LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122122\
Data File : BGO56048.D

Acqg On : 21 Dec 2022 14:39
Operator : CG/JU

Sample : N6089-01

Misc :

ALS vial : 8 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-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56048.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.387 12 17 26 rVB 21871 30038 3.78% 0.897%
2 5.403 354 360 366 rBB 45174 67532 8.50% 2.017%
3 5.879 434 441 447 rBB 115856 180030 22.66% 5.376%
4 7.488 708 715 722 rVB 122714 207139 26.08% 6.186%
5 8.358 857 863 869 rBB 30382 48805 6.14% 1.457%

6 9.533 1056 1063 1069 rBB 75340 131230 16.52% 3.919%
7 11.196 1339 1346 1352 rBB 41264 71534  9.01%  2.136%
8 13.599 1746 1755 1761 rBB 263664 406368 51.16% 12.135%
9 14.968 19860 1988 1994 rBV 82551 125523 15.80%  3.748%
10 16.443 2232 2239 2252 rVB 322662 486465 61.24% 14.527%

11 17.706 2446 2454 2459 rBV 112760 174422 21.96% 5.209%
12 18.546 2593 2597 2605 rBV2 28964 39776 5.01% 1.188%
13 19.733 2793 2799 2803 rBV 8795 12425 1.56% 0.371%
14 19.803 2806 2811 2814 rBV2 6375 8105 1.02% 0.242%
15 20.091 2856 2860 2866 rVB 14490 18608 2.34% ©.556%
16 20.279 2884 2892 2897 rBV 585094 794348 100.00% 23.721%
17 21.595 3111 3116 3123 rVB6 16483 28360 3.57% ©0.847%
18 22.007 3177 3186 3192 rBV 127068 235081 29.59% 7.020%
19 23.799 3486 3491 3499 rVB3 15649 32266 4.06%  0.964%
7.

20 25.491 3767 3779 3789 rBV2 80008 250616 31.55%

Sum of corrected areas: 3348671
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122122\
Data File : BGO56048.D

Acqg On : 21 Dec 2022 14:39
Operator : CG/JU

Sample : N6089-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056048.D\data.ms
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400000
300000

200000

5.879 7.488
100000 9.533
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Abundance TIC: BG056048.D\data.ms

20.279
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400000
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22.007
17.706
100000 14.968

18.546 1967630.091 21.595
Ob o e e e e ey e e R e T T T

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: BG056048.D\data.ms
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100000 25.491
23.799
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122122\
BGO56048.D

: 21 Dec 2022 14:39

: CG/JU

: N6089-01

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 2

R.T. EstConc Area Relative to ISTD R.T.
3.387 12.31 ng 30038 1,4-Dichlorobenzene-d4 8.364
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 32
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 17 (3.387 min): BG056048.D\data.ms (-12) (-) m/z 73.00 100.00%
73.0
87.1
T
‘ 91 ‘ 3.40 360 3.80
H’\\H‘\H\‘HH‘H\‘\\‘\‘H‘\“-\H\i‘\}\\‘HH‘HH‘HH‘HH‘HH‘HH m z 43.00 48.09%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 VH\‘\\\\\\\\‘\\
3.40 3.60 3.80
43.0 .
‘ 87.0 m/z 55.00 30.68%
H’\\H‘\H\“\H\“\H\‘\H\g‘\o\\\“\}\\‘\\H‘HH‘HH‘HH‘HH‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 A
3.40 3.60 3.80
5000 41.0 55.0 m/z 87.10 27.81%
27.0
11, L 112.0 129.0
HV‘H‘H‘w‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8502: 2-Methyl-5-hexen-3-ol T
73.0 3.40 360 3.80
m/z 41.00 18.23%
55.0
5000
41,0
27.0
, % A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.40 360 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122122\
Data File : BGO56048.D

Acqg On : 21 Dec 2022 14:39
Operator : CG/JU

Sample : N6089-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.403 27.67 ng 67532 1,4-Dichlorobenzene-d4 8.364

Hit# of 5 Tentative ID MW MolForm CASH# 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 38
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 25
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 360 (5.403 min): BG056048.D\data.ms (-354) (-) m/z 43.00 100.00%
3.0
59.0
5000

101.1 R e a R

5.00 5.20 5.40 5.60 5.80
bl 830 n/z se.ee  54.68%

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 R LA B W
5.00 5.20 5.40 5.60 5.80
101.0 m/z 101.10 20.26%
3]‘..0 0 ‘ 83.0 |
\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
Rmaas e R
57.0 5.00 5.20 5.40 5.60 5.80
5000 m/z 58.00 13.27%
20.0 101.0
130 1 ]l 730 850
e e e e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4871: 3-Hydroxy-3-methyl-2-butanone T
59.0 5.00 5.20 5.40 5.60 5.80
m/z 41.00 10.79%
5000 430
31.0
15'0 Ll ‘ ‘ “ L1 87‘0 ﬂ
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\’\\\\‘\\\\‘\ ‘\\\\‘\\\\‘\\\\’\\\\‘\\
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\BG122122\
Data File : BGO56048.D

