LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121523\
Data File : BG@60O57.D

Acqg On : 16 Dec 2023 6:03

Operator : MA/JU

Sample : 05796-07

Misc . RT-SB-04-14-15

ALS Vvial : 28 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-BG121323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60O57.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.14e 4 9 14 rVB 228230 292713  2.85% 0.745%
2 5.526 408 415 423 rBV 1642627 2464242 24.02% 6.273%
3 7.112 676 685 694 rBV 1585239 2684778 26.17% 6.834%
4 7.952 821 828 836 rVB 253798 425928 4.15% 1.084%
5 9.116 1017 1026 1033 rBV 965141 1686508 16.44% 4.293%

6 10.761 1298 1306 1313 rBV 359127 641273 6.25% 1.632%
7 13.217 1715 1724 1732 rBV 3190307 4824171 47.02% 12.280%
8 13.493 1763 1771 1778 rBV 1749237 2787705 27.17%  7.096%
9 14.591 1951 1958 1965 rVB 671362 1032790 10.07%  2.629%
10 16.078 2203 2211 2219 rBV 3146094 4777785 46.57% 12.162%

11 17.341 2420 2426 2434 rBV 1032453 1570227 15.31%  3.997%
12 18.234 2572 2578 2584 rBV 483086 702026 6.84% 1.787%
13 19.180 2736 2739 2744 rVB2 159995 194693 1.90% 0.496%
14 19.503 2790 2794 2798 rBV3 190912 264196 2.58% 0.673%

15 19.962 2866 2872 2878 rBV 7899752 10259141 100.00% 26.115%

16 21.260 3090 3093 3100 rVB 299711 414935 4.04% 1.056%
17 21.607 3147 3152 3158 rBV2 1243269 1998979 19.48% 5.088%

18 24.797 3687 3695 3711 rVB 806288 2262548 22.05% 5.759%

Sum of corrected areas: 39284638
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121523\
Data File : BGO60O57.D

Acqg On : 16 Dec 2023 6:03

Operator : MA/JU

Sample : 05796-07

Misc . RT-SB-04-14-15

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060057.D\data.ms
8000000

7000000
6000000
5000000
4000000

3000000

2000000 5.526 7.112
9.116
120 7.952 10.761

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\/\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 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: BG060057.D\data.ms
8000000 19.962

1000000

7000000
6000000
5000000

4000000

13.217 16.078
3000000

2000000 13.493 21.607

17.341

1000000 14.591 21.260

18.234 19.186.503

L e e o o e LSS

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 TIC: BG060057.D\data.ms
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000 24191
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121523\
Data File : BGO60057.D

Acqg On : 16 Dec 2023 6:03

Operator : MA/JU

Sample : 05796-07

Misc

ALS vial : 28

Quant Method
Quant Title

TIC Library : C:\Database\NI

Sample Multiplier: 1

ST20.L

TIC Integration Parameters: LSCINT.P

RT-SB-04-14-15

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
3.140 13.74 ng 292713 1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 9 (3.140 min): BG060057.D\data.ms (-4) (-) m/z 73.10 100.00%
73.1
5000 43.1 /\Rk
e ERRRERE R
| ‘ ‘ 3.203.303.403.50
Ol b L L1606 2067 2710 L., 4310 43.87%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 L R B B B B
43.0 3.203.303.403.50
m/z 55.10 33.33%
0H\‘\mh\‘i“\‘\HH‘\\“\‘\‘\‘\']\(\)‘1\.\0\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R EAaRamaeE R s
3.203.303.403.50
50000 410 m/z 87.10  24.29%
b bl | 20
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #2248: Silane, tetramethyl- AR R S N RRRRER
73.0 3.203.303.403.50
m/z 41.10 13.79%
5000
h5.0 45.0
O et e T T TR
m/z--> 20 40 60 80 100120140160 180200220240260 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121523\
Data File : BGO60O57.D

