LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55090.D

Acqg On : 6 Oct 2022 20:24
Operator : CG/JU

Sample : N5014-14

Misc :

ALS Vvial : 12 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: BGO55090.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.373 9 14 30 rVB 288091 435337 20.95%  4.446%
2 5.383 348 356 367 rBvV 146870 222442 10.71% 2.272%
3 5.853 429 436 445 rBV 421924 670079 32.25% 6.843%
4 7.463 702 710 718 rBV 450549 750986 36.15% 7.669%
5 8.338 852 859 869 rBV 100767 168889 8.13% 1.725%

6 9.507 1047 1058 1065 rBV 251930 457461 22.02% 4.672%
7 11.164 1333 1340 1348 rVB 130764 239494 11.53%  2.446%
8 13.573 1743 1750 1757 rBV 740416 1138736 54.81% 11.629%
9 14.942 1976 1983 1990 rVB 226253 362904 17.47%  3.706%
10 16.417 2227 2234 2245 rBV 701867 1062026 51.12% 10.845%

11 17.674 2442 2448 2454 rBV 326543 492047 23.68%
12 18.526 2587 2593 2604 rBV2 65223 106971 5.15%
13 19.783 2802 2807 2815 rBVS5 15698 28772 1.38%
14 20.248 2880 2886 2893 rBV 1542025 2077653 100.00% 21.
15 21.570 3106 3111 3117 rBV 115957 179120 8.62%
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16 21.969 3172 3179 3185 rBV 317529 564907 27.19% 5.769%

17 22.821 3318 3324 3331 rVB1Oo 13187 32063 1.54% 0.327%
18 23.931 3505 3513 3522 rBV5 25319 59746  2.88% 0.610%
19 24.437 3593 3599 3603 rBv2 14511 28474 1.37% 0.291%
20 24.490 3604 3608 3620 rVB7 19048 48028 2.31% 0.490%

21 25.412 3755 3765 3781 rVB2 186519 572979 27.58% 5.851%

22 26.705 3978 3985 3986 rBV2 15115 25229 1.21% 0.258%

23 26.834 3999 4007 4018 rBV1e 13703 45257 2.18% 0.462%

24 29.049 4376 4384 4385 rBV6 11315 22795 1.10% 0.233%
Sum of corrected areas: 9792395
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55090.D

Acqg On : 6 Oct 2022 20:24
Operator : CG/JU

Sample : N5014-14

Misc

ALS vial : 12  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: BG055090.D\data.ms
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400000

373 9.507

200000
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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: BG055090.D\data.ms

20.248
1400000

1200000
1000000

8000007 13573 16.417

600000

400000 17.674 21.969
14.942
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Time--> 13.50 14.00 14.50 15.00 15.50 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: BG055090.D\data.ms

1400000
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800000

600000

400000
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23.931 244890 228E34 29.049
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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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55090.D

Acqg On : 6 Oct 2022 20:24
Operator : CG/JU

Sample : N5014-14

Misc

ALS vial : 12  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
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.373 51.55 ng 435337  1,4-Dichlorobenzene-d4 8.338

Hit# of 5 Tentative ID MW MolForm CASH# 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 50
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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 14 (3.373 min): BG055090.D\data.ms (-9) (-) m/z 73.00 100.00%
73.0
5000 43.0
55.0 87.0
R ERA R R S
‘ 3.403.503.603.703.80
Ot i b b m/z 43.00 43.89%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 IR E R R ERE RN R
43.0 3.403.503.603.703.80
590 87.0 m/z 55.00  28.06%
mo |
O\\‘\\\\‘\\\”“\\\\“}\‘\\‘\\\‘\“\\\\‘\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R ERRRE e e
87.0 3.403.503.603.703.80
41.0 55.0
5000 ’ m/z 87.00 26.47%
29.0
150 ‘W\ ‘ ‘\ w
o+t e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2307: 1,3-Dioxolane, 2-methyl- R RRAR e
73.0 3.403.503.603.703.80
m/z 41.00 14.23%
5000 43.0
58.0
29.0 87‘-0
o) ¥ Y M S A A S
m/z--> 10 20 30 40 50 60 70 80 90 100 3.403.503.603.703.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55090.D

Acqg On : 6 Oct 2022 20:24
Operator : CG/JU

Sample : N5014-14

Misc

ALS vial : 12  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.
5.383 26.34 ng 222442  1,4-Dichlorobenzene-d4 8.338

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Allyl acetate 100 C5H802 000591-87-7 10
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
Abundance Scan 356 (5.383 min): BG055090.D\data.ms (-348) (-) m/z 43.00 100.00%
3.0
5000 59.0
101.0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
‘ 83.0 5.00 5.20 5.40 5.60 5.80
0l e m/z 59.00 49.84%
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 [T T[T T [T T[T [T]
5.00 5.20 5.40 5.60 5.80
101.0 m/z 101.00 17.33%
31\'0 L | 83.0 |
O\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
e R RRR R
5.00 5.20 5.40 5.60 5.80
5000 m/z 58.00 14.39%
101.0
o 180 310 | °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
Abundance #4153: 1-Propen-2-ol, acetate e
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.00 8.33%
5000
58.0
1?0 27.0 ! 72.0 100.0
ottt Y BRI
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\BG100622\
Data File : BG@55090.D

