LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011619\

Data File : BM018598.D

Aca On 17 Jan 2019 01:23 Instrument :

Operator : JU/SJ EFAﬁg el
- - lentosampleld :

a?zgle : K1012-08 EO-01-011519-A

ALS Vial : 21 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\HPCHEM1\BNA M\METHODS\8270-BM010919.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 3.293 31 35 46 rVB 633984 739769 3.17% 0.651%
2 4.404 218 224 231 rBvVY 367890 496761 2.13% 0.437%
3 4.846 294 299 303 rBvV 370538 461417 1.98% 0.406%
4 4.899 303 308 324 rVvB 342853 518542 2.22% 0.457%
5 5.340 377 383 392 rBY 5246720 7720026 33.08% 6.797%
6 6.928 645 653 667 rBY 4655540 7299523 31.28% 6.427%
7 7.287 706 714 727 rBV 6268352 10003042 42.87% 8.808%
8 7.745 785 792 800 rBY 1290913 2045986 8.77% 1.801%
9 8.069 839 847 863 rBvY 4761330 7762099 33.26% 6.834%
10 8.916 983 991 1002 rBVY 3657014 6179180 26.48% 5.441%
11 10.539 1260 1267 1273 rBV 1695500 2790386 11.96% 2.457%
12 13.016 1680 1688 1708 rBVY 9755654 15015230 64.35% 13.221%
13 14.398 1916 1923 1931 rBV2 2391863 3768956 16.15% 3.319%
14 15.892 2169 2177 2194 rBV 8062756 11867898 50.86% 10.450%
15 17.145 2383 2390 2403 rBV2 3200027 4663653 19.99% 4.106%
16 19.780 2831 2838 2843 rBVY 18869556 23335423 100.00% 20.547%
17 21.333 3097 3102 3112 rBVY 3917552 5062039 21.69% 4._457%
18 23.609 3483 3489 3499 rVB2 1991833 3842924 16.47% 3.384%

Sum of corrected areas: 113572854
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011619\
Data File : BM018598.D

Aca On 17 Jan 2019 01:23

Operator : JU/SJ

Sample : K1012-08

Misc :

ALS Vial :© 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM018598.D
1.5e+07
1e+07
7.29
5.34
5000000 6.93 8.07
8.92
10.54
7.75
3.29
o R sl - | I ,,,/L, I SR
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM018598.D
19,78
1.5e+07
le+07 13.02
15.89
5000000
17.14
14.40
O IR e I e o o o o T L o e e B o T L o o o LA o o iy i
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018598.D
1.5e+07
1e+07
5000000 21.33
27(61
O i B I e e e B B I L e B e e e B e o e IR A B e e B o B e
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018598.D

Aca On : 17 Jan 2019 01:23

Operator : JU/SJ

Sample : K1012-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Propyl acetate Concentration Rank 3

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

3.29 7.23 ng 739769 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 Acetic acid. l-methvlethvl ester 102 C5H1002 000108-21-4 38
3 Pentane 72 C5H12 000109-66-0 5
4 Isobutvlamine 73 C4H11IN 000078-81-9 5
5 1-Butanamine 73 C4H11IN 000109-73-9 5

Abundance Scan 35 (3.293 min): BM018598.D (-31) (-) m/z 43.05 100.00%
43
5000
61
73 320 340 360
obrr il il L 87 102 117 133 147 193 209 m/z 61.00 24.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4160: n-Propyl| acetate
43
5000 AL AL R
o1 320 340  3.60
73 m/z 73.00 14 _.38%
15 27 87
G L S S S B W B LI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4236: Acetic acid, 1-methylethyl ester
43
320 340 360
5000 m/z 42.05 11.16%
61
87
0 '}?l??"ﬁw"'h"' 'IJ"}?%"'I'"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #694: Pentane T
43 320 340  3.60

m/z 41.05 10.28%
5000 27

57
s | ) 7
| 1

O e e

T
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20

T
3.60

T
3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018598.D

Aca On : 17 Jan 2019 01:23

Operator : JU/SJ

Sample : K1012-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Propanoic acid, propyl ester Concentration Rank 5

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

4.40 4.86 ng 496761 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid. butvl ester 130 C7H1402 000590-01-2 38
3 Propanoic acid. 1-methvlethvl ester 116 C6H1202 000637-78-5 25
4 3-Pentanol. 3-(1.1-dimethvlethvl... 200 C13H280 041902-42-5 9
5 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 9

