LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF072420\
Data File : BF121015.D

Aca On 24 Jul 2020 21:21

Operator : JU/CG

Sample : L3383-29

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF071620.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.022 496 499 505 rvB 22902 27262 1.05% 0.145%
2 5.428 563 568 571 rBVY 2269487 2183166 83.80% 11.606%
3 6.445 736 741 753 rBVY 2028081 2178812 83.63% 11.583%
4 6.640 772 774 786 rBV 81474 95615 3.67% 0.508%
5 6.816 800 804 807 rBV 913689 795643 30.54% 4._.230%

7.375 894 899 902 rBV 1646278 1403633 53.88% 7.462%
8.092 1018 1021 1025 rBV 1004378 928930 35.66% 4.938%
9.169 1200 1204 1216 rBV 2658543 2605159 100.00% 13.850%
9.563 1267 1271 1286 rBV 366709 356304 13.68% 1.894%
9.845 1316 1319 1335 rBV 950439 971431 37.29% 5.164%

=
QO ~NO®

11 10.633 1449 1453 1465 rBV 1335332 1301598 49.96% 6.920%
12 11.333 1568 1572 1575 rBV 922750 834517 32.03% 4._.436%
13 12.539 1774 1777 1781 rBV 75168 70147 2.69% 0.373%
14 12.769 1809 1816 1819 rBV 74567 76796 2.95% 0.408%
15 12.916 1837 1841 1850 rBV 2433375 2264107 86.91% 12.036%

16 13.151 1876 1881 1886 rBv4 15280 29705 1.14% 0.158%
17 13.821 1991 1995 2005 rBV2 162880 309943 11.90% 1.648%
18 13.969 2015 2020 2031 rBV 947172 1040888 39.95% 5.534%
19 14.992 2191 2194 2198 rBV 95395 154962 5.95% 0.824%

20 15.074 2206 2208 2211 rVB2 33096 30672 1.18% 0.163%
21 15.292 2241 2245 2250 rVB 56242 77577 2.98% 0.412%
22 15.351 2252 2255 2260 rVB2 43239 53519 2.05% 0.285%

23 15.415 2261 2266 2270 rBV 810275 1019989 39.15% 5.422%

Sum of corrected areas: 18810375
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072420\
Data File : BF121015.D

Aca On 24 Jul 2020 21:21

Operator : JU/CG

Sample - L3383-29

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF121015.D
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Abundance TIC: BF121015.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072420\
Data File : BF121015.D

Aca On 24 Jul 2020 21:21

Operator : JU/CG

Sample - L3383-29

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

6.64 2.40 ng 95615 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Methoxvmethvl isothiocvanate 103 C3H5NO0S 019900-84-6 42
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 38
4 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 38
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 33

Abundance Scan 774 (6.640 min): BF121015.D (-772) (-) m/z 45.00 100.00%
48.0
5000
59.0
2.0 A
6.40 6.60 6.80 7.00
103.0
0 ..,....,....,....,'.|!:.,....l-....,l'.'..,..5.‘.9,'9...,.-:-..,..?.2?:9..,....,.. m/z 59.00 33.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
48.0
A n
5000 31.0 59.0 6.40 6.60 6.80 7.00
72.0 m/z 72.00 22 .79%
19.0 || Wl ||I 89.0 10401160 1350
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4527: Methoxymethy! isothiocyanate
48.0
" 640 6.60 6.80 7.00
5000 m/z 43.00 13.65%
790 103.0
2%-0 59.0 85.0
U A R AR AN AR RS RN RARLA RARAS SARAS LARSN SARRS SRS NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #44467: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- S B Emma R
45.0 6.40 6.60 6.80 7.00
m/z 73.00 13.52%
5000
310 59.0 72.0 89.0
0 19'0 H\‘ 1 “ ‘\ u‘ 10:\3'0 119.0 131.0 A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072420\
Data File : BF121015.D

Aca On 24 Jul 2020 21:21

Operator : JU/CG

Sample - L3383-29

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Dichloroacetic acid, heptad... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.82 5.96 ng 309943 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
4 1-Docosene 308 C22H44 001599-67-3 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 1995 (13.821 min): BF121015.D (-1991) (-) m/z 57.05 100.00%
57.0
97.0
5000
| j 391 150, 2200 15160 13,80 14100 1470
0 ..Hu,.M. L m/z 83.05 81.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57.0
97.0
5000 LRI BN BRI SULBUL I
13.60 13.80 14.00 14.20
m/z 43.05 81.26%
oLzl L L L 150 1000 200 ges0
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0 " 1360 13.80 14.00 14.20
5000 m/z 55.00 74 .83%
015QJ‘* ‘ | | 1890 1960 269.0 320.0
m/z--> 50 160 150 260 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate A L R REmms e
57.0 13.60 13.80 14.00 14.20
m/z 97.05 68.79%
97.0
5000
0 [ ‘ JL i }69 © 238 0 283.0 434.0
m/z--> 5'0 1(')0 150 200 25'30 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072420\
Data File : BF121015.D

Acq On 24 Jul 2020 21:21

Operator : JU/CG

Sample - L3383-29

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.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-eth... 6.64 2.4 ng 95615 1 6.82 795643 20.0
Dichloroacetic ac... 13.82 6.0 ng 309943 5 13.97 1040890 20.0
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