LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32521\
Data File : BGO48504.D

Acqg On : 25 Mar 2021 16:23
Operator : CG/JU

Sample : M1682-02

Misc :

ALS Vvial : 11 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-BG031821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48504.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.177 308 313 320 rVB2 23432 36160 1.33% 0.227%
2 5.653 386 394 403 rBV 789200 1266343 46.52% 7.953%
3 7.251 658 666 677 rBV 812955 1434576 52.70% 9.010%
4 8.098 803 810 818 rVvB 184540 313744 11.52%  1.970%
5 9.267 999 1009 1016 rVB 517890 902082 33.14% 5.666%

6 10.924 1281 1291 1297 rBV 234580 440458 16.18% 2
7 13.362 1697 1706 1714 rBV 1266005 1929699 70.88% 12.
8 13.626 1744 1751 1757 rVB2 66657 119064 4.37% ©.748%
9 14.185 1839 1846 1850 rBV 41477 71701 2.63% ©
10 14.743 1931 1941 1948 rBV 386262 608579 22.35% 3

11 16.229 2185 2194 2202 rBV 1156938 1683248 61.83% 10.572%
12 17.234 2359 2365 2368 rBV8 17051 28305 1.04%
13 17.492 2402 2409 2413 rBV 490901 722330 26.53%
14 17.534 2413 2416 2422 rVB 70477 100446 3.69%
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15 18.368 2553 2558 2563 rBV 198105 277476 10.19% 743%
16 18.415 2563 2566 2570 rVB2 33385 44678 1.64% 0.281%
17 18.556 2586 2590 2596 rBV6 28153 56936 2.09% ©.358%
18 18.668 2605 2609 2613 rBV5 21808 35261 1.30% 0.221%
19 18.867 2637 2643 2646 rBv4 21068 41809 1.54% 0.263%
20 19.138 2685 2689 2694 rBV2 42423 52013 1.91% 0.327%
21 19.279 2709 2713 2714 rBv4 28086 31629 1.16% ©.199%
22 19.543 2752 2758 2764 rVB 185838 264034 9.70%  1.658%
23 19.637 2771 2774 2778 rBV3 53748 65692 2.41% 0.413%
24 19.866 2810 2813 2815 rBv4 36534 48368 1.78% ©.304%
25 19.901 2815 2819 2827 rVV 135740 210834  7.74% 1.324%
26 19.972 2827 2831 2835 rVB5 20787 31758 1.17% 0.199%
27 20.101 2847 2853 2858 rVB 2124002 2722406 100.00% 17.098%
28 20.395 2899 2903 2907 rVB4 43453 67896 2.49%  0.426%
29 20.548 2924 2929 2930 rBV5 18526 30123 1.11% 0.189%
30 20.695 2950 2954 2956 rBv4 23100 36130 1.33% 0.227%

31 21.405 3071 3075 3086 rVB5 152743 289858 10.65%
32 21.782 3131 3139 3144 rBV2 477661 898321 33.
33 21.829 3144 3147 3156 rVB2 69334 118553  4.35%
34 24.049 3520 3525 3532 rBV3 34932 84856 3
35 24.943 3675 3677 3688 rVB2 47770 100924 3
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36 25.113 3697 3706 3717 rBV2 269515 755877 27.77% < 4.747%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32521\
Data File : BGO48504.D

Acqg On : 25 Mar 2021 16:23
Operator : CG/JU

Sample : M1682-02

Misc

ALS Vvial : 11 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-BG©31821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 15922167
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32521\
Data File : BGO48504.D

Acqg On : 25 Mar 2021 16:23
Operator : CG/JU

Sample : M1682-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048504.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32521\
Data File : BGO48504.D

Acqg On : 25 Mar 2021 16:23
Operator : CG/JU

Sample : M1682-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 wunknown5.17 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.177 2.31 ng 36160 1,4-Dichlorobenzene-d4 8.098

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethoxypropyl acetate 146 C7H1403 1000378-33-4 38
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
3 .alpha.-D-Galactopyranoside, met... 249 C1OH19NO6 017296-07-0 33
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 33
5 2-hydroxy-2-methyl-4-heptanone 144 C8H1602 054862-91-8 28

Abundance Scan 313 (5.177 min): BG048504.D\data.ms (-308) (-) m/z 43.10 100.00%

3.1
5000
101.1 LB e e e
‘ 9997 479, 4.80 5.00 5.20 5.40
b b B e o008 20 myz 59.00 59.38%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #21937: 3-Ethoxypropyl acetate
43.0
5000 \‘MMM\H\‘HM‘MHM’(\
4.80 5.00 5.20 5.40
01.0 m/z 58.10 21.77%
‘\J\hl\‘\‘J\U‘\‘h\‘h\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
4.80 5.00 5.20 5.40
5000 m/z 101.10 20.09%

‘ 101.0

miz--> 0 50 100 150 200 250 300 350 400 450

Abundance #101095: .alpha.-D-Galactopyranoside, methyl 2-(acetyla SNDMBSESNEN § SIS .
43.0 4.80 5.00 5.20 5.40

m/z 73.00 10.12%

5000

101.0

‘h M J\ﬂ\ I n.‘\ N %6%0 217.0
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m/z--> 0 50 100 150 200 250 300 350 400 450 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32521\
Data File : BGO48504.D

