LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136110.D

Acqg On : 02 Nov 2023 22:37
Operator : CG\JU

Sample : 05050-08

Misc :

ALS Vvial : 21  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-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136110.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.063 502 506 514 rVB 80802 107416 3.03% 0.512%
2 5.451 566 572 575 rBV 2842807 3029190 85.43% 14.442%
3  6.457 736 743 746 rBV 2633185 3013521 84.98% 14.367%
4 6.645 772 775 789 rVB 62813 60848 1.72%  0.290%
5 6.816 801 804 808 rBV 745804 594474 16.76% 2.834%

6 7.381 895 900 903 rBV 1967313 2016306 56.86% 9.613%
7 8.098 1018 1022 1025 rBV 1071284 789409 22.26%  3.764%
8 9.180 1202 1206 1209 rBV 4349928 3545946 100.00% 16.905%
9 9.298 1223 1226 1230 rVB 52172 44668 1.26% ©0.213%

9.857 1317 1321 1324 rBV 1128384 853555 24.07% 4.069%

11 10.651 1451 1456 1459 rBV 2227262 2031519 57.29% 9
12 11.345 1571 1574 1578 rBV 874246 761469 21.47% 3
13 11.886 1662 1666 1680 rBV2 218135 226322 6.38% 1.079%
14 12.680 1797 1801 1813 rBV 56240 71288 2.01% ©
15 12.951 1842 1847 1850 rBV 3115105 2767808 78.06% 13.

16 13.898 2004 2008 2022 rVB5 23622 64746  1.83% 0.309%
17 14.004 2022 2026 2032 rVB 632399 544388 15.35%  2.595%
18 15.492 2273 2279 2287 rBV 380184 452236 12.75%  2.156%

Sum of corrected areas: 20975109
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136110.D

Acqg On : 02 Nov 2023 22:37

Operator : CG\JU

Sample : 05050-08

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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\BF110223\
Data File : BF136110.D

Acqg On : 02 Nov 2023 22:37
Operator : CG\JU

Sample : 05050-08

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.063 3.61 ng 107416 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 32
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 506 (5.063 min): BF136110.D\data.ms (-502) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 80 5.00 5.20 5.40
| ‘ 82.9 4.80 5.00 5.20 5.4 .
oyt m/z 59.05 55.82%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R B L LA R
59.0 4.80 5.00 5.20 5.40
m/z 101.00 18.86%
15.0 101.0
‘ ml i \‘ 83.0 | ‘
O\\\\‘\\\\‘i\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance
59.0
A
4.80 5.00 5.20 5.40
5000 410 m/z 58.00 18.20%
0 126.0142.0
e N B ammaea o SR
m/iz--> 20 40 60 80 100 120 140
Abundance #4871: 3-Hydroxy-3-methyl-2-butanone EammmaEEE AL
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.53%
5000 430
27'$ \‘\ 87.0
-+t
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136110.D

Acqg On : 02 Nov 2023 22:37

Operator : CG\JU

Sample : 05050-08

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Metho
Quant Title

TIC Library
TIC Integra

d : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion 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 Ethanol, 2-(2-ethoxyethoxy)-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.645 2.05 ng 60848 1,4-Dichlorobenzene-d4 6.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 53
3 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 45
4 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 38
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 36
Abundance Scan 775 (6.645 min): BF136110.D\data.ms (-772) (-) m/z 45.05 100.00%
45.0
5000
72.1
‘ | h 102.9 6.40 6.60 6.80 7.00
Obrr bl e e m/Z 59.00  38.57%
miz--> 20 40 60 80 100 120 140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 HH‘HH‘H\J\\‘HA,\H
6.40 6.60 6.80 7.00
20l 72.0 m/z 72.16  19.88%
L es01040  gssg
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance
45.0
R A AR
6.40 6.60 6.80 7.00
5000 m/z 43.00 14.62%
29.0 720 89.0
0 ] 119.0  148.0
T T T e
m/iz--> 20 40 60 80 100 120 140
Abundance #10526: Ethanol, 2-(2-methoxyethoxy)- R RNRE R R
45.0 6.40 6.60 6.80 7.00
m/z 73.00 12.50%
5000
29.0
‘ J 90.0
PRSI A . A O —
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136110.D

