LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100819\
Data File : BG043094.D

Aca On : 8 Oct 2019 20:34

Operator :© JU

Sample : PB123740BL

Misc :

ALS Vial : 13 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-BG092519 .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 3.160 6 12 20 rBv 165645 383028 7.14% 1.482%
2 3.272 23 31 40 rVB 630062 1118129 20.84% 4.327%
3 3.548 73 78 87 rBv 111508 147269 2.74% 0.570%
4 4.688 265 272 279 rBV2 35005 55971 1.04% 0.217%
5 5.140 343 349 353 rBV 42571 66207 1.23% 0.256%

5.640 426 434 452 rBV 1026497 1736475 32.36% 6.720%
7.232 695 705 718 rBV 1086338 1897932 35.37% 7.344%
7.596 759 767 779 rBV 1102499 1903593 35.47% 7.366%
8.054 838 845 856 rBV 220734 379963 7.08% 1.470%
8.383 892 901 909 rBvV 805324 1433515 26.71% 5.547%

=
QO ~NO®

11 9.218 1033 1043 1055 rBvV 628005 1175116 21.90% 4._.547%
12 10.857 1316 1322 1334 rBV 262253 484286 9.02% 1.874%
13 13.301 1731 1738 1749 rBV 1845169 2869887 53.48% 11.105%
14 14.676 1964 1972 1980 rBV 461628 721154 13.44% 2.791%
15 16.163 2217 2225 2241 rBV 1808442 2687095 50.07% 10.398%

16 17.420 2432 2439 2448 rBV 626861 976347 18.19% 3.778%
17 20.029 2877 2883 2892 rBV 4030434 5366487 100.00% 20.766%

18 21.685 3159 3165 3176 rBv2 728523 1183788 22.06% 4_.581%
19 24.905 3700 3713 3727 rBV 418983 1255976 23.40% 4 _.860%

Sum of corrected areas: 25842218

8270-BG092519_.M Wed Oct 09 17:48:00 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100819\
Data File : BG043094.D

Aca On : 8 Oct 2019 20:34

Operator : JU

Sample : PB123740BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519 .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: BG043094.D
4000000

3000000

2000000

5.64 7.23 7.60
1000000 8.38
3.27 9.22

B. 8.05 10.86
3.55 4.69 5.14

L LSS SRR L SHBMRSMESRSREFRUESIE L USRS L BN BY | USSR | NSRS G SR ———————

Time--> 3.50 4.00 450 500 550 600 650 7.00 750 8.00 8.50 900 950 1000 1050 1100 1150 1200 1250

Abundance TIC: BG043094.D
4000000 20,03

3000000

2000000f 13.30 16.16

1000000 21,69

17.42
14.68

O e B B o o i L e o e B B B i

Time--> 13.00 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: BG043094.D
4000000

3000000

2000000

1000000
24.91

ST T T T T T T T T T T T e T

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\HPCHEMI1\BNA G\DATA\BG100819\
Data File : BG043094.D

Aca On : 8 Oct 2019 20:34

Operator :© JU

Sample : PB123740BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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.

3.27 58.85 ng 1118130 1,4-Dichlorobenzene-d4 8.05
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 38
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 25
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 31 (3.272 min): BG043094.D (-23) (-) m/z 73.10 100.00%
7B ﬁ
5000 43
3.203.30 3.40 3.50 3.60 3.70
0 ...JA,J.J..,....,....?0.7.?3.7,....,....,....4,0‘.‘ m/z 43.10 39.85%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
43 3.203.30 3.40 3.50 3.60 3.70
m/z 87.10 27 .16%
0 '”lmJ'J"I""I UL VAR LR AL UL U
m'z-> 0 50 100 150 200 250 300 350 400
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7
3.203.30 3.40 3.50 3.60 3.70
5000 a1 m/z 55.10 26 .40%
O 'ulufﬁ J"?T' }%g'l' LR UL UL WU BURLELL U
mz-> 0 50 100 150 200 250 300 350 400
Abundance #1877: Acetamide, N-ethyl-
30 3.203.30 3.40 3.50 3.60 3.70
m/z 41.10 11.80%
5000 87
0 J'ng%{" [rrrrprr [Tt e T
m'z-> 0 50 100 150 200 250 300 350 400 3.203.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100819\
Data File : BG043094.D

Aca On : 8 Oct 2019 20:34

Operator :© JU

Sample : PB123740BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Propyl acetate Concentration Rank 5

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

3.55 7.75 ng 147269 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 72
2 lIsopropvl acetate 102 C5H1002 000108-21-4 33
3 1-Pentanol. 5-chloro-. acetate 164 C7H13Cl02 020395-28-2 9
4 Propane. 1.1"-sulfonvlbis- 150 C6H1402S 000598-03-8 9
5 Isobutylamine 73 C4H11N 000078-81-9 7

