LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139690.D

Acqg On : 07 Oct 2024 17:02

Operator : RC/JU

Sample : P4285-03

Misc . WATER-TOTES

ALS Vvial : 15 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-BF100124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139690.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.157 3 11 17 rVB 4669645 8095240 98.82% 25.420%
2 2.569 70 81 88 rBvV 3865398 8191576 100.00% 25.722%
3 5.487 571 577 588 rVB 969993 1261139 15.40% 3.960%
4 6.492 743 748 759 rBV 608113 814026 9.94%  2.556%
5 6.863 806 811 816 rBV 448345 547108 6.68% 1.718%

6 7.428 900 907 912 rBV 1359748 1823742 22.26%
7 8.145 1024 1029 1036 rVV 556494 686424  8.38%
8 8.910 1154 1159 1167 rVB 220230 274185 3.35%
9 9.222 1206 1212 1217 rBV 2446690 3097437 37.81%

9.898 1322 1327 1333 rVB 611868 761938  9.30%
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11 10.163 1367 1372 1389 rBV 127847 200832  2.45%
12 10.692 1456 1462 1469 rBV 1399348 1833617 22.38%
13 11.386 1575 1580 1587 rBV 607818 750381  9.16%
14 11.910 1664 1669 1676 rBV 83223 135078 1.65%
15 12.974 1844 1850 1855 rBV 1914585 2457573 30.00%
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16 14.027 2024 2029 2037 rVB 356545 454573 5.55%  1.427%
17 15.498 2273 2279 2289 rBV 311087 461235 5.63% 1.448%

Sum of corrected areas: 31846104
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: @07 Oct 2024 17:02
: RC/JU
: P4285-03

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
BF139690.D

WATER-TOTES

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139690.D

Acqg On : @7 Oct 2024 17:02

Operator : RC/JU

Sample : P4285-03

Misc WATER-TOTES

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.157 295.93 ng 8095240 1,4-Dichlorobenzene-d4 6.863

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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 11 (2.157 min): BF139690.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
R EEmamaEEaLESCE
‘ Lg 1 2.202.302.402.502.60
Ob ool b 20RO m/z 43.05  44.89%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0 j\
5000 RN R AR R A R
43.0 2.202.302.402.502.60
' 87.0 m/z 55.05 31.57%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
O \‘H\\‘HH‘f\f\‘\f\‘f“\\\\‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\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 P e
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 27.07%
27.0
0 ‘ ‘ | ‘\ I | ‘ i I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R RERasERALESCEE
73.0 2.202.302.402.502.60
m/z 41.05 15.02%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139690.D

Acqg On : @7 Oct 2024 17:02

Operator : RC/JU

Sample : P4285-03

Misc . WATER-TOTES

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Acetic acid, 1,1-dimethylet... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.569 299.45 ng 8191580 1,4-Dichlorobenzene-d4 6.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 83
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
3 tert-Butyl Hydroperoxide 90 C4H1002 000075-91-2 28
4 Butyl isocyanatoacetate 157 C7H11NO3 017046-22-9 10
5 1-Butanol, 3,3-dimethyl- 102 C6H140 000624-95-3 10

Abundance  Scan 81 (2.569 min): BF139690.D\data.ms (-70) (-) 43.05 100.00%

43.0
57.1
5000
101.1

2.20 2.40 2.60 2.80

o‘H‘H‘WH‘w‘Hﬂ_u‘_mm‘H‘Zﬁ?w?ﬁﬂ‘uwyuw?ﬁﬁ?u m/z 57.10  66.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
57.0
5000 | LRI BN L B

2.20 2.40 2.60 2.80
101.0 m/z 41.05 41.57%

29.0 '
150 | Il 730 87.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

2.20 2.40 2.60 2.80

o

5000 59.0 m/z 59.10 39.72%
101.0
0 29\0 L I 830 |
reprrrrree e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #2608: tert-Butyl Hydroperoxide /\_m‘uu‘mwmw
57.0 2.20 2.40 2.60 2.80

m/z 56.10 30.00%

43.0
5000
29.0
75.0
RIECTN OPY .

m/z--> 10 20 30 40 50 60 70 80 90 100110 120 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139690.D

Acqg On : @7 Oct 2024 17:02

Operator : RC/JU

Sample : P4285-03

Misc WATER-TOTES

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Triacetin Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.910 7.99 ng 274185 Naphthalene-d8 8.145

