11.000
ot e e m/z 77.10 68.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 T T T T
10.50 11.00
51.0 m/z 182.10  45.53%
S N 1520
O H\‘\H\“HH‘\H‘\‘\H\‘HH‘\H\‘H\‘\’\H\‘W\H‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #165542: Disulfide, dibenzoyl
105.0
— —
770 10.50 11.00
5000 m/z 50.95 31.78%
51.0
0 o | I 152.0 242.(
R R aa A R RAARARsmsREaL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #40427: Benzeneacetic acid, .alpha.-oxo-, methyl ester Pt Pt
105.0 10.50 11.00
m/z 50.00 10.74%
5000 77.0
51.0
015.0 | | 136.0 164.0
P T e T e —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062623\
Data File : BF133966.D

Acqg On : 26 Jun 2023 22:42
Operator : CG\JU

Sample : 03365-24

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.910 3.82 ng 141085  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Undecanoic acid 186 C11H2202 000112-37-8 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 1670 (11.910 min): BF133966.D\data.ms (-1667) (- m/z 43.10 100.00%
43.1 ,73.0
5000
129.1
213.2 T
‘ 157.1185.2 256.3 12.00
Ot il m/z 72.95 93.98%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109279: Tetradecanoic acid
73.0
43.0
5000 129.0 pony ‘Zbd
1850 / 60 é;. 93.407
Hl 228.0 m/z . . 0
O]\-\S\.‘O\‘\‘\\‘iu\\H\“‘\H\‘\‘H\‘\\ﬁ“‘\\“m‘\‘\‘\\‘HH‘\\H‘H\\“HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
ey
12.00
5000 129.0 m/Z 55.00 84.15%
157-0185.0213'0 256.0
(N
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 12.00
m/z 41.05 81.10%
5000 129.0
199.0
‘ H‘ 157 0 ‘ 242.0
oW\m\_wm:‘M‘mwwm_m_m_AH_\HW_HW_W -
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062623\
Data File : BF133966.D

Acqg On : 26 Jun 2023 22:42
Operator : CG\JU

Sample : 03365-24

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 1-Docosene

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.886 6.97 ng 177390  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 1-Nonadecene 266 C19H38 018435-45-5 95
3 10-Heneicosene (c,t) 294 C21H42 095008-11-0 93
4 1-Eicosene 280 C20H40 003452-07-1 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93

Abundance Scan 2006 (13.886 min): BF133966.D\data.ms (-2003) (- m/z 57.05 100.00%
571.0
5000 _NMA/J\%JV
1111
— ——
13.50 14.00
168.1 2311 324.2
0 J'{' ‘\ LA88L 2oL | 32023813 4603 7 s5.16 95.e5%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #209740: 1-Docosene
57.0
5000 111.0 . e
308.0 13.50 14.00
‘ m/z 43.10 85.15%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155960: 1-Nonadecene
41.0
— ——
13.50 14.00
5000 ITI/Z 83.10 61.04%
““““ i
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #192006: 10-Heneicosene (c,t) — —
55.0 13.50 14.00
m/z 41.10 59.79%
5000
111.0
ol } “” L1870 2940
e e e e P ——
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062623\
Data File : BF133966.D

Acqg On : 26 Jun 2023 22:42
Operator : CG\JU

Sample : 03365-24

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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... 2.157 50.9 ng 1664970 1 6.851 654100 20.0
2-Pentanone, 4-... 5.098 6.6 ng 216865 1 6.851 654100 20.0
Benzophenone 10.604 6.7 ng 244403 3  9.892 730517 20.0
Tetradecanoic acid 11.910 3.8 ng 141085 4 11.386 739029 20.0
1-Docosene 13.886 7.0 ng 177390 5 14.045 509197 20.0
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