LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043678.D

Aca On : 18 Nov 2019 18:15

Operator :© JU

Sample - K5833-01

Misc :

ALS Vial : 7 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 G\METHODS\8270-BG102119.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 3.155 6 11 22 rVB 56695 101556 6.18% 1.258%
2 5.100 336 342 352 rVB 59246 99160 6.03% 1.228%
3 5.587 416 425 440 rBV 266927 478403 29.09% 5.927%
4 7.191 691 698 718 rBV 266276 542829 33.01% 6.725%
5 7.538 749 757 768 rBV 297484 539596 32.81% 6.685%
6 7.990 826 834 845 rBV2 85894 154410 9.39% 1.913%
7 8.314 880 889 905 rBV 239917 431539 26.24% 5.346%
8 9.160 1025 1033 1048 rBV 137347 301757 18.35% 3.738%
9 10.799 1305 1312 1323 rBV 86165 186990 11.37% 2.317%
10 13.249 1722 1729 1747 rBV 450207 834444 50.74% 10.337%
11 14.083 1861 1871 1886 rBvV 35624 79124 4.81% 0.980%

12 14.624 1956 1963 1980 rBV 170806 309261 18.80% 3.831%
13 16.116 2211 2217 2234 rBV2 366661 708237 43.06% 8.774%
14 17.374 2424 2431 2441 rBV 218034 386175 23.48% 4._.784%
15 19.982 2869 2875 2889 rBV 1138809 1644594 100.00% 20.374%

16 21.287 3091 3097 3113 rBV 20919 73246 4._.45% 0.907%
17 21.633 3150 3156 3167 rBV 272315 531799 32.34% 6.588%
18 21.815 3183 3187 3192 rVB5 13175 18406 1.12% 0.228%
19 23.090 3400 3404 3408 rVB3 15994 23809 1.45% 0.295%
20 23.278 3432 3436 3443 rVB6 16288 32726 1.99% 0.405%
21 23.884 3534 3539 3546 rVB4 15724 26318 1.60% 0.326%

22 24.812 3687 3697 3711 rBV2 190016 567682 34.52% 7.033%

Sum of corrected areas: 8072061
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043678.D

Aca On : 18 Nov 2019 18:15

Operator :© JU

Sample - K5833-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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: BG043678.D

1000000

800000

600000

400000
5.59 7.19 8.31
200000 9.16

15 510 7.99 10.80

Time--> 350 400 450 500 550 6.00 6.50 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG043678.D

1998
1000000

800000

600000

13.25
400000 16.12
21.63

17.37
200000 14.62

14.08 21.29 |p1.82
O T LI e o o e e o e e L e e e R

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG043678.D

1000000
800000
600000

400000

24.81

200000
239828 23.88 K
| A A

A A T o T T T T T o T o o T o o T T e o e P o e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043678.D

Aca On : 18 Nov 2019 18:15

Operator :© JU

Sample - K5833-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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.

3.15 13.15 ng 101556 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 59
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 59
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 38
4 Mvo-Inositol. 2-C-methvl- 194 C7H1406 000472-96-8 38
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 23

Abundance Scan 10 (3.149 min): BG043678.D (-6) (-) m/z 73.10 100.00%
7B
5000 43
55 87
|| | 320 3.30 3.40 350 3.60
| SN 1 X 11 SOV APV SRRN N I A— m/z 43.10 47.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HA RS U IR UL R
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 33.99%
0 29 35 1] | 67 ||, 80
mz> 1o % % 4 % @ % 8 % 100 10
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
- 87 1320 3.30 3.40 350 3.60
5000 m/z 87.10 31.95%
| s M\ | e
”I'”'I”" LU IRALAE FUR LIS SURBLEU SR SURLLL UL BRI B
m/z--> 10 20 40 50 60 70 8 90 100 110
Abundance #4398: Silane, ethyltrimethyl- A R e R
73 3.20 3.30 3.40 3.50 3.60
m/z 41.20 13.81%
5000 59
87
43
o 29 || 53 | 67 | ‘ 102
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043678.D

