LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100424\
Data File : BF139666.D

Acqg On : 04 Oct 2024 19:19
Operator : RC/JU

Sample : P4273-01 2X

Misc :

ALS Vvial : 16 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-BF100124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139666.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.134 3 7 17 rVB 767299 1147605 100.00% 11.373%
2 3.928 307 312 321 rVB 11467 18246 1.59% 0.181%
3 5.069 497 506 517 rBV 42356 60640 5.28% 0.601%
4 5.481 566 576 589 rBV 635974 859728 74.91%  8.520%
5 5.710 611 615 621 rVB 9375 11569 1.01% 0.115%
6 6.493 739 748 764 rBV 633579 833647 72.64%  8.262%
7 6.687 777 781 787 rBvV2 14798 19082 1.66% ©0.189%
8 6.863 806 811 816 rVB 459049 551165 48.03% 5.462%
9 7.422 896 906 911 rBV 410275 524049 45.66% 5.193%
10 7.681 945 950 955 rvB2 15566 23142 2.02% 0.229%
11  8.145 1019 1029 1036 rBV 532499 681860 59.42% 6.757%
12 8.363 1060 1066 1071 rVBS5 7569 17633 1.54% 0.175%
13 9.216 1206 1211 1216 rBV 661999 834590 72.72% 8.271%
14  9.298 1221 1225 1229 rBV 25357 35476 3.09% 0.352%
15 9.610 1274 1278 1282 rBV4 13500 20770 1.81% 0.206%
16 9.763 1300 1304 1307 rBV5 16725 27730  2.42%  0.275%
17 9.898 1320 1327 1332 rBV 500808 640282 55.79%  6.345%
18 10.322 1397 1399 1403 rVB 19709 21687 1.89% 0.215%
19 10.610 1444 1448 1454 rVB 159317 195952 17.07% 1.942%
20 10.686 1456 1461 1467 rBV 308968 397493 34.64%  3.939%
21 10.810 1477 1482 1488 rVB 82745 138657 12.08% 374%
22 10.922 1498 1501 1508 rBV2 28874 44266 3.86% 439%
23 11.245 1553 1556 1558 rBV 31485 39790  3.47%

24 11.275 1558 1561 1567 rVB2 70070 101980  8.89%
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25 11.386 1575 1580 1590 rBV 471396 684527 59.65% 784%
26 11.622 1617 1620 1625 rBV4 27437 39709 3.46% 394%
27 11.910 1667 1669 1676 rVB3 33360 43989 3.83% 436%

28 12.598 1782 1786 1790 rVB 105584 124885 10.88%
29 12.827 1821 1825 1831 rVB 103171 150030 13.07%
30 12.969 1844 1849 1857 rVB 583534 765132 66.67%
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31 14.022 2024 2028 2040 rVB2 415165 644859 56.19%
32 15.492 2274 2278 2291 rVB 233951 390527 34.03% 3.870%
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Sum of corrected areas: 10090697
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100424\
Data File : BF139666.D

Acqg On : 04 Oct 2024 19:19
Operator : RC/JU

Sample : P4273-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF139666.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100424\
Data File : BF139666.D

Acqg On : 04 Oct 2024 19:19

Operator : RC/JU

Sample : P4273-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.134 41.64 ng 1147610 1,4-Dichlorobenzene-d4 6.863
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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 7 (2.134 min): BF139666.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 431
871 \\‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ Lg 0 ‘ 2.202.302.402.50
Ob oo b e e Mz 43.10 47.84%
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 T[T T T T TTTT T
43.0 2.202.302.402.50
' 87.0 m/z 55.10 31.84%
29.0
M‘ \‘\“ LQO ‘\
O\‘H\\‘HH‘!\f\‘\f\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
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 .
2.202.302.402.50
5000 41.0 55.0 m/z 87.10 25.85%
27.0
0 H\ ‘m \“ I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R RRREE R
73.0 2.202.302.402.50
m/z 41.10 15.66%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e S ———
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100424\
Data File : BF139666.D

Acqg On : 04 Oct 2024 19:19
Operator : RC/JU

Sample : P4273-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 5
R.T. EstConc Area Relative to ISTD R.T.
5.069 2.20 ng 60640 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 506 (5.069 min): BF139666.D\data.ms (-497) (-) m/z 43.10 100.00%

3.1
59.1
5000
101.1 T
‘ 83.0 4.80 5.00 5.20 5.40
Obrerperrrrrrer el ettt b et e M/Z 59.1@ 55.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I LA AL LR
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.10 16.69%
O\\\‘\f‘!‘!‘\\f?“ﬁ\.\o\\“H{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
A R RAR
4.80 5.00 5.20 5.40
5000 m/z 58.10 15.23%
410 101.0
o 150 20wl mo B0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate A R RAE
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.80%
5000
58.0
0 mﬁfc‘)wz‘z"?‘m“‘u‘W‘m‘““7‘21.‘0“_H“Hl‘(‘)?f?u“ AL i ]
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\BF100424\
Data File : BF139666.D

