LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101118\

Data File : BG037284.D

Aca On - 12 Oct 2018 9:43 Instrument :

Operator : JU/SJ BNA_G

Sample - J5371-05 ClientSampleld :

Vi - 100818-JETT-F-U-M
isc :

ALS Vial : 26 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-BG101118.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

5.197 320 325 333 rvB2 36602 57983 1.19% 0.292%
5.655 396 403 413 rVB 334550 553096 11.31% 2.782%
rBv 226858 418748 8.57% 2.106%
7.641 732 741 752 rBV 590144 1039465 21.26% 5.228%
8.117 815 822 833 rVB 187182 332020 6.79% 1.670%
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8.446 869 878 886 rvB 749952 1396913 28.58% 7.026%
9.298 1014 1023 1031 rBV 650883 1201457 24.58% 6.043%
rBv 271115 507738 10.39% 2.554%
13.376 1710 1717 1726 rVB 1908194 3084007 63.09% 15.511%
14.198 1852 1857 1865 rBV 58378 87006 1.78% 0.438%

QOO ~NO®
=
o
o
N
w
=
N
O
)]
=
W
o
w
=
w
=
o

11 14.751 1944 1951 1961 rVB2 468400 778627 15.93% 3.916%
12 16.237 2197 2204 2215 rBV2 1029444 1519203 31.08% 7.641%
13 17.500 2411 2419 2427 rBV2 660036 1048630 21.45% 5.274%

14 18.364 2561 2566 2572 rBV2 48561 72357 1.48% 0.364%
15 19.539 2762 2766 2770 rBV 81458 93481 1.91% 0.470%
16 20.103 2855 2862 2869 rBV 3579202 4888414 100.00% 24.587%
17 20.385 2907 2910 2914 rVB 47675 59492 1.22% 0.299%
18 20.885 2991 2995 3001 rBV 65335 81484 1.67% 0.410%

19 21.402 3073 3083 3087 rBvV2 76684 149646 3.06% 0.753%
20 21.790 3142 3149 3160 rVB2 642653 1139597 23.31% 5.732%

21 23.323 3405 3410 3417 rVvB4 29320 59280 1.21% 0.298%

22 24.169 3548 3554 3563 rVB2 34050 74072 1.52% 0.373%

23 25.139 3708 3719 3733 rVB2 377727 1187075 24.28% 5.970%

24 26.361 3921 3927 3937 rVBS8 16601 52614 1.08% 0.265%
Sum of corrected areas: 19882405
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101118\
Data File : BG037284.D

Aca On : 12 Oct 2018 9:43

Operator : JU/SJ

Sample : J5371-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance
3500000

TIC: BG037284.D
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TIC: BG037284.D

0
Time-->
Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000 25.14

23.32 24.17 26.36

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\BG101118\
Data File : BG037284.D

Aca On : 12 Oct 2018 9:43

Operator : JU/SJ

Sample : J5371-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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.

5.20 3.49 ng 57983 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 78
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 42
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 325 (5.197 min): BG037284.D (-320) (-) m/z 43.00 100.00%
43.0
5000
1010 s 4B0 550 500 540 560
Ot e e e m/z 59.00 41.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR R SRS
4.80 5.00 520 5.40 5.60
m/z 58.00 20.60%
101.0
O e El e B R R e R
m/z--> 20 40 65 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
480 500 520 540 560
5000 m/z 101.00 13.03%
101.0
o2 730
m/z--> 20 40 65 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #4030: 2,3-Butanedione, monooxime T EEmEl REs R TR
43.0 4.80 5.00 520 5.40 5.60
m/z 41.00 8.56%
5000
101.0
o 150 | 69.0
m/z--> 20 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 480 5.00 520 5.40 5.60

8270-BG101118.M Fri Oct 12 17:38:05 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101118\
Data File : BG037284.D

Aca On : 12 Oct 2018 9:43

Operator : JU/SJ

Sample : J5371-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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 unknown7.64 Concentration Rank 2

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

7.64 62.61 ng 1039470 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 741 (7.641 min): BG037284.D (-732) (-) m/z 131.90 100.00%
131.9
5000 68.0
96.0 HEAS SRS LR LA S
400 54.0 | 7.40 7.60 7.80 8.00
Ottt il B0 L dge0 W w7z 68.00  A41.65%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U LS I IR

7.40 7.60 7.80 8.00
m/z 133.90  32.46%

31.0 51.0
0....,|...'!-,.!..,”...,...!i...7{3,9...,....,.... S 1 -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R REE A RAR
7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 26.11%
41.0 97.0
‘ 79.0 117.0
0““‘1070“
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A
132.0 7.40 7.60 7.80 8.00
m/z 69.00 16.60%
5000
33.0 44.0 0.0 105.0
200w | use |
] MRRNEAE USUARNENS SYBIRITTUIMERN NIBIMNES NS iV IR L A SN | M A i S .
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101118\
Data File : BG037284.D

Aca On : 12 Oct 2018 9:43

Operator : JU/SJ

Sample : J5371-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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 Sulfurous acid, octadecyl 2... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.40 2.63 ng 149646 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 90
2 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 72
3 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 64
4 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 62
5 Tetracosane 338 C24H50 000646-31-1 52
Abundance Scan 3083 (21.402 min): BG037284.D (-3073) (-) m/z 57.00 100.00%
.0
e MLN
LRI U BN SN
21.00 21.20 21.40 21.60 21.80
o 140.0 178.9 203.0 248.9 281.9 n/z  43.00 66 44%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43.0
71.0
5000 U AU BRI BRI B
2100 21.20 21.40 21.60 2180
m/z 71.00 51.22%
125.0
ol 1550 183.0  224.0 2530
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #178452: Oxalic acid, isobutyl tetradecy! ester
57.0
21.00 21.20 21.40 21.60 21.80
5000 m/z 55.00 44 .59%
29.0 85.0
bk A0 uso a0 20
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38343: Decane, 3,6-dimethyl- R EEE T
57.0 21.00 21.20 21.40 21.60 21.80
m/z 85.10 39.45Y%
5000 85.0
290 113.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2100 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101118\
Data File : BG037284.D

Acq On : 12 Oct 2018 9:43

Operator : JU/SJ

Sample - J5371-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101118_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... 5.20 3.5 ng 57983 1 8.12 332020 20.0
unknown? .64 7.64 62.6 ng 1039470 1 8.12 332020 20.0
Sulfurous acid, o... 21.40 2.6 ng 149646 5 21.78 1139600 20.0
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