LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100722\
Data File : BGO@55101.D

Acqg On : 7 Oct 2022 16:09
Operator : CG/JU

Sample : N5022-04

Misc :

ALS vial : 9 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-BG100322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55101.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.372 9 14 30 rVB 501625 750906 38.98%  8.972%
2 5.382 349 356 366 rVB 254574 384628 19.97% 4.595%
3 5.852 430 436 444 rBV 109133 173303 9.00% 2.071%
4 7.461 702 710 717 rVB 72699 125025 6.49% 1.494%
5 8.337 852 859 864 rBV 82320 136161 7.07% 1.627%

6 9.506 1050 1058 1066 rBV 251474 452172 23.47% 5.402%
7 11.163 1333 1340 1348 rBV 107495 195991 10.17%  2.342%
8 13.572 1743 1750 1757 rVB 747528 1105127 57.37% 13.204%
9 14.941 1976 1983 1990 rVB 199263 305324 15.85%  3.648%

10 16.416 2227 2234 2243 rBV 469394 713205 37.03%  8.521%
11 17.232 2369 2373 2382 rBV2 21732 30023 1.56% ©.359%
12 17.673 2438 2448 2458 rBV 314130 460091 23.89% 5.497%
13 17.967 2493 2498 2503 rBV2 13841 19324 1.00% 0.231%
14 18.525 2588 2593 2601 rBV2 114016 164201 8.52% 1.962%
15 18.595 2601 2605 2613 rVB3 19263 31004 1.61% ©0.370%
16 19.782 2802 2807 2816 rBV 56832 85738  4.45% 024%

17 20.246 2880 2886 2892 rVB 1466232 1926206 100.00% 23.
18 21.563 3105 3110 3118 rBV 63149 101427 5.27%
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19 21.962 3172 3178 3187 rVB2 314181 524796 27.25% 270%

20 22.808 3317 3322 3330 rVB7 10778 23554 1.22% 281%

21 23.760 3478 3484 3491 rVB2 13581 25207 1.31% 0.301%

22 24.418 3591 3596 3601 rBv4 11811 22896 1.19% 0.274%

23 25.411 3754 3765 3780 rVB2 174167 563092 29.23% 6.728%

24 27.321 4080 4090 4099 rBV2 14823 50498 2.62% 0.603%
Sum of corrected areas: 8369899
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100722\
Data File : BG@55101.D

Acqg On : 7 Oct 2022 16:09
Operator : CG/JU

Sample : N5022-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055101.D\data.ms
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Time--> 350 400 450 500 550 6.00 650 7.00 7,50 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055101.D\data.ms
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Abundance TIC: BG055101.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100722\
Data File : BG@55101.D

Acqg On : 7 Oct 2022 16:09
Operator : CG/JU

Sample : N5022-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.372 110.30 ng 750906 1,4-Dichlorobenzene-d4 8.337

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 38
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 14 (3.372 min): BG055101.D\data.ms (-9) (-) m/z 73.00 100.00%
5000 43.0
87.0
R RRA R ARRRREEEE
‘ 90 ‘ 3.403.503.603.703.80
Ot 222 L m/z 43.00  45.45%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T [ T T[T T[T TrT
43.0 3.403.503.603.703.80
' 87.0 m/z 55.00  29.15%
29.0
M‘ \‘\“ LQO ‘ |
O\‘H\\‘HH‘f\f\‘\f\‘f“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl-
73.0
O RRA A RaRREEEE
3.403.503.603.703.80
5000 43.0 m/z 86.95 26.53%
58.0
29.0 ‘ 87.0
o A A —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol N R amRaaaaEEA
73.0 3.403.503.603.703.80
87.0 m/z 41.00 14.60%
5000 41.0 55.0
27.0
ob b M L 1120 1290 | VA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.403.503.603.703.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100722\
Data File : BG@55101.D

Acqg On : 7 Oct 2022 16:09
Operator : CG/JU

Sample : N5022-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.382 56.50 ng 384628 1,4-Dichlorobenzene-d4 8.337

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
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-o0l, acetate 100 C5H802 000108-22-5 12
5 Butane 58 C4H10 000106-97-8 9
Abundance Scan 356 (5.382 min): BG055101.D\data.ms (-349) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.0 \‘\\\\‘\\\\‘\\\\’\\\\‘\\
‘ 83.0 5.00 5.20 5.40 5.60 5.80
Ol TR0 S m/z 59.68  51.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U LA B B
59.0 5.00 5.20 5.40 5.60 5.80
150 1010 m/z 101.00 17.44%
O\\\‘\!‘f.f‘\\f‘?‘ﬁ\.?\\“H{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
T
5.00 5.20 5.40 5.60 5.80
5000 57.0 m/z 58.00 14.43%
29.0
‘ 101.0
O bbbt el 780 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R e ma s )
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.00 9.17%
5000
101.0
oL 180 310 | %89 790 60
R Ea T L R e AARARRmm R RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100722\
Data File : BG@55101.D

