LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52622\
Data File : BG@53723.D

Acqg On : 26 May 2022 19:03

Operator : CG/JU

Sample : N2985-10 :
Misc : P021-SS005-0006-01

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-BG050522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG@53723.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.093 12 18 32 rvVB 194551 358933 24.43% 4.314%
2 5.067 347 354 362 rBV3 9165 16966 1.15% 0.204%
3 5.555 431 437 454 rBV 419458 701606 47.74%  8.433%
4 7.164 704 711 728 rBV 451432 795250 54.12%  9.559%
5 7.987 844 851 859 rBV 102348 176392 12.00% 2.120%

6 9.150 1042 1049 1058 rBV 281522 512126 34.85% 6.156%
7 10.795 1322 1329 1337 rBV 143747 251085 17.09% 3.018%
8 13.244 1739 1746 1756 rBV 750201 1151975 78.39% 13.847%
9 14.619 1974 1980 1987 rVB 221154 349207 23.76%  4.198%
10 16.111 2228 2234 2244 rBV 539246 856729 58.30% 10.298%

11 17.368 2441 2448 2457 rVB 266970 398670 27.13%
12 18.255 2595 2599 2608 rBV 106134 191996 13.07%
13 19.389 2787 2792 2794 rBV2 58622 93065 6.33%
14 19.530 2813 2816 2825 rVB5 32172 58891 4.01%
15 19.977 2886 2892 2897 rVB 1146456 1469529 100.00% 17.664%

ORr N D
W
IS
I
R

16 21.263 3107 3111 3118 rBV3 58845 96290  6.55% 1.157%
17 21.633 3168 3174 3183 rBV 264181 428673 29.17% 5.153%

18 24.835 3711 3719 3728 rVB3 140888 411929 28.03% 4.951%

Sum of corrected areas: 8319312
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 26 May 2022 19:03
: CG/IU
: N2985-10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
BGO53723.D

P021-SS005-0006-01

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

0

TIC: BG053723.D\data.ms

5.555 7.164

9.150

.093

10.795
7.987

5.067

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

1000000

800000

600000

400000

200000

0

TIC: BG053723.D\data.ms
19.977

13.244

16.111

21.633

17.368

14.619

Time--> 13.00 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

1000000

800000

600000

400000

200000

0

TIC: BG053723.D\data.ms

24.835

O

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53723.D

Acqg On : 26 May 2022 19:03

Operator : CG/JU

Sample : N2985-10 :
Misc : P021-SS005-0006-01

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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.
3.093 40.70 ng 358933 1,4-Dichlorobenzene-d4 7.981

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 50

2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

3 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23

4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance  Scan 18 (3.093 min): BG053723.D\data.ms (-12) (-) m/z 73.15 100.00%

73.2
5000 431
55.1 87.2
‘ T
‘ ‘ | 320 3.40
) PO N R 1S A — 43.15  39.98%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 T T T T T ‘ T T T T
43.0 3 20 3.40
55.0 87.0 m/z 87.15 27.47%
29.0 “
O‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2307: 1,3-Dioxolane, 2-methyl-
73.0
; R R
3 20 3.40
5000 430 55 15 25.98%
58.0
29.0 ‘ Bﬁﬂ
ol e
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9210: 1,3-Dioxolane, 2-propyl- P
73.0 3 20 3.40

41.15 11.79%

5000
45.0
0 210 | 570 || 860 990 1150

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 320 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53723.D

Acqg On : 26 May 2022 19:03

Operator : CG/JU

Sample : N2985-10 :
Misc : P021-SS005-0006-01

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Tridecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.255 9.63 ng 191996  Phenanthrene-di10 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 2599 (18.255 min): BG053723.D\data.ms (-2595) (-  m/z 73.10 100.00%

431 31
5000
129.2 213.3
S .
H m 157.3185.2 ‘ 256.2 18.00 18.50
oww‘g‘l‘uw Al “Jm“w‘:“‘ mum‘_“”_‘m\waw‘_ m/z 60.15 85.86%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92069: Tridecanoic acid
73.0
43.0
5000 129.0 /"F""m 7 T
171.0 18.00 18.50
‘ 214.0 m/z 43.15 82.39%
O?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
O e
18.00 18.50
5000 129.0 ITI/Z 57.15 73.69%
199.0
LA s ) e T
osol WML oL ]
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid T —7
60.0 18.00 18.50
m/z 41.15 66.59%
5000 129.0
97.0 157018502130 256.0
oWw“:‘u“!”“1‘””“:wlh“m‘w‘l‘mw‘H‘_m_‘mw“_wm!_ e —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53723.D

Acqg On : 26 May 2022 19:03

Operator : CG/JU

Sample : N2985-10 :
Misc : P021-SS005-0006-01

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 9,12-Octadecadienoic acid (... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.389 4.67 ng 93065 Phenanthrene-d1e 17.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 97
2 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 94
3 Linoelaidic acid 280 C18H3202 000506-21-8 93
4 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 93
5 8-Hexadecyne 222 C16H30 019781-86-3 80

