LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41314.D

Acqg On : 07 Aug 2023 16:12
Operator : MA/JU

Sample : 03903-16

Misc :

ALS Vvial : 13  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 M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41314.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.363 364 370 385 rBV 1263266 1847782 17.57% 4.029%
2 6.969 637 643 661 rBv 681891 1124306 10.69% 2.451%
3 7.787 775 782 790 rBV 626210 979202 9.31% 2.135%
4 8.969 975 983 999 rBV 1997575 3210368 30.53% 7.000%
5 10.386 1215 1224 1241 rBV2 65059 167401 1.59% 0.365%

6 10.592 1252 1259 1272 rBV 835966 1419399 13.50%  3.095%
7 13.075 1674 1681 1699 rBV 5487634 7768360 73.89% 16.938%
8 14.457 1909 1916 1926 rBV 1338934 1990025 18.93% 4.339%
9 15.827 2144 2149 2161 rBV 188654 266095 2.53% 0.580%
10 15.957 2164 2171 2188 rBV 4553527 6488793 61.72% 14.148%

11 17.215 2379 2385 2397 rBV 1697245 2372906 22.57%
12 18.115 2532 2538 2549 rBV 1084243 1629101 15.49%
13 19.398 2751 2756 2775 rBV 790434 1227861 11.68%
14 19.856 2828 2834 2844 rBV 8779651 10514105 100.00% 22.
15 21.121 3045 3049 3056 rBV 302307 432225 4.11%
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16 21.421 3095 3100 3111 rBV 1760109 2203770 20.96% 4.805%
17 22.592 3296 3299 3303 rVB 214510 252967  2.41%
18 23.792 3497 3503 3512 rVB 1010517 1969808 18.73% 4.295%
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Sum of corrected areas: 45864474
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41314.D

Acqg On : 07 Aug 2023 16:12
Operator : MA/JU

Sample : 03903-16

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM041314.D\data.ms
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Abundance TIC: BM041314.D\data.ms
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Abundance TIC: BM041314.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41314.D

Acqg On : 07 Aug 2023 16:12
Operator : MA/JU

Sample : 03903-16

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.387 2.36 ng 167401 Naphthalene-d8 10.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 64
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 Tetraethylene glycol 194 C8H1805 000112-60-7 50
Abundance Scan 1224 (10.386 min): BM041314.D\data.ms (-1215) ({ m/z 57.00 100.00%
57.0
5000 J\\’\
—= —
| 87"0 o Jgoc 1000 10.50
Ol b b 1 B39 BB /2 45,00 99.87%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 P —
10.00 10.50
m/z 41.00 40.86%
27.0 ‘ ‘87.0
O H\‘\‘H“\\“‘H‘\\‘\“"H\\‘l‘\‘\“\‘HVH\\%?\’%"O\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
— —
10.00 10.50
5000 m/z 75.00 21.09%
87.0
S an L
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- — — A/‘\\ i
45.0 10.00 10.50
m/z 56.00  18.39%
5000
89.0
m/z--> 20 40 60 80 100120140160180200220240260280 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41314.D

Acqg On : 07 Aug 2023 16:12
Operator : MA/JU

Sample : 03903-16

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.827 2.67 ng 266095  Acenaphthene-di10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 78
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 58
4 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 53
5 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 53

Abundance Scan 2149 (15.827 min): BM041314.D\data.ms (-2144) (- m/z 105.00 100.00%
1

05.0
77.0
182.0
5000
1550 16,00
152.0 : :
0l o e e 280 gz 76,95 74.33%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 T ==
15.50 16.00
m/z 182.00  53.94%
152.0
O’HH‘\H‘\‘\H‘}“\H\‘\‘H\‘\\H‘H}H\‘HH‘HH\\‘HH‘H\\‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
77.0 105.0 155.0
183.0 — =
15.50 16.00
5000 m/z 51.00 27.19%
27.0
O Hrrr e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #30107: Benzenecarbothioic acid, S-methyl ester

105.0 15.50 16.00
m/z 50.00 9.33%
77.0
5000
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\

BM041314.D

: 07 Aug 2023 16:12
: MA/JU
: 03903-16

: 13 Sample Multiplier:

1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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
18.115 13.73 ng 1629100
Hit# of 5 Tentative ID

Relative to ISTD R.T.
Phenanthrene-di10 17.215
MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 Tetradecanoic acid
3 Pentadecanoic acid
4 Tridecanoic acid

5 Undecanoic acid

256 C16H3202
228 C14H2802
242 C15H3002
214 C13H2602
186 C11H2202

000057-10-3 99
000544-63-8 93
001002-84-2 90
000638-53-9 81
000112-37-8 64

Abundance Scan 2538 (18.115 min): BM041314.D\data.ms (-2532) (- | m/z 73.00 100.00%
73.0
5000
128.9
213.1 1 L
‘ 171 0 256.1 18.00 18.50
oMl TE L L 3550 s 6p.00  81.48%
miz--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
256.0
5000 ——h —
129.0 18.00 18.50
213.0 m/z 43.00 77.17%
171.0 ‘
0! \\M‘\H\ ‘\“‘ ““‘u\ .. ‘ ’ “‘ e A
miz--> 100 150 200 250 300 350
Abundance
73.0
— =
18.00 18.50
5000 ITI/Z 41.00 63.84%
129.0
29.0 185.0 228.0
oAl g o
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid — =
73.0 18.00 18.50
m/z 55.00 62.71%
5000 129.0
29.
‘ 199.0 2420
ol L L I
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41314.D

