LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021216\
Data File : BF085037.D

Acq On : 12 Feb 2016 3:16

Operator : SJ/1Z

Sample : H1410-01

Misc :

ALS Vial : 27 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-BF020116.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 1.735 11 13 14 rBV 1208373 1620426 17.00% 2.978%
2 1.850 21 23 25 rvB 7003173 9532452 100.00% 17.518%
3 2.261 57 59 66 rvB 117575 158995 1.67% 0.292%
4 4.753 274 277 288 rVB 847771 1347101 14.13% 2.476%
5 5.141 308 311 314 rBvV 178845 338989 3.56% 0.623%
6 5.210 314 317 319 rBvV 2853107 4055314 42 .54% 7.452%
7 6.124 395 397 398 rBvY 195211 154741 1.62% 0.284%
8 6.204 402 404 407 rVB 142289 119453 1.25% 0.220%
9 6.273 407 410 412 rBV 3550851 4410075 46.26% 8.104%
10 6.376 417 419 422 rBV 3446541 4003460 42.00% 7.357%

11 6.433 422 424 426 rBY 698066 585452 6.14% 1.076%
12 6.604 437 439 441 rBvV 910321 863813 9.06% 1.587%
13 6.662 441 444 446 rVB 154578 172507 1.81% 0.317%
14 6.764 450 453 455 rBV 3714729 3279746 34.41% 6.027%
15 6.936 466 468 473 rVB 147709 138293 1.45% 0.254%

16 7.085 478 481 485 rVB 98940 161727 1.70% 0.297%
17 7.187 485 490 492 rBV 2198847 3281155 34.42% 6.030%
18 7.393 505 508 509 rBvV 100786 129622 1.36% 0.238%
19 7.416 509 510 512 rVB 177848 130967 1.37% 0.241%
20 7.565 521 523 527 rVB 81386 129052 1.35% 0.237%

21 7.633 527 529 532 rBv3 235180 287016 3.01% 0.527%
22 7.896 549 552 556 rBvV2 1413986 1695887 17.79% 3.117%
23 8.605 612 614 617 rBvV 217035 196294 2.06% 0.361%
24 8.708 620 623 625 rVB 111090 116562 1.22% 0.214%
25 8.982 643 647 649 rBV 4814893 5413533 56.79% 9.948%

26 9.645 702 705 707 rBV 1464318 1326806 13.92% 2.438%
27 10.433 771 774 777 rBVY 2958388 3084550 32.36% 5.668%
28 11.119 832 834 838 rBV 1245167 1264996 13.27% 2.325%
29 12.719 970 974 976 rBV 3293212 4801525 50.37% 8.824%
30 13.748 1062 1064 1067 rBV 928712 860451 9.03% 1.581%

31 15.108 1180 1183 1186 rBV 695619 754755 7.92% 1.387%

Sum of corrected areas: 54415715
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021216\
Data File : BF085037.D

Acq On : 12 Feb 2016 3:16

Operator =: SJ/1Z

Sample : H1410-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021216\
Data File : BF085037.D

Acq On : 12 Feb 2016 3:16

Operator =: SJ/1Z

Sample : H1410-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Acetic acid Concentration Rank 1

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

1.85 220.71 ng 9532450 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 90
2 Acetic acid, anhydride with form... 88 C3H403 002258-42-6 9
3 Ammonium acetate 77 C2H7NO2 000631-61-8 9
4 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 5
5 Thiirane 60 C2H4S 000420-12-2 5

Abundance Scan 23 (1.850 min): BF085037.D (-21) (-) m/z 43.10 100.00%
43
60
5000
e
1.80 200 2.20
36 4 57 | 63 79
'W””P”W””P”W“”P”W“”ﬁjW““W“P”W““P”W““P“W”“P“' m/z 45.10 88.94%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #254: Acetic acid
43
60
5000 L L L L L L
15 1.50 2.'00 2.'20
m/z 60.05 57 .79%
18 29
"v'“l“lhl”'v'“?ﬁlhﬁgw'“?ﬁll E'W'”'P'“I“'W'”'P'“I”'W'“'P'”
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
43
180 200 220
5000 m/z 42.10 15.26%
28 60
25 31 40| 46
WWWWWWWWWWFWWFWWW
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #964. Ammonium acetate T
43 1.80 200 2.20
17 0 m/z 41.10 8.02%
5000 ///,////\
Wl 252 ag) a6 ‘
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 180 200  2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021216\
Data File : BF085037.D

Acq On : 12 Feb 2016 3:16

Operator =: SJ/1Z

Sample : H1410-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Propyl acetate Concentration Rank 10

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

2.26 3.68 ng 158995 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 Acetic acid, pentyl ester 130 C7H1402 000628-63-7 25
3 Isobutylamine 73 C4H11N 000078-81-9 5
4 1-Butanamine 73 C4H11N 000109-73-9 5
5 Butane, 2-methyl- 72 C5H12 000078-78-4 4

