LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010719\
Data File : BG038981.D

Aca On : 8 Jan 2019 00:25

Operator : JU/SJ

Sample : K1010-02

Misc :

ALS Vial : 16 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-BG121218 .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 3.194 14 18 27 rVB2 50861 85640 4.21% 0.858%
2 3.488 63 68 75 rvB 42583 55741 2.74% 0.559%
3 4.634 257 263 270 rBV 22646 33565 1.65% 0.336%
4 5.086 334 340 344 rBV 16552 25442 1.25% 0.255%
5 5.133 344 348 356 rVB 47313 75743 3.72% 0.759%
6 5.603 421 428 441 rBV 388389 637464 31.33% 6.390%
7 7.207 694 701 713 rBV 368492 653294 32.11% 6.549%
8 7.577 755 764 772 rBV 417680 742820 36.51% 7.446%
9 8.047 838 844 851 rBV 96518 169697 8.34% 1.701%
10 8.370 891 899 908 rVB 327884 582786 28.65% 5.842%

11 9.222 1036 1044 1055 rBvV 264779 492224 24.19%% 4.934%
12 10.862 1316 1323 1337 rBV 124191 235116 11.56% 2.357%
13 13.300 1730 1738 1750 rBV 776250 1252794 61.58% 12.558%
14 14.592 1953 1958 1965 rBV2 10578 22192 1.09% 0.222%
15 14.686 1967 1974 1981 rVB3 202744 345010 16.96% 3.458%

16 16.179 2220 2228 2243 rBV2 634880 1054905 51.85% 10.575%
17 17.430 2433 2441 2448 rBV2 279684 440491 21.65% 4.416%
18 20.033 2877 2884 2892 rBV 1540632 2034426 100.00% 20.394%
19 21.708 3162 3169 3179 rBvV 283786 495074 24.33% 4_.963%

20 23.153 3410 3415 3422 rVB5 12991 25331 1.25% 0.254%
21 23.958 3547 3552 3559 rVB2 16071 32435 1.59% 0.325%
22 24.910 3708 3714 3719 rBVS 12166 27223 1.34% 0.273%

23 24.998 3720 3729 3742 rVB2 154713 456343 22.43% 4_575%

Sum of corrected areas: 9975756
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010719\
Data File : BG038981.D

Aca On : 8 Jan 2019 00:25

Operator : JU/SJ

Sample : K1010-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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: BG038981.D
1400000
1200000
1000000

800000

600000

5.60 7.21 7.58

400000 8.37

9.22
200000 10.86

8.05
8.193.49
; 463 2

L e T

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038981.D

20.03
1400000

1200000
1000000

800000 13.30

16.18
600000

400000
17.43 2171

200000 14.69

14.59
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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: BG038981.D

1400000
1200000
1000000
800000
600000
400000

200000 25.00
23.15 23.96 24 AA&[

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\HPCHEMI\BNA G\DATA\BG010719\
Data File : BG038981.D

Aca On : 8 Jan 2019 00:25

Operator : JU/SJ

Sample : K1010-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown3.19 Concentration Rank 3

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

3.19 10.09 ng 85640 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 45
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 Ethanol. 2-T2-(2-methoxvethoxv)e... 206 C9H1805 003610-27-3 9
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 17 (3.188 min): BG038981.D (-14) (-) m/z 73.00 100.00%
73
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
Obrrrrrrrprrrr prrrbb bt e bbb e e || M7z 43.00 49 46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HUAL U IR IR IR U
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.00 31.90%
fg ,, 80
G R AR RS AN AR RARRS AR AR RARRS RAAS RARS SARSN SARR RRRRA N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 HUAL IR IR IR IR UL
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 55.00 30.82%
29
o L L \ Nyoeslll 80 | o7 12 1z
mz-> 1 20 30 4b % 60 70 8 % 100 110 130 1% 140
Abundance #66507: Ethanol, 2-[2-(2-methoxyethoxy)ethoxy]-, acetate R
43 3.20 3.30 3.40 3.50 3.60
m/z 45.00 12.08%
5000 87
15 29
o “ Illss |ls0o 5 7@ 103 118 129
m/z--> 10 20 30 40 50 60 70 80 gb 100 110 120 130 140 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010719\
Data File : BG038981.D

Aca On : 8 Jan 2019 00:25

Operator : JU/SJ

Sample : K1010-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 n-Propyl acetate Concentration Rank 5

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

3.49 6.57 ng 55741 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 Oxirane., 2.3-dimethvl-. cis- 72 C4H80 001758-33-4 7
3 Isobutvlamine 73 C4H11IN 000078-81-9 5
4 1-Butanamine 73 C4H11IN 000109-73-9 4
5 Pentane 72 C5H12 000109-66-0 4

Abundance Scan 68 (3.488 min): BG038981.D (-63) (-) m/z 43.00 100.00%
a3
5000
6|1 73 320 340 360 380
39| 49 57 84 ' : ' :
O'WMW““W“P“WMH““P“J!H““W“v“hMW““WLP“WMW““va m/z 61.00 20.13%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4249: n-Propyl acetate
a3
5000 D S A
o1 320 340 3.60 3.80
73 m/z 73.00 10.01%
1o 27 8t 39, 57, | 87
Ofrrprrrr ey T T T T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #703: Oxirane, 2,3-dimethyl-, cis-
43
320 340 360 380
5000 m/z 42.00 9.83%
29
15 2
o 12 19 323639, ||46 5053 57 72
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #751: Isobutylamine
30 320 340 3.60 3.80
m/z 41.00 9.16%
5000
o 15 27| 38l 50 55 68 /3
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 320 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010719\
Data File : BG038981.D

