LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO071818\
Data File : BG035746.D

Aca On 19 Jul 2018 10:09

Operator : JU/SJ

Sample = J3832-04

Misc :

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-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

4 _557 211 216 225 rVB 144743 211569 4_.39% 1.038%
5.150 309 317 325 rBV 180608 291809 6.06% 1.432%
rBv 909431 1488571 30.91% 7.305%
7.206 660 667 683 rBvV 858699 1510994 31.37% 7.415%
7.576 720 730 740 rBV 927209 1633581 33.92% 8.017%
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8.035 799 808 816 rBV 167041 290151 6.02% 1.424%
8.358 855 863 874 rBV 666381 1180685 24.51% 5.794%
9.198 998 1006 1018 rBV 560097 1029502 21.38% 5.052%
10.843 1278 1286 1293 rBV 175733 344731 7.16% 1.692%
13.281 1694 1701 1716 rBV 1496521 2472355 51.33% 12.133%

=
QO ~NO®

11 14.661 1929 1936 1945 rBvV2 308038 533343 11.07% 2.617%
12 16.147 2182 2189 2206 rBV 1281031 2096377 43.53% 10.288%
13 17.404 2396 2403 2416 rBV 476314 770377 15.99% 3.781%
14 20.013 2840 2847 2860 rBV 3728825 4816374 100.00% 23.637%
15 21.669 3122 3129 3138 rBV 518295 903294 18.75% 4.433%

16 24.882 3663 3676 3689 rBv2 256122 802986 16.67% 3.941%

Sum of corrected areas: 20376699
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71818\
Data File : BG035746.D

Aca On 19 Jul 2018 10:09

Operator : JU/SJ

Sample = J3832-04

Misc :

ALS Vial : 26 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

Abundance TIC: BG035746.D
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3000000
2500000
2000000
1500000

1000000 5.62 791 7.58

8.36 9.20

500000
4.56 5.15 8.03 10.84
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Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG035746.D
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20,01

3000000
2500000

2000000

13.28
1500000 16.15

1000000

17.40 21.67
500000 14.66
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Time--> 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: BG035746.D

3500000
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2000000
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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\BGO71818\
Data File : BG035746.D

Aca On 19 Jul 2018 10:09

Operator : JU/SJ

Sample = J3832-04

Misc :

ALS Vial : 26 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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4._.56 14.58 ng 211569 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
4 Furan. 2-methoxv- 98 C5H602 025414-22-6 86
5 2,4-Azetidinedione, 3,3-diethyl- 141 C7H11NO2 042282-85-9 78

Abundance Scan 217 (4.563 min): BG035746.D (-211) (-) m/z 83.15 100.00%
83.2
5000
43,
T e
4.20 4.40 4.60 4.80
Ol st e e e | m/z 55.25  72.78%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3246: 3-Penten-2-one, 4-methyl-
83.0
5000 43.0 SRR S UL R

420 4.40 4.60 4.80
m/z 98.15  29.18%

|

o A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
83.0
AR T AR RRREE
4.20 4.40 4.60 4.80
5000, 430 m/z 43.15 27.59%
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3371: 2-Pentene, 2,4-dimethyl- R B AR
83.0 4.20 4.40 4.60 4.80
m/z 39.15 18.69%
41.
5000
ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71818\
Data File : BG035746.D

Aca On 19 Jul 2018 10:09

Operator : JU/SJ

Sample = J3832-04

Misc :

ALS Vial : 26 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.15 20.11 ng 291809 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Tetraalvme 222 C10H2205 000143-24-8 37
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 25

Abundance Scan 317 (5.150 min): BG035746.D (-309) (-) m/z 43.10 100.00%
431
59.1
5000
101.2 S 0 AN
83,2 | 480 500 520 5.40
o/ SRSV A NS < ol N - S — m/z 59.15 66.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L L I B
59.0 480 500 520 540
150 1010 m/z 101.15 25.00%
oo | a0
miz--> % 40 e 80 100 10 1o 1% 180
Abundance
59.0
480 500 520 540
5000 m/z 58.15 17.69%
31.0
45.0 103.0
0 73.0 87.0 117.0 133.0147.0 177.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)- AR R e L LR S , .
59.0 480 500 520 5.40

m/z 41.20 9.01%

5000 101.0
42.0
‘MM ‘\ uly 73\ 0
0....,....,....,....,....,....,....,....,....,.

m/z--> 60 80 100 120 140 160 180 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71818\
Data File : BG035746.D

Aca On 19 Jul 2018 10:09

Operator : JU/SJ

Sample = J3832-04

Misc :

ALS Vial : 26 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 3 unknown7.58 Concentration Rank 1

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

7.58 112.60 ng 1633580 1,4-Dichlorobenzene-d4 8.03
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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 731 (7.582 min): BG035746.D (-720) (-) m/z 132.15 100.00%
13p.2
5000 68.2 /\
01 sa1 \ %2 70 7w Th Th0 500
0..,....,....,...:,".'...,:."..,:!-.'.|,..':-.,??:9,...'.,.197.'9...,....,-'...,... m/z 68.15  45.54%
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
97.0
5000 L IR IR R
7.20 7.40 7.60 7.80 8.00
70.0 m/z 134.15 33.52%
310 440
0 ‘ 86.0 | 116.0
iz 5 30 4o B 0 70 % % 100 136 130 130 150
Abundance
132.0
9.0 1000 750 7h0 760 70 8b0
5000 ' m/z 66.15 31.84%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methy!- . .... L e
132.0 720 7.40 7.60 7.80 8.00
m/z 69.25 20.16%
5000
oL 150 280 300 520 030 770 900 1040 .0, ||
miz> 15 2 30 40 80 65 70 80 60 100 110 130 130 10 | | 730 740 750 750 850

8270-BG071218_.M Thu Jul 19 16:21:06 2018 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG071818\
Data File : BG035746.D

Acq On 19 Jul 2018 10:09

Operator : JU/SJ

Sample - J3832-04

Misc :

ALS Vial : 26 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]
3-Penten-2-one, 4... 4.56 14.6 ng 211569 1 8.03 290151 20.0
2-Pentanone, 4-hy... 5.15 20.1 ng 291809 1 8.03 290151 20.0
unknown7 .58 7.58 112.6 ng 1633580 1 8.03 290151 20.0
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