Acqg On : 16 Dec 2023 6:03

Operator : MA/JU

Sample : 05796-07

Misc . RT-SB-04-14-15

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.493 53.98 ng 2787710  Acenaphthene-d10 14.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 78
2 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 64
3 Acetaminophen 151 C8HINO2 000103-90-2 49
4 Metacetamol 151 C8HINO2 000621-42-1 49
5 4-Amino-2-methylpyrimidine 109 C5H7N3 000074-69-1 38
Abundance Scan 1771 (13.493 min): BG060057.D\data.ms (-1763) (- | m/z 43.05 100.00%
43.0
109.1
5000
=
H ‘ 69.1 ‘ 13.50
Ol bl by 07 254.2 3278 3993 4911 /7 109.10  63.94%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0

5000 T
13.50
m/z 151.05 35.25%
‘ H ‘ 69.0
0‘\\“\J\“‘“‘\”\‘“\h\‘M[‘“T‘IH\ ’\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #69161: 2-Propenal, 3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0
109.0 A
P by
13.50
5000/ 43 m/z 41.10  22.20%
179.0
okl iih] |
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #28727: Acetaminophen T
109.0 13.50
m/z 69.10 14.62%
5000
43.0
o_m"ﬂwhw S AL
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121523\
Data File : BGO60O57.D

Acqg On : 16 Dec 2023 6:03

Operator : MA/JU

Sample : 05796-07

Misc . RT-SB-04-14-15

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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.
18.234 8.94 ng 702026  Phenanthrene-di10 17.341
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 70
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 2578 (18.234 min): BG060057.D\data.ms (-2572) (- | m/z 73.05 100.00%
73.0
213.1
5000
129.1
T P
HH I ‘ . Jsor 18.00 18.50
oAb L] 830 39794501 "o 1o gg.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T U
18.00 18.50
H 213.0 m/z 43.10 85.75%
0‘\\\\“[“ "”h“\h}\‘ ‘1!!\‘\\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126199: Pentadecanoic acid
73.0
Py —
18.00 18.50
5000 129.0 m/z 57.10 78.59%
‘L } 199.0
ERTETE ’H”H I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92063: Tridecanoic acid T —
73.0 18.00 18.50
m/z 55.05 77 .39%
5000 129.0
Il 2
owHMwum el e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121523\
Data File : BGO60O57.D

Acqg On : 16 Dec 2023 6:03

Operator : MA/JU

Sample : 05796-07

Misc RT-SB-04-14-15

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 11-Octadecenoic acid, methy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.180 2.48 ng 194693  Phenanthrene-di10 17.341
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 72
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 59
3 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 59
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 59
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 53

Abundance Scan 2739 (19.180 min): BG060057.D\data.ms (-2736) (- | m/z 55.10 100.00%

58.1
5000

1.1 207.0264 .1

0 H “‘{“!‘w"ﬂ“‘m'Ja‘lww‘nl-uJ‘uw-‘w“wm"“37‘?:?‘HAT??:?‘,‘TF"AT?}; m/z 69.10 49.33%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194415: 11-Octadecenoic acid, methyl ester
55.0
5000 —_— ——
19.00 19.50

m/z 41.10 48.51%

Utenmo =

\\‘\‘\‘\M\\“‘J\“\‘I‘\“\“"\l\\“\‘\\J\\‘\h\\\“\\\\‘\\\\‘\\\\‘\\\\’\\\\’\

m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #194421: 14-Octadecenoic acid, methyl ester
55.0

o

5000 m/z 74.05  40.65%
264.0
125.0
R S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #194453: 11-Octadecenoic acid, methyl ester, (Z)-
55.0 19.00 19.50
m/z 97.10 34.53%
5000
264.0
e
0 ‘H"““\‘w“J‘“J""“"P'{'M‘u'Lw"Jw“‘\m“mwuu‘mw‘m,‘m,‘ . —_—
m/z--> 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121523\
Data File : BGO60O57.D

