LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO51047.D

Acqg On : 15 Nov 2021 18:43
Operator : CG/JU

Sample : M4674-03

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_ G\Methods\8270-BG111321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO51047.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.762 379 387 398 rBV 857887 1398721 52.33% 10.161%
2 7.377 653 662 677 rBvV 852552 1539062 57.58% 11.181%
3 8.223 800 806 818 rVB 137324 241754 9.04%  1.756%
4 9.398 997 1006 1015 rBV 510712 966117 36.14% 7.018%
5 10.803 1239 1245 1258 rBV 76312 147832 5.53% 1.074%

6 11.049 1280 1287 1296 rBV 190838 359571 13.45% 2.612%
7 13.476 1691 1700 1767 rBV 1320176 2089401 78.17% 15.179%
8 14.851 1927 1934 1943 rBV 339742 535660 20.04%  3.891%
9 16.337 2181 2187 2198 rBV 1087317 1681750 62.92% 12.217%
10 17.601 2396 2402 2408 rBV 440165 663226 24.81% 4.818%

11 17.706 2416 2420 2426 rVB5 21398 30902 1.16% ©.224%
12 18.447 2541 2546 2555 rBV 63032 98792 3.70% 0.718%
13 19.710 2758 2761 2769 rVB8 17016 29328 1.10% 0.213%
14 20.186 2836 2842 2848 rVB 1972942 2673040 100.00% 19.418%
15 21.490 3060 3064 3073 rVB3 69321 117852 4.41% ©.856%

16 21.896 3127 3133 3141 rBV 339889 596905 22.33% 4.336%
17 25.303 3706 3713 3724 rVB2 196486 595597 22.28% 4.327%

Sum of corrected areas: 13765510
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 Nov 2021 18:43
: CG/IU
. M4674-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
BGO51047.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

0

TIC: BG051047.D\data.ms

5.762 7.377

9.398

11.049
10.803}\
N

8.223

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
2000000

1500000

1000000

500000

TIC: BG051047.D\data.ms
20.186

13.476

16.337

17.601 21.896
14.851

I | I 17708

0
Time-->

Abundance
2000000

1500000

1000000

500000

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
TIC: BG051047.D\data.ms

25.303

o

07

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO51047.D

Acqg On : 15 Nov 2021 18:43
Operator : CG/JU

Sample : M4674-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 1
R.T. EstConc Area Relative to ISTD R.T.
10.803 8.22 ng 147832  Naphthalene-d8 11.055
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 78
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 59

Abundance Scan 1245 (10.803 min): BG051047.D\data.ms (-1239) (- m/z 45.00 100.00%

45.0
5000
75.0
‘ 1311 10 50 11 00
om_‘w‘km HH‘JW‘m_m_m_m‘m m/z 57.10 95.67%
miz--> 20 40 60 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 10 50 11 00
75.0 ITI z 41.00 8.22%
O LI ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \‘1‘ \]-\0}0‘\0\ T ‘ ;‘\312\0‘ L ‘ LI
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
i b
1050 1100
5000 ITI z 75.00 20.32%
29.0 75.0
100.0
0 O Y A, N1
miz--> 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0 1050 1100
m/z 56.10 16.14%
5000
89.0
27/0
LR Lot |y 90 sess

m/z--> 20 40 100 120 140 160 1050 1100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO51047.D

Acqg On : 15 Nov 2021 18:43
Operator : CG/JU

Sample : M4674-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 3
R.T. EstConc Area Relative to ISTD R.T.

18.447 2.98 ng 98792  Phenanthrene-d10 17.601
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 58
3 Tetradecanoic acid 228 C14H2802 000544-63-8 50
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 43

Abundance Scan 2546 (18.447 min): BG051047.D\data.ms (-2541) (-  m/z 73.00 100.00%

43.0
5000
T
‘ 18.50
y— m/z 43.05 70.82%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
18.50
97.0 1710 2130 2560 m/z 59.95 70.75%
O' \“H!‘L\‘1“““\\“”‘1‘\“\‘\\“\H\“’\\‘H‘\‘\H“H\“\‘\‘H\‘\H!"HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid
43.0 73.0
M _sghidy
18.50
5000 129.0 ITI/Z 57 .00 63.74%
199.0 2420
oberd 158,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109279: Tetradecanoic acid T
73.0 18.50
43.0 m/z 41.00 59.43%
5000 129.0
185.0
228.0
O‘HMWWHWM‘ —
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO51047.D

Acqg On : 15 Nov 2021 18:43
Operator : CG/JU

Sample : M4674-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Z-5-Nonadecene

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.490 3.95 ng 117852  Chrysene-di12 21.896
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 91
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 90
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 87
4 1-Nonadecene 266 C19H38 018435-45-5 78
5 1-Tricosene 322 C23H46 018835-32-0 76

Abundance Scan 3064 (21.490 min): BG051047.D\data.ms (-3060) (-

m/z 43.10 100.00%

431 971
5000
e
52.0 :
oL Lb Yy ‘\ Lw “‘h Dipe S22 291 8851 429 oo s 9475y
m/z--> 50 100 150 200 250 300 350 400
Abundance #155962: Z-5-Nonadecene
55.0
5000 111.0 —
21.50
266.0 m/z 83.10 91.89%
O\\\ "|6802210
m/z--> 50 100 150 200 250 300 350 400
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0
——
21.50
5000 ITI/Z 97.10 86.98%
210.0
0 m“u ||l aeso002ss0 _ sseo
m/z--> 50 100 150 200 250 300 350 400
Abundance #292190: Trichloroacetic acid, hexadecyl ester —
43.0 21.50
m/z 55.00  85.83%
o me/\wvww
OJJMM-MO .
m/z--> 50 100 150 200 250 300 350 400 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO51047.D

Acqg On : 15 Nov 2021 18:43
Operator : CG/JU

Sample : M4674-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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... 10.803 8.2 ng 147832 2 11.055 359571 20.0
n-Hexadecanoic ... 18.447 3.0 ng 98792 4 17.601 663226 20.0
Z-5-Nonadecene 21.490 4.0 ng 117852 5 21.896 596905 20.0
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