Acqg On : 6 Oct 2022 20:24
Operator : CG/JU

Sample : N5014-14

Misc

ALS vial : 12  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-Decanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.526 4.35 ng 106971  Phenanthrene-di10 17.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Undecanoic acid 186 C11H2202 000112-37-8 81
Abundance Scan 2593 (18.526 min): BG055090.D\data.ms (-2587) (- | m/z 73.00 100.00%
430 730
5000 129.0
213.1 N
171.0 T T
HH; ‘ ‘ ‘ 256.1 18.50
0 Ww“‘\“n‘!”“UM‘! Al A‘M:uwAMHH‘H:‘_m“_Hmtwm‘_ m/z 43.00  85.70%
m/z--> 20 40 60 80 100120140 160 180200 220240
Abundance #46966: n-Decanoic acid
73.0
129.0
5000
43.0 1850
m/z 60.00 80.81%
| Jrox0 172.0
O\H‘HH‘HH\\U\M\HH“\\‘1\‘H‘\\‘\\H‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #92063: Tridecanoic acid
430 |30
—— petns Loy
18.50
5000 129.0 m/z 54.95 66.96%
171.0
214.0
0150,? NSNS M
m/z--> 20 40 60 80 100120140160180200220240
Abundance #126199: Pentadecanoic acid “NWW”MM‘ — I
43.0 73.0 18.50
m/z 57.00 61.52%
5000 129.0
199.0
s e T
R 0 O R A OV .
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55090.D

Acqg On : 6 Oct 2022 20:24
Operator : CG/JU

Sample : N5014-14

Misc

ALS vial : 12  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 1-Tricosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.570 6.34 ng 179120  Chrysene-di12 21.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94
Abundance Scan 3111 (21.570 min): BG055090.D\data.ms (-3106) (- | m/z 43.00 100.00%
7 83.0
5000
25.0 Ll ‘
21.50
0"‘EMNWJMWRww‘ﬂ&éﬁ}w‘??ﬁ}?§?9‘“““‘ m/z 55.00  95.81%
miz--> 50 100 150 200 250 300 350
Abundance #227234: 1-Tricosene
43.0 83.0
5000 o :
21.50
25.0 m/z 56.95 94.02%
0 T ‘\ ‘\ ‘M\ h\‘\ \“h‘ U \“\ ‘h %??.?\ ‘ L ‘ L ‘3\2\2;0\ ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
T 7
97.0 21.50
5000 m/z 82.95 81.27%
ot LLLLLLE2O 1960 2600 3200
m/z--> 50 100 150 200 250 300 350
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester T ‘
57.0 21.50
7.0 m/z 69.00 73.76%
39.0 210.0
olsd | |11 1490 21002550 aon ol
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55090.D

Acqg On : 6 Oct 2022 20:24
Operator : CG/JU

Sample : N5014-14

Misc

ALS vial : 12  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 Oxirane, hexadecyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.932 2.09 ng 59746  Perylene-d12 25.412
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
2 Octadecanal 268 C18H360 000638-66-4 76
3 Heptadecanal 254 C17H340 1000376-70-0 74
4 Hexadecanal 240 C16H320 000629-80-1 68
5 9-Octadecen-1-0l, (Z)- 268 C18H360 000143-28-2 64
Abundance Scan 3513 (23.931 min): BG055090.D\data.ms (-3505) (- | m/z 43.00 100.00%
43.0
82.0
5000
124.0 —r—
‘ H 207.9 281.¢ 24.00
ob bl b L] mjz s7.00 97.76%
miz-> 50 100 150 200 250
Abundance #158578: Oxirane, hexadecyl-
430 B30
5000 T
24.00
‘ W230 m/z 55.00 72.66%
ol Il L ULy 2660 2080 2500
miz--> 100 150 200 250
Abundance #158566: Octadecana
43.0
——
24.00
5000 m/z 82.00 70.14%
oo b w\ | 01500 1m0 _ 200
miz--> 100 150 200 250
Abundance #141014: Heptadecanal Nﬂﬁﬁm‘M‘ — L)
43.0 24.00
820 m/z 41.60  55.78%
B W
ol LLLLLLTEY 3060 290 5uag v
m/z--> 50 100 150 200 250 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55090.D

Acqg On : 6 Oct 2022 20:24
Operator : CG/JU

Sample : N5014-14

Misc

ALS Vvial : 12  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... 3.373 51.5 ng 435337 1 8.338 168889 20.0
2-Pentanone, 4-... 5.383 26.3 ng 222442 1 8.338 168889 20.0
n-Decanoic acid 18.526 4.3 ng 106971 4 17.674 492047 20.0
1-Tricosene 21.570 6.3 ng 179120 5 21.969 564907 20.0
Oxirane, hexade... 23.932 2.1 ng 59746 6 25.412 572979 20.0
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