Acqg On : 25 Mar 2021 16:23
Operator : CG/JU

Sample : M1682-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.626 3.91 ng 119064  Acenaphthene-die 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Acetaminophen 151 C8H9NO2 000103-90-2 72
3 Metacetamol 151 C8HINO2 000621-42-1 72
4 4-Pyridinemethanol, acetate (ester) 151 C8HINO2 001007-48-3 64
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 64
Abundance Scan 1751 (13.626 min): BG048504.D\data.ms (-1744) (- m/z 43.10 100.00%
'2
43 109.1
151.1
5000
69.1 oo s
96.3 13.50 14.00
196. m/z 109.10  82.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 ‘\/\M‘\\”‘\\‘\
13.50 14.00
69.0 m/z 151.05 51.63%
\1\5\9\ \‘\\"‘w\‘\“\‘”‘ \“\“\ \H“\‘\‘\H\’\\H‘\‘\‘\\\\‘\\1\‘\\‘\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24781: Acetaminophen
109.0 /\
— ——
13.50 14.00
5000 151.0 ITI z 41.10 24.06%
43.0 80.0
X N R I S SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol MWN /NWW/%
109.0 13 50 14. 00
m/z 69.10 21.04%
5000 151.0
43.0
80.0
‘1‘5"‘0“”“,”1“‘m“‘wm,m‘u‘m“HMHHWHWH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32521\
Data File : BGO48504.D

Acqg On : 25 Mar 2021 16:23
Operator : CG/JU

Sample : M1682-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.368 7.68 ng 277476  Phenanthrene-die 17.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Undecanoic acid 186 C11H2202 000112-37-8 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58

Abundance Scan 2558 (18.368 min): BG048504.D\data.ms (-2553) (-  m/z 73.05 100.00%
73

.0
43.1
5000 129.0 192.1
A/\‘ T T ‘ T
‘ H | " 27.1256.1 18.00 18.50
MLl m/z 60.60  89.35%
miz--> 50 100 150 200 250
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 o TR
1290 18.00 18.50
m/z 43.10  79.32%
171.0
— ““ w ‘H‘H H“ ‘H‘M“ Mh“‘w M‘H} ‘M ‘ “ “ “‘w‘ e \‘ — “ —
miz-> 50 100 150 200 250
Abundance #72647: Tridecanoic acid
73.0
T —
43.0 18.00 18.50
5000 129.0 m/z 41.10 77.96%
171.0
‘ ‘ 214.0
: ‘\‘ HJ ‘M MH ‘HM\‘ ‘\m‘\\ bl o “ ‘n“ L “ — “‘ : e
miz--> 50 100 150 200 250
Abundance #50051: Undecanoic acid T 7
60.0 18.00 18.50
m/z 55.05 73.54%
5000
29.0 129.0
70 ‘ ‘ 186.0
. ““ U\ ‘n‘\‘ H‘H ‘uh‘ﬁ H“ “‘ ‘H\‘ - \‘ . “ = — — —
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32521\
Data File : BGO48504.D

Acqg On : 25 Mar 2021 16:23
Operator : CG/JU

Sample : M1682-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 9-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.406 6.45 ng 289858 Chrysene-d12 21.782
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Eicosene, (E)- 280 C20H40 074685-29-3 94
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
3 3-Heptadecene, (Z)- 238 C17H34 1000141-67-3 87
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 86
5 1-Docosene 308 C22H44 001599-67-3 78

Abundance Scan 3075 (21.405 min): BG048504.D\data.ms (-3071) (- m/z 57.05 100.00%
7.0

97.0
5000
39.1 ‘21‘50‘
" 1853 228.1 280.1 :
AL 3208 m/z 55.10  96.15%
miz--> 50 100 150 200 250 300 350
Abundance #127770: 9-Eicosene, (E)-
57.0
97.0
5000 T
21.50
m/z 83.10 95.34%
\‘\ ‘ “ T h‘ ‘\‘H\“L‘ ‘}L \:‘\-\3?‘9\1\8\1\0‘ 2\2\3\0\ T \2\89.9‘ L
miz-> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
57.0
——
97.0 21.50
5000 m/z 43.10 91.12%
LLLLL 350 1520 2200 a0
m/z--> 50 100 150 200 250 300 350
Abundance #92568: 3-Heptadecene, (2)- —
55.0 21.50
97.0 m/z 69.10 87.06%
5000
238.0
39.0
e "
m/z--> 50 100 150 200 250 300 350 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32521\
Data File : BGO48504.D

Acqg On : 25 Mar 2021 16:23
Operator : CG/JU

Sample : M1682-02

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@31821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown5.17 5.177 2.3 ng 36160 1 8.098 313744 20.0
2,4,7,9-Tetrame... 13.626 3.9 ng 119064 3 14.743 608579 20.0
n-Hexadecanoic ... 18.368 7.7 ng 277476 4 17.492 722330 20.0
9-Eicosene, (E)- 21.406 6.5 ng 289858 5 21.782 898321 20.0
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