Acqg On : 07 Aug 2023 16:12

Operator : MA/JU

Sample : 03903-16

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
: 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 4 Octadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.398 11.14 ng 1227860  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 60

Abundance Scan 2756 (19.398 min): BM041314.D\data.ms (-2751) (- | m/z 73.00 100.00%
5000
128.9 J\\ka
185.1 241.2 T T
‘ ‘ 284.1 19.00 19.50
0 gl L 349 4308 87.21%
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — m—
30 19.00 19.50
185.0 2410 284.0 m/z 59.95  81.19%
O' “M‘ M \“‘\ \‘\‘\"
miz--> 50 100 150 200 250 300 350
Abundance
73.0
— ==
19.00 19.50
5000 129.0 m/z 55.00 68.36%
29.0
199.0 242.0
L B/ U R
m/z--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid = —
73.0 19.00 19.50
m/z 57.00 67.76%
5000 129.0
29. 171.0
‘ 214.0
S Y7 S 1 U (W
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41314.D

Acqg On : 07 Aug 2023 16:12
Operator : MA/JU

Sample : 03903-16

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 1-Heptadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.121 3.92 ng 432225  Chrysene-di12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
5 E-14-Hexadecenal 238 C16H300 330207-53-9 93
Abundance Scan 3049 (21.121 min): BM041314.D\data.ms (-3045) ({ m/z 57.05 100.00%
57.0
]| e ML
— —
207.0 21.00 21.50
282. '
0 LI " hrrhor 2820 3550 4302488 . 43 00 93.49%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #121337: 1-Heptadecene
43.0
5000 7.0 — —
21.00 21.50
m/z 83.05 89.50%
O\\‘\ ‘\‘\\‘H\AH‘\\J‘}'\S“%.PH‘\2\:\)’\8.‘0\\\\‘HH‘HH‘HH‘HH‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
= —
21.00 21.50
5000 110 m/z 55.00  89.48%
0 167.02220 308.0
T i e RARAREEaE
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #292190: Trichloroacetic acid, hexadecyl ester —— —
43.0 21.00 21.50
m/z 69.00 82.23%
7.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41314.D

Acqg On : 07 Aug 2023 16:12
Operator : MA/JU

Sample : 03903-16

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Tit

TIC Libra

le

ry

: 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 Hexanedioic acid, bis[2-(2-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.502 230 ng 252067 Chrysene-d12 21.421

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexanedioic acid, bis[2-(2-butox... 434 C22H4208 000141-17-3 93
2 di(Butoxyethyl)adipate 346 C18H3406 000141-18-4 32
3 Succinic acid, di(2-butoxyethyl)... 318 C16H3006 1010325-84-7 12
4 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 12
5 N-[1-(3-Chloroanilino)-2,2,2-tri... 376 C14H15C1F6N20 1000224-22-2 9

Abundance Scan 3299 (22.592 min): BM041314.D\data.ms (-3296) (- | m/z 57.00 100.00%
57.0
5000
155.0
\ \ 217.0 T 1
ol w‘h“\ lh J‘ \” i l et 2890 8030 hyz 101.00  37.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #319633: Hexanedioic acid, bis[2-(2-butoxyethoxy)ethyl]
57.0
5000 e :
22.50
185.0217.0 m/z 45.00  36.40%
T (M
O \\‘\‘\i‘\‘\”\“\‘“\\\‘\\‘\‘h\‘\\\%\\\\‘\\\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0 155.0
T T
22.50
5000 ITI/Z 155.00 33.98%
229.0
L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #221900: Succinic acid, di(2-butoxyethyl) ester o ‘
57.0 22.50
m/z 99.00 31.36%
5000
128.0
‘ 201.0
ST PPE A Y =y
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41314.D

Acqg On : 07 Aug 2023 16:12
Operator : MA/JU

Sample : 03903-16

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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|
Ethanol, 2-(2-b... 10.387 2.4 ng 167401 2 10.592 1419400 20.0
Benzophenone 15.827 2.7 ng 266095 3 14.457 1990030 20.0
n-Hexadecanoic ... 18.115 13.7 ng 1629100 4 17.215 2372910 20.0
Octadecanoic acid 19.398 11.1 ng 1227860 5 21.421 2203770 20.0
1-Heptadecene 21.121 3.9 ng 432225 5 21.421 2203770 20.0
Hexanedioic aci... 22.592 2.3 ng 252967 5 21.421 2203770 20.0
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