LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134106.D

Acqg On : 06 Jul 2023 20:05
Operator : CG\JU

Sample : 03487-01

Misc :

ALS vial : 7 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134106.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.169 8 14 21 rVB 1199391 1570783 57.01% 7.700%
2 2.281 30 33 39 rVB 30282 42659 1.55% 0.209%
3 5.093 507 511 524 rVB 145145 187523 6.81% 0.919%
4 5.487 573 578 581 rBV 2306344 2365588 85.86% 11.595%
5 6.481 742 747 750 rBV 2383942 2388580 86.70% 11.708%

6 6.845 805 809 819 rBV 667060 541584 19.66%
7 7.410 900 905 908 rBV 1679215 1528474 55.48%
8 8.122 1023 1026 1040 rVB 850281 714258 25.92%
9 9.204 1205 1210 1213 rBV 3253903 2755102 100.00% 13.

9.881 1321 1325 1335 rBV 940553 784487 28.47%
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11 10.598 1444 1447 1456 rBV 227304 189059  6.86%
12 10.675 1456 1460 1473 rBV 2109441 1978638 71.82%
13 11.375 1575 1579 1587 rBV 922498 838494 30.43%
14 11.904 1666 1669 1682 rBvV2 238002 280445 10.18%
15 12.698 1801 1804 1811 rBV2 43910 55680 2.02%
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16 12.974 1846 1851 1854 rBV 3123672 2743070 99.56% 13.
17 13.921 2007 2012 2026 rBV3 62377 191106 6.94%
18 14.033 2027 2031 2041 rVB 680907 660306 23.97%
19 14.504 2107 2111 2115 rBV2 28228 31565 1.15%
20 15.539 2281 2287 2300 rBV 395823 553617 20.09%
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Sum of corrected areas: 20401018
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\

BF134106.D
: 06 Jul 2023 20:05
: CG\JU
: 03487-01
: 7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Time-->

TIC: BF134106.D\data.ms
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TIC: BF134106.D\data.ms
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TIC: BF134106.D\data.ms

14.033
15.539

13.92 14.504

Time-->
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
BF134106.D

: 06 Jul 2023 20:05
¢ CG\JU
. 03487-01

: 7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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 1

R.T. EstConc Area Relative to ISTD R.T.
2.169 58.01 ng 1570780  1,4-Dichlorobenzene-d4 6.845
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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
Abundance  Scan 14 (2.169 min): BF134106.D\data.ms (-8) (-) m/z 73.05 100.00%
3.0
5000 43.0
‘ J 8$0 2.202.302.402.502.60
Ol ooy il 580 1L 880 h/z 43.e5  44.93%
m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T [ T[Tt
43.0 2.202.302.402.502.60
‘ m/z 55.00 30.40%
27.0 8%.0
O\‘\\\\‘\ﬂ\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
e T e e
2.202.302.402.502.60
5000 55.0 m/z 87.05 25.72%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ L e
m/iz--> o 20 40 80 100 120
Abundance #2245.Suane,teUanKthL R ARERRAEE
73.0 2.202.302.402.502.60
m/z 41.05 15.24%
5000
43.0
o R e Ao o e e
m/z--> 0 20 40 60 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134106.D

Acqg On : 06 Jul 2023 20:05
Operator : CG\JU

Sample : 03487-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.093 6.92 ng 187523 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 511 (5.093 min): BF134106.D\data.ms (-507) (-) m/z 43.00 100.00%
3.0
5000
1011 PO T[T rrrrfrris
‘ ‘ 4.80 5.00 5.20 5.40
ol 2070 7 59,00 55.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B L I B B LR
4.80 5.00 5.20 5.40
101.0 m/z 101.10 18.05%
073.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
e AR RS
4.80 5.00 5.20 5.40
5000 m/z 57.95 13.46%
101.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester TR T
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.73%
5000
0 37\ \‘H 12\60
-t
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134106.D

Acqg On : 06 Jul 2023 20:05
Operator : CG\JU

Sample : 03487-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 5
R.T. EstConc Area Relative to ISTD R.T.
10.598 4.82 ng 189059  Acenaphthene-di10 9.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene, (E)- 182 C12H10N2 017082-12-1 50
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 50
4 1-Propanone, 3-chloro-1-phenyl- 168 C9HSC1O0 000936-59-4 50
5 Phenacyl thiocyanate 177 CSH7NOS 005399-30-4 50
Abundance Scan 1447 (10.598 min): BF134106.D\data.ms (-1444) (-] ' m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
— —
10.50 11.00
152.1
O 2270 0 myz 77.00  68.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 ——h —
10.50 11.00
510 m/z 182.10  48.97%
Jo2mo | 1260 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘\\\\‘!\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56778: Azobenzene, (E)-
717.0
— —
10.50 11.00
5000 m/z 50.95 31.67%
510 182.0
270 | | 1050 1280 1520 |
R o o e R A R EE
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40879: N-Methoxy-N-methylbenzamide —— —
105.0 10.50 11.00
m/z 50.00 10.61%
77.0
5000
51.0
ol 280 ) | 1340 1650
e R B s B B e o A —— :
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134106.D

Acqg On : 06 Jul 2023 20:05
Operator : CG\JU

Sample : 03487-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.904 6.69 ng 280445  Phenanthrene-di10 11.374
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 1669 (11.904 min): BF134106.D\data.ms (-1666) (- m/z 43.05 100.00%
43.0 73.0
5000
213.2 LT
I 157.0185.1 256.1 12.00
0 m/z 73.00 98.58%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 60.00 91.22%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 .
12.00
5000 129.0 m/z 55.00  76.95%
185.0
|
0%?Rwuwumy”‘”k%“ﬂwJM‘_HJ_”‘_HNMH‘_M‘_H‘_
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00
m/z 41.05 76.73%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHWH‘WHHMH‘_ e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134106.D

Acqg On : 06 Jul 2023 20:05

Operator : CG\JU

Sample : 03487-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 n-Nonadecanol-1 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.921 5.79 ng 191106  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 1-Octadecanol 270 C18H380 000112-92-5 94

5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91

Abundance Scan 2012 (13.921 min): BF134106.D\data.ms (-2007) (- m/z 55.00 100.00%
55.0
97.0
5000
14.00
153.1
- vJﬂJw“ ! h opL 2081 oe11 320 a5 99.11%
miz--> 50 100 150 200 250 300 350
Abundance #179253: n-Nonadecanol-1
83.0
43.0
5000 T
14.00
25.0 m/z 43.05 88.89%
L] \ “ , 168.0  238.0
O\\‘\‘\“‘\\‘\\“\ “‘“\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
P
97.0 14.00
5000 m/z 83.05 87.03%
390
otso L LLLL 1120 1080 2690 s200
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene Wwﬂ”“wmm —
57.0 97.0 14.00
m/z 69.05 78.78%
5000
ol 1L, \H\ L “‘&‘8‘1‘0 12380 2020 364 T
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134106.D

Acqg On : 06 Jul 2023 20:05
Operator : CG\JU

Sample : 03487-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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... 2.169 58.0 ng 1570780 1 6.845 541584 20.0
2-Pentanone, 4-... 5.093 6.9 ng 187523 1 6.845 541584 20.0
Benzophenone 10.598 4.8 ng 189059 3 9.881 784487 20.0
n-Hexadecanoic ... 11.904 6.7 ng 280445 4 11.374 838494 20.0
n-Nonadecanol-1 13.921 5.8 ng 191106 5 14.033 660306 20.0
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