LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062623\
Data File : BF133973.D

Acqg On : 27 Jun 2023 04:44

Operator : CG\JU

Sample : 03365-03

Misc

ALS Vvial : 19 Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

tion: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133973.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max total
1  2.151 5 11 18 rVB 1082950 1454460 64.98% 8.382%
2 2.269 26 31 37 rVB 32980 45566 2.04% 0.263%
3 5.092 507 511 518 rBV 123898 154923 6.92% 0.893%
4 5.492 574 579 582 rBV 2099977 2088691 93.31% 12.038%
5 6.486 743 748 751 rBV 2022373 2103568 93.98% 12.124%
6 6.851 807 810 818 rBV 824757 642243 28.69% 3.701%
7 7.416 901 906 909 rBV 1451925 1311226 58.58% 7.557%
8 7.939 992 995 1002 rVB 40911 33847 1.51% 0.195%
9 8.128 1024 1027 1031 rBV 859762 731195 32.67% 4.214%
10 9.210 1207 1211 1214 rBV 2585234 2169290 96.92% 12.502%
11  9.886 1323 1326 1330 rBV 819488 679010 30.34% 3.913%
12 10.604 1445 1448 1454 rBV 375842 285319 12.75% 1.644%
13 10.680 1457 1461 1470 rBV 1518671 1297088 57.95% 7.476%
14 11.380 1576 1580 1584 rBV 829919 717831 32.07% 4.137%
15 11.910 1667 1670 1674 rBV2 43360 45572  2.04% 0.263%
16 12.563 1778 1781 1785 rBV 43152 36269 1.62% 0.209%
17 12.980 1848 1852 1855 rBV 2583699 2238329 100.00% 12.900%
18 13.674 1968 1970 1974 rVB5 27901 34901 1.56% 0.201%
19 13.886 2002 2006 2016 rBV 204763 301934 13.49% 1.740%
20 14.039 2029 2032 2036 rBV 571001 522247 23.33% 3.010%
21 14.515 2111 2113 2119 rBvV4 21943 39516 1.77% 0.228%
22 14.909 2177 2180 2182 rVB 28830 29331 1.31% 0.169%
23 15.545 2284 2288 2293 rBV 301139 388793 17.37% 2.241%

Sum of corrected areas: 17351149
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062623\
Data File : BF133973.D

Acqg On : 27 Jun 2023 04:44
Operator : CG\JU

Sample : 03365-03

Misc

ALS vial : 19 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

Abundance TIC: BF133973.D\data.ms
2500000

5.492 6.486
2000000

1500000 7.416

151

1000000 6.851

500000

5.092
.269

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance TIC: BF133973.D\data.ms
2500000 9.210 12.980

2000000

10.680
1500000

1000000
8.128 9.886 11.380

500000 10.60

7.939 L k 11.910 12.563

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF133973.D\data.ms
2500000

2000000

1500000

1000000

500000

14.909

14.515

T T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 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\BF062623\
Data File : BF133973.D

Acqg On : 27 Jun 2023 04:44
Operator : CG\JU

Sample : 03365-03

Misc

ALS vial : 19 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.
2.151 45.29 ng 1454460  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 40
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
Abundance  Scan 11 (2.151 min): BF133973.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
5000 43.0 j\\
87.1 \\\‘\H\‘\\H‘H\\‘\H\‘\\
‘ 91 ‘ 2.202.302.402.502.60
O b 2092wz 43.e5  46.07%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL LA LA LR R
43.0 2.202.302.402.502.60
‘ 87.0 m/z 55.00  30.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 A T SRR
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 25.11%
27.0
0 11, L 112.0 129.0
HV‘H‘H‘w‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8502: 2-Methyl-5-hexen-3-ol R aRRARE L
73.0 2.202.302.402.502.60
m/z 41.05 14.90%
55.0
5000
41.0
27.0 ‘
oH,‘m_H‘!““H:H:‘Hmhmwmww‘wwwwww S U S ——
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062623\
Data File : BF133973.D

Acqg On : 27 Jun 2023 04:44
Operator : CG\JU

Sample : 03365-03

Misc

ALS vial : 19 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.
5.092 4.82 ng 154923 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 53
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 511 (5.092 min): BF133973.D\data.ms (-507) (-) m/z 43.00 100.00%
43.0
59.0
5000

EEEEE R e n

‘ 83.0 10‘1'0 4.80 5.00 5.20 5.40
bl ot 709 830 L mjz 59.00  54.96%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 L B L B B L BRI
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.00 16.32%
O \\\‘\f‘!‘f‘\\!ﬁﬁ;?\\“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
e EEERamEEs R
4.80 5.00 5.20 5.40
5000 57.0 m/z 58.00 15.28%
29.0
‘ 101.0
O bbbt el 780 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- R RARRNREE R R
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.27%
5000
210 101.0
e 280 2Tl 730,830 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 : BF133973.D

Acqg On : 27 Jun 2023 04:44
Operator : CG\JU

Sample : 03365-03

Misc

ALS vial : 19 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 8.40 ng 285319  Acenaphthene-di10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 58
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 50
4 Benzene, (trimethoxymethyl)- 182 C10H1403 000707-07-3 50
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 50
Abundance Scan 1448 (10.604 min): BF133973.D\data.ms (-1445) (| m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0
—— —
10.50 11.00
152.1
b il b 3299 T myz 77.00  67.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —t pg—
10.50 11.00
510 m/z 182.10  52.89%
Jero | 1260 1520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.00 28.88%
51.0
L O A S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52288: Benzenebutanoic acid, .gamma.-oxo- —r—h iy
105.0 10.50 11.00
m/z 50.00 9.95%
5000 77.0
>0 178.0
N I 1330 156.0 '
T e e BRAA R ‘ ‘ ‘ ;
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\BF062623\
Data File : BF133973.D

Acqg On : 27 Jun 2023 04:44
Operator : CG\JU

Sample : 03365-03

Misc

ALS vial : 19 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 Cycloeicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.886 11.56 ng 301934  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 95
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 2006 (13.886 min): BF133973.D\data.ms (-2002) (- m/z 43.05 100.00%
43.0
2000 meﬂvJvﬂwJ\wﬁWW\ﬁva
5% 0
39.0 : :
A — | “ ‘ wh |12 k00 239.2280.1 3411 m/z 57.10 99.43%
m/z--> 50 100 150 200 250 300 350
Abundance #173728: Cycloeicosane
55.0
5000 — —
13.50 14.00
m/z 55.00 88.12%
ol L] “ | “L 189018202040 2800
\\\\‘\\\\‘ \‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester
57.0
— —
97.0 13.50 14.00
5000 m/z 69.10 69.75%
0 \‘ \‘\ I “ “\ \ \h L 1‘82 0 238 0 283.0 384(
i ] e e R
m/z--> 50 lOO 150 200 250 300 350
Abundance #215083: 1-Heneicosanol “ —
55.0 13.50 14.00
97.0 .
m/z 97.10 69.54%
h JJL/\
s LU sm00m0nss0
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\BF062623\
Data File : BF133973.D

Acqg On : 27 Jun 2023 04:44
Operator : CG\JU

Sample : 03365-03

Misc

ALS Vvial : 19 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... 2.151 45.3 ng 1454460 1 6.851 642243 20.0
2-Pentanone, 4-... 5.092 4.8 ng 154923 1 6.851 642243 20.0
Benzophenone 10.604 8.4 ng 285319 3 9.886 679010 20.0
Cycloeicosane 13.886 11.6 ng 301934 5 14.039 522247 20.0
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