Acqg On : 16 Dec 2023 6:03

Operator : MA/JU

Sample : 05796-07

Misc . RT-SB-04-14-15

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.503 2.64 ng 264196  Chrysene-di12 21.607
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 89
2 Dodecanoic acid 200 C12H2402 000143-07-7 55
3 Pentadecanoic acid 242 C15H3002 001002-84-2 47
4 Undecanoic acid 186 C11H2202 000112-37-8 46
5 Tetradecanoic acid 228 C14H2802 000544-63-8 43
Abundance Scan 2794 (19.503 min): BG060057.D\data.ms (-2790) (- | m/z 43.10 100.00%
43.
241.2
5000
97.2 185.1
— T \
19.50
00.1  390.0
0ty '}“ “““w“““rﬂ“"lﬂy ! 14 i o200 4990 73085 92.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179090: Octadecanoic acid
43.0
5000 ; e
1290 19.50
‘} \ 185.0 284.0 m/z 57.10 90.84%
0‘\1‘!““‘\‘\“\‘IJ\”‘\‘\\H‘\f\‘\“\\l\\\‘\\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75718: Dodecanoic acid
73.0
T \
19.50
m/z 60.10 89.64%
5000 120.0
“ ‘ ‘ 200.0
[pu— m'w"‘mMH“‘}‘H"w,w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126202: Pentadecanoic acid tshcotp_tigod 3 e
43.0 19.50
m/z 55.10 82.76%
5000
1200 2420
0
oN““‘\\‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121523\
Data File : BGO60O57.D

Acqg On : 16 Dec 2023 6:03

Operator : MA/JU

Sample : 05796-07

Misc . RT-SB-04-14-15

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 9-Tricosene, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.260 4.15 ng 414935  Chrysene-d12 21.607
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 93
2 1-Octadecanethiol 286 C18H38S 002885-00-9 93
3 1-Heneicosanol 312 C21H440 015594-90-8 90
4 1-Eicosanol 298 (C20H420 000629-96-9 90
5 1-Tricosene 322 C23H46 018835-32-0 90
Abundance Scan 3093 (21.260 min): BG060057.D\data.ms (-3090) (- | m/z 43.10 100.00%
43.1
97.1
5000
2100 21.50
153 2591 . .
313.3
o ‘-ww“_‘}”m"wmqumH_Hﬂ?gw???" m/z 55.10 94.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227236: 9-Tricosene, (Z)-
55.0
111.0
5000 — e
21.00 21.50
m/z 57.10 86.77%
‘ ‘ 322.0
0‘\\“\‘\‘\“\\\\“‘4‘\‘![“\310\‘2!2\4\\0[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #181805: 1-Octadecanethiol
83.0
—— —
21.00 21.50
5000 m/z 83.10 74.79%
29. 252.0
s
ol MM [ysee | |
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215084: 1-Heneicosanol 7 7
43.0 21.00 21.50
m/z 69.10 67.50%
h ! VWMWMNWMMJ\WANVMAN%W
1 —
ST Y S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121523\
Data File : BGO60O57.D

Acqg On : 16 Dec 2023 6:03

Operator : MA/JU

Sample : 05796-07

Misc . RT-SB-04-14-15

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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... 3.140 13.7 ng 292713 1 7.952 425928 20.0
2,4,7,9-Tetrame... 13.493 54.0 ng 2787710 3 14.592 1032790 20.0
n-Hexadecanoic ... 18.234 8.9 ng 702026 4 17.341 1570230 20.0
11-Octadecenoic... 19.180 2.5 ng 194693 4 17.341 1570230 20.0
Octadecanoic acid 19.503 2.6 ng 264196 5 21.607 1998980 20.0
9-Tricosene, (Z)- 21.260 4.2 ng 414935 5 21.607 1998980 20.0
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