LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060117\
Data File : BF095602.D

Acq On 1 Jun 2017 19:09

Operator : SJ/MA

Sample - 13361-01

Misc :

ALS Vial : 11 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_F\METHODS\8270-BF050217 .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 4.798 526 529 537 rBvV2 14168 34648 1.29% 0.207%

2 5.316 613 617 620 rBV 46490 69433 2.58% 0.415%

3 5.457 638 641 665 rBY 280752 764303 28.41% 4.563%

4 6.804 866 870 875 rBV 58921 78830 2.93% 0.471%

5 6.851 875 878 887 rvv 25247 40907 1.52% 0.244%
6.928 887 891 903 rVvB 39087 58333 2.17% 0.348%
7.051 907 912 918 rBV 29775 43036 1.60% 0.257%

rBv 158821 373903 13.90% 2.232%
7.192 932 936 946 rVvV 1120182 1841560 68.46% 10.995%
7.269 946 949 958 rVB 140381 177460 6.60% 1.059%

QOO ~NO®
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11 7.540 991 995 1005 rBV 288458 396887 14.76% 2.370%
12 7.634 1005 1011 1018 rVB 32666 44130 1.64% 0.263%
13 7.775 1030 1035 1048 rBV 1258670 1744065 64.84% 10.412%
14 8.451 1145 1150 1178 rBV 870194 1281002 47.62% 7.648%
15 9.569 1336 1340 1363 rBV 376624 571412 21.24% 3.411%

16 11.345 1636 1642 1662 rBV 2056711 2689806 100.00% 16.059%
17 12.051 1758 1762 1770 rBV2 26680 43093 1.60% 0.257%
18 12.392 1815 1820 1832 rBV2 467537 662444 24 _.63% 3.955%
19 13.692 2036 2041 2064 rBV 1010522 1481473 55.08% 8.845%
20 14.798 2224 2229 2241 rBV 474090 672720 25.01% 4.016%

21 15.786 2393 2397 2401 rBV2 24068 32302 1.20% 0.193%
22 17.151 2623 2629 2632 rBV 2005579 2458583 91.40% 14.678%
23 18.386 2835 2839 2850 rVB3 40016 60686 2.26% 0.362%

24 18.492 2853 2857 2873 rVB 467809 655046 24 .35% 3.911%
25 20.168 3138 3142 3154 rBV 317350 473719 17.61% 2.828%

Sum of corrected areas: 16749781
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060117\
Data File : BF095602.D

Acq On 1 Jun 2017 19:09

Operator : SJ/MA

Sample - 13361-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095602.D
2000000

1500000
1.77
7.19

1000000
8.45

500000

5.46 7.54
7.19.27
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Abundance TIC: BF095602.D
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Abundance TIC: BF095602.D
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1500000

1000000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060117\
Data File : BF095602.D

Acq On 1 Jun 2017 19:09

Operator : SJ/MA

Sample - 13361-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 Benzene, l-ethyl-3-methyl- Concentration Rank 4

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

6.80 3.97 ng 78830 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90

Abundance Scan 869 (6.798 min): BF095602.D (-866) (- m/z 105.10 100.00%
105
5000
120
79 91 6.40 6.60 6.80 7.00 7.20

39 51 65
SR NNl BN 1 NN NS N | IS N m/z 120.10  33.90%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 6.40 6.60 6.80 7.00 7.20
27 o1 m/z 91.00 13.12%
39
..,.”¥%..%?,...q....?%.ﬁ%.??.,..JM....,:...,N.L,...ur...w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
6.40 6.60 6.80 7.00 7.20
5000 m/z 106.00 12.91%
120
5 27 3 51g56 7 9
T T T T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9430: Benzene, 1-ethyl-4-methyl- e e e e
105 6.40 6.60 6.80 7.00 7.20
m/z 79.00 10.71%
5000
120
i 91
15 27 39 515865 84 | 98 | 113 A
T T T T T e e e e e T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060117\
Data File : BF095602.D

Acq On 1 Jun 2017 19:09

Operator : SJ/MA

Sample - 13361-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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-methylethyl)- Concentration Rank 9

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

6.85 2.06 ng 40907 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 80
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 72
3 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 72
4 2,4-Nonadiyne 120 C9H12 063621-15-8 72
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 72

Abundance Scan 878 (6.851 min): BF095602.D (-875) (- m/z 105.10 100.00%
105
5000
120
(R 6.60 6.80 7.00 7.20
50 65 : : : :
e et LM L Tm/z 120.05  33.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 6.60 6.80 7.00 7.20
. oL m/z 79.00 15.23%
18 27 3 Slsg 65 R [
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
105
660 6.80 7.00 7.20
5000 m/z 90.95 12.53%
120
7 91
15 27 39 51 o 65
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9411: Benzene, (1-methylethyl)-

6.60 6.80 7.00 7.20
m/z 103.10 12.27%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060117\
Data File : BF095602.D

Acq On 1 Jun 2017 19:09

Operator : SJ/MA

Sample - 13361-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 4 Benzene, l-ethyl-4-methyl- Concentration Rank 6

