LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122090.D

Acqg On : 22 Oct 2020 18:33
Operator : JU/CG

Sample : L4436-10

Misc :

ALS Vvial : 18 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122090.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.946 483 486 495 rBV 21238 35676 1.55% 0.208%
2 5.351 552 555 585 rBV 1870250 2163224 94.25% 12.627%
3 6.381 726 730 757 rBV 2097487 2199948 95.85% 12.841%
4 6.587 762 765 783 rWw 25930 74959  3.27% 0.438%
5 6.728 786 789 799 rVB 732763 605172 26.37% 3.532%

6 7.298 882 886 911 rBV 1624318 1520000 66.23% 8.872%
7 8.010 1004 1007 1028 rBV 846370 793590 34.58% 4.632%
8 9.081 1185 1189 1200 rBV 2335563 2295151 100.00% 13.397%
9 9.481 1254 1257 1271 rBV 277641 270078 11.77%  1.576%

9

10 .757 1301 1304 1314 rBV 899231 884559 38.54% 5.163%
11 10.551 1436 1439 1454 rBV 1339975 1444088 62.92% 8.429%
12 11.245 1554 1557 1560 rBV 841913 800861 34.89% 4.675%
13 11.774 1645 1647 1655 rVB3 27291 32427 1.41% 0.189%
14 12.463 1761 1764 1770 rBV 85345 77783 3.39% 0.454%
15 12.692 1798 1803 1807 rBV 73398 76312 3.32% 0.445%
16 12.827 1822 1826 1830 rBV 2151667 1768428 77.05% 10.322%
17 13.392 1918 1922 1925 rBV3 23433 24394 1.06% 0.142%
18 13.733 1975 1980 1989 rBV3 158045 375303 16.35% 2.191%
19 13.851 1997 2000 2002 rBV 24972 24479 1.07% 0.143%
20 13.886 2002 2006 2010 rVvV 730852 696563 30.35% 4.066%
21 13.916 2010 2011 2016 rVB2 50090 34214 1.49% 0.200%
22 14.339 2080 2083 2086 rBV2 28878 32201 1.40% 0.188%
23 14.380 2087 2090 2097 rVB5 21054 37634 1.64% 0.220%
24 14.915 2178 2181 2183 rBV 35450 38869 1.69% 0.227%
25 15.268 2238 2241 2244 rVB 27535 29608 1.29% 0.173%
26 15.321 2245 2250 2262 rBV 531660 708629 30.88% 4.136%
27 15.715 2314 2317 2323 rVB3 24427 32905 1.43% 0.192%
28 16.733 2485 2490 2496 rBV7 23219 54910 2.39% 0.321%
Sum of corrected areas: 17131965
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
BF122090.D

Ju/CaG
L4436-10

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122090.D

Acqg On : 22 Oct 2020 18:33
Operator : JU/CG

Sample : L4436-10

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.587 2.48 ng 74959 1,4-Dichlorobenzene-d4 6.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Acetic acid, hydroxy-, ethyl ester 104 C4H803 000623-50-7 42
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 40
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 36
Abundance Scan 765 (6.587 min): BF122090.D\data.ms (-762) (-) m/z 45.10 100.00%
45.1
5000
72.0 R
| | ‘ 104.0 6.20 6.40 6.60 6.80 7.000
O b e m/z 59.00 33.49%
miz-> 20 40 60 80 100 120 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 DL R R B R
6.20 6.40 6.60 6.80 7.00
2910 72.0 m/z 72.00 22.17%
Q4 “ \H‘\ T “h\‘\ T }‘\ T M‘\ ‘8\8\.(\)\1‘0‘}4.\0\ T \1:\35\‘0\ T
miz-> 20 40 60 80 100 120 140
Abundance #4706: Acetic acid, hydroxy-, ethyl ester
31.0
REaaa R AR
6.20 6.40 6.60 6.80 7.00
5000 m/z 73.00 14.22%
61.0
0 15.0 \‘H\ h‘ \‘ 770 104.0
et

miz--> 20 40 60 80 100 120 140

Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- e

45.0 6.20 6.40 6.60 6.80 7.00

m/z 60.00 10.63%
5000
72.0
29,0 89.0
o A L 1190 1480

et e e e

m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122090.D

Acqg On : 22 Oct 2020 18:33
Operator : JU/CG

Sample : L4436-10

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 n-Nonadecanol-1 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.733 10.78 ng 375303 Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 1-Docosene 308 C22H44 001599-67-3 93
5 Behenic alcohol 326 C22H460 000661-19-8 93
Abundance Scan 1980 (13.733 min): BF122090.D\data.ms (-1975) (- m/z 57.10 100.00%
57.1
97.1
5000
1350 14.00
“ | ‘ ‘ 39.1 208.0 13.5 14.
ob—— MM B L b Tl m/z 43.10  93.36%
miz--> 50 100 150 200 250 300
Abundance #131391: n-Nonadecanol-1
83.0
43.0
5000 —r— ——
13.50 14.00
25.0 m/z 55.00 92.67%
LLLLL L sse0 a8
O\\‘\‘\“‘\\‘\\H“\ ‘1““\“\\\’\\\‘\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #185169: Heptadecyl trifluoroacetate
57.0
—— —
970 13.50 14.00
5000 m/z 83.05 83.32%
S ‘ T
miz--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol 1 —
55.0 13.50 14.00
97.0 .
m/z 97.10 76.61%
h ”‘J\M&
pr00 L LLLLI sm0 nozsso S
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122090.D

Acqg On : 22 Oct 2020 18:33
Operator : JU/CG

Sample . L4436-10

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-e... 6.587 2.5 ng 74959 1 6.728 605172 20.0
n-Nonadecanol-1 13.733 10.8 ng 375303 5 13.886 696563 20.0
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