Abundance Scan 78 (3.548 min): BG043094.D (-73) (-) m/z 43.10 100.00%
43
5000
713 10 c16 320 3.40 3.60 3.80
- e m/z 61.10 27 .47%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4251: n-Propyl| acetate
43
5000 S S S
3.20 3.40 3.60 3.80
r3 m/z 73.10 13.62%
103
0"”'wJ"w'"w'"w"'w"'w"'w"'w"'w"'w"
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4255: Isopropy! acetate
43
320 340 360 380
5000 m/z 42.05 10.60%
15 | 8(
T g I o B I W I W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #34020: 1-Pentanol, 5-chloro-, acetate
43 3.20 3.40 3.60 3.80
m/z 41.10 9.56%
5000
3
TR IR o
mz-> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100819\
Data File : BG043094.D

Aca On : 8 Oct 2019 20:34

Operator :© JU

Sample : PB123740BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Propanoic acid, propyl ester Concentration Rank 7

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

4.69 2.95 ng 55971 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 72
2 Propanoic acid. butvl ester 130 C7H1402 000590-01-2 40
3 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 33
4 Isobutvl ether 130 C8H180 000628-55-7 25
5 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 12

Abundance Scan 272 (4.688 min): BG043094.D (-265) (-) m/z 57.10 100.00%
57
5000
75
3 440 4.60 4.80 5.00
o 207 264 33 'm/z 75.10 30.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #8160: Propanoic acid, propyl ester
57
29
5000 R AN RS SRS LA
75 440 4.60 4.80 5.00
m/z 43.05 21.31%
ol 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #13459: Propanoic acid, butyl ester
57
440 460 480 500
5000 29 m/z 41.05 9.58%
75
0 I, [ 101
m/z--> 20 4'0 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #8199: Propanoic acid, 1-methylethy| ester
57 440 4.60 4.80 5.00
m/z 42.05 9.42%
5000 29
75
101
O}ENLJL”L”W”“P”W””P”W””'”'””'”'””'“W””P”W””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100819\
Data File : BG043094.D

Aca On : 8 Oct 2019 20:34

Operator :© JU

Sample : PB123740BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 5 Butanoic acid, l-methylethy... Concentration Rank 6

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

5.14 3.48 ng 66207 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 72
2 Propanoic acid. 2-methvl-., 1-met... 130 C7H1402 000617-50-5 72
3 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 59
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 50
5 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 45

Abundance Scan 349 (5.140 min): BG043094.D (-343) (-) m/z 43.10 100.00%
a3
71
5000
89 M R s
59 480 5.00 5.20 5.40
115
o :'..-.',..:'.,.!|..1,°.2..-.,....,....,....,....,2.97.. m/z 71.10 56.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13515: Butanoic acid, 1-methylethyl ester
43
71
N /
5000 S A N R
4.80 5.00 5.20 5.40
5o 89 m/z 41.05 25.93%
27 | 102 115
0"”I'h”ll'”I"”I'!”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13577: Propanoic acid, 2-methyl-, 1-methylethyl ester
43
4.80 5.00 5.20 5.40
5000 m/z 89.10 23.39%
71
89
27
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20897: Butanoic acid, butyl ester R e
7 4.80 5.00 5.20 5.40
m/z 42.10 11.00%
43
89
5000 56
27
I N O I el
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100819\
Data File : BG043094.D

Aca On : 8 Oct 2019 20:34

Operator :© JU

Sample : PB123740BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 6 unknown7.60 Concentration Rank 1

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

7.60 100.20 ng 1903590 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 768 (7.602 min): BG043094.D (-759) (-) m/z 132.00 100.00%
132
5000 68
96 | R UL L
40 | 15 354 7.20 7.40 7.60 7.80 8.00
0b—— ol b (= m/z 68.10 41.08%
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AR S A

7.20 7.40 7.I60 7.80 8.00
m/z 134.00  33.49%

31 51
m/z--> 50 100 150 200 250 300 350
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
I e o e S R
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.83%
63 104
RIS - S
m/z--> 50 100 150 200 250 300 350
Abundance #14491: 5-Aminoindole f T e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.87%
5000
104
66
ol i86 1 O
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100819\
Data File : BG043094.D

Acq On : 8 Oct 2019 20:34

Operator : JU

Sample : PB123740BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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... 3.27 58.9 ng 1118130 1 8.05 379963 20.0
n-Propyl acetate 3.55 7.8 ng 147269 1 8.05 379963 20.0
Propanoic acid, p.--. 4.69 3.0 ng 55971 1 8.05 379963 20.0
Butanoic acid, 1-... 5.14 3.5 ng 66207 1 8.05 379963 20.0
unknown7 .60 7.60 100.2 ng 1903590 1 8.05 379963 20.0
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