LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032618\

Data File : BG033337.D

Acq On : 26 Mar 2018 19:55 Instrument :

Operator : SJ/JU (B.‘,'I\!A_(tSS ol
- _ lentosampleld :

a?zgle - J2053-03 MW-03-20180323

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG031918_.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 height area % max. total
1 3.484 27 33 43 rBv 139145 286514 6.56% 1.528%
2 3.572 43 48 57 rvB 91493 145676 3.34% 0.777%
3 6.287 504 510 522 rBV 269557 546394 12.52% 2.914%
4 7.967 790 796 804 rBv2 158162 367584 8.42% 1.960%
5 8.037 804 808 818 rvB2 42619 87609 2.01% 0.467%

6 8.372 855 865 881 rBV 545039 1170226 26.81% 6.241%
7 8.866 942 949 963 rBv3 112802 256275 5.87% 1.367%
8 8.972 963 967 975 rvB2 26217 51685 1.18% 0.276%
9 9.201 997 1006 1027 rBV 579133 1198920 27.46% 6.394%
10 9.988 1132 1140 1146 rBV3 28352 56021 1.28% 0.299%

11 10.064 1146 1153 1169 rBvV 455977 1009618 23.13% 5.384%
12 11.116 1326 1332 1339 rBV3 29435 55456 1.27% 0.296%
13 11.751 1424 1440 1451 rBV 176676 400952 9.18% 2.138%
14 14.113 1832 1842 1856 rBV 1521184 2594454 59.43% 13.836%
15 14.900 1968 1976 1992 rBV2 37353 71518 1.64% 0.381%

16 15.482 2069 2075 2089 rVB2 356342 620994 14.23% 3.312%
17 16.245 2201 2205 2211 rVB3 31851 49219 1.13% 0.262%
18 16.956 2317 2326 2348 rBV 1451054 2442499 55.95% 13.025%
19 18.214 2532 2540 2555 rBV 511345 891292 20.42% 4._.753%
20 19.007 2671 2675 2680 rBV3 47684 75310 1.73% 0.402%

21 20.734 2962 2969 2981 rBV 3090802 4365485 100.00% 23.280%
22 22.556 3272 3279 3292 rVB 509960 1019119 23.34% 5.435%
23 26.322 3909 3920 3935 rVB2 288369 989064 22.66% 5.274%

Sum of corrected areas: 18751884
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LSC Report - Integrated Chromatogram

Data Path :

Data File : BG033337.D

Acq On : 26 Mar 2018 19:55
Operator : SJ/JU

Sample - J2053-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

\\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG032618\

MW-03-20180323

Abundance
3000000

2500000

2000000

1500000

1000000

500000

04
Time-->

350 4.00 450 500 550 6.00 6.50 7.00

TIC: BG033337.D

7.50 8.00 8.50

9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

14.11

15.48

14.90 ‘\ 16.25

16.96

TIC: BG033337.D

18.21

19.01

e
LN I N S N B N B B B N B

20.73

22.56

Time-->

A
LN O S B B B B B B L B B

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
3000000

2500000

2000000

1500000

1000000

500000

26.32

0

TIC: BG033337.D

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG032618\

Data File : BG033337.D

Acq On : 26 Mar 2018 19:55

Operator : SJ/JU

ﬁ?ggle i J2053-03 MW-03-20180323
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_M
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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.57 11.37 ng 145676 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 9
5 1,3-Dioxolane, 2-heptyl- 172 C10H2002 004359-57-3 9

Abundance Scan 48 (3.572 min): BG033337.D (-43) (-) m/z 73.00 100.00%
73
5000
43 55 87

98 3.40 3.60 3.80 4.00
Ol bt et bt 2 e || M/Z 43.00  31.35%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 |||||||IIII|IIII|I
340 360 3.80 4.00

43 55 87 m/z 55.00 29.48%
!

29
] |, 80
O e T T T e e T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87

340 360 3.80 4.00

5000 41 55 m/z 87.00 27.82%
29
0 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl- S
30 340 360 3.80 4.00

m/z 45.00 12.27%

5000 43 87 /\
15 72
0 T I, 5259 | AN \

R T

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 340 360 380 4.0
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG032618\

Data File : BG033337.D

Acq On : 26 Mar 2018 19:55

Operator : SJ/JU

ﬁ?ggle i J2053-03 MW-03-20180323
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_M
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 Benzene, 1,2,4-trimethyl- Concentration Rank 5

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

8.04 6.84 ng 87609 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 83
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 80
4 Mesitylene 120 C9H12 000108-67-8 78
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 72

