LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55554.D

Acqg On : 11 Nov 2022 1:06
Operator : CG/JU

Sample : N5476-01

Misc :

ALS Vvial : 14 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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55554.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.332 3 7 26 rVB 695446 1174136 34.08% 7.567%
2 4.713 235 242 249 rBV 32927 52180 1.51% 0.336%
3 5.324 340 346 354 rBV 67615 104452 3.03% 0.673%
4 5.794 419 426 435 rBV 441276 696953 20.23%  4.492%
5 7.398 690 699 707 rBV 270733 458671 13.31%  2.956%

6 8.268 840 847 854 rBV 164864 273509 7.94% 1
7 9.437 1036 1046 1055 rBV 598403 1059122 30.74% 6
8 11.094 1318 1328 1337 rBV 220872 399860 11.61% 2.577%
9 13.514 1733 1740 1747 rBV 1542984 2413101 70.04% 15.
10 14.883 1966 1973 1980 rVB 357840 555334 16.12% 3

11 16.364 2218 2225 2236 rBV 1343187 2003394 58.15% 12.912%
12 17.621 2433 2439 2446 rBV 463815 728839 21.16% 4.697%
13 18.485 2581 2586 2598 rBV 84372 146027 4.24% 0.941%
14 19.748 2796 2801 2807 rBV3 42866 64035 1.86% 0.413%
15 20.212 2874 2880 2886 rBV 2675340 3445108 100.00% 22.203%

16 21.528 3099 3104 3115 rBV 112783 192035 5.57%
17 21.922 3164 3171 3182 rVB 496611 846013 24.56%
18 23.708 3471 3475 3481 rVB4 26114 51384  1.49%
19 25.342 3743 3753 3768 rVB2 284476 852069 24.73%
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Sum of corrected areas: 15516222
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55554.D

Acq On : 11 Nov 2022 1:06
Operator : CG/JU

Sample : N5476-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055554.D\data.ms
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Abundance TIC: BG055554.D\data.ms
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Abundance TIC: BG055554.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55554.D

Acq On : 11 Nov 2022 1:06
Operator : CG/JU

Sample : N5476-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 1
R.T. EstConc Area Relative to ISTD R.T.
3.332 85.86 ng 1174140  1,4-Dichlorobenzene-d4 8.268

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 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 17
Abundance Scan 7 (3.332 min): BG055554.D\data.ms (-3) (-) m/z 73.00 100.00%
3.0
5000 43.0 ]L
R ARARRREERS
‘ 3.403.503.603.70
bl 2069 Ly 43.00  47.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 N A R BN R
3.403.503.603.70
43.0 o
‘ m/z 55.00  32.53%
O T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R AARaRsEERE
41.0 3.403.503.603.70
5000 m/z 87.10 24.99%
15.0 97.0
(o} T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2307: 1,3-Dioxolane, 2-methyl- R aaRaEsEEEEE
73.0 3.403.503.603.70
m/z 41.00 14.32%
5000 43.0 /L
0 m‘u““um‘H‘Wmuu_uwm_m_m‘mwm N —
m/z--> 20 40 60 80 100 120 140 160 180 200 3.403.503.603.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55554.D

Acq On : 11 Nov 2022 1:06
Operator : CG/JU

Sample : N5476-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 2 3-Penten-2-one, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.713 3.82 ng 52180 1,4-Dichlorobenzene-d4 8.268

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 87
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 80
Abundance Scan 242 (4.713 min): BG055554.D\data.ms (-235) (-) m/z 55.00 100.00%
55.0 83.0
5000
440 460 480 5.00
206.9 : : : :
0“H‘“mwwMW‘m‘qﬂ‘H\‘H“H“_“W“H“H‘_u“ m/z 83.00 93.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L L L B L B I I R |
290 4.40 4.60 4.80 5.00
m/z 42.95 50.02%
OH\\‘\“}H“ih\\Hi“l‘HH“1\H“\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R R aaEaREEE
29.0 4.40 4.60 4.80 5.00
5000 m/z 98.00 37.57%
0! L e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- AAEmmaREEEE R
55.0 83.0 4.40 4.60 4.80 5.00
m/z 39.00 34.08%
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55554.D

