LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BG®57862.D

Acqg On : 24 Jun 2023 5:04
Operator : CG/JU

Sample : 03336-01

Misc :

ALS Vvial : 17 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: BGO57862.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.032 323 331 338 rBV 54246 84404 3.17% ©.578%
2 5.496 403 410 422 rBvV 940562 1491579 55.94% 10.211%
3 7.089 672 681 693 rBV 921627 1564570 58.67% 10.710%
4 7.923 817 823 830 rBV 188242 313196 11.75%  2.144%
5 9.086 1013 1021 1030 rBV 547526 964390 36.17% 6.602%

6 10.726 1292 1300 1309 rBV 267260 464894 17.43%  3.182%
7 13.181 1710 1718 1725 rBV 1310295 2047997 76.80% 14.020%
8 14.556 1946 1952 1962 rVB2 387881 596346 22.36% 4.082%
9 15.914 2177 2183 2190 rBV 107468 153087 5.74% 1.048%
10 16.043 2199 2205 2218 rBV 1041122 1570205 58.88% 10.749%

11 17.300 2412 2419 2425 rBV 473995 701135 26.29%  4.800%

12 18.187 2565 2570 2580 rBV 133255 208835 7.83% 1.430%

13 19.351 2763 2768 2776 rBV2 20396 41572 1.56% ©.285%

14 19.462 2783 2787 2796 rBV5 36970 74264 2.78%  0.508%
8

15 19.921 2859 2865 2872 rVB 1936119 2666622 100.00% 18.

16 21.207 3080 3084 3091 rVB 76830 111307 4.17%
17 21.554 3138 3143 3149 rVB 425489 689202 25.85%
18 22.999 3385 3389 3398 rVB3 80656 156149 5.86%
19 24.709 3673 3680 3695 rVB2 248976 708299 26.56%

AR DO
N
[
[
R

Sum of corrected areas: 14608053
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BG®57862.D

Acqg On : 24 Jun 2023 5:04
Operator : CG/JU

Sample : 03336-01

Misc

ALS vial : 17 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 :
u2000000 TIC: BG057862.D\data.ms
1500000
1000000 5.496 7.089
9.086
500000
10.726
7.923
k 5.032
O\\\‘\\\\‘\\\\‘\\\\‘/\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 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 TIC: BG057862.D\data.ms
2000000 19.521
1500000
13.181
16.043
1000000
21.554
17.300
500000 14.556
18.187 21.207
15-@ ' 1834862
O o o R L S O
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 :
u2000000 TIC: BG057862.D\data.ms
1500000
1000000
500000 24.709
LA
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 : BG®57862.D

Acqg On : 24 Jun 2023 5:04
Operator : CG/JU

Sample : 03336-01

Misc

ALS vial : 17 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 2
R.T. EstConc Area Relative to ISTD R.T.
5.032 5.39 ng 84404  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 50
2 3-Hexanol 102 C6H140 000623-37-0 33
3 3-Octanol 130 C8H180 000589-98-0 33
4 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 28
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 331 (5.032 min): BG057862.D\data.ms (-323) (-) m/z 42.95 100.00%

3.0
59.0
5000
100 480500520540
L | 83.0 £9.00  65.48%
R A A ARARRRRZEE S m/z 59.00 65.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L I LN B
59.0 4.80 5.00 5.20 5.40
m/z 101.00  18.05%
\\‘\\\\‘\\\?‘T‘-\.\O\\“w\\\‘\\}\‘\\\\‘\\\\??;\O\‘\\\l\()“]\n\o\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4970: 3-Hexano
59.0
B ARmamE R
4.80 5.00 5.20 5.40
5000 310 430 73.0 m/z 58.00 17.53%
celllly 850 1010
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.50%
5000 830
29.0 40 101.0
“‘1‘5"9_‘“‘H‘m“:‘luwl”pm‘;m‘mwmwm‘w‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BG®57862.D

Acqg On : 24 Jun 2023 5:04
Operator : CG/JU

Sample : 03336-01

Misc

ALS vial : 17 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 2 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.914 5.13 ng 153087  Acenaphthene-di10 14.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 53
3 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 50
4 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
5 N-Methoxy-N-methylbenzamide 165 CSH11NO2 006919-61-5 47
Abundance Scan 2183 (15.914 min): BG057862.D\data.ms (-2177) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
e
16.00
152.0
‘\\\\‘\\‘\\‘\\\H“‘\\\\‘\‘\\\1‘2\5\-\8\‘\\}H\’\\\\’H\\\\z‘(\)?.\q m/Z 77 .00 64.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 T
16.00
51.0 m/z 182.00  55.10%
LA 1260 1520
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #56777: Azobenzene
77.0
T
182.0 16.00
5000 m/z 51.00 26.79%
51.0 105.0
27.0 ‘ ‘ 128.0 1920
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57931: Phenyl 4-pyridyl ketone T
105.0 16.00
183.0 m/z 181.00 9.14%
77.0 ’
5000 51.0
| ) | 1270 1540 |
e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00

8270-BGR61923.M Mon Jun 26 01:39:34 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BG®57862.D

Acqg On : 24 Jun 2023 5:04
Operator : CG/JU

Sample : 03336-01

Misc

ALS vial : 17 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.
18.187 5.96 ng 208835  Phenanthrene-di10 17.300
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 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2570 (18.187 min): BG057862.D\data.ms (-2565) (- | m/z 73.00 100.00%

43.0 73.0
5000
129.1
213.1

[
| ‘ | 1711 ‘ 256.3 18.00 18.50
— ‘} ‘ “ ‘\‘“H“‘ 1‘”‘ e ‘\ \“ T ‘ 1 “ et T ‘\ [ m/Z 60.00 93.31%

