LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO071918\
Data File : BG035777.D

Aca On : 20 Jul 2018 9:46

Operator : JU/SJ

Sample : J4057-16

Misc :

ALS Vial : 22 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 _550 208 215 224 rBV 61497 94895 2.11% 0.491%
5.143 310 316 331 rVB 177939 279110 6.22% 1.445%
rBv 844145 1391686 31.00% 7.204%
7.200 657 666 678 rBv 743812 1315428 29.30% 6.809%
7.564 721 728 741 rBV 881418 1561140 34.77% 8.081%
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8.028 801 807 815 rBv2 170380 288018 6.42% 1.491%
8.351 854 862 875 rVB 727311 1267889 28.24% 6.563%
9.191 997 1005 1018 rBV 529053 1016172 22.63% 5.260%
10.830 1278 1284 1293 rBV 168432 342638 7.63% 1.774%
13.274 1691 1700 1717 rBV 1484048 2388600 53.20% 12.364%

=
QO ~NO®

11 14.654 1926 1935 1946 rBV3 282562 506409 11.28% 2.621%
12 16.140 2181 2188 2204 rBV 1172083 1945968 43.34% 10.073%
13 17.397 2395 2402 2410 rBV2 421224 707376 15.76% 3.662%
14 20.006 2839 2846 2865 rBV 3212989 4489722 100.00% 23.241%
15 21.656 3120 3127 3138 rBvV2 501208 894833 19.93% 4.632%

16 24.852 3662 3671 3689 rBV2 275048 828332 18.45% 4.288%

Sum of corrected areas: 19318216
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO071918\

BG035777.D

20 Jul 2018 9:46

JussJ

J4057-16

22 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071218_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG035777.D

7.56

5.61 7920

5.14 8.03

4.55
Iy

10.83

0

Time--> 3.50

7.00 750 8.00 8.50

4.00 450 5.00 5.50 6.00 6.50 9.00 9.50 10.

T
00 10.50 11.00 11.50 12.00 12.50

Abundance

3000000

2500000

2000000

13.27

1500000

1000000

500000

0

TIC: BG035777.D

16.14

17.40
14.65

20.01

21.66

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

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG035777.D

24.85
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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\BGO071918\
Data File : BG035777.D

Aca On : 20 Jul 2018 9:46

Operator : JU/SJ

Sample : J4057-16

Misc :

ALS Vial : 22 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-Hexen-2-one Concentration Rank 4

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

4_.55 6.59 ng 94895 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 90
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 87
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 80
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 80

Abundance Scan 215 (4.550 min): BG035777.D (-208) (-) m/z 83.15 100.00%
83.2
5000
A 250 a0 b0 4B
ol M Ao 22, 234 Tm/z 55.25  73.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3168: 3-Hexen-2-one
83.0
5000 ISR RN LR U
420 4.40 4.60 4.80
29. m/z 98.15  37.33%
Olmklﬁ"w"“l'“' L UL UL S S LI UL I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
83.0
420 440 460 480
5000 m/z 43.15 30.02%
39,0
e R L L S WL WA L BN S WA B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3398: 2-Pentene, 3,4- dlmethyl s (E) LI L L B L B
83.0 420 440 4.60 4.80
m/z 39.15 19.99%
5000 41.
O T TR S o e B B e
m/z--> (I) 5'0 1(')0 1&1;0 200 250 300 3&1;0 4(')0 4&'30 5(')0 ' 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO071918\
Data File : BG035777.D

Aca On : 20 Jul 2018 9:46

Operator : JU/SJ

Sample : J4057-16

Misc :

ALS Vial : 22 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.

5.14 19.38 ng 279110 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 47
2 Guanidine 59 CH5N3 000113-00-8 43
3 1.3-Dioxane. 4.4-dimethvl- 116 C6H1202 000766-15-4 43
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
5 Dimethadione 129 C5H7NO3 000695-53-4 33

Abundance Scan 315 (5.138 min): BG035777.D (-310) (-) m/z 43.15 100.00%

43.1
5000
101.2

480 500 520 5.40

Ol b e e e s | m/z 59.15 63810
m/iz—-> 0 50 100 150 200 250 300 350 400
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 TT [T I T T[T rr[rrrr[rrrr?t

480 5.00 5.20 5.40
m/z 101.15  23.97%

‘ 101.0
Ol =1 T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
59.0
R REEEE R SRR
4.80 5.00 5.20 5.40
5000 18.0 m/z 58.10 15.40%
O I o o e e L o e i e o o o R
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #8146: 1,3-Dioxane, 4,4-dimethyl-
43.0 4.80 5.00 5.20 5.40
m/z 41.15 8.62%
5000 101.0
m/z--> 0 50 100 150 200 250 300 350 400 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO071918\
Data File : BG035777.D

Aca On : 20 Jul 2018 9:46

Operator : JU/SJ

Sample : J4057-16

Misc :

ALS Vial : 22 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 unknown7.56 Concentration Rank 1

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

7.56 108.41 ng 1561140 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 727 (7.558 min): BG035777.D (-721) (-) m/z 132.15 100.00%
132.2
5000 68.2 /\
96.2 LIS PR R L
40.1 | 1150 7.20 7.40 7.60 7.80
0 e 202071 "n/z 68.15  51.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 ISR PR R L
7.20 7.40 7.60 7.80
33.0 105.0 m/z 66.10 32.52%
o Mo |
0"'I”"I”W'r”'ﬂi”"lﬂ"l”"I”"I”"I”"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
720 7.40 7.60 7.80
5000 m/z 134.15 32.15%
150 390 030 79.0 1040
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R e
132.0 7.20 7.40 7.60 7.80
69.0 m/z 69.15 20.28%
104.0
5000
31.0 510
0 ”'I"LMl'H'I'“”M"'W'”"I"“I""P"'I'”'I"" ISR PRI R L
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG071918\
Data File : BG035777.D

Acq On : 20 Jul 2018 9:46

Operator : JU/SJ

Sample - J4057-16

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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]
3-Hexen-2-one 4.55 6.6 ng 94895 1 8.03 288018 20.0
2-Pentanone, 4-hy... 5.14 19.4 ng 279110 1 8.03 288018 20.0
unknown? .56 7.56 108.4 ng 1561140 1 8.03 288018 20.0
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