LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035892.D

Aca On : 26 Jul 2018 2:57

Operator : JU/SJ

Sample : J4140-03

Misc :

ALS Vial : 19 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-BG071218 .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 5.139 310 315 321 rBV 53158 83691 3.92% 0.785%
2 5.609 389 395 410 rBV 366484 638482 29.87% 5.992%
3 7.190 657 664 684 rBV 386591 737318 34.49% 6.920%
4 7.560 720 727 738 rBV 402115 686971 32.14% 6.447%
5 8.030 800 807 815 rBV 108290 190019 8.89% 1.783%
6 8.347 854 861 870 rBV 289460 512174 23.96% 4.807%
7 9.187 996 1004 1019 rBV 212579 430041 20.12% 4.036%
8 10.832 1275 1284 1295 rBV 124605 250805 11.73% 2.354%
9 13.270 1692 1699 1715 rBV 674836 1144918 53.56% 10.745%
10 14.104 1836 1841 1854 rBvV 32398 64538 3.02% 0.606%

11 14.650 1926 1934 1949 rBV2 242863 428179 20.03% 4.018%
12 16.136 2180 2187 2205 rBV 636737 1062555 49.71% 9.972%
13 17.393 2394 2401 2410 rBV2 396540 636121 29.76% 5.970%
14 20.002 2839 2845 2857 rBV 1576018 2137669 100.00% 20.062%
15 21.294 3060 3065 3070 rBV2 64436 103869 4._86% 0.975%

16 21.658 3119 3127 3136 rBV 435322 742647 34.74% 6.970%

17 22.440 3256 3260 3266 rBV7 14645 26353 1.23% 0.247%
18 23.121 3373 3376 3381 rVB6 14046 23704 1.11% 0.222%
19 23.920 3506 3512 3521 rBV9 18665 45378 2.12% 0.426%

20 24.854 3661 3671 3681 rBV3 249262 710015 33.21% 6.663%

Sum of corrected areas: 10655447
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO072518\

BG035892.D

26 Jul 2018 2:57

JussJ

J4140-03

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BG035892.D

561 7.19 7.56

8.35

8.03
5.14

10.83

Time--> 3.50

R R e e USSUNS. SEMISMRIMPINMMMMEISH LS St | SEHNE -

400 450 5.00 550 6.00 650 7.00 750 8.00 8.50
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Abundance

1400000
1200000
1000000

800000
13.27
600000
400000

200000

TIC: BG035892.D

16.14

17.39
14.65

14.10

20,00

21.66

2129 22.44

Time-->

((LENASS
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Abundance

1400000

1200000

1000000

800000

600000

400000

200000

23.12

TIC: BG035892.D

24.85

23.92

0

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\BG072518\
Data File : BG035892.D

Aca On 26 Jul 2018 2:57

Operator : JU/SJ

Sample : J4140-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 8.81 ng 83691 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 1l.l1-dipropoxv- 160 C9H2002 004744-11-0 39
3 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 33
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 16
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 315 (5.139 min): BG035892.D (-310) (-) m/z 43.15 100.00%
43.1
5000
101.2
480 5.00 5.20 5.40
ol 28 Th/z 59.15 73.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR SRR RS R

480 5.00 520 5.40
m/z 101.15  27.65%

101.0
0 Ay P
A
m/z--> 50 100 150 200 250 300 350 400
Abundance #31407: Propane, 1,1-dipropoxy-
59.0
IIAIIIIIIIIIIIIIIIIIIIII
4.80 5.00 5.20 5.40
5000 101.0 m/z 58.15 16.85%
2710
S
m/z--> 50 100 150 200 250 300 350 400
Abundance #30194: 2-Nonanone, 9-hydroxy-
43.0 4.80 5.00 5.20 5.40
m/z 41.25 11.13%
5000
82.0
ok ,.JJ.,....,....“...,....,....,....,.”.
m/z--> 50 100 150 200 250 300 350 400 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035892.D

Aca On 26 Jul 2018 2:57

Operator : JU/SJ

Sample : J4140-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.56 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.56 72.31 ng 686971 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 727 (7.560 min): BG035892.D (-720) (-) m/z 132.15 100.00%

132.2
5000 68.2

%5 | l 165.1 453.9 720 740 760 780
o S S m/z 68.15 51.89%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine /\
132.0
97.0
5000 P e

7.20 7.40 7.60 7.80
m/z 66.15  33.65%

31.0
o.JJfblhn,.. T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
Al Ram s o
69.0 7.20 7.40 7.60 7.80
5000 m/z 134.15 33.10%
31.0
oLl
et
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14144: 5-Fluoro-2-chloropyrimidine R e o EEEE
132.0 720 740 760 780

m/z 69.15 20.32%

5000
33.0 97.1}
s 1L
L LU LA WL UL DU S LAY WAL AL SN BURL LI B

m/z--> 50 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035892.D

Aca On 26 Jul 2018 2:57

Operator : JU/SJ

Sample : J4140-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.29 2.80 ng 103869 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 1-Tricosene 322 C23H46 018835-32-0 91
4 Bromoacetic acid. octadecvl ester 390 C20H39Br02 018992-03-5 91
5 Acetic acid, chloro-, octadecyl ... 346 C20H39CI02 005348-82-3 90
Abundance Scan 3064 (21.288 min): BG035892.D (-3060) (-) m/z 69.20 100.00%
69.2
43.1
5000
249.1 2811 3073 21.00 21.20 21.40 21.60
Obrre it m/z 57.25 99.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #197885: Trichloroacetic acid, pentadecy! ester
43.0
83.0
5000
111.0 21.00 21.20 21.40 21.60
m/z 55.15 89.16%
o 139.0 1820 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115906: 1-Nonadecene
43.0 97.0
69.0
21.00 21.20 21.40 21.60
5000 m/z 83.20 87 .16%
olts.0) | 154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163016: 1-Tricosene
570 g3 21.00 21.20 21.40 21.60
' m/z 97.25 75 .56%
5000
29.0
oLl 1390 169.0196.0 224.0 252.0  204.0 322.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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\BG072518\
Data File : BG035892.D

Acq On : 26 Jul 2018 2:57

Operator : JU/SJ

Sample - J4140-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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]
2-Pentanone, 4-hy... 5.14 8.8 ng 83691 1 8.02 190019 20.0
unknown? .56 7.56 72.3 ng 686971 1 8.02 190019 20.0
Trichloroacetic a... 21.29 2.8 ng 103869 5 21.66 742647 20.0
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