LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133506.D

Acqg On : 26 May 2023 18:58
Operator : CG\JU

Sample : 02955-15

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_ F\Methods\8270-BF©52523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133506.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.21e 17 21 30 rVB 63053 80711 2.04% 0.366%
2 4.416 392 396 403 rVB 100418 111149 2.80% 0.503%
3 5.040 497 502 506 rBV 860640 937579 23.65% 4.246%
4 5.440 566 570 573 rBV 1255206 1063662 26.83% 4.817%
5 5.846 636 639 643 rVB 91851 77721 1.96% 0.352%

6 6.445 737 741 750 rBV 819661 676812 17.07%  3.065%
7 6.834 804 807 811 rBV 1061187 842321 21.25%  3.815%
8 7.404 896 904 906 rBV 2281610 2325556 58.67% 10.532%
9 8.122 1022 1026 1029 rBV 1254370 1102976 27.83% 4.995%

9.198 1204 1209 1212 rBV 4487849 3920743 98.91% 17.756%

11  9.875 1320 1324 1327 rBV 1415537 1142792 28.83%
12 10.586 1442 1445 1449 rBV 654078 514118 12.97%
13 10.663 1453 1458 1461 rBV 1690748 1598000 40.31%
14 10.898 1495 1498 1502 rVB 86872 72744  1.84%
15 11.363 1573 1577 1580 rBV 1277242 1190357 30.03%
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16 11.892 1663 1667 1671 rBV 215979 214728
17 12.680 1798 1801 1814 rBV 70876 98584
18 12.957 1842 1848 1851 rBV 3928931 3963895 100.00% 17.951%
19 13.880 1999 2005 2021 rBV3 82618 218269 5.51% ©0.988%
20 13.998 2021 2025 2029 rBV 1041425 1013128 25.56%  4.588%
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21 14.639 2130 2134 2138 rVB 144411 126109 3.18% ©.571%
22 15.457 2268 2273 2279 rBV 653424 789679 19.92%  3.576%

Sum of corrected areas: 22081633
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 26 May 2023 18:58
¢ CG\JU
: 02955-15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
BF133506.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF133506.D\data.ms

7.404

5.440
5.040 6.445

6.834

.210 4.416 5.846
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Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF133506.D\data.ms
9.198

12.957

10.663

8.122 9.875 11.363

10.586

0
Time-->

)\ 10.898 ll./?iZ 12.680
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Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000
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0

TIC: BF133506.D\data.ms

13.998
15.457

13.88 14./?39

Time-->

T ‘ T T ‘ T
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8270-BF052523

.M Tue May 30 13:49:23 2023 Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133506.D

Acqg On : 26 May 2023 18:58
Operator : CG\JU

Sample : 02955-15

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 3-Hexen-2-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.416 2.64 ng 111149 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 86
4 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 78
Abundance Scan 396 (4.416 min): BF133506.D\data.ms (-392) (-) m/z 55.05 100.00%
55.0 83.1
5000 43.0
98.1
R RS REEE
‘ 67.0 4.00 4.20 4.40 4.60 4.80
b e e e e - m/z 8318 89.36%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3567: 3-Hexen-2-one
83.0
55.0
43.0
5000 I L R R
29.0 4.00 4.20 4.40 4.60 4.80
98.0 m/z 43.00 43.51%
oLl e
O\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
RRERRREERE SR
4.00 4.20 4.40 4.60 4.80
5000 m/z 39.00 32.45%
43.0 98.0
29.0
‘\ H‘ | 67.0 L
Ot e i
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3764: 2-Pentene, 3,4-dimethyl- R o
55.0 4.00 4.20 4.40 4.60 4.80
m/z 98.10 30.83%
83.0
5000 41.0
2r.0 98.0
15.0 ‘ 69.0
0",Hﬁ‘_‘:&"m}JH‘Mﬁl‘_uﬂﬂ“u“m“u“_“‘ S 1
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60 4.80

8270-BF052523.M Tue May 30 13:49:24 2023 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133506.D

Acqg On : 26 May 2023 18:58

Operator : CG\JU

Sample : 02955-15

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.M
: 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.
5.040  22.26 ng 937579  1,4-Dichlorobenzene-d4 6.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9
5 Allyl acetate 100 C5H802 000591-87-7 9
Abundance Scan 502 (5.040 min): BF133506.D\data.ms (-497) (-) m/z 43.00 100.00%
3.0
5000 59.0
T
61 1011 4.80 5.00 5.20 5.40
Obrrprrre et el AR S0l m/z 59.08 46.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL B L I LN L
590 4.80 5.00 5.20 5.40
m/z 58.00 15.35%
O\\\’\\\\‘\\1‘:3“?‘-\-\0\\“‘}{\\‘\\}\‘\\\\‘\\\\8‘:\)"\.\0\’\\\]-\0‘]\"\0\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
P e
4.80 5.00 5.20 5.40
5000 m/z 101.10 14.77%
101.0
o 180 310 | 80 200 860
Crrp e e e S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate R
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.11%
5000
58.0
15.0 27.0 ! 72.0 100.0
ottt A
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_F\Data\BF052623\
Data File : BF133506.D