Abundance Scan 808 (8.037 min): BG033337.D (-804) (-) m/z 105.00 100.00%
5
5000
51 7 b1 417 7.80 8.00 8.20 8.40
01 m/z 120.00 48.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #9410: Benzene, 1,2,4-trimethyl-
105
5000
7.80 8.00 8.20 8.40
o8 77 m/z 119.00 16.96%
51
‘\ \‘ i M ‘ H:!-\l
O T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
105
7.80 8.00 8.20 8.40
5000 m/z 91.00 16.72%
39 77
0 59 121
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #9430: Benzene, 1-ethyl-4-methyl-
105 7.80 8.00 8.20 8.40
m/z 106.00 15.61%
5000
oL15 30 59 " 121
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG032618\

Data File : BG033337.D

Acq On : 26 Mar 2018 19:55

Operator : SJ/JU

ﬁ?ggle i J2053-03 MW-03-20180323
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEMI1I\BNA_G\METHODS\8270-BG031918.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 4 unknown8.37 Concentration Rank 2

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

8.37 91.33 ng 1170230 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 865 (8.372 min): BG033337.D (-855) (-) m/z 132.00 100.00%
132
5000 68 \
40 54 % 8.00 820 8.40 8.60 8.80
ol 8 37 201 213 m/z 68.00 48.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 SRR RARRE SRR N
800 820 8.40 8.60 8.80
70 m/z 66.00 32.10%
31 44
Ot |""'|l J"l“"'J|?§"‘|"}%6" AU RS SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
I
69 AR NRRR AR SRR
104 8.00 8.20 8.40 860 8.80
5000 m/z 134.00 31.39%
31 51
G L R S U WA B S S WA RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14503: 1H-Benzimidazole, 2-methy!- R e
132 800 820 8.40 8.60 8.80
m/z 69.00 20.98%
5000
15 28 39 52 %3 77 90 104,
D S " A ST ST NP S NS MR A 8.00 820 840 8.60 8.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG032618\

Data File : BG033337.D

Acq On : 26 Mar 2018 19:55

Operator : SJ/JU

ﬁ?ggle i J2053-03 MW-03-20180323
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_M
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 7 Benzene, l-ethyl-2,4-dimethyl- Concentration Rank 6

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

9.99 4_.37 ng 56021 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
4 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
5 o-Cymene 134 C10H14 000527-84-4 93

Abundance Scan 1140 (9.988 min): BG033337.D (-1132) (-) m/z 119.00 100.00%
119
5000
g1 134
m 50 e 105 | 9.60 9.80 10.00 10.20 10.40
0.w.”w.“w.”qh”4b”wme.um.”wr“.ﬁh.“L:L”.“n.“” m/z 134.10 31.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-

119

5000
9.60 9.80 10.00 10.20 10.40

m/z 91.10 24 .85%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
9.60 9.80 10.00 10.20 10.40
5000 m/z 117.00 14.45%
91 134
77 105
o 15 27 % 51 5g 65 98 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14909: Benzene, 1-methyl-3-(1-methylethyl)-
119 9.60 9.80 10.00 10.20 10.40

m/z 77.00 12_.31%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.60 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG032618\

Data File : BG033337.D

Acq On : 26 Mar 2018 19:55

Operator : SJ/JU

ﬁ?ggle i J2053-03 MW-03-20180323
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_M
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 8 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.12 2.77 ng 55456 Naphthalene-d8 11.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 76
2 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 76
3 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 72
4 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 72
5 Indan, l-methyl- 132 C10H12 000767-58-8 72
Abundance Scan 1333 (11.122 min): BG033337.D (-1326) (-) m/z 117.00 100.00%
147
5000
o1 132
50 63 77 | 104 | 256 10.80 11.00 11.20 11.40
o} e e o e O AR m/z 115.00 41.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117
5000
132 10.80 11.00 11.20 11.40
m/z 119.00 28.38%
AN i N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
117
10.80 11.00 11.20 11.40
5000 132 m/z 132.00 25.64%
91
zr e T 104
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14095: Benzene, (1-methyl-1-propenyl)-, (2)- A
117 10.80 11.00 11.20 11.40
m/z 91.00 20.72%
132
5000 o1
m/z--> 20 40 80 100 120 140 160 180 200 220 240 10.80 11.00 11.20 11.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG032618\

Data File : BG033337.D

Acq On : 26 Mar 2018 19:55

Operator : SJ/JU

3?22'6 i J2053-03 MW-03-20180323
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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... 3.57 11.4 ng 145676 1 8.87 256275 20.0
Benzene, 1,2,4-tr... 8.04 6.8 ng 87609 1 8.87 256275 20.0
unknown8 .37 8.37 91.3 ng 1170230 1 8.87 256275 20.0
Benzene, l-ethyl-_.. 9.99 4.4 ng 56021 1 8.87 256275 20.0
1H-Indene, 2,3-di... 11.12 2.8 ng 55456 2 11.75 400952 20.0
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