LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001060.D

Aca On : 16 Nov 2019 01:26

Operator :© JU

Sample - K5832-20

Misc :

ALS Vial : 23 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 P\METHODS\8270-BP110619.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 2.317 33 39 47 rVB 234140 341435 7 .85% 1.007%
2 4.917 477 481 491 rBV 32323 48376 1.11% 0.143%
3 5.728 614 619 631 rVB 318738 446028 10.26% 1.315%
4 6.299 710 716 724 rBVY 1747596 2099172 48.29% 6.191%
5 7.811 966 973 984 rBVY 1952272 2415054 55.56% 7.122%
6 8.005 1000 1006 1011 rBVY 2106689 2515664 57.87% 7.419%
7 8.369 1062 1068 1073 rBV 980354 1166925 26.85% 3.441%
8 8.605 1102 1108 1113 rBVY 1852414 2173338 50.00% 6.409%
9 9.240 1209 1216 1221 rBvV 1337989 1540767 35.45% 4 .544%
10 10.393 1406 1412 1420 rBVY 1310341 1480854 34.07% 4_.367%

11 12.169 1704 1714 1719 rBV 3053982 3606077 82.96% 10.634%
12 12.834 1822 1827 1837 rBV 327517 385111 8.86% 1.136%
13 13.251 1892 1898 1906 rBV 1508877 1856325 42.71% 5.474%
14 14.545 2111 2118 2130 rBV 1601477 2101694 48.35% 6.198%
15 15.645 2300 2305 2310 rBV 1681184 2020156 46.47% 5.958%

16 16.522 2451 2454 2457 rBV2 39694 44157 1.02% 0.130%
17 17.386 2597 2601 2605 rVB 38131 45681 1.05% 0.135%
18 17.692 2649 2653 2656 rVB 42508 46827 1.08% 0.138%

19 17.922 2687 2692 2696 rBV 4116191 4346815 100.00% 12.819%
20 19.157 2897 2902 2915 rBV2 177924 381656 8.78% 1.126%

21 19.280 2918 2923 2927 rBV 1823870 2002053 46.06% 5.904%
22 19.569 2969 2972 2979 rBV 59378 66662 1.53% 0.197%
23 19.963 3035 3039 3042 rBvV 82637 101558 2.34% 0.299%
24 20.333 3099 3102 3107 rBvV 91997 103819 2.39%% 0.306%
25 20.422 3113 3117 3122 rVB 135546 163727 3.77% 0.483%

26 20.733 3167 3170 3174 rBV 107955 132483 3.05% 0.391%
27 21.063 3220 3226 3235 rVB 1330467 1874833 43.13% 5.529%
28 21.180 3242 3246 3254 rVB2 111717 162960 3.75% 0.481%
29 21.686 3328 3332 3337 rBV2 87816 137378 3.16% 0.405%
30 22.269 3428 3431 3438 rVB2 61899 101811 2.34% 0.300%

Sum of corrected areas: 33909396
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001060.D

Aca On : 16 Nov 2019 01:26

Operator :© JU

Sample = K5832-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP001060.D
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4000000 17192

3000000

2000000 19.28
21.06

1000000

191§ 1957 19.906 268322073 iLAl8 21.69 22.27
. —— PN A

17.3917.69

R B e S L o e —

Time-->  17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001060.D

Aca On : 16 Nov 2019 01:26

Operator :© JU

Sample = K5832-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 4

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

2.32 5.85 ng 341435 1,4-Dichlorobenzene-d4 8.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 40 (2.323 min): BP001060.D (-33) (-) m/z 73.10 100.00%
7B
5000
43
L
220 240  2.60
okl .‘.10.5.1.3.7, 182209 213 278 311339 385 929459486 520547 | "m/z 43.05 32.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000 L L L
43 220 240  2.60
m/z 87.05 29.52%
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3
[rrrr
220 240  2.60
5000! 41 m/z 55.05 22 .59%
112
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4398: Silane, ethyltrimethyl- ,\ | L
73 220 240  2.60
m/z 41.05 10.66%
5000
43 ’
102
m/z--> 50 1(')0 150 200 250 300 350 400 450 500 550 220 240  2.60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001060.D