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacetin 218 C9H1406 000102-76-1 90
2 Glycerol 1,2-diacetate 176 C7H1205 000102-62-5 83
3 2-Deoxy-D-ribose, aldononitrile,... 257 C11H15NO6 1000380-43-1 64
4 1,1,2-Triacetoxyethane 204 C8H1206 002983-35-9 50
5 1,2,3,4-butanetetrol, tetraacetate 290 C12H1808 073977-54-5 50

Abundance Scan 1159 (8.910 min): BF139690.D\data.ms (-1154) (-) m/z 43.05 100.00%

43.0
5000
T
730 103.1 145.1 8.60 8.80 9.00 9.20
0l e b e e M/z 103,10 13.53%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #97172: Triacetin
43.0
5000 L B L B B
8.60 8.80 9.00 9.20
103.0 m/z 145.05 9.11%
. 145.0
0 15\0 i 730 | 1l ‘
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #51206: Glycerol 1,2-diacetate
43.0
R R R
8.60 8.80 9.00 9.20
5000 m/z 116.10 4.74%
103.0 145.0
1§.0 73.0 i
Ot e e e
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance  #144049: 2-Deoxy-D-ribose, aldononitrile, triacetate R AR man L
43.0 8.60 8.80 9.00 9.20
m/z 115.10 3.14%
5000
103.0 145.0
oL 150 | 73.0 \ \ 184.0
[ e R e e R R
m/z--> 0O 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139690.D

Acqg On : @7 Oct 2024 17:02

Operator : RC/JU

Sample : P4285-03

Misc WATER-TOTES

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Benzenepropanoic acid, .bet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.163 5.27 ng 200832  Acenaphthene-di10 9.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenepropanoic acid, .beta.,.b... 192 C12H1602 025080-84-6 50
2 p-Cymene 134 C1oH14 000099-87-6 43
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 43
4 o-Cymene 134 CleH14 000527-84-4 43
5 4-Methylbenzoic acid, propargyl ... 174 C11H1002 1000325-59-9 43
Abundance Scan 1372 (10.163 min): BF139690.D\data.ms (-1367) (- m/z 119.10 100.00%
119.1
5000
91.1
‘ 1 1000 1050
39.0 650 : :
) SR PNV I S m st L m/z 132.05  43.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #66790: Benzenepropanoic acid, .beta.,.beta.-dimethyl-,
119.0
5000 ‘ /\ N T T
91.0 10.00 10.50
410 m/z 91.10 25.41%
O+ T T \‘\ \??.\O\‘M T |‘\‘\ \‘M T \‘\1‘4\‘5\.9\ RERE ‘:,-\912\(‘)
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16995: p-Cymene
119.0
AR =
10.00 10.50
5000 m/z 117.10 20.64%
91.0
41.0 65.0 ‘
0 \\\‘H\\\‘,‘\\‘\\,H‘\\\‘”,\\1‘\,‘1‘\\‘H\HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)- — e
119.0 10.00 10.50
m/z 192.10 17.35%
5000
91.0
150 410 €50 | |
Ot e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139690.D

Acqg On : @7 Oct 2024 17:02

Operator : RC/JU

Sample : P4285-03

Misc WATER-TOTES

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.910 3.60 ng 135078  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1669 (11.910 min): BF139690.D\data.ms (-1664) (- m/z 43.10 100.00%
43.1 73.0
5000
——
‘ 12.00
S R— m/z 73.05 90.30%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R
12.00
167.01g5 02130  256.0 m/z 59.95 84.75%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
—
12.00
5000 129.0 m/z 41.05 76.67%
199.0
s e
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109281: Tetradecanoic acid —
73.0 12.00
43.0 m/z 57.10 74.46%
5000
129.0
185.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139690.D

Acqg On : @7 Oct 2024 17:02

Operator : RC/JU

Sample : P4285-03

Misc . WATER-TOTES

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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... 2.157 295.9 ng 8095240 1 6.863 547108 20.0
Acetic acid, 1,... 2.569 299.4 ng 8191580 1 6.863 547108 20.0
Triacetin 8.910 8.0 ng 274185 2 8.145 686424 20.0
Benzenepropanoi... 10.163 5.3 ng 200832 3 9.898 761938 20.0
n-Hexadecanoic ... 11.910 3.6 ng 135078 4 11.386 750381 20.0
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