Abundance Scan 59 (2.261 min): BF085037.D (-57) (-) m/z 43.10 100.00%
43
5000
61 |
40 73 o 2.00 2.20 2.40 2.60
e e 2 8 m/z 61.00 24.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4162: n-Propyl acetate
43
5000 IR RS LR U U
2.00 220 2.40 2.60
61 m/z 73.00 12 .34%
27 ‘ 73
.37 ‘ | 103
mz> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
o 200 220 240 260
5000 55 61 m/z 42.05 10.43%
29 87 101
mz> 10 20 30 40 50 60 70 8 90 100 110
Abundance #736: Isobutylamine e
30 2.00 220 2.40 2.60
m/z 41.10 10.13%
5000
41 73
'w'}§'|“'l‘”"MM”"|'ﬁﬁ|"'w""|”"|"“|""w IR RS LR U U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.00 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021216\
Data File : BF085037.D

Acq On : 12 Feb 2016 3:16

Operator =: SJ/1Z

Sample : H1410-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5

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

4.75 31.19 ng 1347100 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 277 (4.753 min): BF085037.D (-274) (-) m/z 43.10 100.00%
43
59
5000
101 R REEEREEEEE s
440 460 480 5.00
...,....,....,..??',':...,??.'.,...‘??....,E.‘?..,....,|....,. m/z 59.10 58.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 480 500
m/z 101.10 19.71%
15 31 101
\ 25 7 37, 53 83
miz--> R D S I " N N N S
Abundance
59
440 460 480 500
5000 m/z 58.10 14 .84%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester e ....,.
P 440 460 480 5.00
m/z 41.10 8.45%
57
5000
29 101
15 |, o3y 51 73 83 95
L U UL S SR SIS S SIS I I WL B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021216\
Data File : BF085037.D

Acq On : 12 Feb 2016 3:16

Operator =: SJ/1Z

Sample : H1410-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1,3-dimethyl- Concentration Rank 7

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

5.14 7.85 ng 338989 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 p-Xylene 106 C8H10 000106-42-3 95
3 o-Xylene 106 C8H10 000095-47-6 94
4 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 87
5 Cyclopentene, 1l-ethenyl-3-methyl... 106 C8H10 061142-07-2 86

Abundance Scan 311 (5.141 min): BF085037.D (-308) (-) m/z 91.10 100.00%
o
106
5000
39 51 g5 77 207 480 500 5.20 5.40
e 297 sz 106.10  53.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4977: Benzene, 1,3-dimethyl-
91
5000 106 B IS UL L
4.80 500 5.20 5.40
o 77 m/z 105.10 23.53%
39 65
..1.5|.2.7..‘|..“l‘.|“.‘...‘Hl..‘l.l‘.‘...luuuuluuuul....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91
106 480 500 520 540
5000 m/z 77.00 12.32%
27 39 51 65 7
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #4960: o—Xerne L L L B LB B
91 4.80 500 5.20 5.40
m/z 51.00 10.10%
5000 106
39 51 g5 /7
.}i??”h.ﬂuﬂh.M“ulwdu”,.”.,”..“..w..”,.”.
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021216\
Data File : BF085037.D

Acq On : 12 Feb 2016 3:16

Operator =: SJ/1Z

Sample : H1410-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Benzene, l-ethyl-2-methyl- Concentration Rank 11

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

6.12 3.58 ng 154741 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 91

Abundance Scan 397 (6.124 min): BF085037.D (-395) (- m/z 105.10 100.00%
105
5000
120
39 51 g5 65 91 5.80 6.00 6.20 6.40
e o el b e m/z 120.10  32.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9127: Benzene, 1-ethyl-2-methyl-
105
5000
120 5.80 6.00 6.20 6.40
m/z 91.00 12._.70%
5 2 ® Sisges T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
5.80 6.00 6.20 6.40
5000 m/z 77.10 11.97%
120
1 27 39 51 g5 65 77 91
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9135: Benzene, 1-ethyl-4-methyl-

105 5.80 6.00 6.20 6.40
m/z 106.10 9.54%

5000
120

77 91
15 27 39 515865 ' g4 98 || 113
S =B U AN R W[ = 0 R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021216\
Data File : BF085037.D

Acq On : 12 Feb 2016 3:16

Operator =: SJ/1Z

Sample : H1410-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 Benzene, 1,3,5-trimethyl- Concentration Rank 14

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

6.20 2.77 ng 119453 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90

Abundance Scan 404 (6.204 min): BF085037.D (-402) (- m/z 105.10 100.00%
105
5000 120
7 91
39 51 65 5.80 6.00 6.20 6.40 6.60
eyt e s e 84 el Tz 120.10 0 47.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9122: Benzene, 1,3,5-trimethyl-
105
120
5000
5.80 6.00 6.20 6.40 6.60
m/z 77.10 12 _.35%
27 3\9 5\1‘ 58 §§ 7\?\ o i i
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
5.80 6.00 6.20 6.40 6.60
5000 120 m/z 119.10 11.24%
77
15 27 % 515565 84 o8 | 113
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 \
Abundance #9111: Benzene, 1,2,4-trimethyl- e .,..P.,....,....,F\

