LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061818\
Data File : BG035245.D

Aca On 19 Jun 2018 9:27

Operator : SJ/JU

Sample : J3566-12

Misc :

ALS Vial : 33 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 4.580 215 220 228 rBV 127232 192028 3.24% 0.739%
2 5.179 315 322 331 rVB 182481 288696 4 .86% 1.111%
3 5.637 393 400 410 rBVY 1229780 1954164 32.93% 7.519%
4 7.223 660 670 677 rBY 1090794 1919302 32.34% 7 .385%
5 7.593 725 733 741 rBVY 1262796 2199296 37.06% 8.463%

8.063 806 813 821 rBV 207368 365345 6.16% 1.406%
8.387 860 868 876 rBvV 914807 1589724 26.79% 6.117%
9.221 1002 1010 1019 rBV 805105 1442611 24.31% 5.551%
10.866 1283 1290 1297 rBV 250053 440696 7.43% 1.696%
13.309 1698 1706 1713 rBV 2123204 3325387 56.03% 12.796%

=
QO ~NO®

11 14.684 1932 1940 1949 rvB2 388985 652979 11.00% 2.513%
12 16.164 2185 2192 2212 rBV 1900081 3062780 51.61% 11.785%
13 17.421 2400 2406 2420 rVB2 611414 933090 15.72% 3.590%
14 20.035 2844 2851 2863 rBV 4379020 5934574 100.00% 22.836%
15 21.692 3126 3133 3141 rBV2 593021 982280 16.55% 3.780%

16 24.917 3672 3682 3698 rBVv3 218060 705068 11.88% 2.713%

Sum of corrected areas: 25988020
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061818\
Data File : BG035245.D

Aca On 19 Jun 2018 9:27

Operator : SJ/JU

Sample : J3566-12

Misc :

ALS Vial : 33 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

Abundance

4000000

3000000

2000000

1000000

L

TIC: BG035245.D

5.64 7.59

7.22
8.39

8.06 10.87

458 518

0
Time-->

00 12.50

350 400 450 500 550 6.00 650 7.00 7.50 8.00 8.50

9.00 9.50 10.

T T T T
00 10.50 11.00 11.50 12.

Abundance

4000000

3000000

2000000

1000000

TIC: BG035245.D
20.04

13.31
16.16

17.42 21.69

14.68

0
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

4000000

3000000

2000000

1000000

TIC: BG035245.D

24.92

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\BG061818\
Data File : BG035245.D

Aca On 19 Jun 2018 9:27

Operator : SJ/JU

Sample : J3566-12

Misc :

ALS Vial : 33 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-Hexen-2-one Concentration Rank 4

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

4.58 10.51 ng 192028 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 83
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 80
4 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 80
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 78

Abundance Scan 220 (4.580 min): BG035245.D (-215) (-) m/z 83.15 100.00%
3.2
55.1
5000
98.2
39. rrrTTTpTTTr T T T T T T
|][ 1936 420 440 4.60 4.80 5.00
SR S N m/z 55.15 64.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3168: 3-Hexen-2-one
83.0
43.0
5000 SRR R U
420 440 4.60 4.80 5.00
27.0 98.0 m/z 98.15 29.78%
”'“I'u'w“'ﬁ'l"'Wl"'l"”I""I”"I""P"'I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55.0 83.0
420 440 460 480 5.00
5000 m/z 43.15 23.88%
39.0 98.0
LI FURLELILES SULELEL LRI FURLELEL WAL AL IR SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3371: 2-Pentene, 2,4-dimethyl- L B M R
83.0 420 440 4.60 4.80 5.00
55.0 m/z 39.15 15.42%
5000 200
98.0
15.0
"ﬂl“ﬂ'wt'ﬂllﬂ”'ll'”l""P"'I”"I"”I"'W
m/z--> 20 40 60 80 100 120 140 160 180 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061818\
Data File : BG035245.D

Aca On 19 Jun 2018 9:27

Operator : SJ/JU

Sample : J3566-12

Misc :

ALS Vial : 33 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.

5.18 15.80 ng 288696 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 43
3 2.5.8.11-Tetraoxadodecane 178 C8H1804 000112-49-2 37
4 Tetraalvme 222 C10H2205 000143-24-8 37
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 25

Abundance Scan 322 (5.179 min): BG035245.D (-315) (-) m/z 43.15 100.00%
431
59.1
5000
101.2 e N
| 83.0 4.80 500 520 5.40 5.60
T 1 m/z 59.15 69.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA BARRE LR R
59.0 480 500 520 540 5.0
0
150 4, 1010 m/z 101.15 26 .33%
‘ 1L ) an Il 83'0 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
480 500 520 540 560
0
5000 1010 m/z 58.10 20 .55%
28.0 59.0
70.0 84.0
15.0
wﬁwwmrﬂmwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #44461: 2,5,8,11-Tetraoxadodecane
54.0 480 500 520 5.40 5.60
m/z 41.15 10.19%
5000
31.0 450
150 | 730 890 193'0 119.0 1330
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061818\
Data File : BG035245.D

Aca On 19 Jun 2018 9:27

Operator : SJ/JU

Sample : J3566-12

Misc :

ALS Vial : 33 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 unknown7.59 Concentration Rank 1

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

7.59 120.40 ng 2199300 1,4-Dichlorobenzene-d4 8.06
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 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 732 (7.588 min): BG035245.D (-725) (-) m/z 132.15 100.00%
13p.2
5000 68.2
40.1 ‘ | %2 720 7.40 7.60 7.80 8.00
54.1 . . . ) .
S| MY A1 ..'?.0.?..,..I'.,.'.'..,l.l.“?.l,.... berrrrerprren@S e | m/z 68,15 49.44%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 91.0 AR RS LA AR
720 7.0 7.60 7.80 8.00
70.0 m/z 66.15 33.14%
310 440
"”ﬁ'”PL'“”Jl”»'JW”'W””I””%%gq”'f”ﬁ'”"“W”'W””P
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
132.0
9.0 o 720 740 750 750 800
5000 ' m/z 134.15 31.75%

31.0 51.0

WWWWWWWW
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 23.02%
5000
2.0 570690
“ 89.0 103.0
SSSSUUON RO O g - SO NSSOSSUSOOUNMSSSOUOROY [ (R A G X W
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.20 740 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061818\
Data File : BG035245.D

Acq On 19 Jun 2018 9:27

Operator : SJ/JU

Sample - J3566-12

Misc :

ALS Vial : 33 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Hexen-2-one 4.58 10.5 ng 192028 1 8.06 365345 20.0
2-Pentanone, 4-hy... 5.18 15.8 ng 288696 1 8.06 365345 20.0
unknown? .59 7.59 120.4 ng 2199300 1 8.06 365345 20.0
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