LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54760.D

Acqg On : 26 Aug 2022 18:06
Operator : CG/JU

Sample : N4226-01

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_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54760.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.209 321 327 335 rBV 111558 173173 5.70% 1.183%
2 5.685 401 408 419 rBV 668948 1076976 35.42% 7.359%
3 7.295 674 682 693 rBV 696260 1212392 39.88% 8.284%
4 8.147 820 827 833 rBV 155032 274068 9.01% 1.873%
5 9.322 1017 1027 1039 rBV 432241 774177 25.46%  5.290%
6 10.973 1301 1308 1316 rBV 217157 399508 13.14% 2.730%
7 13.405 1715 1722 1736 rBV 1210834 1943853 63.93% 13.282%
8 14.780 1950 1956 1964 rBV 376601 585372 19.25% 4.000%
9 16.267 2202 2209 2223 rBV 826274 1272647 41.86% 8.696%
10 17.524 2416 2423 2429 rBV 459119 733801 24.14% 5.014%
11 17.565 2429 2430 2437 rVB 27906 31839 1.05% 0.218%
12 19.575 2766 2772 2778 rBV 65370 94246 3.10% 0.644%
13 19.933 2829 2833 2840 rVB 61891 90035 2.96% 0.615%
14 20.127 2860 2866 2880 rVB 2323592 3040393 100.00% 20.774%
15 20.415 2907 2915 2920 rBV6 16186 35546 1.17% 0.243%

16 20.803 2972 2981 2988 rBV 265412 366886 12.07%
17 20.873 2988 2993 2997 rVB 168841 199970 .58%
18 21.431 3083 3088 3095 rBV = 122227 196675 6.47%
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19 21.819 3146 3154 3160 rBV 470778 871018 28.65% 951%
20 22.659 3290 3297 3305 rVB6 12790 35325 1.16% 241%
21 23.570 3446 3452 3458 rVB3 18481 41999 1.38% ©.287%
22 24.105 3536 3543 3552 rBv4 23069 81294  2.67% ©.555%
23 24.210 3558 3561 3569 rVB5 18320 34543 1.14% ©.236%
24 24.868 3666 3673 3683 rVB2 15396 47313 1.56% ©.323%
25 25.015 3692 3698 3708 rBV2 17752 52210 1.72% ©.357%
26 25.186 3716 3727 3749 rVB2 273093 880413 28.96% 6.016%
27 26.420 3927 3937 3949 rBv4 26899 89982 2.96% ©0.615%

Sum of corrected areas: 14635654
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54760.D

Acqg On : 26 Aug 2022 18:06
Operator : CG/JU

Sample : N4226-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054760.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54760.D

Acqg On : 26 Aug 2022 18:06
Operator : CG/JU

Sample : N4226-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.209 12.64 ng 173173 1,4-Dichlorobenzene-d4 8.153

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 327 (5.209 min): BG054760.D\data.ms (-321) (-) m/z 43.05 100.00%
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1011 AR R
‘ 831 4.80 5.00 5.20 5.40 5.60
et 0 m/z 59.10  57.39%
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Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
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Abundance #9501: n-Propyl t-butyl ether A e
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.21%
5000 21.0 101.0
27.0
o Ll 730 870 | 170 /\A
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54760.D

Acqg On : 26 Aug 2022 18:06
Operator : CG/JU

Sample : N4226-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.803 8.42 ng 366886  Chrysene-d12 21.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
2 Palmitoleamide 253 C16H31NO 106010-22-4 80
3 Octadecanamide 283 C18H37NO 000124-26-5 78
4 Octanamide 143 C8H17NO 000629-01-6 59
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 50
Abundance Scan 2981 (20.803 min): BG054760.D\data.ms (-2972) (- | m/z 59.10 100.00%
59.1
5000 ﬂvA
s |
98.1 . .
el “‘w‘wm“w“”} LD . 1841 2382 2811 705 16 64.26%
miz-> 50 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 —r —
20.50 21.00
m/z 55.10 40.83%
29.0 98.0
‘\‘w h\\m Hﬂwmfmw w%gﬁ'g - }?4;0‘ : ‘2§§-? : %8}'9
miz-> 50 100 150 200 250
Abundance #139496: Palmitoleamide
59.0
T —
20.50 21.00
5000 m/z 41.05 32.32%
126.0
| ‘2?;9‘\‘\\,‘“\ I P304 L 1560 2100 2530
miz--> 50 100 150 200 250
Abundance #177475: Octadecanamide T T
59.0 20.50 21.00
m/z 43.10 25.68%
5000
90 1L 20180 agso moo 29
m/z--> 50 100 150 200 250 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54760.D

