LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134401.D

Acqg On : 21 Jul 2023 15:05
Operator : CG\JU

Sample : 03639-31

Misc :

ALS Vvial : 11 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: BF134401.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.146 3 10 17 rVB 244148 339861 17.09%  2.583%
2 5.481 572 577 593 rBV 1641984 1558361 78.36% 11.843%
3 6.481 742 747 750 rBV 1693970 1570066 78.94% 11.932%
4 6.834 804 807 817 rBV 412465 358061 18.00% 2.721%
5 7.404 899 904 918 rBV 1064173 1032803 51.93% 7.849%

.116 1021 1025 1040 rBV 577413 482014 24.24%  3.663%
.192 1204 1208 1211 rBV 2479880 1988824 100.00% 15.114%
.875 1320 1324 1327 rBV 649472 534387 26.87% 4.061%
10.669 1455 1459 1462 rBV 1629546 1350138 67.89% 10.260%
10 11.369 1574 1578 1581 rBV 663125 562343 28.28% 4.273%

O O 0

11 11.863 1659 1662 1665 rBV3 28007 31308 1.57% ©0.238%
12 11.898 1665 1668 1672 rBV 219222 190409 9.57% 1.447%
13 12.592 1782 1786 1788 rBV 69681 69058 3.47%  0.525%
14 12.686 1799 1802 1809 rBv2 34243 41097 2.07% ©0.312%
15 12.822 1820 1825 1829 rBV 58282 58167 2.92% 0.442%

16 12.969 1845 1850 1853 rBV 2279509 1958119 98.46% 14.881%

17 13.869 1998 2003 2007 rBV3 23400 24643 1.24% 0.187%
18 13.927 2007 2013 2022 rBvV8 31529 97229 4.89% 0.739%
19 14.033 2027 2031 2034 rBV 431435 425810 21.41% 3.236%
20 14.810 2157 2163 2170 rBV5 16428 24937 1.25% 0.190%
21 14.957 2185 2188 2193 rVB3 22996 25022 1.26% 0.190%
22 15.092 2207 2211 2215 rBvV2 20987 32897 1.65% 0.250%
23 15.539 2282 2287 2295 rVB 276136 371484 18.68% 2.823%
24 16.010 2362 2367 2375 rVB3 17720 31850 1.60% 0.242%
Sum of corrected areas: 13158888
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 21 Jul 2023 15:05
¢ CG\JU
: 03639-31

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
BF134401.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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\BF072123\
Data File : BF134401.D

Acqg On : 21 Jul 2023 15:05
Operator : CG\JU

Sample : 03639-31

Misc

ALS vial : 11 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.146  18.98 ng 339861 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 40
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 38
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 38
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
Abundance  Scan 10 (2.146 min): BF134401.D\data.ms (-3) (-) m/z 73.05 100.00%
3.0
5000 43.0 J\
87'1 \H‘\\H‘\\H‘\\H‘\\H‘\\
H 570 | ‘ 2.202.302.402.502.60
0 brprrreprrer e et e M/z 43,08 42.03%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 IAARRERR R RN RN R
43.0 2.202.302.402.502.60
' 87.0 m/z 54.95 30.26%
29.
30 \‘\“ %90 ‘\
OH’\H\‘\H{‘\H\‘\H\‘HH“\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
73.0
87.0 R P e
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 25.62%
27.0
0 112.0 129.0
R A L ama e e SRR RRS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5032: 3-Pentanol, 3-methyl- R ERRa e RARRRRER S
73.0 2.202.302.402.502.60
m/z 41.05 12.72%
5000
55.0
29.0 ‘ 87.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60

8270-BF062623.M Sun Jul 23 ©9:15:07 2023 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134401.D

Acqg On : 21 Jul 2023 15:05
Operator : CG\JU

Sample : 03639-31

Misc

ALS vial : 11 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.898 6.77 ng 190409  Phenanthrene-di10 11.369
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1668 (11.898 min): BF134401.D\data.ms (-1665) (- m/z 73.00 100.00%

43.0 73.0
5000 1291
213.2

‘ H‘ 157.1185.2 256.1 1150 12.00
Hw‘uﬂwmwu” WHHMW:uwwwui_ﬂ‘ﬂuw_uu_h‘_uJ_ 43.05 90.74%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0

11.50 12.00

o

97.0 157015502130 2560 m/z 59.95 87.23%
O \H‘\\H“}‘\\H!H \H‘\\‘H\‘\\‘}‘h‘“\\”‘M\“\‘\\‘\H\‘\\H‘\‘\\\‘\H‘\‘\H\‘\\\!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
73.0
— Sy
43.0 11.50 12.00
5000 129.0 m/Z 55.05 76.48%
171.0
214.0
101.0
oM TSR I SR A A
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid - P
73.0 11.50 12.00
43.0 m/z 41.85 75.90%
5000 129.0
185.0
|
o??RWﬂMNwwﬁNM%LWMmuwuu_ﬂ‘_uwu‘wwu_u‘_ 7= —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134401.D

Acqg On : 21 Jul 2023 15:05
Operator : CG\JU

Sample : 03639-31

Misc

ALS vial : 11 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 1-Octadecanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.927 4.57 ng 97229  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 94
2 1-Tricosene 322 C23H46 018835-32-0 91
3 Acetic acid, chloro-, hexadecyl ... 318 C18H35C102 052132-58-8 91
4 Bromoacetic acid, pentadecyl ester 348 C17H33Bro02 131143-01-6 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 2013 (13.927 min): BF134401.D\data.ms (-2007) (- m/z 55.05 100.00%

58.0
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97.1

—

150.1 5070 303.0 14.00
100

ob “‘\“ Ll m/z 43.00  85.61%

m/z--> 50 150 200 250 300
Abundance #161352: 1-Octadecanol
55.0
97.0
I ‘ \‘ “
T T T T ‘
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L | ﬁ [ sz0 O
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43.0 83.0 QWWM

o

14.00
5000 ITI/Z 69.10 73.94%
125.0
0 166.0 322.0
I A
miz--> 50 100 150 200 250 300
Abundance #222190: Acetic acid, chloro-, hexadecyl ester P
43.0/ 83.0 14.00
m/z 57.10 73.57%
5000
25.0
196.0
oL, HM ) ‘J‘h‘ 41600 "7 2300 2090 S
m/z--> 50 100 150 200 250 300 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134401.D

Acqg On : 21 Jul 2023 15:05
Operator : CG\JU

Sample : 03639-31

Misc

ALS Vvial : 11 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... 2.146 19.0 ng 339861 1 6.834 358061 20.0
n-Hexadecanoic ... 11.898 6.8 ng 190409 4 11.369 562343 20.0
1-Octadecanol 13.927 4.6 ng 97229 5 14.033 425810 20.0
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