LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG122617\

Data File : BG031785.D

Aca On - 27 Dec 2017 6:31 Instrument :
Operator : SJ/JU BNA_G

Sample - 17009-03 ClientSampleld :
Misc - 121917-JETT-F-D-S
ALS Vial : 29 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-BG122117.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

3.434 19 25 36 rBv2 73698 157476 3.70% 1.048%
3.523 36 40 52 rvB 28041 48015 1.13% 0.319%
rBv 166692 290323 6.83% 1.932%
7.900 778 785 797 rVB 113787 211453 4.97% 1.407%
8.311 847 855 869 rBvV 322565 612288 14.40% 4._.074%
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8.805 932 939 950 rVvB 132900 236457 5.56% 1.573%
9.140 987 996 1009 rVvB 500828 964152 22.67% 6.415%
10.003 1134 1143 1155 rVB 351942 650206 15.29% 4_.326%
11.689 1423 1430 1443 rBV 190938 347369 8.17% 2.311%
14.063 1825 1834 1844 rBV 1469904 2366075 55.64% 15.743%
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11 15.432 2059 2067 2076 rVB2 338725 580752 13.66% 3.864%
12 16.907 2311 2318 2333 rBV 771207 1243156 29.23% 8.272%
13 18.164 2526 2532 2542 rBV2 539559 841563 19.79%% 5.600%
14 20.697 2957 2963 2972 rBV 3039893 4252501 100.00% 28.295%
15 22.512 3263 3272 3283 rBV2 581495 1104793 25.98% 7.351%

16 26.267 3899 3911 3925 rBV2 336500 1122670 26.40% 7.470%

Sum of corrected areas: 15029249
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA G\DATA\BG122617\
Data File : BG031785.D

Aca On : 27 Dec 2017 6:31

Operator : SJ/JU

Sample : 17009-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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: BG031785.D
3000000

2500000
2000000
1500000

1000000

9.14
500000 831 10.00

6.23 11.69
03’é§2 7.90 8.80
Time--> 3.50 4.00 4.50 5.00 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 12.50

Abundance TIC: BG031785.D
3000000 20.70

2500000
2000000
1500000 14.06

1000000
16.91

18.16 22.51

500000 15.43
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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: BG031785.D
3000000

2500000
2000000
1500000
1000000

500000 26.27

R BB LS - i i i i

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 : U:\HPCHEM1\BNA G\DATA\BG122617\
Data File : BG031785.D

Aca On : 27 Dec 2017 6:31

Operator : SJ/JU

Sample : 17009-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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 4

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

3.52 4_.06 ng 48015 1,4-Dichlorobenzene-d4 8.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 28
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10

Abundance Scan 40 (3.523 min): BG031785.D (-36) (-) m/z 73.10 100.00%
73.1
5000
430 550 871 L e T
340 360  3.80
o S N RS S 1 O N — m/z 43.00 32.11%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 340 360 3.80
550 87.0 m/z 87.10 28.93%
29.0 ‘
0 In ‘ ‘ ‘ !
W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'
m/z--> 20 30 70 80 90 100 110 120 130
Abundance
73.0
87.0 ey
340 360  3.80
5000 41.0 550 m/z 55.05 24 _.95Y%
29.0
o 97.0 112.0  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13730: 3-Hexanol, 2,4-dimethyl- e e
73.0 340 360  3.80
45.0
550 m/z 41.05 10.53%
5000 87.0
29.0
ok ,.”.,..“..w..”,.”.,”..“...“..w..”,.”.,”..“... A D S—
m/z--> 20 40 50 60 70 80 90 100 110 120 130 340 360  3.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG122617\
Data File : BG031785.D

Aca On : 27 Dec 2017 6:31

Operator : SJ/JU

Sample : 17009-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown8.31 Concentration Rank 2

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

8.31 51.79 ng 612288 1,4-Dichlorobenzene-d4 8.80

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9

5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 855 (8.311 min): BG031785.D (-847) (-) m/z 132.00 100.00%
132.0
5000
68.1
R AEARSREEREE SR
401 540 %1 8.00 820 8.40 8.60
0 N B m/z 68.10 32.07%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LIS L L L L L B L L LN |
8.00 8.20 8.40 8.60
0
310 510 m/z 134.00 31.78%
0 ‘ b1 H 1 . !
e e e e e T
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
R AEARAREEREE SRS
8.00 8.20 8.40 8.60
5000 67.0 m/z 66.00 20.15%
41.0 97.0
117.0
54,0 81.0
= S B o o o = S,
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl £ e
57.0 132.0 8.00 8.20 8.40 8.60
m/z 96.10 14.19%
74.0
5000 98.0 116.0
SIS SV | OO N Y ST SO | U
m/z--> 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEMI1\BNA_G\DATA\BG122617\
Data File : BG031785.D

Acq On : 27 Dec 2017 6:31

Operator : SJ/JU

Sample : 17009-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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]
Butane, 2-methoxy... 3.52 4.1 ng 48015 1 8.80 236457 20.0
unknown8.31 8.31 51.8 ng 612288 1 8.80 236457 20.0
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