LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120722\
Data File : BG@55916.D

Acqg On : 7 Dec 2022 16:12
Operator : CG/JU

Sample : PB149462BL

Misc :

ALS vial : 6 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_ G\Methods\8270-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55916.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.196 319 325 340 rVB 104816 158848 6.61% 1.742%
2 5.690 402 409 420 rBV 455972 712789 29.65% 7.816%
3 7.317 678 686 701 rBV 457900 778105 32.37% 8.532%
4 8.158 823 829 838 rBV 77966 127862 5.32% 1.402%
5 9.333 1022 1029 1042 rVB 266616 470213 19.56% 5.156%

6 10.990 1303 1311 1322 rBV 111249 199500 8.30%  2.188%
7 13.416 1717 1724 1734 rBV 783021 1186002 49.33% 13.005%
8 14.797 1952 1959 1967 rBV 206290 319815 13.30% 3.507%
9 16.283 2205 2212 2234 rBV 621670 990037 41.18% 10.856%
10 17.535 2419 2425 2432 rBV 295121 447871 18.63% 4.911%

11 20.126 2860 2866 2871 rBV 1898734 2404129 100.00% 26.363%

12 21.818 3148 3154 3164 rVB 330664 553844 23.04% 6.073%

13 23.299 3403 3406 3414 rVB4 16092 30689 1.28% 0.337%

14 24.133 3543 3548 3554 rVB2 22131 45445 1.89% 0.498%

15 25.167 3710 3724 3737 rVB2 186689 625546 26.02% 6.860%

16 26.289 3909 3915 3922 rVB4 25237 68625 2.85% ©0.753%
Sum of corrected areas: 9119320
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: CG/JU
: PB149462BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120722\
BGO55916.D
7 Dec 2022 16:12

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG055916.D\data.ms
1500000
1000000
500000 5.690 7.317
9.333
5.196 8.158 10.990
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055916.D\data.ms
20.126
1500000
1000000
13.416
16.283
500000
17,535 21.818
14.797
0’ AL A o e B A e A L A e e B L e e
Time--> 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG055916.D\data.ms
1500000
1000000
500000
25.167
23.299 24.133 /& 26.289
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120722\
Data File : BG@55916.D

Acq On : 7 Dec 2022 16:12
Operator : CG/JU

Sample : PB149462BL

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.196 24.85 ng 158848 1,4-Dichlorobenzene-d4 8.158

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, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17
Abundance Scan 325 (5.196 min): BG055916.D\data.ms (-319) (-) m/z 43.00 100.00%
3.0
59.0
5000
RERREREEEE L
‘ 82.9 1010 4.80 5.00 5.20 5.40 5.60
ol m/z 59.80 52.06%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL B LA B I
59.0 4.80 5.00 5.20 5.40 5.60
m/z 101.00 15.78%
0 27\\\ Ll i 830 101.0
\\\‘\\\\‘\\\\‘\\\\‘!\\\‘\\\\‘\\\\’\\
miz—-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
REaaE S e
4.80 5.00 5.20 5.40 5.60
5000 410 m/z 58.00 14.06%
Ol 2502420
miz--> 20 40 60 80 100 120 140
Abundance #9477 3-Hexanol, 4-methyl- R R
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.36%
5000 41.0
H ‘ 87.0
bz Wl L
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120722\
Data File : BG@55916.D

Acq On

7 Dec 2022 16:12

Operator : CG/JU

Sample
Misc
ALS Vial

Quant Method :

Quant Title

TIC Library

. PB149462BL

: 6 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 2 Sulfurous acid, butyl dodec... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
26.289 2.19 ng 68625 Perylene-d12 25.167
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Sulfurous acid, butyl dodecyl ester 306

C16H3403S

1000309-17-9 80

2 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 72
3 Nonadecane 268 C19H40 000629-92-5 70
4 Eicosane 282 C20H42 000112-95-8 59
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59
Abundance Scan 3915 (26.289 min): BG055916.D\data.ms (-3909) (- | m/z 57.00 100.00%
57.0
5000 Jv\k—\/\m/\
20 e e
| ‘ H 169.1207.9 2680 327.1 26.00 26.50
okl bl LaB80L AT P PR s 43.e8 53.41%
m/z--> 50 100 150 200 250 300 350
Abundance #206617: Sulfurous acid, butyl dodecyl ester
57.0
5000 — e
26.00 26.50
m/z 71.00 41.03%
99.0
O\\\‘\”‘\“H\H\\\|1\6?\0\‘2\2\1\0\|\\\\‘\\\\‘\
miz--> 100 150 200 250 300 350
Abundance #224370:Sumﬂousadd,bnyUMecylemer
57.0
e e
26.00 26.50
5000 ITI/Z 85.00 33.19%
ol L % 11390 1830 2350
““ s A T T S
m/z--> lOO 150 200 250 300 350
Abundance #158598: Nonadecane 1 —
57.0 26.00 26.50
m/z 55.00 19.08%
o WWWMA
o L o0 w0
m/z--> 50 100 150 200 250 300 350 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120722\
Data File : BG@55916.D

Acqg On : 7 Dec 2022 16:12
Operator : CG/JU

Sample : PB149462BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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-... 5.196 24.9 ng 158848 1 8.158 127862 20.0
Sulfurous acid,... 26.289 2.2 ng 68625 6 25.167 625546 20.0
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