LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111522\
Data File : BF131244.D

Acqg On : 15 Nov 2022 21:44
Operator : CG\JU

Sample : PB148901BL

Misc :

ALS Vvial : 13  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-BF111522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131244.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.346 34 44 49 rBV 111761 149161 3.77% ©.588%
2 5.210 525 531 542 rBvV 611784 851772 21.53% 3.356%
3 5.593 590 596 599 rBV 2875774 3123062 78.94% 12.305%
4 5.987 660 663 666 rBv 54560 43299 1.09% 0.171%
5 6.587 759 765 768 rBV 2546459 3177024 80.30% 12.518%
6 6.975 827 831 834 rVB 830044 682772 17.26%  2.690%
7 7.540 921 927 930 rBV 1869956 1974640 49.91% 7.780%
8 8.263 1045 1050 1053 rBV 1062614 929476 23.49%  3.662%
9 9.345 1228 1234 1237 rBV 3652724 3656971 92.44% 14.409%

10 10.028 1345 1350 1354 rBV 1266754 1096803 27.72% 4.321%

11 10.822 1478 1485 1488 rBV 2555110 2385478 60.30% 9.399%
12 11.528 1601 1605 1608 rVB 1348074 1127049 28.49% 4.441%
13 13.127 1872 1877 1880 rBV 4203356 3956253 100.00% 15.588%

14 14.180 2052 2056 2060 rBV 1157030 1026320 25.94% 4.044%
15 15.363 2252 2257 2265 rVB 46150 57554 1.45% 0.227%
16 15.727 2313 2319 2324 rBV 649580 803996 20.32% 3.168%
17 15.780 2324 2328 2334 rVB2 59660 83822 2.12% 0.330%
18 16.262 2404 2410 2419 rBV2 45577 80432 2.03% 0.317%
19 16.827 2499 2506 2517 rBV2 33946 75054 1.90% 0.296%
20 17.492 2609 2619 2627 rBV5 20149 53579 1.35% 0.211%
21 18.274 2744 2752 2761 rBVé6 16194 46117 1.17% 0.182%
Sum of corrected areas: 25380634
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111522\
Data File : BF131244.D

Acq On : 15 Nov 2022 21:44
Operator : CG\JU

Sample : PB148901BL

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF131244.D\data.ms
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Abundance TIC: BF131244.D\data.ms
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Abundance TIC: BF131244.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111522\
Data File : BF131244.D

Acq On : 15 Nov 2022 21:44
Operator : CG\JU

Sample : PB148901BL

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.346 4.37 ng 149161 1,4-Dichlorobenzene-d4 6.975

Hit# of 5 Tentative ID MW MolForm CAS# 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 40
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 28
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
Abundance  Scan 44 (2.346 min): BF131244.D\data.ms (-34) (-) m/z 73.10 100.00%
73.1
5000 43.0 A
87'1 \‘\\\\‘\\\\‘\\\\‘\
‘ ‘ 220 240 260
Ok 2B e m/z 43.05  47.32%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 L L B ) L B B
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87.0 m/z 55.00 35.33%
20 | bo | |
O\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0 /\
87.0 S/
2.20 2.40 2.60
5000 41.0 55.0 ITI z 87.10 26.19%
27.0
0 11, L 112.0 129.0
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Abundance #5032: 3-Pentanol, 3-methyl- e e e
73.0 220 2.40 2.60

m/z 41.05 16.68%
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20.0 ‘ 87.0
0 15. p [l ‘ ‘ | ‘

P e e e e R IR
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111522\
Data File : BF131244.D

Acq On : 15 Nov 2022 21:44
Operator : CG\JU

Sample : PB148901BL

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.210  24.95 ng 851772  1,4-Dichlorobenzene-d4 6.975

