LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121160.D

Aca On : 31 Jul 2020 16:12

Operator : JU/CG

Sample : L3518-27

Misc :

ALS Vial : 14 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 5.016 494 498 509 rvB 68691 93340 2.39% 0.368%
2 5.422 562 567 570 rBVY 2797822 3109470 79.78% 12.243%
3 6.439 734 740 743 rBVY 2848265 3102215 79.60% 12.215%
4 6.628 769 772 781 rBV 45825 51425 1.32% 0.202%
5 6.792 797 800 804 rBV 866126 726260 18.63% 2.860%

7.363 891 897 900 rBV 2136605 2276875 58.42% 8.965%
8.075 1014 1018 1031 rBV 983143 965298 24.77% 3.801%
9.157 1196 1202 1205 rBV 3697933 3897371 100.00% 15.346%
9.551 1265 1269 1273 rBV 321775 282871 7.26% 1.114%
9.769 1299 1306 1313 rBV 40057 103762 2.66% 0.409%

=
QO ~NO®

11 9.833 1313 1317 1328 rVB 1228768 1114051 28.58% 4_387%
12 10.627 1447 1452 1464 rBV 2259422 2340462 60.05% 9.215%
13 11.322 1566 1570 1574 rBV 1267760 1108280 28.44% 4 _.364%
14 12.916 1835 1841 1844 rBV 3470242 3813710 97.85% 15.016%
15 13.139 1872 1879 1882 rBV4 27966 42847 1.10% 0.169%

16 13.480 1933 1937 1940 rBV 44023 43226 1.11% 0.170%
17 13.810 1989 1993 2005 rBV 325762 433957 11.13% 1.709%
18 13.963 2015 2019 2023 rBV 955901 830909 21.32% 3.272%

19 14.127 2043 2047 2055 rBvV 64941 64839 1.66% 0.255%

20 14.433 2095 2099 2106 rBV3 55086 81476 2.09% 0.321%

21 14.733 2147 2150 2155 rVB 50166 47043 1.21% 0.185%

22 15.062 2203 2206 2210 rBV 37835 44200 1.13% 0.174%

23 15.415 2260 2266 2274 rBV 573574 771968 19.81% 3.040%

24 15.933 2349 2354 2359 rBVS 24166 51294 1.32% 0.202%
Sum of corrected areas: 25397149
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Quant Title
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TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF073120\
: BF121160.D

: 31 Jul 2020 16:12

: JU/CG

: L3518-27

- 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121160.D

Aca On : 31 Jul 2020 16:12

Operator : JU/CG

Sample : L3518-27

Misc :

ALS Vial : 14 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.02 2.57 ng 93340 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 3-Hexanol 102 C6H140 000623-37-0 33
4 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 499 (5.022 min): BF121160.D (-494) (-) m/z 43.00 100.00%
a3
59
5000
101 SRS S AR WAl
83 4.60 4.80 5.00 5.20 5.40
O = 1L o ST m/z 59.00 60.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 SR SRS SRS
4.60 4.80 5.00 5.20 5.40
59 m/z 101.00 22.50%
0 21 31, 53,|| o7 778 a1 I
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 4.80 500 520 540
5000 m/z 58.00 15.78%
101
o 15 5 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol | NLELELELE LN LI N BN I}
59 4.60 4.80 5.00 5.20 5.40
m/z 41.00 7.79%
5000 31 43 3
0 25L\ 37\“H 53|, 67 84 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121160.D

Aca On : 31 Jul 2020 16:12

Operator : JU/CG

Sample : L3518-27

Misc :

ALS Vial : 14 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 1-Heneicosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.81 10.45 ng 433957 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
4 Octadecvyl trifluoroacetate 366 C20H37F302 079392-43-1 87
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 87
Abundance Scan 1993 (13.810 min): BF121160.D (-1989) (-) m/z 57.05 100.00%
57
83
5000 t ﬂ
111 \
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
139 13.40 13.60 13.80 14.00 14.20
ob Ul fiPser20e  eer 0 hs743.05  81.02%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
55 83
5000 111 LRI SRS DAL SUNIL B
13.40 13.60 13.80 14.00 14.20
29 m/z 55.00 70.14%
0 | | ,P%%}67196 238 266 294
miz--> 0 55 160 1éo 260 250 360 3éo 460 4%0 '
Abundance
57 o7
13.'40 13.|60 13.|80 14.'00 14.'20
5000 m/z 83.05 66.88%
125
o 29 153 182 210238266 311 412
miz--> 0 55 160 1éo 200 2éo 360 3éo 460 4%0 '
Abundance #235928: Octacosyl trifluoroacetate
57 13.40 13.60 13.80 14.00 14.20
m/z 69.05 62.24%
97
5000
125
o ??‘ lJ1§3;81208 250278306 334 364392 437 488
miz--> 0 5'0 1(')0 1éo 2(')0 25'30 3(')0 350 4(')0 4&1;0 ' 13.'40 13.|60 13.|80 14.'00 14.'20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
Data File : BF121160.D

Acq On : 31 Jul 2020 16:12

Operator : JU/CG

Sample : L3518-27

Misc :

ALS Vial : 14 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]
2-Pentanone, 4-hy... 5.02 2.6 ng 93340 1 6.79 726260 20.0
1-Heneicosanol 13.81 10.4 ng 433957 5 13.96 830909 20.0
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