Acq On : 11 Nov 2022 1:06
Operator : CG/JU

Sample : N5476-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.324 7.64 ng 104452  1,4-Dichlorobenzene-d4 8.268

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
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 Acetone 58 C3H60 000067-64-1 12
Abundance Scan 346 (5.324 min): BG055554.D\data.ms (-340) (-) m/z 43.00 100.00%
3.0
5000 59.0
e
650 10‘1-0 5.00 5.20 5.40 5.60
Ol bbbl e e M/Z 59.08 46.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L R B B
5.00 5.20 5.40 5.60
101.0 m/z 58.00 16.06%
R 0 83\'0 |
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
5.00 5.20 5.40 5.60
5000 57.0 m/z 101.00 14.06%
29.0
‘ 101.0
0m‘HH“H““HH‘Mm_m,wuwm'_m,uwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime e aRREESs ST
43.0 5.00 5.20 5.40 5.60
m/z 41.00 8.53%
5000
101.0
ol 120 310 | °80 700 86,0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55554.D

Acq On : 11 Nov 2022 1:06
Operator : CG/JU

Sample : N5476-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.485 4.01 ng 146027  Phenanthrene-di0 17.627
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Octanoic acid 144 C8H1602 000124-07-2 46
Abundance Scan 2586 (18.485 min): BG055554.D\data.ms (-2581) (- | m/z 60.00 100.00%
60.0
5000
129.0
97.1 171, 2132 s
i H ‘ 256.1 18.50
N b bbb L L m/z 73,00 91.23%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
2 3
430 73.0 256.0
5000 S
129.0 18.50
213.0 m/z 43.05 86.49%
171.0 ‘
0’ \‘N ”\“ T “\ \“ \‘\H“ i “\ ™ ‘\ I —
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
——
18.50
5000 129.0 m/z 57.00 84.38%
‘ 199.0 2420
0L— ‘\‘ W‘ L,nm‘ Hhu\ ;‘M‘\‘ u} “‘ ‘1‘61‘0;“ ‘i - “\ —
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid ! f e
73.0 18.50
43.0 m/z 41.00 79.73%
5000
129.0
185.0 228.0
ob— “‘ \“J ‘u‘u“ ‘HM“ M‘H“ ‘ML‘ ul ‘\ h w] “\‘ I ‘\‘ e S
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55554.D

Acq On : 11 Nov 2022 1:06
Operator : CG/JU

Sample : N5476-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 5 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.528 4.54 ng 192035 Chrysene-di12 21.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 1-Hexacosene 364 C26H52 018835-33-1 91
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
5 Octacosanol 410 C28H580 000557-61-9 91

Abundance Scan 3104 (21.528 min): BG055554.D\data.ms (-3099) (- | m/z 57.00 100.00%
57.0

‘ 2150 |
1 207.0 250.8 :
0 “‘p‘ M L“u‘w“w“‘h“‘ “‘u“???p“‘ m/z 55.00 91.10%
m/z--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene
53.0
97.0
5000 T |
21.50
m/z 43.00 90.16%
Ol4.d ‘\ “‘\ \ ‘H‘ ‘H‘ \ ‘! 9\ \8\]-\0‘ T 1T ‘ L ?‘Ogl\o\ T ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
510 970
1 :
21.50
5000 m/z 83.00 74.79%

o UL im0 20 a020 son
m/z--> 50 lOO 150 200 250 300 350
Abundance #280777: Trichloroacetic acid, pentadecyl ester ; :

h I i
43.0 21.50
83.0 m/z 69.00 68.54%
5000
25.0

AL L[ 1s20
o Wuh““““““““““ T —
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\BG111022\
Data File : BG@55554.D

Acqg On : 11 Nov 2022 1:06
Operator : CG/JU

Sample : N5476-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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... 3.332 85.9 ng 1174140 1 8.268 273509 20.0
3-Penten-2-one, ... 4.713 3.8 ng 52180 1 8.268 273509 20.0
2-Pentanone, 4-... 5.324 7.6 ng 104452 1 8.268 1273509 20.0
n-Hexadecanoic ... 18.485 4.0 ng 146027 4 17.627 728839 20.0
1-Docosene 21.528 4.5 ng 192035 5 21.922 846013 20.0
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