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

6.93 2.94 ng 58333 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91

Abundance Scan 891 (6.928 min): BF095602.D (-887) (- m/z 105.05 100.00%
105
5000 120
39 5 77 91 6.60 6.80 7.00 7.20
e 88 WL Tm/z 120,05 44.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105
5000
120 6.60 6.80 7.00 7.20
m/z 119.10 12 _.54%
15 27 39 sleges T Olgg L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
6.60 6.80 7.00 720
5000 120 m/z 77.10 11.00%
2z ¥ s 63 A
69 84 98 113
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene

6.60 6.80 7.00 7.20
m/z 79.00 10.61%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060117\
Data File : BF095602.D

Acq On 1 Jun 2017 19:09

Operator : SJ/MA

Sample - 13361-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 5 Benzene, l-ethyl-2-methyl- Concentration Rank 8

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

7.05 2.17 ng 43036 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
2 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 912 (7.051 min): BF095602.D (-907) (- m/z 105.10 100.00%
105
5000
120
39 5 e 9 6.80 7.00 7.20 7.40
S A MBI NS N NN NS N IS N m/z 120.10 32.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 6.80 7.00 7.20 7.40
m/z 77.00 13.47%
5z 3 Slgges T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
6.80 7.00 7.20 7.40
5000 m/z 79.10 10.72%
120

77 91
15 27 39 51 58 65 84 98 113

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-

6.80 7.00 7.20 7.40
m/z 103.00 10.25%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060117\
Data File : BF095602.D

Acq On 1 Jun 2017 19:09

Operator : SJ/MA

Sample - 13361-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 6 unknown7.19 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.19 92.80 ng 1841560 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 10
Abundance Scan 936 (7.192 min): BF095602.D (-932) (-) m/z 132.00 100.00%
132
5000 68 fk
© o |l 7o Pgss | T T 750 7 7k
el LT 87 L AP1S L m/z 68.10 37.14%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A LS LA UL
6.80 7.00 7.20 7.40 7.60
31 51 78 m/z 134.00 31.87%

ey
m/z--> 40 60 80 100 120 140 160 180
Abundance
132

6.80 7.00 7.20 7.40 7.60

5000 67 m/z 66.00 21.63%
41 53 97 117
79
88 | 106
e I e I e I i o o O o B B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.80 7.00 7.20 7.40 7.60

m/z 69.05 14.01%

74
5000 98 116
S N I 2 T SN

m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060117\
Data File : BF095602.D

Acq On 1 Jun 2017 19:09

Operator : SJ/MA

Sample - 13361-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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, 1,2,3-trimethyl- Concentration Rank 3

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

7.27 8.94 ng 177460 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87

Abundance Scan 949 (7.269 min): BF095602.D (-946) (- m/z 105.10 100.00%
105
5000 120
39 51 65 7 91 7.00 7.20 7.40 7.60
A il L 98 Th7z 120.05 43.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000
120 7.00 7.20 7.40 7.60
o 17 o m/z 119.05 13.69%
s A s sl e8| sl
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
105
120 7.00 7.20 7.40 7.60
5000 m/z 90.95 10.44%
27 39 5lgges (/9L
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9410: Benzene, 1,2,4-trimethyl-

7.00 7.20 7.40 7.60
m/z 77.00 9.62%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060117\
Data File : BF095602.D

Acq On 1 Jun 2017 19:09

Operator : SJ/MA

Sample - 13361-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 Mesitylene Concentration Rank 7

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

7.63 2.22 ng 44130 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 91
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 86
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 80

Abundance Scan 1010 (7.628 min): BF095602.D (-1005) dg—) m/z 105.00 100.00%
105
5000 120 ¥ f
39 51 65 7|7 o1 | 7.20 7.40 7.60 7.80 8.00
M NS RS NS | S| SN m/z 120.10 41.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9399: Mesitylene
105
120
5000 R UL S I

7.20 7.40 7.60 7.80 8.00
m/z 119.05 14.25%

77 91
oas m B e | el L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105

120 7.20 7.40 7.60 7.80 8.00
5000 m/z 77.00 14 .15%
77 91
15 27 39 5lgg65 97
R i AR B B S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 A ﬂ
Abundance #9421: Benzene, 1,2,4-trimethyl- R L .
105 7.20 7.40 7.60 7.80 8.00
m/z 106.00 11.21%
120
5000
77
15 g7 3 Slss 65 U oea e | |
R e A A o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060117\
Data File : BF095602.D

Acq On 1 Jun 2017 19:09

Operator : SJ/MA

Sample - 13361-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : 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]
Benzene, l-ethyl-_.. 6.80 4.0 ng 78830 1 7.54 396887 20.0
Benzene, (1-methy... 6.85 2.1 ng 40907 1 7.54 396887 20.0
Benzene, l-ethyl-_.. 6.93 2.9 ng 58333 1 7.54 396887 20.0
Benzene, l-ethyl-_.. 7.05 2.2 ng 43036 1 7.54 396887 20.0
unknown7 .19 7.19 92.8 ng 1841560 1 7.54 396887 20.0
Benzene, 1,2,3-tr... 7.27 8.9 ng 177460 1 7.54 396887 20.0
Mesitylene 7.63 2.2 ng 44130 1 7.54 396887 20.0
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