Abundance Scan 2792 (19.389 min): BG053723.D\data.ms (-2787) (- m/z 67.15 100.00%

67.2 ' '
5000
09.3
— —
36 m i 14(3 194.2 28?; 19.00 19.50
o! ‘\m‘u\}\hwﬂ\h‘H}H\ R m/z 81.15 94..84%
miz--> 50 100 150 200 250
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 — —
19.00 19.50
09.0 m/z 55.15  74.39%
29. O‘ h 150.0 280.C
0L— \“ “\‘ H‘HM b HH \H ‘Hh ‘Hh‘ \}\ “%820 ‘22‘3‘0‘ Ea 1 .
miz--> 50 100 150 200 250
Abundance #173580: (9E,11E)-Octadecadienoic acid
67.0
— —
19.00 19.50
5000 m/Z 41.10 53.43%
09.0
29.0 ‘ ‘ H 280.C
oL ‘\‘ ‘ ‘\HH‘H ‘ HH H H“ \H H\ . :‘L820 2200‘ o !\ .
m/z--> 50 5 200 250
Abundance #173566: Linoelaidic acid “ T
67.0 19.00 19.50
m/z 95.10  48.57%
5000
09.0
29.0
h 280.C
0l N‘WLM M‘W W“‘ 1980 s —
miz--> 50 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53723.D

Acqg On : 26 May 2022 19:03

Operator : CG/JU

Sample : N2985-10 :
Misc : P021-SS005-0006-01

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.530 2.75 ng 58891 Chrysene-d12 21.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 58
2 Pentadecanoic acid 242 C15H3002 001002-84-2 47
3 Dodecanoic acid 200 C12H2402 000143-07-7 43
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 43
5 Undecanoic acid 186 C11H2202 000112-37-8 41

Abundance Scan 2816 (19.530 min): BG053723.D\data.ms (-2813) (- m/z 43.15 100.00%

43.1 73.2
5000
129.2 241.3
185.2 , — :
H ‘ 284.0 19.50
oL, WMWMWWMM”M\W‘JM”\\\‘J“\ — ‘w‘ m/z 73.15 95.11%
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid
73.0
43.0
5000 — ‘
129.0 19.50
185.0 228.0 m/z 55.15 69.00%
oL ““ \“d‘u‘u‘ HM m iM‘\‘H} J h ] “\‘ - ‘\‘ -
m/z--> 50 100 150 200 250
Abundance #126202: Pentadecanoic acid
43.0 73.0
—
19.50
5000 m/Z 60.10 67.11%
129.0 242.0
T ™
ol \M HU‘H‘\H‘“‘M‘\ NI T W N
m/z--> 50 100 150 200 250
Abundance #75716: Dodecanoic acid 7
60.0 19.50
m/z 57.15 55.45%
5000 129.0
29.0
e L e
oL “‘ W‘H‘d h“ ‘Hhu‘ dww ;\m‘ | \}“ n “ ‘Z‘O‘p"o‘ —— e
m/z--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53723.D

Acqg On : 26 May 2022 19:03

Operator : CG/JU

Sample : N2985-10 :
Misc : P021-SS005-0006-01

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Pentadecafluorooctanoic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.263 a9 ng 96290 Chrysene-di2 21.633

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 94
2 Pentadecafluorooctanoic acid, te... 610 C22H29F1502 1000406-04-4 91

3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 1-Hexacosene 364 C26H52 018835-33-1 87
5 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 86

Abundance Scan 3111 (21.263 min): BG053723.D\data.ms (-3107) (- m/z 57.15 100.00%

57.1
5000
IZS 2 21.00 2150
268.1 :
0 mw“ Ml d 28 tsa Wz 43.15 87.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347828: Pentadecafluorooctanoic acid, hexadecyl ester
57.0
5000 — e
21.00 21.50
m/z 55.15 69.48%
5.0 2240
0 l’ il MJ\ L \ 415.0 620.!
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346916: Pentadecafluorooctanoic acid, tetradecyl ester
57.0
e o
21.00 21.50
5000 m/z 83.15  61.47%
5.0 196.0
oh bbbl Ly | 281.0 369.0 592.0
R H A A R B B RS RS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #336402: 17-Pentatriacontene — —
43.0 21.00 21.50
m/z 97.15 56.66%
5000
1.0
0 ] |, 182.0 267.0 490.0
rrrt o S S e e e e e —r —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52622\
Data File : BG@53723.D

Acqg On : 26 May 2022 19:03

Operator : CG/JU

Sample : N2985-10 :
Misc : P021-SS005-0006-01

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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... 3.093 40.7 ng 358933 1 7.981 176392 20.0
Tridecanoic acid 18.255 9.6 ng 191996 4 17.368 398670 20.0
9,12-Octadecadi... 19.389 4.7 ng 93065 4 17.368 398670 20.0
Tetradecanoic acid 19.530 2.8 ng 58891 5 21.633 428673 20.0
Pentadecafluoro... 21.263 4.5 ng 96290 5 21.633 428673 20.0
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