LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032817.D

Aca On : 26 Feb 2018 11:35

Operator : SJ/JU

Sample : J1642-02

Misc :

ALS Vial : 4 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-BG022118.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

3.520 33 39 49 rBvV 133732 323163 5.69% 1.133%
3.614 49 55 76 rVB 996707 1802464 31.72% 6.320%
rBv2 52801 92244 1.62% 0.323%
6.334 511 518 528 rBV 595299 1045393 18.40% 3.665%
8.014 791 804 814 rBV 355368 654130 11.51% 2.293%
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8.437 867 876 885 rBV 1186431 2200733 38.73% 7.716%
8.924 952 959 971 rVB 275669 493829 8.69% 1.731%
9.265 1008 1017 1026 rBV 1170346 2162841 38.07% 7.583%
10.123 1154 1163 1178 rBV 914235 1733705 30.51% 6.079%
11.814 1442 1451 1459 rBV 379719 717940 12.64% 2.517%

=
QO ~NO®

11 14.170 1843 1852 1860 rBV 2457963 3945844 69.45% 13.835%
12 15.539 2078 2085 2095 rVB2 568776 937645 16.50% 3.288%
13 17.007 2328 2335 2348 rBV 1896660 2919540 51.38% 10.236%
14 18.264 2542 2549 2558 rBV 707916 1133304 19.95% 3.974%
15 20.785 2972 2978 2989 rBV 4039977 5681953 100.00% 19.922%

16 22.623 3283 3291 3300 rBV2 699263 1309251 23.04% 4 _590%
17 26.436 3928 3940 3957 rBV2 417294 1367175 24.06% 4._.794%

Sum of corrected areas: 28521154
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032817.D

Aca On : 26 Feb 2018 11:35

Operator : SJ/JU

Sample : J1642-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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: BG032817.D
4000000

3000000

2000000

8.44 9.26
1000000, ;%1 10.12
6.33
8.01 8.9 11.81
3, 5.83

S T SRSSMESMS AR | WSS RS WS 1 SRR ML ISR LIS | R —————

Time--> 350 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 10.50 1100 1150 12.00 12.50

Abundance TIC: BG032817.D
4000000 20178

3000000

14.17

2000000 17.01

1000000

18.26 22.62
15.54

O e L I o o o o o o L o e o o LN e e e e

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: BG032817.D
4000000

3000000

2000000

1000000

26.44

R R R B =

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:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032817.D

Aca On : 26 Feb 2018 11:35

Operator : SJ/JU

Sample : J1642-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.61 73.00 ng 1802460 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 38
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 28
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 54 (3.608 min): BG032817.D (-49) (-) m/z 73.05 100.00%
7B
5000 43
55 87
371, 49 o7 340 360 380 4.00
Ot b ey e M/z 43.05  40.75%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 Tt T
43 340 360 3.80 4.00
55 87 m/z 55.05 29.18%
A T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 RS L S
340 360 3.80 4.00
5000 41 55 m/z 87.05 24.98%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- T
7B 340 360 3.80 4.00
m/z 41.05 13.06%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'” LB L L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 340 360 3.80 4.00

8270-BG022118.M Tue Feb 27 11:10:29 2018 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032817.D

Aca On : 26 Feb 2018 11:35

Operator : SJ/JU

Sample : J1642-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.83 3.74 ng 92244 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 23
5 3-Pentanol 88 C5H120 000584-02-1 17

Abundance Scan 432 (5.828 min): BG032817.D (-425) (-) m/z 43.05 100.00%
43
59
5000
73 101 [TrrTrrr [T rfrorrrs
51 | 83 540 560 5.80 6.00 6.20
) S|P S ..« N m/z 59.05 59.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL SR UL RN
540 560 5.80 6.00 6.20
59 101 m/z 101.05 18.74%
0 27 36, 51 ‘ 67 83 91
mz> 10 % 30 40 5 60 70 8 90 160 110 130 130 140 "
Abundance
59
540 560 580 6.00 6.20
5000 M m/z 58.05 17.65%
68
0 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4489: Propane, 1-ethoxy-2-methyl-
59 540 560 5.80 6.00 6.20
m/z 73.05 11.79%
5000
41
73 102
0 'W'%?'P"'I”"I'”'?}”'I"”I'"'P'g?l”"l"”l"'ﬁ""I”"I'”'I VAR AR LR AR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022618\
Data File : BG032817.D

Aca On : 26 Feb 2018 11:35

Operator : SJ/JU

Sample : J1642-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 4 unknown8.44 Concentration Rank 1

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

8.44 89.13 ng 2200730 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 877 (8.442 min): BG032817.D (-867) (-) m/z 131.95 100.00%
5000 68
% 820 840 860 8.80
oloot S 85 |y 115 m/z 68.05 37.91Y%
! HRSURNLIISS SRR UL B UL B B U - - ¢
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL L R
8.20 8.40 8.60 8.80
31 51 m/z 133.95 33.19%
0"hMH'H'|J”ﬂ|'“'|““'|"“l"'w""w"'l”"l'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
820 840 860 8.80
5000 67 m/z 66.05 25.28%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil T
132 8.20 8.40 860 8.80
m/z 69.05 15.03%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 8.20 840 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022618\
Data File : BG032817.D

Acq On : 26 Feb 2018 11:35

Operator : SJ/JU

Sample - J1642-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.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... 3.61 73.0 ng 1802460 1 8.92 493829 20.0
2-Pentanone, 4-hy... 5.83 3.7 ng 92244 1 8.92 493829 20.0
unknown8 .44 8.44 89.1 ng 2200730 1 8.92 493829 20.0
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