LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133508.D

Acqg On : 26 May 2023 20:02
Operator : CG\JU

Sample : 02945-09

Misc :

ALS Vvial : 10 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: BF133508.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.116 3 5 13 rVB 1500019 1565189 39.03% 6.757%
2 2.222 19 23 31 rVB 65563 85424 2.13% 0.369%
3 4.422 393 397 404 rVB 70664 76150 1.90% 0.329%
4 5.045 498 503 506 rBV 1000012 1023492 25.52% 4.418%
5 5.445 566 571 574 rBV 1378853 1325766 33.06% 5.723%

6 5.851 636 640 644 rVB 51024 45320 1.13% ©

7 6.451 737 742 745 rBV 934523 837267 20.88% 3.614%

8 6.834 804 807 811 rBV 1031633 817876 20.39% 3

9 7
7

531%

.404 898 904 907 rBV 2532221 2518693 62.81% 10.873%

10 475 912 916 920 rVB 60667 59593 1.49% 0.257%
11 8.122 1022 1026 1029 rBV 1181404 1054820 26.30% 4.553%
12 9.198 1204 1209 1212 rBV 4548072 4010251 100.00% 17.312%
13 9.875 1320 1324 1327 rBV 1416809 1096888 27.35% 4.735%
14 10.586 1442 1445 1449 rBV 330831 262107 6.54% 1.131%
15 10.663 1453 1458 1461 rBV 1853221 1733822 43.23%  7.485%

16 11.357 1573 1576 1580 rBV 1235203 1134932 28.30%
17 11.892 1663 1667 1671 rBV 181527 177638  4.43%
18 12.680 1798 1801 1809 rBV 93860 100403 2.50%
19 12.957 1843 1848 1851 rBV 3537309 3614556 90.13% 15.
20 13.874 2000 2004 2014 rVB 71417 107347 2.68%

OUIOO N
N
w
w
R

21 14.004 2022 2026 2029 rBV 853278 793443 19.79%
22 15.462 2269 2274 2279 rBV 616843 724254 18.06%  3.126%

w
i
N
%
R

Sum of corrected areas: 23165231
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 26 May 2023 20:02
¢ CG\JU
: 02945-09

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
BF133508.D

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

o

TIC: BF133508.D\data.ms

7.404
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133508.D

Acqg On : 26 May 2023 20:02
Operator : CG\JU

Sample : 02945-09

Misc

ALS Vvial : 10 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.116  38.27 ng 1565190 1,4-Dichlorobenzene-d4 6.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance Scan 5 (2.116 min): BF133508.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 431
87-1 \\\‘\\\\’\\\\‘\\\\‘\\\\‘
‘ 91 ‘ 2.202.302.402.50
Ob e e b 2008 m/z 43.10 44.36%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T I T T[T T T[T T T TTTT]
43.0 2.202.302.402.50
' 87.0 m/z 55.05 31.19%
29.0
M‘ \‘\“ LQO ‘\
O\‘\\\\‘\\\\‘f\!\‘\f\‘!“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\H\‘\\H‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 SN
2.202.302.402.50
5000 41.0 55.0 m/z 87.10 25.75%
27.0
Ol 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R ERRRRRRS s
73.0 2.202.302.402.50
m/z 41.10 14.27%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e AN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133508.D

Acqg On : 26 May 2023 20:02
Operator : CG\JU

Sample : 02945-09

Misc

ALS Vvial : 10 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 2 Propane, 1,1-dimethoxy- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.222 2.09 ng 85424  1,4-Dichlorobenzene-d4 6.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 56
2 2-Propanol, 1,1-dimethoxy- 120 C5H1203 042919-42-6 40
3 2-Hexene, 1-(1-ethoxyethoxy)-, (E)- 172 C18H2002 054484-66-1 16
4 2,2'-Bi-1,3-dioxolane 146 C6H1004 006705-89-1 12
5 3-Hexene, 1-(1l-ethoxyethoxy)-, (Z)- 172 C10H2002 028069-74-1 10
Abundance  Scan 23 (2.222 min): BF133508.D\data.ms (-19) (-) m/z 75.10 100.00%
75.1

T

‘ 59.1 1031 220 240 260
obrrrrerrrrreebll 2Rl 08 m/z 73.10  73.43%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #5400: Propane, 1,1-dimethoxy-

75.0
29.
5000 90450 LI AL B B B
220 240 260
m/z 45.00 48.73%
0 \“ \‘\ ‘ \‘ ‘ \590 min 89.0 103.0
H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10523: 2-Propanol, 1,1-dimethoxy-
75.0
T
220 240 260
5000 m/z 40.95 34.95%
47.0
0 610 | 0301190
T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #47102: 2-Hexene, 1-(1-ethoxyethoxy)-, (E)- —
45.0 73.0 220 240 260
m/z 47.00 25.78%
5000
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133508.D

Acqg On : 26 May 2023 20:02
Operator : CG\JU

Sample : 02945-09

Misc

ALS Vvial : 10 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.045 25.03 ng 1023490 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 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 503 (5.045 min): BF133508.D\data.ms (-498) (-) m/z 43.00 100.00%