Acqg On : 26 Aug 2022 18:06
Operator : CG/JU

Sample : N4226-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.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 Adipic acid, 2-ethylhexyl o... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.873 4.59 ng 199970  Chrysene-di12 21.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 90
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 86
3 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 76
4 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 64
5 Diisooctyl adipate 370 C22H4204 001330-86-5 58
Abundance Scan 2993 (20.873 min): BG054760.D\data.ms (-2988) (- | m/z 129.00 100.00%
129.0
5000 57.1
s a1
241.2 . .
— L | “‘ |l 19912420810 0 h/; s7.10 48.25%
m/z--> 100 150 200 250 300 350
Abundance #279326. Adipic acid, 2-ethylhexyl octyl ester
129.0
5000 = e
241.0 20.50 21.00
57.0 m/z 55.05 35.04%
T \ \“ ‘h‘\ ‘“ \h‘\ u \“‘\ 1 \“ L \1\9?.\(‘)\ T \‘ ‘ ‘\ T \29?.9\ L ‘ 1T
miz--> 50 100 150 200 250 300 350
Abundance  #279380: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
= —
20.50 21.00
5000 57.0 m/z 70.10 32.56%
LT
L asee [T sizo st
m/z--> 50 100 150 200 250 300 350
Abundance #279246: Hexanedioic acid, dioctyl ester [ Sy
129.0 20.50 21.00
m/z 71.10  27.90%
57.0
5000
Lol aeee?0 s N
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54760.D

Acqg On : 26 Aug 2022 18:06
Operator : CG/JU

Sample : N4226-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.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 Heptafluorobutyric acid, pe... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.431 4.52 ng 196675  Chrysene-di12 21.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 3088 (21.431 min): BG054760.D\data.ms (-3083) (- | m/z 57.05 100.00%
57.0
5000
111
—
ITRE 2150
A ‘ 11,3681 | 2811 ., 55.10  85.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
5000 ]
11.0 21.50
m/z 83.10 81.96%
169.0
\\J\‘\"‘\f\\%“ “ “‘l\‘\ \l\ L\\2\5‘5\-\0\\‘\\\\‘\\\4\0’6\.9\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
—
21.50
5000 m/z 43.18  76.97%
L \H\ ! \‘ ! 1“67 0 2380 292.0 3640
— w“ e AmmaEas e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate ——
57.0 21.50
m/z 97.10 72.47%
5000
11.0
1 Ll L ‘???-‘028‘4‘-9‘ S 7Y s
m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54760.D

Acqg On : 26 Aug 2022 18:06
Operator : CG/JU

Sample : N4226-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.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 6 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.420 2.04 ng 89982  Perylene-d12 25.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Heptacosane 380 C27H56 000593-49-7 86
3 Hexacosane 366 C26H54 000630-01-3 83
4 Pentacosane 352 C25H52 000629-99-2 83
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 3937 (26.420 min): BG054760.D\data.ms (-3927) (- | m/z 57.10 100.00%
57.1
5000
) ——
Ll a1 2070 2860 2220
“‘N“wﬂhu“‘WJp‘whu‘u““““““‘,““ m/z 71.10 69.11%
mi/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 T
26.50
9.0 m/z 43.10 52.03%
]-\swd\ “‘ \h‘\ h“ \“‘ \](\4%“0\1\8\3\?2\2\5\\0‘ T \\29\6‘(\)\ L
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
——
26.50
5000 m/z 85.05 45.76%
9.0
5.0 | | | || 1410183¢ 0225.0267.0309.0 380
e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane W g L —
57.0 26.50
m/z 55.05 20.81%
5000
| ‘L‘ 1 M | 141.0183.0225.0267.0309.0 367.0
A A S S ——
m/z--> 50 100 150 200 250 300 350 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54760.D

Acqg On : 26 Aug 2022 18:06
Operator : CG/JU

Sample : N4226-01

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.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-... 5.209 12.6 ng 173173 1 8.153 274068 20.0
9-Octadecenamid... 20.803 8.4 ng 366886 5 21.819 871018 20.0
Adipic acid, 2-... 20.873 4.6 ng 199970 5 21.819 871018 20.0
Heptafluorobuty... 21.431 4.5 ng 196675 5 21.819 871018 20.0
Heneicosane 26.420 2.0 ng 89982 6 25.186 880413 20.0
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