Acqg On : 21 Dec 2022 14:39
Operator : CG/JU

Sample : N6089-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Tetradecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.546 4.56 ng 39776  Phenanthrene-die 17.706
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 53
2 Tridecanoic acid 214 C13H2602 000638-53-9 53
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
4 Pentadecanoic acid 242 C15H3002 001002-84-2 45
5 .alpha.-D-Galactopyranoside, met... 334 C17H3406 1000157-55-9 43
Abundance Scan 2597 (18.546 min): BG056048.D\data.ms (-2593) (- m/z 43.00 100.00%
43.0
73.0
129.0
5000 213.1
15711652 256.1 L g iy
G T
HW‘HW‘J“ N T m/z 55.80  99.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0
5000 129.0 ‘A£§5d AL I Y
185.0 ’
m/z 41.00 91.22%
228.0
A ) e |
]\.5.9‘\\\‘“‘\\“\“\H\‘\‘H\\H“‘H“M‘\‘\‘\\‘\H\‘\\‘H‘HH“HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
73.0
420 L TR
18.50
5000 129.0 m/z 60.00 85.05%
171.0
214.0
150?
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #143510:n—Hexadecanok:add 7 ‘
60.0 18.50
m/z 57.10 80.79%
5000 129.0
9r.0 157.01g5 02130  256.0
mw“;w!u“1‘”H“;wh“‘m‘w‘:‘m“m‘_‘H_‘m_www!_ L
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.50

8270-BG121322.M Sat Dec 24 23:09:18 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122122\
Data File : BGO56048.D

Acqg On : 21 Dec 2022 14:39
Operator : CG/JU

Sample : N6089-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Heptadecyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.596 2.41 ng 28360 Chrysene-di12 22.007
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 87
2 1-Hexacosene 364 C26H52 018835-33-1 87
3 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 87
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 87
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87

Abundance Scan 3116 (21.595 min): BG056048.D\data.ms (-3111) (-  m/z 43.00 100.00%

43.0
97.1
5000

165.0 2260 6 2150

il e P
S 0 O T 1 e NS 57.00  94.49%

m/z--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate
57.0
97.0

5000

2150
55.00  85.26%

T ‘ \ ‘ L ‘ \ T \ ‘ T \ T ‘ LI \ ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
57.0 97.0

2150
5000 97.10  63.59%
LU %00 2080 2020 30
miz--> 50 100 150 200 250 300 350
Abundance #275085: Octadecy! trifluoroacetate
57.0 21.50

69.00 56.72%

97.0
: MMMNW%WVWWJKNWWMAWM$w%
L h fa00 1820 2520 2970 3480

m/z--> 50 100 150 200 250 300 350 2150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122122\
Data File : BGO56048.D

Acqg On : 21 Dec 2022 14:39
Operator : CG/JU

Sample : N6089-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 2,6,10-Dodecatrien-1-o0l, 3,...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.799 2.57 ng 32266  Perylene-di2 25.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 222 C15H260 003790-71-4 52
2 Farnesol isomer a 222 C15H260 1000108-92-4 50
3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 50
4 Squalene 410 C30H50 000111-02-4 50
5 2,6-Octadien-1-01, 3,7-dimethyl-... 182 C11H1802 002142-94-1 47

Abundance Scan 3491 (23.799 min): BG056048.D\data.ms (-3486) (-

m/z 69.00 100.00%

69.0
5000
P e
‘ ‘ 13‘7 0 175.1 241.0 281 330.1 23.50 24.00
“‘MHM‘MMH\MWMH“W‘HN \@JJHH\‘S Om NR. m/z 81.00 40.93%
miz--> 50 100 150 200 250 300
Abundance #102002: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, (Z,E
69.0
5000 1 — L
23.50 24.00
m/z 41.00 29.26%
20. ‘ 07.0
, ‘h“ ‘i‘ “‘d‘ h\ \Hu\ t \H‘ \‘m ‘\h‘ ‘6‘\1"0‘ . “2‘2“2"0‘ e
miz--> 50 100 150 200 250 300
Abundance #101957: Farnesol isomer a
69.0
P e
23.50 24.00
5000 ITI/Z 137.00 16.26%
09.0
S \‘\ ‘\‘\‘ “\\HM \H: \H‘ \‘N ‘\Hw‘l‘e‘wl‘o‘ ‘294‘0‘ G
miz--> 50 100 150 200 250 300 ﬂ n A A
Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- A
69.0 23.50 24.00
m/z 68.10 16.15%
5000
136.0
2 ) ame oo ]
mlz--> 50 100 150 200 250 300 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122122\
Data File : BGO56048.D

Acqg On : 21 Dec 2022 14:39
Operator : CG/JU

Sample : N6089-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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... 3.387 12.3 ng 30038 1 8.364 48805 20.0
2-Pentanone, 4-... 5.403 27.7 ng 67532 1 8.364 48805 20.0
Tetradecanoic acid 18.546 4.6 ng 39776 4 17.706 174422 20.0
Heptadecyl trif... 21.596 2.4 ng 28360 5 22.007 235081 20.0
2,6,10-Dodecatr... 23.799 2.6 ng 32266 6 25.491 250616 20.0
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