Acqg On : 7 Oct 2022 16:09
Operator : CG/JU

Sample : N5022-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.525 7.14 ng 164201 Phenanthrene-di10 17.673
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2593 (18.525 min): BG055101.D\data.ms (-2588) (- | m/z 73.00 100.00%
43.0 73.0

—

5000
P
18.50
0! m/z 60.00 89.28%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0

—

5000 129.0 ‘

—
18.50
m/z 43.00  88.14%

171.0 2130 256.0

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92063: Tridecanoic acid
73.
43.0 0
T
18.50
5000 129.0 ITI/Z 55.00 75.81%
171.0
‘ ‘ 214.0
o‘u_kﬂkﬂw
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid = ‘
43.0 73.0 18.50
m/z 57.00 75.15%
5000 129.0
‘ 199.0 2420
o‘uﬂmﬂ“mh 198, Sl
m/z--> 20 40 60 80 100120140160180200220240260280 18.50

8270-BG100322.M Mon Oct 10 16:42:21 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100722\
Data File : BG@55101.D

Acqg On : 7 Oct 2022 16:09
Operator : CG/JU

Sample : N5022-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.782 3.73 ng 85738  Phenanthrene-d1e 17.673
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Undecanoic acid 186 C11H2202 000112-37-8 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 68

Abundance Scan 2807 (19.782 min): BG055101.D\data.ms (-2802) (- | m/z 72.95 100.00%
43.0 73.0

5000 129.0
185.1 241.1

-

284.1
m “ 19.50 20.00
WALl

O il m/z 43.00 87.77%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 129.0 L LT

19.50 20.00
m/z 60.00 83.66%

1850 410 284

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0
430 — A ‘NV\A‘A .
' 19.50 20.00
5000 m/z 57.10 75.17%
129.0
185.0 228.0
oh ‘\“;\‘ ‘ulu‘ H‘ “ ‘ “H‘\‘ “MH‘H‘\H - e aaa
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #60691: Undecanoic acid i T
60.0 19.50 20.00
m/z 41.00 65.81%
5000199 g
129.0
‘ 20 186.0
0 . !n‘ “i‘}““‘”!d““w . ‘ . . ‘ .
m/z--> 20 40 60 80 100120140160180200220240260280 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100722\
Data File : BG@55101.D

Acqg On : 7 Oct 2022 16:09
Operator : CG/JU

Sample : N5022-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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, he... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.563 3.87 ng 101427  Chrysene-di12 21.962
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 95
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 95
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 95
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 95
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 95
Abundance Scan 3110 (21.563 min): BG055101.D\data.ms (-3105) (- | m/z 43.00 100.00%
‘ wso
207.0 .
ol AL M“ A d‘m 2809 390 /2 ss.ee  88.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester
57.0
5000 — ‘
11.0 21.50
m/z 57.00 82.75%
169.0
0 \\‘l\ ‘\“‘ ‘ “‘ “ “‘ ‘“ \““\‘2‘2‘4;‘0‘2‘6‘9‘0‘“““““‘4"29“
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
T T
21.50
5000 m/z 83.00 70.92%
169.0
0 HM Al T 280 4060
m/z--> 50 100 150 200 250 300 350 400
Abundance #261457: Heptadecyl trifluoroacetate R
57.0 21.50
m/z 69.00 69.46%
5000 11.0
0 \‘ b 1 “ \ “ I 168 0 238. 0283 0 334.0
H““ ‘ i e e i M e P
m/z--> 50 100 150 200 250 300 350 400 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100722\
Data File : BG@55101.D

Acqg On : 7 Oct 2022 16:09
Operator : CG/JU

Sample : N5022-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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... 3.372 110.3 ng 750906 1 8.337 136161 20.0
2-Pentanone, 4-... 5.382 56.5 ng 384628 1 8.337 136161 20.0
n-Hexadecanoic ... 18.525 7.1 ng 164201 4 17.673 460091 20.0
Octadecanoic acid 19.782 3.7 ng 85738 4 17.673 460091 20.0
Heptafluorobuty... 21.563 3.9 ng 101427 5 21.962 524796 20.0
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