LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BG®57853.D

Acqg On : 23 Jun 2023 22:42
Operator : CG/JU

Sample : 03337-04

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-BG061923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57853.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.027 324 330 339 rBV 53382 77474  3.32%  0.599%
2 5.491 402 409 418 rBV 690182 1091541 46.73% 8.444%
3 7.083 672 680 689 rBV 720676 1209455 51.78% 9.356%
4 7.917 816 822 831 rVB 154176 263314 11.27% 2.037%
5 9.081 1011 1020 1028 rBV 398387 685954 29.37%  5.306%

6 10.720 1292 1299 1307 rBV 226162 392356 16.80% 3.035%
7 13.176 1710 1717 1724 rBV ~ 993279 1554096 66.54% 12.022%
8 14.551 1943 1951 1961 rVB 348391 558593 23.92% 4.321%
9 15.908 2176 2182 2189 rBV 91257 126424 5.41% 0.978%
10 16.037 2197 2204 2211 rBV 926258 1408518 60.31% 10.896%

11 17.295 2411 2418 2427 rBV 474969 709319 30.37% 5.487%
12 18.188 2564 2570 2579 rBV 205385 308900 13.23%  2.389%
13 19.457 2783 2786 2794 rBV2 57267 89819 3.85% ©.695%
14 19.915 2858 2864 2870 rVB 1777460 2335625 100.00% 18.067%
15 20.221 2913 2916 2921 rVB 26702 27391 1.17% 0.212%
16 20.714 2996 3000 3004 rBV2 33697 40490 1.73% 313%

17 21.202 3078 3083 3093 rBV 205536 318846 13.65%
18 21.548 3136 3142 3153 rVB2 451562 733155 31.39%
19 21.742 3173 3175 3180 rVB2 42467 48661 2.08%
20 22.342 3273 3277 3283 rBV4 38290 72700 3.11%
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21 24.698 3670 3678 3693 rVB 292735 874824 37.46% 6.767%

Sum of corrected areas: 12927455
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57853.D

Acqg On : 23 Jun 2023 22:42
Operator : CG/JU

Sample : 03337-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG057853.D\data.ms
1500000
1000000
5.491 7.083
500000 9.081
10.720
7.917
5.027
O\\\‘\\\\‘\\\\‘\\\\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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: BG057853.D\data.ms
19.915
1500000
1000000/13-176 16.037
21.548
500000 17.295
14.551
18.188
15.9 19.457 22120.714
i 2022120
T L o o o L B e B
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: BG057853.D\data.ms
1500000
1000000
500000 24.698
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\BG062323\
Data File : BGO57853.D

Acqg On : 23 Jun 2023 22:42
Operator : CG/JU

Sample : 03337-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.027 5.88 ng 77474  1,4-Dichlorobenzene-d4 7.923

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol 102 C6H140 000623-37-0 28
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25

Abundance Scan 330 (5.027 min): BG057853.D\data.ms (-324) (-) m/z 43.00 100.00%

3.0
59.0
5000
101.0 E  RARENE SRR
82.9 4.80 5.00 5.20 5.40
el bl e et e | m/Z 59.00 65.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL B L L I N L
4.80 5.00 5.20 5.40
59.0 m/z 101.00  19.49%
270 Lm0 0
H‘\\H‘\H\[\I\I‘IH\‘\\i\‘H\\‘HH’\‘H\‘H\}‘\\H’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9501: n-Propyl t-butyl ether
59.0
e A RERaNEEEE
4.80 5.00 5.20 5.40
m/z 58.00 17.96%
5000 410 101.0 /
27.0
0 MLl 780 FT0 | ur
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9479: 2-Hexanol, 2-methyl-
59.0 4.80 5.00 5.20 5.40
m/z 41.00 10.02%
5000
101.0
41.0
G [ T 830
R L e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Se

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\

BGO57853.D

: 23 Jun 2023 22:42
: CG/IU
: 03337-04

: 8 Sample Multiplier: 1

arch Compound Report

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.908 4.53 ng 126424  Acenaphthene-di10 14.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 acetic acid, 2-bromo-, 2-oxo-2-p... 256 C1OH9BroO3 1000401-50-0 47
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
4 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
5 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 47
Abundance Scan 2182 (15.908 min): BG057853.D\data.ms (-2176) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
=
16.00
152.0 o
bt e m/z 77.00 64.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 T
16.00
51.0 m/z 182.00  54.43%
\ | 1520
‘\‘\H‘\H\‘H\H\“HH‘\H\‘\H\‘H}\‘H\\‘\H\‘\H\‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #142407: acetic acid, 2-bromo-, 2-oxo-2-phenylethyl este
105.0
T
16.00
5000 m/z 51.00 26.82%
77.0
51.0
N 136.0 169.0 198.0 227.0 256.0
e e e R e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #52291: Benzenebutanoic acid, .gamma.-oxo- e
105.0 16.00
m/z 181.00 9.39%
5000 77.0
>0 178.0
L | 133.0 )
e e e e e e co
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57853.D