Acqg On : 02 Nov 2023 22:37
Operator : CG\JU

Sample : 05050-08

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.886 5.94 ng 226322  Phenanthrene-di10 11.345
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1666 (11.886 min): BF136110.D\data.ms (-1662) (- m/z 73.00 100.00%
73.0
5000 129.1 k\
213.2 [ U
| 171.1 ‘ 256.1 g | 1150 12.00
ol—-22 b L L LTI 3290 43010 93.52%
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N T
11.50 12.00
1710 213.0 256.0 m/z 60.00 92.24%
O \M‘ ‘\Hh““ }““‘\“1 \“‘\ \‘ \‘\ “ \“\‘\ T "‘\ LI
miz--> 50 100 150 200 250 300
Abundance
73.0
— S
11.50 12.00
5000 m/z 55.05 74.37%
129.0
29.0 185.0 228.0
I M
m/iz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid - R
73.0 11.50 12.00
m/z 57.05 72.24%
5000 129.0
29.
199.0 2420
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136110.D

Acqg On : 02 Nov 2023 22:37
Operator : CG\JU

Sample : 05050-08

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.680 2.62 ng 71288 Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 53

Abundance Scan 1801 (12.680 min): BF136110.D\data.ms (-1797) (- m/z 73.00 100.00%
43.0 73.0

5000 129.1

=

185.1 241.1
‘ 284.( 12.50 13.00

SRR 1 1 Y S A m/z 43.00  88.06%

0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 129.0

T —
12.50 13.00
m/z 60.00 82.66%

1850 541 284
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
60.0
12.50 13.00
5000 129.0 ITI/Z 55.00 75.44%
97.0 1710 2130 2560
O el L b
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid —— T
73.0 12.50 13.00
43.0 m/z 57.00 70.39%
5000
129.0
185.0 228.0
O+ e e e e ey P “MWA
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136110.D

Acqg On : 02 Nov 2023 22:37

Operator : CG\JU

Sample : 05050-08

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M

Quant Title

TIC Library

TIC Integration Parameters:

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
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

Concentration Rank 4

Peak Number 5 1-Hexyl-1-nitrocyclohexane

R.T. EstConc Area Relative to ISTD R.T.
13.898 2.38 ng 64746  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexyl-1-nitrocyclohexane 213 C12H23NO2 118252-09-8 80
2 Behenic alcohol 326 C22H460 000661-19-8 50
3 Cyclohexanecarboxylic acid, 4-pe... 292 C18H25F02 079912-83-7 47
4 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 43
5 2(5H)-Furanone, 5,5-dimethyl- 112 C6H802 020019-64-1 35

Abundance Scan 2008 (13.898 min): BF136110.D\data.ms (-2004) (- m/z 97.10 100.00%
55.0 ,97.1
5000
LT oo B
ol A L2070 hjz 83.e5  91.30%
miz--> 50 100 150 200 250 300
Abundance #90847: 1-Hexyl-1-nitrocyclohexane
55.0
97.0
5000
13.50 14.00
167.0 m/z 55.00  86.84%
O\\\‘\‘\\\\“‘\\“\\‘\‘\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300
Abundance
83.0
43.0
P P
13.50 14.00
5000 m/z 69.05 75.06%
125.0
0 167.0 210.0 280.0
e o e T I e
m/iz--> 50 100 150 200 250 300 Iy
Abundance #189285: Cyclohexanecarboxylic acid, 4-pentyl-, 4-fluoro M\M i 1
7.0 13.50 14.00
m/z 43.05 46.68%
55.0
5000
181.0
o ‘\\‘ S )
m/z--> 100 150 200 250 300 1&50 1400
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136110.D

Acqg On : 02 Nov 2023 22:37
Operator : CG\JU

Sample : 05050-08

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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|
2-Pentanone, 4-... 5.063 3.6 ng 107416 1 6.816 594474 20.0
Ethanol, 2-(2-e... 6.645 2.0 ng 60848 1 6.816 594474 20.0
n-Hexadecanoic ... 11.886 5.9 ng 226322 4 11.345 761469 20.0
Octadecanoic acid 12.680 2.6 ng 71288 5 14.004 544388 20.0
1-Hexyl-1-nitro... 13.898 2.4 ng 64746 5 14.004 544388 20.0
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