\
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0

5000 R *
129.0 18.00 18.50
213.0 m/z 43.00 90.58%
‘ M ‘ 171.0 ‘
1‘4‘0 “\ ‘H Il M“ | “\hh“w \M | ‘\\ ‘ “ “ “‘u\‘ . \‘ — “ ——
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
S —
18.00 18.50
5000 129.0 m/z 57.00 83.38%
‘ 199.0 2420
MlSBQ w“
m/z--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid T —
73.0 18.00 18.50
m/z 55.00 72.94%
43.0
5000
129.0
1710 2140
1‘41‘0‘\‘ U\ ‘u‘u‘ u‘“ ‘uhh‘ \H“L ‘m“‘ 1 ‘m‘ “\ ‘\‘ ‘ “\‘ —

—_ —
miz--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BG®57862.D

Acqg On : 24 Jun 2023 5:04
Operator : CG/JU

Sample : 03336-01

Misc

ALS vial : 17 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 6
R.T. EstConc Area Relative to ISTD R.T.
19.462 2.16 ng 74264  Chrysene-d12 21.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Heptadecanoic acid 270 C17H3402 000506-12-7 62
4 Tetradecanoic acid 228 C14H2802 000544-63-8 52
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
Abundance Scan 2787 (19.462 min): BG057862.D\data.ms (-2783) (- | m/z 43.00 100.00%
43.0
000 WWM
129.0
185.1
—
241.2284.1 19.50
A m/z 59.95 92.55%
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43
5000 129.0
0 19.50
T 185.0 2410284-0 m/z 73.00  91.40%
, ““ H’ \‘” HM‘ M “‘\‘ “ \‘r “ ‘\‘\‘ ‘\ ‘\‘ , e
miz--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
3.0
—
19.50
5000 129.0 m/z 57.00 80.02%
29.Q
‘ 199.0 242 0
‘L‘ H’ “\H‘M ““‘ “ “‘ ‘\ N ‘\‘ e R are
miz--> 50 100 150 200 250 300 350
Abundance #161157: Heptadecanoic acid —
73.0 19.50
m/z 55.00 72.13%
270.0
5000
129.0
29. 227.0
H 171.0 ‘
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BG®57862.D

Acqg On : 24 Jun 2023 5:04
Operator : CG/JU

Sample : 03336-01

Misc

ALS vial : 17 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 5 1-Tricosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.207 3.23 ng 111307  Chrysene-di12 21.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 95
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Nonacos-1-ene 406 C29H58 018835-35-3 91
4 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
5 9-Tricosanol, acetate 382 C25H5002 039754-92-2 91
Abundance Scan 3084 (21.207 min): BG057862.D\data.ms (-3080) (- | m/z 57.00 100.00%
57.0
5000
111.1
—— —
21.00 21.50
68.0 272.1 3420
Hm”‘w" M‘mwm??‘?‘l“"H_wauwf‘?‘?"‘zww m/z 55.00  71.26%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #227234: 1-Tricosene
43.0
7.0
5000 —r— —r—
21.00 21.50
m/z 43.00 70.33%
UL s
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
—— —
21.00 21.50
5000 m/z 69.00 67.21%
7.0
\ \‘ J\ Ih 1153.0 210.0 267.0321.0 490.(
A e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #306022: Nonacos-1-ene T ——
57.0 21.00 21.50
m/z 83.00 64.62%
5000 111.0
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BG@57862.D

Acqg On : 24 Jun 2023 5:04

Operator : CG/JU

Sample : 03336-01

Misc

ALS vial : 17 Sample Multiplier:

Quant Method
Quant Title

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

1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 6 9-Octadecenamide, (Z)-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.999 4.53 ng 156149  Chrysene-di12 21.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 86
2 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 72
3 7-Nonenamide 155 C9H17NO 090949-53-4 64
4 Dodecanamide 199 C12H25NO 001120-16-7 59
5 N-ethyl-N-(1-methyl-2-[4-(methyl... 251 C14H21NOS 1000365-85-2 14

Abundance Scan 3389 (22.999 min): BG057862.D\data.ms (-3385) (- | m/z 59.00 100.00%
59.0
5000 j\“/MNMMWN
126.1 2300
- H“ ‘L‘ bidis., 1980 2640 33233842 443. . o) 00 61.16%
miz--> 50 100 150 200 250 300 350 400
Abundance #174773: 9-Octadecenamide, (Z)-
59.0
5000 ok puaiie Sy
23.00
m/z 55.00 48.12%
114.0 281.0
\\“\ “ ‘!‘\n‘\hm \HI‘U\\‘\J-\8\4\"O\2\3\4\"0\\\\‘\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300 350 400
Abundance #46324: Heptanamide, 4-ethyl-5-methyl-
59.0
P
23.00
5000 m/z 43.00 34.62%
114.0
M‘MH o
m/z--> 100 150 200 250 300 350 400
Abundance #32728: 7-Nonenamide T
59.0 23.00
m/z 41.00 27.98%
5000
‘ ‘ 155.0
laeso T -
m/z--> 50 100 150 200 250 300 350 400 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BG®57862.D

Acqg On : 24 Jun 2023 5:04
Operator : CG/JU

Sample : 03336-01

Misc

ALS Vvial : 17 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-... 5.032 5.4 ng 84404 1 7.923 313196 20.0
Benzophenone 15.914 5.1 ng 153087 3 14.556 596346 20.0
n-Hexadecanoic ... 18.187 6.0 ng 208835 4 17.300 701135 20.0
Octadecanoic acid 19.462 2.2 ng 74264 5 21.554 689202 20.0
1-Tricosene 21.207 3.2 ng 111367 5 21.554 689202 20.0
9-Octadecenamid... 22.999 4.5 ng 156149 5 21.554 689202 20.0
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