Acqg On : 04 Oct 2024 19:19
Operator : RC/JU

Sample : P4273-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 2
R.T. EstConc Area Relative to ISTD R.T.
10.610 6.12 ng 195952  Acenaphthene-di10 9.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 52
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
4 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
5 acetic acid, 2-bromo-, 2-oxo-2-p... 256 C1OH9BroO3 1000401-50-0 47
Abundance Scan 1448 (10.610 min): BF139666.D\data.ms (-1444) (- m/z 105.10 100.00%
105.1
77.0
182.1
5000
51.0
1050 1100
152.0
O el e A2 e b 20T mjz 77.05  68.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000
1050 1100
51.0 m/z 182.10  52.58%
o210 | | 12701520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56777: Azobenzene
77.0
182.0 1050 1100
5000 m/z 51.05 31.77%
51.0 105.0
27.0 \ ‘ 128.0 15%0 \
R

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30107: Benzenecarbothioic acid, S-methyl ester e ==

105.0 10.50 11.00
m/z 50.10 10.24%
77.0
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100424\
Data File : BF139666.D

Acqg On : 04 Oct 2024 19:19
Operator : RC/JU

Sample : P4273-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Decane, 3,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.810 4.05 ng 138657  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 74
2 Eicosane 282 C20H42 000112-95-8 72
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 68
5 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 58
Abundance Scan 1482 (10.810 min): BF139666.D\data.ms (-1477) (| m/z 57.10 100.00%
57.1
113.1 10‘56 ‘11‘00‘
LB g2 2 0
e m/z 71.18  67.33%
miz-> 50 100 150 200 250
Abundance #45506: Decane, 3,6-dimethyl-
57.0
5000 — —
10.50 11.00
m/z 43.10 60.24%
27.0‘ 113.0
O T “\ U‘ ’ “‘\ ‘1‘ \“‘\ " \“ T T \‘ ‘ ]\_7(\).(\) T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #176386: Eicosane
57.0
— ——
10.50 11.00
5000 m/z 41.10 28.20%
99.0
JB00 || %0 1410 1830 2250 2820 M
el e e
miz--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- — —
57.0 10.50 11.00
m/z 85.10 26.22%
- M
27.0 99.0
ol w,‘w A SR
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100424\
Data File : BF139666.D

Acqg On : 04 Oct 2024 19:19
Operator : RC/JU

Sample : P4273-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.275  2.98ng 101980 Phenanthrene-d10 11.386

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87

2 Dodecane 170 C12H26 000112-40-3 87
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
4 Pentacosane 352 C25H52 000629-99-2 74

5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44

054833-48-6 74

Abundance Scan 1561 (11.275 min): BF139666.D\data.ms (-1558) (- m/z 57.10 100.00%
57.1

5000 thﬁfxﬁﬁ~fm~wﬁvwwﬂﬂﬂv

184.1

—
11.00 11.50

‘ “ 113.1
[ S—1 Ll 1 ““““1\‘5?-9;4‘“ A2 wz 71.16 66.79%
miz--> 50 100 150 200 250 300
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
574.0
5000 — —
11.00 11.50

m/z 43.10 48.07%

113.0
— L“ \‘\ e H\ A M‘ “\‘ ‘\“ . ]"8‘\3‘9‘ . ?5‘3"0‘ e
m/z--> 50 100 150 200 250 300
Abundance #45481: Dodecane
57.0

—
11.00 11.50

o

5000 ITI/Z 85.10 36.52%
99.0 170.0
0]-‘4‘0\“‘ \“‘\ ‘ “‘ !\ ““‘ “‘ ‘\\ T AL LA L O A L S B R MM
m/z--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo- T T
57.0 11.00 11.50
m/z 41.10 23.17%
99.0 1550
NI 1 1 Wl A1) B
m/z--> 50 100 150 200 250 300 11.00 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100424\
Data File : BF139666.D

Acqg On : 04 Oct 2024 19:19
Operator : RC/JU

Sample : P4273-01 2X

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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... 2.134 41.6 ng 1147610 1 6.863 551165 20.0
2-Pentanone, 4-... 5.069 2.2 ng 60640 1 6.863 551165 20.0
Benzophenone 10.610 6.1 ng 195952 3  9.898 640282 20.0
Decane, 3,6-dim... 10.810 4.0 ng 138657 4 11.386 684527 20.0
Hexadecane, 2,6... 11.275 3.0 ng 101980 4 11.386 684527 20.0
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