LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031518\
Data File : BG033179.D

Aca On : 15 Mar 2018 16:37

Operator : SJ/JU

Sample : J1757-02

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

3.501 30 36 50 rvB 84387 185018 5.62% 1.113%
3.625 50 57 61 rvB 71743 123283 3.74% 0.742%
rvB 121766 208599 6.34% 1.255%
6.315 508 515 540 rBV 624039 1269747 38.56% 7.641%
8.007 794 803 828 rBV 573602 1237552 37.59% 7.447%
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8.412 863 872 887 rBV 696942 1418125 43.07% 8.533%
8.900 946 955 968 rBV 117873 240202 7.30% 1.445%
9.235 1003 1012 1032 rBV 564098 1097536 33.33% 6.604%
10.098 1150 1159 1179 rBV 454906 922097 28.00% 5.549%
11.784 1437 1446 1453 rBV 178163 346903 10.54% 2.087%

=
QO ~NO®

11 14.146 1840 1848 1864 rBV 1235550 2038750 61.92% 12.268%
12 15.515 2074 2081 2089 rBvV2 266817 456981 13.88% 2.750%
13 16.989 2325 2332 2346 rBV 1123744 1817652 55.20% 10.938%
14 18.246 2539 2546 2558 rBV 363616 600172 18.23% 3.611%
15 20.766 2968 2975 2981 rBV 2412120 3292621 100.00% 19.813%

16 22.599 3281 3287 3298 rVB2 357936 664948 20.20% 4_.001%
17 26.400 3924 3934 3947 rVB3 210952 698254 21.21% 4.202%

Sum of corrected areas: 16618440
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031518\
Data File : BG033179.D

Aca On : 15 Mar 2018 16:37

Operator : SJ/JU

Sample : J1757-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\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: BG033179.D
2000000
1500000

1000000

8.41
6.32 8.01 9.23
500000 10.10

3.562 5.80 8.90 11.78

Time--> 3.50 4.00 450 500 550 600 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG033179.D
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2000000

1500000

14.15
16.99

1000000

500000 18.05 22,60
15.51
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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: BG033179.D
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26.40
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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:\HPCHEM1\BNA G\DATA\BG031518\
Data File : BG033179.D

Aca On : 15 Mar 2018 16:37

Operator : SJ/JU

Sample : J1757-02

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 5

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

3.62 10.26 ng 123283 1,4-Dichlorobenzene-d4 8.90
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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 56 (3.619 min): BG033179.D (-50) (-) m/z 73.05 100.00%
3

7
5000 43
55 87

340 360 3.80 4.00

b 80 Tm/z 43.05  44.85%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA L L L L L L B ) B
43 340 360 3.80 4.00
%5 87 m/z 55.00 30.14%
29
35 ‘\w | 50 ‘ 67 | | 80
I I i o o L LA e o e e BN N e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
O B e o e M
a1 - 87 340 3.60 3.80 4.00
5000 m/z 87.05 26.57%
29
15 67 97
N L i o o o o o o o N A e o o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- T
73 340 360 3.80 4.00

m/z 41.05 14 .91%

5000 43
58
L

m/z--> 10 20 30 40 50 60 70 80 90 100 340 360 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031518\
Data File : BG033179.D

Aca On : 15 Mar 2018 16:37

Operator : SJ/JU

Sample : J1757-02

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 3

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

5.80 17.37 ng 208599 1,4-Dichlorobenzene-d4 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2-Pentanone. 5-hvdroxyv- 102 C5H1002 001071-73-4 9
5 N,N"-Bis(2-methyl-2-nitrosopenta... 258 C12H22N204 094514-30-4 9

Abundance Scan 427 (5.798 min): BG033179.D (-423) (-) m/z 43.05 100.00%
a3
59
5000 A
101 T T [T T T T
51 | 13 83 | 540 560 580 6.00 6.20
A S M m/z 59.05 55.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- /k
43
5000 LS UL AR R
59 540 560 580 6.00 6.20
m/z 101.05 18.02%
15 31 101
‘ 11 ‘ ' 51 Il 83 ‘
mz-> 10 % 30 4 80 60 70 80 90 100 110 130 130 140
Abundance
59
540 560 580 6.00 6.20
5000 M m/z 58.05 15.72%
68
50 126 142
wﬁmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate PAPMOIW IR ML SPEDNPOY
43 540 560 580 6.00 6.20
m/z 41.00 8.78%
5000
58
A
mizs 10 % 3 4o % 60 7o 80 95 100 110 130 150 150 | | 540 550 580 600 650
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031518\
Data File : BG033179.D

Aca On : 15 Mar 2018 16:37

Operator : SJ/JU

Sample : J1757-02

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 unknown8.41 Concentration Rank 1

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

8.41 118.08 ng 1418130 1,4-Dichlorobenzene-d4 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvporomine-propionvl 189 C12H15NO 1000123-86-3 10
4 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 872 (8.412 min): BG033179.D (-863) (-) m/z 131.95 100.00%
5000 68 /L
8.00 820 840 8.60 8.80
T m/z 68.05 42 .09%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 NSNS
8.00 8.20 8.40 8.60 8.80
31 51 78 m/z 133.95 31.85%
‘ L H | L
miz--> 40 60 80 100 120 140 160 180
Abundance
132
8.00 820 8.40 8.60 8.80
5000 m/z 66.05 28.35%
33 44 o 105
60 ™" 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 8.00 8.20 8.40 8.60 8.80
24 m/z 69.05 17.39%
5000 98 116
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG031518\
Data File : BG033179.D

Acq On : 15 Mar 2018 16:37

Operator : SJ/JU

Sample - J1757-02

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... 3.62 10.3 ng 123283 1 8.90 240202 20.0
2-Pentanone, 4-hy... 5.80 17.4 ng 208599 1 8.90 240202 20.0
unknown8 .41 8.41 118.1 ng 1418130 1 8.90 240202 20.0
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