Aca On : 8 Jan 2019 00:25

Operator : JU/SJ

Sample : K1010-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Propanoic acid, propyl ester Concentration Rank 6

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

4.63 3.96 ng 33565 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 56
2 Azetidine 57 C3H7N 000503-29-7 9
3 1-Pentanamine 87 C5H13N 000110-58-7 9
4 Propanoic acid. butvl ester 130 C7H1402 000590-01-2 9
5 Formic acid, 2-propenyl ester 86 C4H602 001838-59-1 5

Abundance Scan 262 (4.628 min): BG038981.D (-257) (-) m/z 57.00 100.00%
57
5000
43 [
| 87 420 4.40 4.60 4.80 5.00
Y m/z 75.00 28.21%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8160: Propanoic acid, propyl ester
57
29
5000 IR UL RN A
43 75 420 4.40 4.60 4.80 5.00
‘ m/z 43.00 23.78%
o Al 37,h| L , 8 101 115
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #196: Azetidine
28
57 420 440 460 480 5.00
5000 m/z 41.00 13.62%
42
0 ”I"l R e
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #1906: 1-Pentanamine
30 420 4.40 4.60 4.80 5.00
m/z 42.05 9.84%
5000
0 W A 5056 63 69 81 87
m/z--> 20 30 40 50 60 70 80 90 100 110 120 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010719\
Data File : BG038981.D

Aca On : 8 Jan 2019 00:25

Operator : JU/SJ

Sample : K1010-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Butanoic acid, l-methylethy... Concentration Rank 7

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

5.09 3.00 ng 25442 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 83
2 Propanoic acid. 2-methvl-., 1-met... 130 C7H1402 000617-50-5 72
3 N-Hvdroxvmethvlacetamide 89 C3H7NO2 000625-51-4 36
4 Propvl nitrite 89 C3H7NO2 000543-67-9 12
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 9

Abundance Scan 341 (5.092 min): BG038981.D (-334) (-) m/z 43.00 100.00%
43
5000 [
89 R R RN R
|| 5|9 | 480 500 520 5.40
1 e — m/z 71.00 50.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13515: Butanoic acid, 1-methylethyl ester
43
71
5000 UL R N '|""/
4.80 5.00 5.20 5.40
5o 89 m/z 40.95 22 .93%
27 | 102 115
0”I”'W'“hP'”IJ'W'”'P'“Ih'ﬂ'”!ﬁ'”I”'W'“W'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13577: Propanoic acid, 2-methyl-, 1-methylethyl ester
43
4.80 5.00 5.20 5.40
5000 m/z 88.90 18.10%
71
89
27
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2176: N-Hydroxymethylacetamide R e AR
43 4.80 5.00 520 5.40
m/z 42.00 17.00%
5000 n 89
o 51 %
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010719\
Data File : BG038981.D

Aca On : 8 Jan 2019 00:25

Operator : JU/SJ

Sample : K1010-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.13 8.93 ng 75743 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 9

Abundance Scan 347 (5.127 min): BG038981.D (-344) (-) m/z 43.00 100.00%
43
59
5000
e 80 500 520 540 |
o...,....,....,....','::..??..'!,....,....,??..,...:,|....,. m/z 58.95 53.48%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL R I
59 480 500 520 540
m/z 101.00 19.92%
15 31 101
0 25,7 37, 53, | 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 500 520 540
5000 m/z 58.00 13.33%
29 101
o 15 |, 3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43 4.80 5.00 5.20 5.40
m/z 41.00 8.06%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010719\
Data File : BG038981.D

Aca On : 8 Jan 2019 00:25

Operator : JU/SJ

Sample : K1010-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.58 Concentration Rank 1

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

7.58 87.55 ng 742820 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 16
5 5-Aminoindole 132 C8H8N2 005192-03-0 16

Abundance Scan 764 (7.577 min): BG038981.D (-755) (-) m/z 132.00 100.00%
32
5000 68
40 0 54 62|| . |61°3 720 7.40 7.60 7.80 8.00
O e b it et e bt e e || M/Z 68.00  38.00%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 A UL UL LR
7.20 7.40 7.60 7.80 8.00
31 70 m/z 133.90 33.26%
. 44 51 6D 7 86 | 105 116
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 A UL UL LR
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 27 .69%
78
31 38 44
0”'Wt”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A mamE e R
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.92%
5000
33 44 o g7 105
0 1 60 TP s s ‘
m/z--> 30 40 5'0 60 70 80 90 100 110 120 130 140 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\BG010719\
Data File : BG038981.D

Acq On : 8 Jan 2019 00:25

Operator : JU/SJ

Sample : K1010-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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]
unknown3.19 3.19 10.1 ng 85640 1 8.05 169697 20.0
n-Propyl acetate 3.49 6.6 ng 55741 1 8.05 169697 20.0
Propanoic acid, p.--. 4.63 4.0 ng 33565 1 8.05 169697 20.0
Butanoic acid, 1-... 5.09 3.0 ng 25442 1 8.05 169697 20.0
2-Pentanone, 4-hy... 5.13 8.9 ng 75743 1 8.05 169697 20.0
unknown7 .58 7.58 87.5 ng 742820 1 8.05 169697 20.0
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