Abundance Scan 223 (4.399 min): BM018598.D (-218) (-) m/z 57.00 100.00%
57
5000 75
43 INSEBENAEBESSREESARE
| 87 15 133 207 4.00 420 4.40 4.60 4.80
MMM S m/z 75.10 38.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7927: Propanoic acid, propyl ester
57
5000 75 NSRBI
29 4.00 420 4.40 4.60 4.80
43 m/z 43.05 22 .31%
87
0'}?Phh”ﬁ"'H”'“I”"I'”'I"”I"'W""P"'I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13020: Propanoic acid, butyl ester
57
400 420 440 4.60 4.80
5000 29 m/z 41.05 15.82%
75
41
o5 Il ‘W 87 101
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #7969: Propanoic acid, 1-methylethyl ester T T T R T
57 4.00 420 4.40 4.60 4.80
m/z 42.10 8.77%
43
5000
29
75
Oy J'I'qg }?%"' LD PR DL SN SN NSRBI RRRE N
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018598.D

Aca On : 17 Jan 2019 01:23

Operator : JU/SJ

Sample : K1012-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Butanoic acid, l-methylethy... Concentration Rank 6

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

4.85 4_.51 ng 461417 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 90
2 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 59
3 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 53
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 50
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 50

Abundance Scan 300 (4.852 min): BM018598.D (-294) (-) m/z 43.05 100.00%
43
71
5000
‘ 89 Ay A e——
60 460 4.80 5.00 5.20
102 115
Ol AL 2020 133 191 207 1 hzn71.05  68.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13062: Butanoic acid, 1-methylethyl ester
43
71
5000 A AR A e AR
85 4.60 4.80 5.00 5.20
- 60 m/z 41.05 31.59%
o35 Tl ) | 102115 15
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13018: Butanoic acid, propy! ester
43 71
_V_V_I_V—|_|_|_|_|—|_|_|_l_|—|_!_|_|_|—|—|_""
27 4.60 4.80 5.00 5.20
5000 89 m/z 89.10 26 .85%
60
15
okl M L rus 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20036: Butanoic acid, butyl ester R N mae s B
7 4.60 4.80 5.00 5.20
m/z 39.05 12.91%
43
89
5000 56
27
0% '}?I""I""I""I"'}?%'}%?"" NS A Y IARSENAAEE SRR RN A
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018598.D

Aca On : 17 Jan 2019 01:23

Operator : JU/SJ

Sample : K1012-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.90 5.07 ng 518542 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Dimethadione 129 C5H7NO3 000695-53-4 40
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Hvdrazine. 1l.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 33
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 308 (4.899 min): BM018598.D (-303) (-) m/z 43.05 100.00%
43
59
5000
101 e T
460 4.80 5.00 5.20
83
Oberer et 33 M98 281 m/z 59.10 59.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L UL UL
59 460 480 500 520
m/z 101.00 25.22%
15 101
J L2 | e
m/z--> 20 40 eb 80 160 120 140 160 180 200 220 240 260 280
Abundance #12397: Dimethadione
4359 ISR S L LR
460 4.80 5.00 5.20
5000 m/z 58.05 14.57%
129
ol 1 29 86 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3955: 2,3-Butanedione, monooxime B e A RREN R
43 460 4.80 5.00 5.20
m/z 41.10 8.31%
5000
101
1529 | 58 g5
LI I L L L L B O —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> 20 4b 60 80 100 120 140 160 180 200 220 240 260 280 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018598.D

Aca On : 17 Jan 2019 01:23

Operator : JU/SJ

Sample : K1012-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.29 Concentration Rank 1

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

7.29 97.78 ng 10003000 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 715 (7.293 min): BM018598.D (-706) (-) m/z 132.00 100.00%
5000
68
40 % 700 7.20 7.40 7.60
54 . . . :
o T our W @8 m/z 68.10 34.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U N L L IR

7.00 7.20 7.40 7.60
m/z 134.00  33.43%

31 51
o.,..l.."-,!.".,.!-.-j?....,.-...,.. .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
e N R
7.00 7.20 7.40 7.60
5000 67 m/z 66.10 23.46%
41 53 97 117
s
PN P N O 8 M N —
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #13917: Benzene, 1,2,4-trifluoro-  EE B
132 7.00 7.20 7.40 7.60
m/z 69.10 15.18%
5000 63 81
31 101112
0 N N B Y A0S M S A
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011619\
Data File : BM018598.D

Acq On : 17 Jan 2019 01:23

Operator : JU/SJ

Sample : K1012-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Propyl acetate 3.29 7.2 ng 739769 1 7.75 2045990 20.0
Propanoic acid, p.--. 4.40 4.9 ng 496761 1 7.75 2045990 20.0
Butanoic acid, 1-... 4.85 4.5 ng 461417 1 7.75 2045990 20.0
2-Pentanone, 4-hy... 4._.90 5.1 ng 518542 1 7.75 2045990 20.0
unknown7 .29 7.29 97.8 ng 10003000 1 7.75 2045990 20.0
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