LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BGO57805.D

Acqg On : 22 Jun 2023 11:39
Operator : CG/JU

Sample : 03290-02

Misc :

ALS vial : 6 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: BGO57805.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.024 323 329 337 rVB 245001 356532 16.15%  3.149%
2 5.488 402 408 418 rBV 513526 806193 36.51% 7.121%
3 7.080 670 679 688 rBV 557760 927598 42.01%  8.193%
4 7.921 816 822 828 rBV 107230 173927 7.88% 1.536%
5 9.078 1011 1019 1030 rVB 323422 551848 24.99% 4.874%

6 10.723 1292 1299 1307 rBV 158708 274843 12.45%  2.428%
7 13.179 1710 1717 1726 rVB 860949 1300865 58.91% 11.490%
8 14.554 1943 1951 1959 rBV 286729 427780 19.37% 3.778%
9 15.911 2176 2182 2187 rVB 56586 81919 3.71%

10 16.041 2197 2204 2214 rBV 796464 1173216 53.13% 10.362%

®
~
N
PN
R

11 17.298 2411 2418 2423 rBV 421507 599203 27.14% 5.292%
12 18.191 2564 2570 2579 rBV 176495 281616 12.75% 2.487%
13 19.043 2710 2715 2721 rBV2 15997 24572 1.11% 0.217%
14 19.348 2760 2767 2774 rBV 42958 77540 3.51% ©.685%
15 19.460 2782 2786 2798 rBV 61642 104507 4.73% ©.923%

16 19.713 2819 2829 2835 rBV 34164 67603 3.06%
17 19.912 2857 2863 2869 rBV 1614321 2208131 100.00% 19.
18 21.205 3078 3083 3092 rVB2 148724 221648 10.04%

A0, VO
Xe]
Ul
(o]
R

19 21.281 3093 3096 3101 rVB 35722 50015 2.27% 442%
20 21.546 3134 3141 3147 rBV 402078 686430 31.09% 063%
21 21.751 3171 3176 3181 rBvV2 25488 43509 1.97% 0.384%
22 22.351 3274 3278 3285 rVB3 24311 44935 2.03% 0.397%
23 23.021 3389 3392 3398 rVB4 12945 22469 1.02% 0.198%
24 24.701 3668 3678 3694 rVB 253713 750275 33.98% 6.627%
25 25.970 3889 3894 3902 rVB5 27453 64880 2.94% 0.573%
Sum of corrected areas: 11322054
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57805.D

Acqg On : 22 Jun 2023 11:39
Operator : CG/JU

Sample : 03290-02

Misc

ALS vial : 6 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: BG057805.D\data.ms
1600000
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5.024
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Abundance TIC: BG057805.D\data.ms
1600000 19.912

o

1400000
1200000

1000000
13.179

800000 16.041

600000

17.298 21.546

400000
14.554

200000 18.191 21.205

15.5_1 JL 10.014:3460)71 21.281p1 751 22.351

L s m =SS N et S
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Abundance TIC: BG057805.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57805.D

Acqg On : 22 Jun 2023 11:39
Operator : CG/JU

Sample : 03290-02

Misc

ALS vial : 6 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 1
R.T. EstConc Area Relative to ISTD R.T.
5.024 41.00 ng 356532 1,4-Dichlorobenzene-d4 7.921

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 329 (5.024 min): BG057805.D\data.ms (-323) (-) m/z 42.95 100.00%
43.0
59.0
5000
1010 LU R R RN R
83.0 4.80 5.00 5.20 5.40
Ot bl 708 5T m/z 59.00  61.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LU B B I BN B
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.00 18.23%
O \\\‘\!‘f‘f‘\\I‘SI‘:I\.\O\\“H{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
e A RERaNaREE
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 17.21%
20.0 101.0
ol 0 L 730 850
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- R ER R e
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.27%
5000
210 101.0
PO AU NN NN DU L DY
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\BG062223\
Data File : BG@57805.D

Acqg On : 22 Jun 2023 11:39
Operator : CG/JU

Sample : 03290-02

Misc

ALS vial : 6 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 4
R.T. EstConc Area Relative to ISTD R.T.
15.911 3.83 ng 81919  Acenaphthene-d1e 14.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Vinyl benzoate 148 C9H802 000769-78-8 47
3 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 47
4 S-Benzoyl(thiohydroxylamine) 153 C7H7NOS 025740-80-1 47
5 Methyl benzilate 242 C15H1403 000076-89-1 47
Abundance Scan 2182 (15.911 min): BG057805.D\data.ms (-2176) (- | m/z 105.00 100.00%
105.0
77.0
5000 182.0
51.0
e
‘ | 150 | 16.00 ]
ot e e e e ey m/z 77.00 57.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
77.0
5000 T T
182.0 16.00
51.0 m/z 182.08  50.75%
P £ U [ A 1520
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’1\\\’\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26899: Vinyl benzoate
105.0
T
77.0 16.00
5000 m/z 51.00 28.13%
51.0
15.0 ‘ 148.0
ot rrrpr et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90575: 1-Propanone, 2-bromo-1-phenyl- o : ‘A‘ -
105.0 16.00
m/z 181.00 8.77%
77.0
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57805.D