Aca On : 16 Nov 2019 01:26

Operator :© JU

Sample = K5832-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.73 7.64 ng 446028 1,4-Dichlorobenzene-d4 8.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Acetone 58 C3H60 000067-64-1 9
5 Propanenitrile, 3-ethoxy- 99 C5H9NO 002141-62-0 9

Abundance Scan 619 (5.728 min): BP001060.D (-614) (-) m/z 42.95 100.00%
a3
5000
101
R ma
540 5.60 5.80 6.00
ol phfL 136168 207239 281300338300396. 429490487516 %47 ' 'm/z 58.95  63.97%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 rTTyTTTTT T T T T T T T T T T

5.40 5.60 5.80 6.00
m/z 101.00 30.83%

101
'y
-t
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
R e R
5.40 5.60 5.80 6.00
5000 m/z 57.95 17.16%
101
15 13
A I |
L L B B B L B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4076: Morpholine, 4-methyl- R ARRERRERE RS R
43 5.40 5.60 5.80 6.00
m/z 41.10 9.49%
5000
15 1101
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001060.D

Aca On : 16 Nov 2019 01:26

Operator :© JU

Sample = K5832-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 3 unknown8.00 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

8.00 43.12 ng 2515660 1,4-Dichlorobenzene-d4 8.37

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 12
Abundance Scan 1005 (7.999 min): BP001060.D (-1000) (-) m/z 131.95 100.00%

132
5000 68
w0 | % 7.60 7.80 8.00 8.20 8.40
Ol gt .l,'. A 160 207237 270296327 _ 380411440468495523 m/z 68.00 40.01%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 T

760 7.80 800 8.20 8.40
m/z 134.00 32.41%

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

Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
T R L e
7.60 7.80 8.00 820 8.40
5000 m/z 66.00 28.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14144: 5-Fluoro-2-chloropyrimidine Rl
132 7.60 7.80 8.00 820 8.40
m/z 69.05 19.33%
5000
33 91
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7. 60 7.80 800 820 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001060.D

Aca On : 16 Nov 2019 01:26

Operator :© JU

Sample = K5832-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 5 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.16 3.81 ng 381656 Chrysene-di12 19.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
2 1-Tricosene 322 C23H46 018835-32-0 96
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 94
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 2903 (19.163 min): BP001060.D (-2897) (-) m/z 57.10 100.00%
57
97
5000
im 178 18:80 19.00 19.20 19.40
AN Ly L, 225 265300 353 404 454 503538 | p 4310 78.00%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-
56
83
5000 AR AR AR LR

18:80 19.00 19.20 19.40
11 m/z 83.05 74.78%

1 (139167196223252280

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #163016: 1-Tricosene

%

97 LA L L L L L L B B
18.80 19.00 19.20 19.40
5000 m/z 97.05 72.52%
29 125
|11 | 153182210238266294322
BB o e e R B B EEEEE e e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester e AR e
57 18.80 19.00 19.20 19.40
97 m/z 55.10 71.37%
5000
125
29
L o 196224 200 o
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 18 80 19. 00 19. 20 19. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP111519\
Data File : BP001060.D

Acq On : 16 Nov 2019 01:26

Operator : JU

Sample - K5832-20

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110619_.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... 2.32 5.8 ng 341435 1 8.37 1166930 20.0
2-Pentanone, 4-hy... 5.73 7.6 ng 446028 1 8.37 1166930 20.0
unknown8.00 8.00 43.1 ng 2515660 1 8.37 1166930 20.0
5-Eicosene, (E)- 19.16 3.8 ng 381656 5 19.28 2002050 20.0
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