LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1I\BNA G\DATA\BG062518\

Data File : BG035375.D

Aca On - 25 Jun 2018 13:02 Instrument :

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

a?zgle : J3627-21 e

ALS Vial : 6 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-BG060718 .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 4_.570 213 218 226 rVB 58581 93014 3.03% 0.596%
2 5.164 313 319 327 rBV 148682 236861 7.72% 1.517%
3 5.628 392 398 409 rBV 592351 969053 31.58% 6.205%
4 7.214 659 668 680 rBV 653680 1171355 38.17% 7.501%
5 7.584 724 731 739 rBV 630932 1081950 35.25% 6.928%
6 8.054 803 811 817 rBV 172588 292715 9.54% 1.874%
7 8.377 858 866 875 rVB 484362 857112 27.93% 5.489%
8 9.211 1000 1008 1017 rBV 404414 703675 22.93% 4 _.506%
9 10.856 1281 1288 1296 rBV 210956 382229 12.45% 2.448%
10 13.300 1696 1704 1712 rBVY 1168022 1779577 57.99% 11.396%
11 14.122 1837 1844 1852 rBvV 60980 92601 3.02% 0.593%
12 14.674 1929 1938 1950 rVB2 358556 589076 19.19% 3.772%
13 15.514 2076 2081 2087 rVvB2 29535 37135 1.21% 0.238%
14 16.161 2183 2191 2198 rBvV 947321 1414243 46.08% 9.056%
15 16.372 2223 2227 2230 rBv2 36882 47493 1.55% 0.304%
16 17.418 2398 2405 2412 rBV 526657 806773 26.29% 5.166%
17 18.293 2549 2554 2561 rBV6 27651 49904 1.63% 0.320%
18 20.020 2842 2848 2859 rBVY 2214713 3069028 100.00% 19.653%
19 21.324 3065 3070 3075 rBvV3 36387 64131 2.09% 0.411%

20 21.683 3124 3131 3140 rBV 576930 961737 31.34% 6.159%

21 24.902 3666 3679 3693 rBV3 304023 916540 29.86% 5.869%

Sum of corrected areas: 15616202
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062518\
Data File : BG035375.D

Aca On : 25 Jun 2018 13:02

Operator : JU/SJ

Sample : J3627-21

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG060718 .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: BG035375.D

2000000
1500000

1000000

5.63 7.21 758
500000 8.38 9.1

516 8.05 10.86

457
e L L L L

Time--> 3.50 4.00 4.50 5.00 550 600 6.50 7.00 7.50 8.00 850 9.00 9.50 10.00 1050 1100 1150 1200 12.50
Abundance TIC: BG035375.D

2002
2000000

1500000

13.30
1000000 16.16

500000 1742 e
14.67

14.12 15.51 16.37 18.29 | 21.32
O e o L e T B T e e e e e B e R R R e S

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: BG035375.D

2000000

1500000

1000000

500000
24.90

e L R R L L RARRA RRAa L e S e AR

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\BG062518\

Data File : BG035375.D

Aca On : 25 Jun 2018 13:02

Operator : JU/SJ

a?ggle ; J3627-21 e
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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_.57 6.36 ng 93014 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 87
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 80
4 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 80
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 218 (4.570 min): BG035375.D (-213) (-) m/z 83.10 100.00%
83.1
5000
43.1 SN N
420 4.40 4.60 4.80 5.00
oﬁ—wm : L 2070 2721 8346 4136 Lo B8 15 76.574%
m/z--> 50 100 150 200 250 300 350 400
Abundance #3246: 3-Penten-2-one, 4-methyl-
83.0
5000 AN AR SR SRR
430 420 440 460 480 500
“ m/z 98.15 26 .47%
0"LNN""i""l""l""""l""l""l"
m/z--> 50 100 150 200 250 300 350 400
Abundance
83.0
430 420 440 460 480 500
5000 m/z 43.15 26 .45%
L L (L UL WL WL S B
m/z--> 50 100 150 200 250 300 350 400
Abundance #3399: 2-Pentene, 4,4-dimethyl-, (E)- R ERAREaEEE T
55.0 420 4.40 4.60 4.80 5.00
m/z 39.15 19.63%
5000
l 98.0
15.
0--%-l-.“-*“---.----.----.----.----.----.----.--
m/z--> 50 100 150 200 250 300 350 400 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062518\

Data File : BG035375.D

Aca On : 25 Jun 2018 13:02

Operator : JU/SJ

a?ggle ; J3627-21 e
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.

5.16 16.18 ng 236861 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrazine. 1.1-bis(1-methvlethvl)- 116 C6H16N2 000921-14-2 47
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 38
4 Propane. 1l.l1-dipropoxy- 160 C9H2002 004744-11-0 38
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 16

Abundance Scan 318 (5.158 min): BG035375.D (-313) (-) m/z 43.15 100.00%
431
5000
o T
Ol bt oS et prieg 1698 2198 25091 "m/z 59.15  65.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
5000 R L L I
101.0 480 500 520 540
270 m/z 101.15 22 .39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0
480 500 520 540
5000 m/z 58.10 16.02%
15.0 101.0
O T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
59.0 4.80 5.00 520 5.40
m/z 41.25 9.26%
5000
31.0‘ ‘ 101.0
0,‘,“790,,, e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062518\

Data File : BG035375.D

Aca On : 25 Jun 2018 13:02

Operator : JU/SJ

a?ggle ; J3627-21 e
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 73.93 ng 1081950 1,4-Dichlorobenzene-d4 8.05
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 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 14

Abundance Scan 730 (7.578 min): BG035375.D (-724) (-) m/z 132.15 100.00%
13p.2
5000 68.2
96.2 A UL L LR
40.1 320.9 7.20 7.40 7.60 7.80 8.00
0 : m/z 68.15 49.02%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 AL I IR I
720 7.40 7.60 7.80 8.00
210 ‘ m/z 134.15 34 .37%
0 ..‘..”‘,l.H.,.l..‘,....,.‘... N —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 97.0 m/z 66.15 32.24%
210 70.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R m R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 22 .43%
5000
69.0
39.0 103.0
0‘ q-rm-rrrn-rrrn-rrrn-rrrn-rrrn-rrrn-rrrn-rrrn-rrr ||||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 720 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\BG062518\

Data File : BG035375.D

Acq On : 25 Jun 2018 13:02

Operator : JU/SJ

a?ggle ; J3627-21 e
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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]
3-Penten-2-one, 4... 4_57 6.4 ng 93014 1 8.05 292715 20.0
2-Pentanone, 4-hy... 5.16 16.2 ng 236861 1 8.05 292715 20.0
unknown7 .58 7.58 73.9 ng 1081950 1 8.05 292715 20.0
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