LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121818\

Data File : BG038722.D

Aca On : 19 Dec 2018 10:28 Instrument :

Operator : JU/SJ (B.‘,'I\!A_(tSS el
- _ lentosampleld :

3?22'6 : J6398-11 C-MW-06-121118

ALS Vial : 30 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-BG121218 .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 3.185 12 16 26 rvB 18818 32037 1.60% 0.371%
2 5.606 421 428 438 rBV 195006 329986 16.53% 3.820%
3 7.210 692 701 712 rBV 127884 238982 11.97% 2.767%
4 7.586 756 765 772 rBV 344811 619928 31.05% 7.177%
5 8.056 838 845 855 rVB 88721 152618 7.64% 1.767%

8.379 892 900 911 rVB 319516 571399 28.62% 6.615%
9.237 1036 1046 1057 rBV 262255 501477 25.12% 5.805%
10.870 1317 1324 1334 rBV 110667 214344 10.74% 2.481%
13.314 1732 1740 1752 rBV 751828 1220739 61.15% 14.132%
14.695 1969 1975 1982 rBV2 189222 315067 15.78% 3.647%

=
QO ~NO®

11 16.181 2220 2228 2249 rBV3 607595 983382 49.26% 11.384%
12 17.439 2436 2442 2452 rBV 254208 406991 20.39% 4.711%
13 20.042 2879 2885 2896 rBV 1563179 1996348 100.00% 23.110%
14 21.317 3097 3102 3108 rBV5 13423 23934 1.20% 0.277%
15 21.716 3163 3170 3179 rBvV2 280293 473329 23.71% 5.479%

16 23.167 3412 3417 3427 rBV4 13167 24913 1.25% 0.288%

17 23.978 3548 3555 3565 rBV4 13761 29229 1.46% 0.338%

18 24.936 3710 3718 3722 rBV4 12881 30153 1.51% 0.349%

19 25.012 3722 3731 3748 rVB2 144472 446171 22.35% 5.165%

20 26.082 3904 3913 3920 rBv4 9324 27258 1.37% 0.316%
Sum of corrected areas: 8638285
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG121818\

Data File : BG038722.D

Aca On : 19 Dec 2018 10:28

Operator : JU/SJ

ﬁ?ggle i J6398-11 C-MW-06-121118
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG038722.D
1400000
1200000
1000000
800000
600000

400000 7.59 8.38

9.24

5.61
200000 791

3.18
e e USNE L HSMESHESRSRERFRUESE | S L MRS | SRS SUSESBEESI | NSRS | SRR ——————

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038722.D

8.06 10.87

20.04
1400000

1200000
1000000
8000001 13.31
600000
400000

17.44 21.72
200000 14.69

21.32

Or—"rt e T T e T T T T T T T T T T T T T T T T T e e T T

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: BG038722.D

1400000
1200000
1000000
800000
600000
400000

200000 25.01
23.17 23.98 24’.A4 26.08

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\HPCHEM1\BNA G\DATA\BG121818\

Data File : BG038722.D

Aca On : 19 Dec 2018 10:28

Operator : JU/SJ

ﬁ?ggle i J6398-11 C-MW-06-121118
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

3.18 4.20 ng 32037 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 32
3 Acetamide. N-(2-hvdroxv-3-penten... 143 C7H13NO2 093393-95-4 9
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 (Aminomethyl)cyclopropane 71 C4HON 002516-47-4 7

Abundance Scan 15 (3.179 min): BG038722.D (-12) (-) m/z 73.00 100.00%

73.0
43.0
5000
55.0 87.0

320 330 340 350 3.60

0 m/z 43.00 59.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LELELIN L L N LB B
43.0 3.20 3.30 3.40 3.50 3.60
850 87.0 m/z 55.00 31.78%
29.0
0 J .
rrrere e et e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0
ERAERERIREEEEEaEasn sy
450 55.0 3.20 3.30 3.40 3.50 3.60
5000 : m/z 87.00 31.28%
27 0
150 M\ H ‘
OHP.HPH.PHW.HWH.WHH,””“.”“”.“”w.”w.”w””,””“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20263: Acetamide, N-(2-hydroxy-3-pentenyl)- P
73.0 3.20 3.30 3.40 3.50 3.60
30.0 m/z 45.00 15.29%
5000 43.0
60.0
0 [ L, ‘ Ll \‘\\ 8‘\]\.0 100.0 1260 144.0
R L R E L R R R AR RARE RARAR SRR R e e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG121818\

Data File : BG038722.D

Aca On : 19 Dec 2018 10:28

Operator : JU/SJ

ﬁ?ggle i J6398-11 C-MW-06-121118
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.59 Concentration Rank 1

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

7.59 81.24 ng 619928 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 766 (7.592 min): BG038722.D (-756) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 sg0 [| 0% 75 T4 Th0 750 850
Obrrrrrrr e Hbet b b bl | M7z 68.00 38 76%
m/z--> 10 20 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 UL R LS L
7.20 7.40 7.60 7.80 8.00
2.0 510 m/z 133.90 33.37%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
7.20 7.40 7.60 7.80 8.00
5000 97.0 m/z 66.00 29.77%
70.0
31.0
mz-> 10 20 30 4'0 AR A s
Abundance #14503: 1H-Benzimidazole, 2-methyl- o
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.56%
5000
150 280 39.0 520 30 770 900 1040 .,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG121818\

Data File : BG038722.D

Acg On : 19 Dec 2018 10:28

Operator : JU/SJ

ﬁ?ggle i J6398-11 C-MW-06-121118
ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
Quant Title : 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... 3.18 4.2 ng 32037 1 8.06 152618 20.0
unknown? .59 7.59 81.2 ng 619928 1 8.06 152618 20.0
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