LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140750.D

Acqg On : 05 Dec 2024 16:00
Operator : RC/JU

Sample : P5095-01

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-BF112124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140750.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.146 3 9 20 rVB 542596 848963 50.98% 7.066%
2 2.251 22 27 33 rVB 15308 23875 1.43% 0.199%
3 5.092 504 510 526 rVB 110583 169020 10.15% 1.407%
4 5.504 575 580 595 rBV 880110 1228035 73.74% 10.221%
5 6.510 746 751 778 rVB 847465 1269958 76.26% 10.570%
6 6.869 807 812 820 rBV 327450 405913 24.37% 3.379%
7 7.428 902 907 926 rBV 599381 842232 50.57% 7.010%
8 7.686 946 951 961 rBV 17799 32834 1.97% 0.273%
9 8.151 1021 1030 1051 rVB 386695 552580 33.18% 4.599%
10 8.728 1123 1128 1133 rBV 15343 21193 1.27% 0.176%
11 9.222 1206 1212 1221 rBV 1291160 1665348 100.00% 13.861%
12 9.292 1221 1224 1229 rVB 23387 30727 1.85% 0.256%
13 9.610 1274 1278 1286 rVB5 9324 19456 1.17% 0.162%
14  9.827 1309 1315 1319 rBV 25686 36064 2.17%  0.300%
15 9.904 1323 1328 1342 rVB 498774 645149 38.74% 5.370%
16 10.322 1394 1399 1403 rBV 26777 34124 2.05% 284%
17 10.539 1431 1436 1443 rBV 10990 20453  1.23% 170%

18 10.616 1444 1449 1455 rVV 200097 261295 15.69%
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19 10.698 1458 1463 1476 rVV 731400 994622 59.72% 279%
20 10.798 1476 1480 1489 rVB 31269 53855 3.23% 448%
21 10.927 1498 1502 1509 rVB 15440 20202 1.21% ©.168%
22 11.245 1552 1556 1559 rBV 21141 27731 1.67% 0.231%
23 11.398 1576 1582 1590 rBV 455010 629121 37.78% 5.236%
24 11.674 1625 1629 1633 rBV 17810 21296 1.28% ©.177%
25 12.080 1694 1698 1704 rVB2 20331 24453 1.47% ©.204%
26 12.980 1846 1851 1860 rBV 1059160 1322310 79.40% 11.006%
27 13.457 1927 1932 1942 rBV 57913 96014 5.77% 799%
28 13.545 1942 1947 1955 rVB4 10253 20272 1.22%

29 14.051 2028 2033 2045 rVB 251847 348618 20.93%
30 15.557 2283 2289 2300 rBV 189711 348699 20.94%
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Sum of corrected areas: 12014412
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: ©05 Dec 2024 16:00
: RC/JU
: P5095-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
BF140750.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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\BF120524\
Data File : BF140750.D

Acqg On : 05 Dec 2024 16:00
Operator : RC/JU

Sample : P5095-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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.
2.146  41.83 ng 848963 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 9 (2.146 min): BF140750.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000
43.0
87.1
AT
91 ‘ 2.202.302.402.502.60
Ol B2 L m/z 43.e5  34.58%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TT T T T [T T[T T TTTT 7T
43.0 2.202.302.402.502.60
' 87.0 m/z 87.10  26.99%
29.0
M‘ I ‘\‘ ‘ J{)go ‘ |
O\\‘\H\‘\H\‘Hf\‘\\f‘\“\\H‘HH‘HH‘H\\‘\H\‘\H\‘H\\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 N a§ IREESTREE
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.05 24.68%
27.0
oy bl 1120 1200,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- AR ARARAEE
73.0 2.202.302.402.502.60
m/z 41.05 11.33%
5000
45.0
29.0
0““HM“‘H‘HJH“H?Q[Q“VH“‘H“_‘%pﬁlq‘_“w“‘w““ P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140750.D

Acqg On : 05 Dec 2024 16:00
Operator : RC/JU

Sample : P5095-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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.
5.092 8.33 ng 169020 1,4-Dichlorobenzene-d4 6.869

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 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 510 (5.092 min): BF140750.D\data.ms (-504) (-) m/z 43.05 100.00%
59.1
5000
101.1 e AAREAREEE
| ‘ 83.0 4.80 5.00 5.20 5.40 .
Oy A TR m/z 59.10 62.53%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B L AL B
4.80 5.00 5.20 5.40
59.0 m/z 101.18  22.89%
101.
27.0 ‘ H 83.0 0‘ 0
O\\\\‘\“\H\\““1\\‘{‘\!\\[‘\\!\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime
43.0
N EERRaEEES R
4.80 5.00 5.20 5.40
5000 m/z 58.10 15.22%
101.0
o 180 . 600 840
e
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e EARRaEESSS S
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.60%
5000 41.0
0 \H\‘ \‘ if 12\6'0 142.0
1 N EERREEEESS R
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140750.D

Acqg On : 05 Dec 2024 16:00
Operator : RC/JU

Sample : P5095-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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.
10.616 8.10 ng 261295  Acenaphthene-die 9.904
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 52
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BroO 002114-00-3 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1449 (10.616 min): BF140750.D\data.ms (-1444) (-] ' m/z 105.05 100.00%
105.1
77.0
182.1
5000
51.1 — —
10.50 11.00
152.1
b prr e 2290 e m/z 77.05  68.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — o~
10.50 11.00
510 m/z 182.10  52.18%
o2mo || 1969 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 51.10 25.30%
51.0
ozo | p
e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro- Tk P
105.0 10.50 11.00
m/z 181.10 8.84%
77.0
5000
51.0
0 27.0 | \‘ Ll | ‘ 125.0 1540
R A e 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\BF120524\
Data File : BF140750.D

Acqg On : 05 Dec 2024 16:00
Operator : RC/JU

Sample : P5095-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.457 5.51 ng 96014  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 95
2 Hexadecanamide 255 C16H33NO 000629-54-9 59
3 Octanamide 143 C8H17NO 000629-01-6 59
4 Dodecanamide 199 C12H25NO 001120-16-7 53
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53
Abundance Scan 1932 (13.457 min): BF140750.D\data.ms (-1927) (- m/z 59.10 100.00%
59.1
5000 k
‘ 98.0 13.50
ob— U“ AP 20812382 2811 25 15 678y
miz-> 50 100 150 200 250
Abundance #174776: 9-Octadecenamide, (Z)-
59.0
5000 1
13.50
9701260 m/z 55.10 40.28%
‘ I H 1840 2380 281
ob— ‘}\ ‘\H‘\\H h u‘\‘m“ \Ml\ i”“ el v T t L ‘L ,
miz-> 50 100 150 200 250
Abundance #142059: Hexadecanamide
59.0
——
13.50
5000 m/z 41.10 37.94%
0 2?.0‘\“ H‘ M \‘ 11?'0‘ 170'0 21\2.0 25'\5'0
e
miz--> 50 100 150 200 250
Abundance #23422: Octanamide 7
59.0 13.50
m/z 43.10 25.18%
29.0‘” 1000 143.0
ol Wt —
m/z--> 50 100 150 200 250 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120524\
Data File : BF140750.D

Acqg On : 05 Dec 2024 16:00
Operator : RC/JU

Sample : P5095-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.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... 2.146 41.8 ng 848963 1 6.869 405913 20.0
2-Pentanone, 4-... 5.092 8.3 ng 169020 1 6.869 405913 20.0
Benzophenone 10.616 8.1 ng 261295 3  9.904 645149 20.0
9-Octadecenamid... 13.457 5.5 ng 96014 5 14.051 348618 20.0
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