43.0
5000 59.1
e
60 101.1 4.80 5.00 5.20 5.40
Ot el 709 S50 L m/z 59.16  47.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L I LA B
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 58.00 15.45%
O \\\‘\f‘f.f‘\\!‘3;:1\.\0\\“H;\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
e e e
4.80 5.00 5.20 5.40
5000 m/z 101.10 15.19%
101.0
oL 180 310 | %89 790 60
SERRR R RRRRRERRRRRARRRRRRRRRRRANRRARRIAANRRRRRRRRRRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate R A RAEmaRET S
43.0 4.80 5.00 5.20 5.40
m/z 41.05 7.82%
5000
58.0
150 370 72‘-0 100.0
Ot e e e e e I EEARNRR AR RS
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 : BF133508.D

Acqg On : 26 May 2023 20:02
Operator : CG\JU

Sample : 02945-09

Misc

ALS Vvial : 10 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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.586 4.78 ng 262107  Acenaphthene-di10 9.875
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 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 50
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BroO 002114-00-3 50
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 50
Abundance Scan 1445 (10.586 min): BF133508.D\data.ms (-1442) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
T \
10.50
152.1
Ol e A2EA 20T L 2068 7 77,00 64.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
77.0
5000 e :
182.0 10.50
510 m/z 182.10  45.72%
ol 210 1270 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56777: Azobenzene
71.0
T \
182.0 10.50
5000 m/z 51.00 28.41%
51.0 105.0
ol 27.0 \ ‘ 128.0 15%0 \
R R e A AABEREES R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40427: Benzeneacetic acid, .alpha.-oxo-, methyl ester —
105.0 10.50
m/z 50.00 9.21%
5000 77.0
51.0
0 15.0 | A 136.0 164.0
R B o e B SRS E A R
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50

8270-BF052523.M Tue May 30 13:50:13 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133508.D

Acqg On : 26 May 2023 20:02
Operator : CG\JU

Sample : 02945-09

Misc

ALS Vvial : 10 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 5 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.892 3.13 ng 177638  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 97
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1667 (11.892 min): BF133508.D\data.ms (-1663) (- m/z 43.00 100.00%
43.0 73.0
5000
129.0
213.2 P —
‘ H‘ 157.1185.1 ‘ 256.2 | 11.50 12.00
0 Wh\w Aol ol ‘w‘w‘: b “_u‘w“m‘w_mw“_ m/z 73.00 99.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 7 T
11.50 12.00
167.01g5 02130  256.0 m/z 59.95 90.51%
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 T [
11.50 12.00
5000 129.0 m/z 41.05 83.02%
185.0
|
o??RWﬂ‘”“W”kﬁhMumwumwﬂwum_uwwwuu_
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid “ —
3
43.0 73.0 11.50 12.00
m/z 57.10 70.39%
5000 129.0
171.0
214.0
0150? o —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133508.D

Acqg On : 26 May 2023 20:02
Operator : CG\JU

Sample : 02945-09

Misc

ALS Vvial : 10 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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.874 2.71 ng 107347  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
2 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 5-Eicosene, (E)- 280 C20H40 074685-30-6 90
Abundance Scan 2004 (13.874 min): BF133508.D\data.ms (-2000) (- m/z 55.00 100.00%
5.0
5000 mwwwjkw\w
— ——
0° m/z 43.05 95.69%
miz-> 50 100 150 200 250 300
Abundance #173731: 3-Eicosene, (E)-
57.0
97.0
5000 — ——
13.50 14.00
m/z 57.05 89.89%
ol Lh L “ M | 1300 1820 2240 2800
miz-> 50 100 150 200 250 300
Abundance  #269424: Pentafluoropropionic acid, tetradecyl ester
57.0
97.0 - —
13.50 14.00
5000 m/z 69.05 81.74%
196.0
osd LALLL] »f‘?‘ﬁ" 0020 ez
miz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosanol “ T
55.0 13.50 14.00
97.0
m/z 83.05 80.35%
h AWwﬁwMAMmNA\wwﬂvwxumm
ones AL L M 1820 2240 266.0
Tl S e — ——
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF052523.M Tue May 30 13:50:15 2023 Page: 8



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052623\
Data File : BF133508.D

Acqg On : 26 May 2023 20:02
Operator : CG\JU

Sample : 02945-09

Misc

ALS Vvial : 10 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|
Butane, 2-metho... 2.116 38.3 ng 1565190 1 6.834 817876 20.0
Propane, 1,1-di... 2.222 2.1 ng 85424 1 6.834 817876 20.0
2-Pentanone, 4-... 5.045 25.0 ng 1023499 1 6.834 817876 20.0
Benzophenone 10.586 4.8 ng 262107 3 9.875 1096890 20.0
n-Hexadecanoic ... 11.892 3.1 ng 177638 4 11.363 1134930 20.0
3-Eicosene, (E)- 13.874 2.7 ng 107347 5 14.004 793443 20.0
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