Acqg On : 26 May 2023 18:58
Operator : CG\JU

Sample : 02955-15

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.586 9.00 ng 514118 Acenaphthene-d10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 2-Chloro-1-phenyl-1-propanone 168 C9H9C10 006084-17-9 50
3 Vinyl benzoate 148 C9H802 000769-78-8 50
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 50
5 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 50
Abundance Scan 1445 (10.586 min): BF133506.D\data.ms (-1442) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
N T
10.50
152.1
Ol il e e 2280 8T L m/z 76.95  63.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0
77.0
A
5000 ! -
182.0 10.50
51.0 m/z 182.16  45.47%
oL 270 | | 1260 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44318: 2-Chloro-1-phenyl-1-propanone
105.0
RN T
10.50
5000 77.0 m/z 50.95 29.18%
51.0
ol 270 - | 1310  168.0
R e L e O RRR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26900: Vinyl benzoate —r— -
105.0 10.50
m/z 50.00 9.71%
5000 o
51.0
ol 270 | | \ 148.0
B e —
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133506.D

Acqg On : 26 May 2023 18:58
Operator : CG\JU

Sample : 02955-15

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.892 3.61 ng 214728  Phenanthrene-di10 11.363
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 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 1667 (11.892 min): BF133506.D\data.ms (-1663) (- m/z 43.05 100.00%
43.0 73.0
5000
129.0
213.1 - T
| 157.1185.1 256.1 | 11.50 12.00
A m/z 73.00  88.40%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 83.70%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
- =
11.50 12.00
5000 129.0 m/z 41.00 73.50%
199.0
AL e LT
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109281: Tetradecanoic acid = T
73.0 11.50 12.00
43.0 m/z 57.00 69.89%
5000
129.0
185.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
BF133506.D

: 26 May 2023 18:58
¢ CG\JU
: 02955-15

. 8

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3

R.T. EstConc Area Relative to ISTD R.T.
13.880 4.31 ng 218269  Chrysene-di2 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 95
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 2005 (13.880 min): BF133506.D\data.ms (-1999) (- m/z 43.00 100.00%
43.0
83.0
5000
— ——
251 13.50 14.00
Lty L, 1670 ;
o m/z 57.00 94.10%
miz--> 50 100 150 200 250 300 350
Abundance #227234: 1-Tricosene
43.0 83.0
5000 = —
13.50 14.00
25.0 m/z 54.95 92.48%
LT faeso
0\\ ‘\\‘\\‘\\\w““\h\\‘\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
510 970
— —
13.50 14.00
5000 m/z 83.05 82.58%
39.0
ol LU LLL LT a0 230 2020 sea
m/z--> 50 100 150 200 250 300 350
Abundance #292190: Trichloroacetic acid, hexadecyl ester e —T
43.0 13.50 14.00
83.0 m/z 68.95 66.77%
5000
%5.0
OM J‘m“\ bhoy o 1080 et
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133506.D

Acqg On : 26 May 2023 18:58
Operator : CG\JU

Sample : 02955-15

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 1,4-Benzenedicarboxylic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.639 2.49 ng 126109  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 70
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 52
3 Cyclohexaneamine, N-but-2-enylid... 167 C1@H17NO 068048-01-1 22
4 4-Nitrobenzoic acid, cyclobutyl ... 221 C11H11NO4 070335-00-1 16
5 Cyclohexanamine, N-methyl- 113 C7H15N 000100-60-7 14
Abundance Scan 2134 (14.639 min): BF133506.D\data.ms (-2130) (- m/z 70.10 100.00%
70.1
149.0
5000 261.1
e —
M h h 1 14.50 15.00
oLl AL | 1890 | /7 149.00  66.47%
miz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 67.0 ‘14‘50‘ iS‘Od
' 261.0 . :
m/z 112.10 50.40%
scitinil
0 \“\ | \‘“L\‘\““\ \‘\‘\ I I \\295\9\ 7 \‘\‘\ ™ ‘3‘3‘3‘0\ T
miz--> 50 100 150 200 250 300 350
Abundance #295778: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0 i S
167.0 261.0 14.50 15.00
5000 m/z 261.15 47 .85%
o “ h L] ‘ L2050 | 3040 3610
““‘ i B N En i BEEE R S e
m/z--> 100 150 200 250 300 350
Abundance #42431.Cydohexaneanﬂne,N—buPZ—endeene—N—oﬂde —— ——
70.0 14.50 15.00
m/z 56.95 44.59%
5000 167.0
m/z--> 50 150 200 250 300 350 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133506.D

Acqg On : 26 May 2023 18:58
Operator : CG\JU

Sample : 02955-15

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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|
3-Hexen-2-one 4.416 2.6 ng 111149 1 6.834 842321 20.0
2-Pentanone, 4-... 5.040 22.3 ng 937579 1 6.834 842321 20.0
Benzophenone 10.586 9.0 ng 514118 3 9.875 1142790 20.0
n-Hexadecanoic ... 11.892 3.6 ng 214728 4 11.363 1190360 20.0
1-Tricosene 13.880 4.3 ng 218269 5 13.998 1013130 20.0
1,4-Benzenedica... 14.639 2.5 ng 126109 5 13.998 1013130 20.0
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