Acqg On : 22 Jun 2023 11:39
Operator : CG/JU

Sample : 03290-02

Misc

ALS vial : 6 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 2
R.T. EstConc Area Relative to ISTD R.T.
18.191 9.40 ng 281616  Phenanthrene-die 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 2570 (18.191 min): BG057805.D\data.ms (-2564) (- | m/z 60.00 100.00%
60.0
5000
129.1
213.1 - e
H‘ ‘ 171 1 256.1 18.00 18.50
oL—— H‘ W Hw\‘Hw‘n‘\ al ol \‘ “ ‘ ‘\\‘ Aol ‘\‘ ‘ m/z 73.00 97.53%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 o s
129.0 18.00 18.50
213.0 m/z 42.95 89.40%
i, 1]
01‘4‘0 “\ ‘H Il M“ ‘\H““Hhh‘“ \M il | “‘ “‘ “‘u\‘ B - ‘ “ —
miz--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid
e
43.0 730
e —
18.00 18.50
5000 129.0 m/z 57.00 81.87%
171.0
L A
oL “\‘ H‘H‘\\ UH“H‘\‘\\M“‘\ {‘H\‘h} “ ‘h“ b “‘ | “‘ P
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid e =
43.0 73.0 18.00 18.50
m/z 55.00 78.64%
5000 129.0
L
| Huhﬁﬂﬁkm‘w\m LIGWQ\ k\ L
ol ot o 22 e et
m/z--> 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\BG062223\
Data File : BG@57805.D

Acqg On : 22 Jun 2023 11:39
Operator : CG/JU

Sample : 03290-02

Misc

ALS vial : 6 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 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.348 2.59 ng 77540  Phenanthrene-d1e 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene 202 Cl6H10 000129-00-0 81
2 Fluoranthene 202 Cle6H1e 000206-44-0 81
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 76
4 1,4-Pentadiyn-3-one, 1,5-diphenyl- 230 C17H100 015814-30-9 72
5 2,3-Dichlorobenzo[b]thiophene 202 C8H4cC12S 1000298-87-9 47
Abundance Scan 2767 (19.348 min): BG057805.D\data.ms (-2760) (- | m/z 202.00 100.00%
202.0
5000
101.0 19‘00‘ 5.9‘56
55.0 173.9 : :
o‘mu‘Hu‘w‘uMM‘ml‘m‘l‘?’%H‘www‘mwH_W??Rf m/z 200.00  22.90%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #78086: Pyrene
202.0
5000 T T i
19.00 19.50
101.0 m/z 203.00 16.68%
‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #78088: Fluoranthene
202.0
| LA v
19.00 19.50
5000 m/z 201.00 14 .85%
101.0
0 6 174.0 ‘
e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #78092: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- — ——
202.0 19.00 19.50
m/z 101.00 11.17%
5000
101.0
oL T e AN IR I (a1
m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57805.D

Acqg On : 22 Jun 2023 11:39
Operator : CG/JU

Sample : 03290-02

Misc

ALS vial : 6 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 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.460 3.04 ng 104507  Chrysene-di12 21.546
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 83
2 Octadecanoic acid 284 C18H3602 000057-11-4 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2786 (19.460 min): BG057805.D\data.ms (-2782) (- | m/z 57.00 100.00%
57.0

5000

2

19.50

0 m/z 72.95 97.27%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0
43.0
- 1290 1950
185.0 228.0 m/z 43.00 93.98%
O ’ H !H”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.
43.0 0
—
19.50
5000 129.0 ITI/Z 55.00 88.53%
185.0 241.0 284
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid T
60.0 19.50
m/z 59.95 86.10%
5000 129.0
97.0 1710 2130 2560
0 w“:‘m‘!”“J“‘“MLwlh“‘u“w‘l‘m"""""‘,‘H"m‘ww,m!_wm TR A A
m/z--> 20 40 60 80 100120140160180200220240260280 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57805.D

Acqg On : 22 Jun 2023 11:39
Operator : CG/JU

Sample : 03290-02

Misc

ALS vial : 6 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 6 Cyclotetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.205 6.46 ng 221648  Chrysene-di2 21.546
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 95
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 Cyclooctacosane 392 C28H56 000297-24-5 91

Abundance Scan 3083 (21.205 min): BG057805.D\data.ms (-3078) (- | m/z 57.00 100.00%

57.0
5000
ll.l T ‘ T T ‘ T
H‘ ‘ 21.00 21.50
oL AbRANiL 07 2462 4290 sse 75.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #244232: Cyclotetracosane
43.0
7.0
5000 7 ——
21.00 21.50
m/z 43.00 73.41%
O ‘ ! “ T “\‘ }“ \““\]1}5’“3\-9\ \2‘1\().\0\ \2‘6\5\).(\)\ ‘ \?\’?\’?.‘o\ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
— —
7.0 21.00 21.50
5000 m/Z 83.00 66.92%
0 M \‘“ i

‘\\u‘\u]'\hs%o _224.0
el R L I B R AN B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene

|
el
. o
57.0 21.00 21.50
m/z 97.10 61.08%

) l WL
L ‘H \H\ qh‘“\ﬂh 167.0 238.0 2020 3640

ol ALl i R L SR

— —
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

8270-BGO61923.M Fri Jun 23 10:59:17 2023 Page: 8



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BGO57805.D

Acqg On : 22 Jun 2023 11:39
Operator : CG/JU

Sample : 03290-02

Misc

ALS vial : 6 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-... 5.024 41.0 ng 356532 1 7.921 173927 20.0
Benzophenone 15.911 3.8 ng 81919 3 14.554 427780 20.0
n-Hexadecanoic ... 18.191 9.4 ng 281616 4 17.298 599203 20.0
Benzene, 1,1'-(... 19.348 2.6 ng 77540 4 17.298 599203 20.0
Tetradecanoic acid 19.460 3.0 ng 104507 5 21.546 686430 20.0
Cyclotetracosane 21.205 6.5 ng 221648 5 21.546 686430 20.0
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