Acqg On : 23 Jun 2023 22:42
Operator : CG/JU

Sample : 03337-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 1
R.T. EstConc Area Relative to ISTD R.T.
18.188 8.71 ng 308900 Phenanthrene-d10 17.295
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2570 (18.188 min): BG057853.D\data.ms (-2564) (- | m/z 60.00 100.00%

60.0
5000
129.0
ar. 213.1 —

| 157.1185.1 2561 18.00 18.50
e m/z 73.00 98.87%

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0

5000 e e
129.0 18.00 18.50

m/z 43.00 92.72%

213.0
‘ H (ﬂ 157.0185.0 ‘
]\-ﬁ‘o\\\\ HH\H\‘i‘\‘HH\H““H“”h“\H\‘H‘HH‘H‘H‘\‘H‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0

1&00 1&50
5000 129.0 ITI/Z 57 .00 88.91%
ks | e T
1§R‘*H‘i“‘“‘!”‘W A w\‘\ “M‘ “‘H‘mH“H‘w“m“u‘Wm“mw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid T T
430 73.0 18.00 18.50

m/z 55.00 75.91%

5000 129.0
171.0
214.0
150“ ‘\ \‘ I \\‘ HW (‘)H L T ‘ ‘ ‘ :

T —
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57853.D

Acqg On : 23 Jun 2023 22:42
Operator : CG/JU

Sample : 03337-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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.
19.457 2.45 ng 89819  Chrysene-di12 21.549
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 n-Decanoic acid 172 C10H2002 000334-48-5 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 2786 (19.457 min): BG057853.D\data.ms (-2783) (- | m/z 73.00 100.00%
43.0 73.0
5000
——
19.50
m/z 43.00 95.20%
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
e
43.0 30
5000 ]
129.0 19.50
m/z 57.00 88.30%
‘ 1850 5410 284
— \“ \“\ W “H‘ : H”‘L ‘M 1 - ‘\ " “‘ R ““
miz--> 50 100 150 200 250
Abundance #46966: n-Decanoic acid
73.0
——
129.0 19.50
5000 m/z 60.00 88.21%
43.0
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0 19.50
m/z 55.00 73.33%
5000 129.0
‘ ‘ 199.0 2420
. ‘\‘ m ’H‘\ h“ \‘H‘HH Hh“‘w M\‘H} “‘ ‘1‘6ﬂ‘q“ ‘i — “\ BRaa ——
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\BG062323\
Data File : BG@57853.D

Acqg On : 23 Jun 2023 22:42

Operator : CG/JU

Sample : 03337-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 1-Hexacosene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.202 8.70 ng 318846  Chrysene-d12 21.549
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Octacosanol 410 C28H580 000557-61-9 91
4 1-Hexadecanesulfonyl chloride 324 C16H33Clo2S 038775-38-1 91

5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91

Abundance Scan 3083 (21.202 min): BG057853.D\data.ms (-3078) (- | m/z 57.00 100.00%

57.0
5000

11.0
‘ “ 162.0207.0 21.00 21.50
Ak MMHHHH‘Z@‘S%}‘O‘_ 349 o 300

m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0

5000 110 e ——
21.00 21.50
m/z 55.00 78.79%
T “\ ‘ “ T “\‘ T ‘H“ ““ ‘ “ J‘T‘G\Z \0\ T \2\3\8 0\ \2\9\2‘0 3‘6\4\ \0\ ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
—— —
21.00 21.50
5000 m/z 83.00 63.75%

11.0
169
Il Il LU0 2800
m/z--> 50 lOO 150 200 250 300 350 400

Abundance #308225: Octacosanol T —
57.0 21.00 21.50
m/z 69.00 57.72%
- NwwwwMNMwAkwwmmw%w
I \‘ ‘ h \H\ A4 \‘\ L \7 -0 222. 0 292 0 392.0
““‘H“ bt T — —
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BG®57853.D

Acqg On : 23 Jun 2023 22:42
Operator : CG/JU

Sample : 03337-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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|
2-Pentanone, 4-... 5.027 5.9 ng 77474 1 7.923 263314 20.0
Benzophenone 15.908 4.5 ng 126424 3 14.557 558593 20.0
n-Hexadecanoic ... 18.188 8.7 ng 308900 4 17.295 709319 20.0
Octadecanoic acid  19.457 2.5 ng 89819 5 21.549 733155 20.0
1-Hexacosene 21.202 8.7 ng 318846 5 21.549 733155 20.0
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