LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP000062.D

Aca On : 04 Sep 2019 13:23

Operator : HP/JU

Sample : K4554-59

Misc :

ALS Vial : 12 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\HPCHEMI1I\BNA P\METHODS\8270-BP083019.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 2.181 10 16 27 rVB 2161170 2687765 22.16% 2.816%
2 5.511 578 582 586 rBY 8282783 8070328 66.54% 8.454%
3 6.511 747 752 755 rBVY 9408975 8366540 68.98% 8.765%
4 6.658 773 777 781 rBVY 9323249 8726997 71.95% 9.142%
5 6.893 813 817 820 rBVY 3503320 2606048 21.49% 2.730%

7.052 840 844 847 rBV 8952334 7196394 59.33% 7.539%
7.446 907 911 914 rBV 6385094 5106255 42.10% 5.349%
8.175 1031 1035 1038 rBV 4300650 3368218 27.77% 3.529%
9.252 1214 1218 1222 rBV 13089484 11197807 92.32% 11.731%
9.646 1281 1285 1288 rBV 1551703 1091324 9.00% 1.143%

=
QO ~NO®

11 9.934 1331 1334 1338 rBV 4545348 4109284 33.88% 4 _.305%
12 10.728 1465 1469 1472 rBV 7802705 6637936 54.73% 6.954%
13 11.434 1585 1589 1592 rBV 5359878 4436892 36.58% 4.648%
14 11.963 1676 1679 1683 rBV 405640 360489 2.97% 0.378%
15 12.757 1811 1814 1822 rBV 151401 152722 1.26% 0.160%

16 13.034 1857 1861 1865 rBV 12886363 12129046 100.00% 12.706%
17 13.946 2012 2016 2038 rBV 419995 727037 5.99% 0.762%

18 14.098 2038 2042 2046 rBV 5083880 4269232 35.20% 4._.472%
19 15.622 2295 2301 2309 rBV 3318847 4215770 34.76% 4.416%

Sum of corrected areas: 95456084
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP090419\

BP000062.D

04 Sep 2019 13:23

HP/JU

K4554-59

12 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP000062.D

Aca On : 04 Sep 2019 13:23

Operator : HP/JU

Sample - K4554-59

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.18 20.63 ng 2687770 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 16 (2.181 min): BP0O00062.D (-10) (-) m/z 73.10 100.00%

B
5000
43

[ LOl 133 1852132 026929632233 391418 448, 20! 220 230 240 250 280
orJl,....,....,.... 13240269296322 353 301418448475 220547 m/z 43.05 27.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
78
5000 L I B B R LR B

2.20 2.30 2.40 2.50 2.60

43
m/z 87.05 26.41%
o't e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7
R R e o A NREEREman s
2.20 2.30 2.40 2.50 2.60
5000/ 41 m/z 55.05 21.76%
ol 112
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy-

73 2.20 2.30 2.40 2.50 2.60
m/z 71.05 10.98%

5000
45
0 H \L L 101

m/z--> 50 100 150 200 250 300 350 400 450 500 550 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP000062.D

Aca On : 04 Sep 2019 13:23

Operator : HP/JU

Sample - K4554-59

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.66 Concentration Rank 1

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

6.66 66.98 ng 8727000 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 777 (6.658 min): BP000062.D (-773) (-) m/z 132.05 100.00%
132
5000 68
J %6 640 6.60 680 7.00
40 : . : :
obtias Lo 175 207 238265201 _ 340 373400427453482510 540 m/z 68.05 38.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 er S RSN AR A LA
o7 6.40 6.60 6.80 7.00
3 m/z 134.00 32.69%
0 ?VL LN DAL SR UL S S S L I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
6 640 6.60 680 7.00
5000 m/z 66.05 25.04%
31
O'LH'“'l“"w"w"“ N S S S S LN
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl R mE A ARa R
57 132 6.40 6.60 6.80 7.00
m/z 69.05 15.49%
5000 98
0 LIl 160189
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP000062.D

Aca On : 04 Sep 2019 13:23

Operator : HP/JU

Sample - K4554-59

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.41 ng 727037 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Cvclohexadecane 224 C16H32 000295-65-8 93
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93
Abundance Scan 2017 (13.951 min): BPO00062.D (-2012) (-) m/z 83.05 100.00%
5]
5b
5000 11
39 216 248 13.60 13.80 14.00 14.20
ob o IS, 12220208 261 songsr _aonuar apost sar | 20 R0 RO NI
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55 83

13.60 13.80 14.00 14.20
m/z 97.05  87.35%

0 :

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #164113: Trifluoroacetic acid, pentadecy! ester
57
97
13.60 13.80 14.00 14.20
5000 m/z 69.05 83.16%
o ] | 154182210 255 g0
i LA e B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57 13.60 13.80 14.00 14.20
97 m/z 55.05 78.13%
5000
25
29 169
0,..J..,.‘...,h%,‘..s.ﬂ.ﬁ)..%?... SRS N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP090419\
Data File : BP000062.D

Acq On : 04 Sep 2019 13:23

Operator : HP/JU

Sample - K4554-59

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.18 20.6 ng 2687770 1 6.89 2606050 20.0
unknown6 .66 6.66 67.0 ng 8727000 1 6.89 2606050 20.0
1-Heneicosanol 13.95 3.4 ng 727037 5 14.10 4269230 20.0
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