Aca On : 18 Nov 2019 18:15

Operator :© JU

Sample - K5833-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 4

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

5.10 12.84 ng 99160 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 36
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 25
5 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 25

Abundance Scan 342 (5.100 min): BG043678.D (-336) (-) m/z 43.10 100.00%
a3
59
5000
101 USRS ) U
480 5.00 520 5.40
Obrrr et Sl 738 "m/z 59.10  66.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A A L LS UL
59 480 500 520 5.40
m/z 101.10 24 _65%
15 31 101
0 25,1 37, 53.| 83 .
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8367: n-Propyl t-butyl ether
59
480 500 520 540
5000 a1 101 m/z 58.10 14 _.25%
29
ooy M e o L wr
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4030: 2,3-Butanedione, monooxime
43 480 5.00 520 5.40
m/z 41.10 9.21%
5000
101
oL 15 253137 5% 6 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043678.D

Aca On : 18 Nov 2019 18:15

Operator :© JU

Sample - K5833-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown7.54 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.54 69.89 ng 539596 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 757 (7.538 min): BG043678.D (-749) (-) m/z 132.10 100.00%
132
5000 68 j\\
40 916 Joa 430 7.20 7.40 7.60 7.80
0 oo i i i i o — m/z 68.10 40.89%

m/z--> 50 100 150 200 250 300 350 400
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000

7.20 7.40 7.60 7.80

70 m/z 134.00 32.42%
0 !.Wblhn,....“...,.... .
m/z--> 50 100 150 200 250 300 350 400
Abundance #14491: 5-Aminoindole
132
e e
7.20 7.40 7.60 7.80
5000 m/z 66.10 30.78%
104
66
m/z--> 50 100 150 200 250 300 350 400
Abundance #14503: 1H-Benzimidazole, 2-methyl- . . R AR REaETREEES
132 720 740 760 780

m/z 69.10 17.22%

5000
63 104
0 15 3-.91 baoul

m/z--> 50 100 150 200 250 300 350 400 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043678.D

Aca On : 18 Nov 2019 18:15

Operator :© JU

Sample - K5833-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.29 2.75 ng 73246 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 60
2 2- Chloropropionic acid. hexadec... 332 C19H37CI02 086711-81-1 58
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 58
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 53
5 1-Hentetracontanol 593 C41H840 040710-42-7 52
Abundance Scan 3098 (21.293 min): BG043678.D (-3091) (-) m/z 43.10 100.00%
5000 111
341 LI SR UL UL AU
244265 21.00 21.20 21.40 21.60
ob 1A m/z 55.10 91.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115904: 1-Nonadecene
a7 83
5000 LI SR BRI UL AU
29 21.00 21.20 21.40 21.60
139 266 m/z 57.10 83.27%
0 167 196 238
m/z--> o §o 100 150 200 250 300 350 400
Abundance #170817: 2- Chloropropionic acid, hexadecy! ester
57 83
11 21,00 21.20 21,40 21.60
5000 m/z 83.10 82.32%
29 139 196 222
ol Lul. ,“,Jh M |3 PR A - S
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57 21.00 21.20 21.40 21.60
83 m/z 71.20 67.88%
5000 111
29 169
0 ..Juululuu‘.kli..hfl?.g‘.. L 2]l-0|| |25|5||| e ..?0.6.
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111819\
Data File : BG043678.D

Acq On : 18 Nov 2019 18:15

Operator : JU

Sample - K5833-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.M
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]
Butane, 2-methoxy... 3.15 13.2 ng 101556 1 8.00 154410 20.0
2-Pentanone, 4-hy... 5.10 12.8 ng 99160 1 8.00 154410 20.0
unknown? .54 7.54 69.9 ng 539596 1 8.00 154410 20.0
1-Nonadecene 21.29 2.8 ng 73246 5 21.63 531799 20.0
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