LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG012518\

Data File : BG032309.D

Aca On - 26 Jan 2018 00:56 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 i J1289-05 534095480
ALS Vial : 15 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:\HPCHEM1I\BNA G\METHODS\8270-BG011218.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 3.465 24 30 45 rBV 301547 472797 12.11% 2.912%
2 6.156 480 488 498 rBV 516336 877494 22_.47% 5.405%
3 7.836 765 774 785 rBV 526414 996961 25.53% 6.140%
4 8.236 834 842 851 rBV 565037 1016150 26.02% 6.259%
5 8.723 916 925 932 rBV 95716 175576 4 _.50% 1.081%

9.058 974 982 989 rBV 418893 767291 19.65% 4.726%
9.922 1120 1129 1141 rVB 308684 596451 15.27% 3.674%
11.602 1406 1415 1420 rBV 133994 250132 6.40% 1.541%
11.649 1420 1423 1431 rVB 27836 51805 1.33% 0.319%
13.982 1812 1820 1830 rBV 1229154 1925793 49.31% 11.861%

=
QO ~NO®

11 14.781 1950 1956 1963 rBV 158715 234368 6.00% 1.443%
12 15.357 2048 2054 2062 rBV2 265346 447915 11.47% 2.759%
13 16.831 2297 2305 2316 rBV 1216687 1974556 50.56% 12.161%
14 18.089 2512 2519 2525 rBV2 416595 678996 17.38% 4.182%
15 20.627 2945 2951 2963 rBV 2901801 3905716 100.00% 24.056%

16 21.961 3172 3178 3184 rBV6 26568 46400 1.19% 0.286%
17 22.419 3247 3256 3265 rBV2 482757 894813 22.91% 5.511%
18 26.103 3869 3883 3896 rBv2 287915 922921 23.63% 5.684%

Sum of corrected areas: 16236135
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA G\DATA\BG012518\
: BG032309.D

: 26 Jan 2018 00:56

: SJ/JU

: J1289-05

- 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
ration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG032309.D

6.16 7.84 8.24

3.46 9.92

11 6!
1

9.06
0
8[.\72 J\ 1.65

0
Time-->

350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG032309.D
20.63

13.98 16.83

18.09 22.42

15.36

|

14.78
21.96

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

2500000

2000000

1500000

1000000

500000

TIC: BG032309.D

26.10

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

8270-BG011218 .M Fri

Jan 26 15:46:59 2018 Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012518\
Data File : BG032309.D

Aca On : 26 Jan 2018 00:56

Operator : SJ/JU

Sample = J1289-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.46 53.86 ng 472797 1,4-Dichlorobenzene-d4 8.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 36
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 29 (3.459 min): BG032309.D (-24) (-) m/z 73.10 100.00%
7B
5000 43 {F
55 87
o5 3.40 3.50 3.60 3.70 3.80 3.90
Obrrrprrrrrrrr et e 2 e e e || M7z 4310 36.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.40 3.50 3.60 3.70 3.80 3.90
55 87 m/z 87.10 28.90%
29
'“I”'W'“'P'“I”'W'”'P'“I”'?q'”l“'W'”'P'”I'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
3.40 3.50 3.60 3.70 3.80 3.90
5000 a1 55 m/z 55.10 27 .28%
29
65 80 97 112 129
wwmmﬁmﬁmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl-
30 3.40 3.50 3.60 3.70 3.80 3.90
m/z 41.10 12.19%
5000 43 87
15 72
”W'LW”JH““fL”?%E%'“J“'P“H'”W”'W””I““I“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.40 3.50 3.60 3.70 3.80 3.90
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012518\
Data File : BG032309.D

Aca On : 26 Jan 2018 00:56

Operator : SJ/JU

Sample = J1289-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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 unknown8.24 Concentration Rank 1

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

8.24 115.75 ng 1016150 1,4-Dichlorobenzene-d4 8.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 843 (8.242 min): BG032309.D (-834) (-) m/z 132.00 100.00%
32
5000
68
40 54 ‘ 75 104 8.00 8.20 8.40 8.60
.,....,...::':.‘.‘?,::..?%:l-.',..':'.,..f.‘?,....,.'!'..,.1.1?.,...., berrm| | m/z 134.00  33.64%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U A R IR
8.00 8.20 8.40 8.60
0
31 4 Sﬁ 78 m/z 68.10 31.38%
1 | !
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
"800 820 840 8.60
5000 67 m/z 66.10 22.80%
41 97
53 2 117
34 60 89 105 124
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e Rl ERmma ne
132 8.00 8.20 8.40 8.60
m/z 69.10 15.57%
117
5000
39 91
51 65 ‘
27 77 105
.,...‘.,....,‘....i‘:‘..5.8,a‘l‘..,...‘:‘,.8?'..‘,‘:..9.8,a‘a‘..,..ll,.l.z.sl‘ N P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012518\
Data File : BG032309.D

Acq On : 26 Jan 2018 00:56

Operator : SJ/JU

Sample - J1289-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_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]
Butane, 2-methoxy... 3.46 53.9 ng 472797 1 8.72 175576 20.0
unknown8.24 8.24 115.8 ng 1016150 1 8.72 175576 20.0
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