LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133507.D

Acqg On : 26 May 2023 19:30
Operator : CG\JU

Sample : 02945-11

Misc :

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-BF©52523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133507.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.216 18 22 29 rvB2 37939 51103 1.17% 0.214%
2 4.422 392 397 402 rVB 67312 78851 1.81% 0.330%
3 5.046 497 503 506 rBV 1065332 1112533 25.48% 4.658%
4 5.440 566 570 574 rBV 1464713 1417369 32.46% 5.934%
5 5.845 636 639 643 rVB 52440 46389 1.06% 0.194%

6 6.451 738 742 745 rBV = 983326 899799 20.61% 3.767%
7 6.834 804 807 811 rBV 1075995 876749 20.08% 3.671%
8 7.404 898 904 907 rBV 2787290 2646855 60.61% 11.082%
9 8.122 1022 1026 1029 rBV 1384526 1141541 26.14% 4.779%

9.198 1204 1209 1212 rBV 4609773 4366668 100.00% 18.282%

11  9.875 1320 1324 1327 rBV 1540665 1213770 27.80%
12 10.586 1442 1445 1449 rBV 560078 446988 10.24%
13 10.663 1453 1458 1461 rBV 2118602 1901505 43.55%
14 10.898 1495 1498 1507 rVB 134048 116249  2.66%
15 11.363 1573 1577 1580 rBV 1420991 1247749 28.57%

VIO NPEFE, WUV
Xod
a
=
R

16 11.886 1663 1666 1671 rBV 79025 83360 1.91%
17 12.957 1842 1848 1851 rBV 3900611 4124085 94.44% 17.
18 13.886 1999 2006 2021 rBv4 46433 138599 3.17%
19 14.004 2021 2026 2029 rBV 1158059 1094290 25.06%
20 15.463 2268 2274 2280 rBV 703774 880507 20.16%

whoONO®
U1
o]
[
R

Sum of corrected areas: 23884959
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 26 May 2023 19:30
¢ CG\JU
: 02945-11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
BF133507.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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\BF052623\
Data File : BF133507.D

Acqg On : 26 May 2023 19:30

Operator : CG\JU

Sample ¢ 02945-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.M
: 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5.046  25.38 ng 1112530 1,4-Dichlorobenzene-d4 6.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 7
Abundance Scan 503 (5.046 min): BF133507.D\data.ms (-497) (-) m/z 42.95 100.00%
43.0
5000 59.1
P T e e
61 1011 4.80 5.00 5.20 5.40
Ol et RO 222 L m/z 59.18 47.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L I IR B
590 4.80 5.00 5.20 5.40
m/z 58.00 15.70%
O\\\’\\\\‘\\1‘?‘?‘-\-\0\\“‘}{\\‘\\}\‘\\\\‘\\\\8‘:\)"\.\0\’\\\]-\0‘]\"\0\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
Crmp ey
4.80 5.00 5.20 5.40
5000 m/z 101.10 15.14%
101.0
o 180 310 | °80 700 86,0
Crrp e e e S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate R A RREmERE S
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.53%
5000
58.0
15.0 27.0 ! 72.0 100.0
ottt R R
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\BF052623\
Data File : BF133507.D

Acqg On : 26 May 2023 19:30
Operator : CG\JU

Sample ¢ 02945-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.586 7.37 ng 446988  Acenaphthene-d10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Pentafluoroethyl phenyl ketone 224 C9H5F50 000394-52-5 50
3 .alpha.,.alpha.-Dichloroacetophe... 188 C8H6C120 002648-61-5 50
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 50
5 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 50
Abundance Scan 1445 (10.586 min): BF133507.D\data.ms (-1442) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
RN T
10.50
152.1
Ol b el e 52l e M/Z 77.00 66.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
77.0
182.0
5000 —
10.50
510 m/z 182.10  48.12%
0 2?0 L | 152.0 L
‘\\\\“\\\\’\\\”\‘\\\\‘\\\\’\\\\‘\\‘1‘\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104906: Pentafluoroethyl phenyl ketone
105.0
77.0 R \
10.50
5000 m/z 50.95 31.40%
51.0
0127.0 L | . 1450 177.0 224.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #63252: .alpha.,.alpha.-Dichloroacetophenone —4 A
105.0 10.50
m/z 50.00 9.98%
77.0
5000
51.0
0 270\ | Al | | 154.0 A
A L e e A RSARaEa S v —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133507.D

Acqg On : 26 May 2023 19:30
Operator : CG\JU

Sample ¢ 02945-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.886 2.53 ng 138599  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 90
2 1-Tricosene 322 C23H46 018835-32-0 90
3 Octacosanol 410 C28H580 000557-61-9 90
4 n-Tetracosanol-1 354 C24H500 000506-51-4 90
5 1-Eicosanol 298 C20H420 000629-96-9 87
Abundance Scan 2006 (13.886 min): BF133507.D\data.ms (-1999) (- m/z 57.05 100.00%
1.0
- ,\J\/\J\aﬂ
11.1
cthgepind Vo
| ‘ hily 2081  283.0 13.50 14.00 :
o- Il HH‘HMH_HmHH_Hu_m_m m/z 55.00  86.60%
miz--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene
55.0
97.0
5000 — —
13.50 14.00
m/z 43.10 84.31%
OL4J! “\ \ ‘H‘ ‘H‘ L ‘\ ‘\ “0\ \8\1-\0‘ T T 1T ‘ T \\3‘0§.\()\ T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #227234: 1-Tricosene
43.C
07.0
— —
13.50 14.00
5000 m/z 97.10 67 .36%
L
ol LA LL I m20  sz20
m/z--> 50 100 150 200 250 300 350
Abundance #308225: Octacosano
57.0 13.50 14.00
m/z 40.95 67.20%
- Mwwj\w
ol dd h i M 50195.0236.0 20203340 3924
- “‘ R e e AR — —
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\BF052623\
Data File : BF133507.D

Acqg On : 26 May 2023 19:30
Operator : CG\JU

Sample ¢ 02945-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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-... 5.046 25.4 ng 1112530 1 6.834 876749 20.0
Benzophenone 10.586 7.4 ng 446988 3 9.875 1213770 20.0
1-Docosene 13.886 2.5 ng 138599 5 14.004 1094290 20.0
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