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 Allyl acetate 100 C5H802 000591-87-7 9
Abundance Scan 531 (5.210 min): BF131244.D\data.ms (-525) (-) m/z 42.95 100.00%
3.0
5000 59.0
T
830 101.0 4.80 5.00 5.20 5.40 5.60
0t et e M/Z 59.00 49.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 B B ELBLALL B I

4.80 5.00 5.20 5.40 5.60
m/z 58.00 17.22%

O\\\‘\\\\‘\\\?‘ﬁ\.?\\“”i\\’\\‘}\‘\\\\‘\\\\?%;9\‘\\\]-\()"]\“\0\\‘\
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Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
R AR BRRERRE R o
4.80 5.00 5.20 5.40 5.60
5000 57.0 ITI/Z 101.00 13.44%
29.0
‘ 101.0
0m‘m“m““HH‘MM‘,‘m‘mH“m"‘m‘uu,‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime REaae R R
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.17%
5000
101.0
oL 180 310 | %80 750 g0
e e e e e R RARRGREE R o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60

8270-BF111522.M Wed Nov 16 14:22:10 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111522\
Data File : BF131244.D

Acq On : 15 Nov 2022 21:44
Operator : CG\JU

Sample : PB148901BL

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Pentacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.780 2.09 ng 83822  Perylene-di2 15.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Octacosane 394 (C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
Abundance Scan 2328 (15.780 min): BF131244.D\data.ms (-2324) (- m/z 57.05 100.00%
57.0
5000
S et
‘ ‘ 2610 15.50 16.00
0 “‘ﬂpwhn WN‘WJ Mu“““““““ R m/z 43.05 58.18%
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000 s poe
15.50 16.00
9.0 m/z 71.10 56.40%
\\\\‘ \\‘\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
T —
15.50 16.00
5000 m/z 85.10 37.81%
ol h‘ | H | 141 0183.0225.0 281.0 337.0 394.
i B Lo A S e e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T A I
57.0 15.50 16.00
m/z 41.05 22.78%
5000
41.0
SEANN w M1018302250 2080
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111522\
Data File : BF131244.D

Acq On : 15 Nov 2022 21:44
Operator : CG\JU

Sample : PB148901BL

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Sulfurous acid, 2-propyl te... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.262 2.00 ng 80432  Perylene-d12 15.727
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 78
2 Eicosane 282 C20H42 000112-95-8 76
3 Heptacosane 380 C27H56 000593-49-7 72
4 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 64
5 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 64
Abundance Scan 2410 (16.262 min): BF131244.D\data.ms (-2404) (- m/z 57.10 100.00%
57.1
5000
9.0 e P
16.00 16.50
141.1 207 0
ol u“ J 'M L S m/z 43.00 61.13%
m/z--> 50 100 150 200 250 300 350
Abundance  #224374: Sulfurous acid, 2-propyl tetradecyl ester
43.0
5000 s et
50 16.00 1650
m/z 71.00 55.34%
25.0
O \“\ ‘\ ‘ ]Yr \ ‘ T \J-\gﬁ\o\ T \2‘6\1\0\ T ‘ T TT ‘ T 1T
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5 7
16.00 16.50
5000 m/z 85.10 46.58%
9.0
oL h | F [, 141018302250 2820
i T e A e
m/z--> 100 150 200 250 300 350
Abundance #287977: Heptacosane R —
57.0 16.00 16.50
m/z 54.95  22.87%
5000
0 \ | I F ‘%410183022502670 3230380
““‘ e A
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111522\
Data File : BF131244.D

Acqg On : 15 Nov 2022 21:44
Operator : CG\JU

Sample : PB148901BL

Misc

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111522.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... 2.346 4.4 ng 149161 1 6.975 682772 20.0
2-Pentanone, 4-... 5.210 24.9 ng 851772 1 6.975 682772 20.0
Pentacosane 15.780 2.1 ng 83822 6 15.727 803996 20.0
Sulfurous acid,... 16.262 2.0 ng 80432 6 15.727 803996 20.0
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