5.80 6.00 6.20 6.40 6.60
m/z 91.10 10.55%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021216\
Data File : BF085037.D

Acq On : 12 Feb 2016 3:16

Operator =: SJ/1Z

Sample : H1410-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 unknown6.38 Concentration Rank 2

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

6.38 92.69 ng 4003460 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 419 (6.376 min): BF085037.D (-417) (-) m/z 132.00 100.00%
5000 68
20 54 % J 6.00 6.0 6.40 6.60 6.80
Qe [ Meus W n/z 68.10  46.96%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 SRR AR SRR
6.00 6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.87%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.0 6.40 6.60 6.80
5000 m/z 66.10 30.28%
33 44 o 105
60 " g0 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R o N Rma e
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 19.56%
5000 og M°
SN -NM 8 .‘¥Q7.M‘ N . - .1§?. SN § O SRR
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021216\
Data File : BF085037.D

Acq On : 12 Feb 2016 3:16

Operator =: SJ/1Z

Sample : H1410-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 Benzene, 1,2,3-trimethyl- Concentration Rank 6

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

6.43 13.56 ng 585452 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,3,5-trimethyl- 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 424 (6.433 min): BF085037.D (-422) (-) m/z 105.10 100.00%
105
5000 120
39 S5lge5 09 6.00 6.20 6.40 6.60 6.80
i 1 R NN 1/ I | R m/z 120.10 43.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9123: Benzene, 1,2,3-trimethyl-
105
120
5000
6.00 6.20 6.40 6.60 6.80
77 m/z 119.10 11.76%
15 27 P Sleg6 | e | |
LN UL IR LI LRI SRR SO S I N B S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120 6.00 6.20 6.40 6.60 6.80
5000 m/z 77.10 11.36%
15 21 P slsges 1, 9 g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9111: Benzene, 1,2,4-trimethyl-
105 6.00 6.20 6.40 6.60 6.80
m/z 91.10 10.00%
5000 120
28 39 51 77 91
S VR B 1 OV O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021216\
Data File : BF085037.D

Acq On : 12 Feb 2016 3:16

Operator =: SJ/1Z

Sample : H1410-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Benzene, 1,2-diethyl- Concentration Rank 13

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

6.94 3.20 ng 138293 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 92
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
3 1,3,8-p-Menthatriene 134 C10H14 021195-59-5 91
4 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 468 (6.936 min): BF085037.D (-466) (-) m/z 119.10 100.00%
119
105
5000 91 134
39 51 ., 65 7|7 6.60 6.80 7.00 7.20
SR A MRS TS | S [ S M m/z 105.10 55.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14329: Benzene, 1,2-diethyl-
105 119
5000 134
o1 6.60 6.80 7.00 7.20
77 m/z 134.10 41.74%
27 39 51 _, 65
SR e O N o N (- A BN A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
6.60 6.80 7.00 7.20
5000 m/z 91.10 38.39%
134
91 105
15 27 39 51565 77 127
wwmwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14319: 1,3,8-p-Menthatriene
119 6.60 6.80 7.00 7.20
m/z 77.00 13.74%
5000
91 134
s 65 T 0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021216\
Data File : BF085037.D

Acq On : 12 Feb 2016 3:16

Operator =: SJ/1Z

Sample : H1410-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 9

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

7.08 3.74 ng 161727 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91

Abundance Scan 481 (7.085 min): BF085037.D (-478) (-) m/z 119.10 100.00%
119
5000
134
91
39 51 65 77 1‘|’5 6.80 7.00 7.20 7.40
SNt 8u  S NS S E. m/z 134.10 35.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14369: Benzene, 1-ethyl-2,3-dimethyl-
119
5000
6.80 7.00 7.20 7.40
7 s 134 m/z 91.10 17.97%
..,.1.?.,..2.‘?,...??....Si‘%‘..sﬁ.‘?.s.,...‘l‘,....‘,a..9.8,a‘l‘..,..‘a‘.l..l.zz..‘..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
6.80 7.00 7.20 7.40
5000 m/z 105.10 13.52%
91 134

77 105
39 51 65

15 27 58
wwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14377: Benzene, 4-ethyl-1,2-dimethyl-
119 6.80 7.00 7.20 7.40
m/z 117.10 10.60%
5000
91 134
7 105
15 27 3 Sleg B | 98\ ||y 127 | A
T T e R R T e e R e AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021216\
Data File : BF085037.D

Acq On : 12 Feb 2016 3:16

Operator =: SJ/1Z

Sample : H1410-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 1-Phenyl-1-butene Concentration Rank 12

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

7.63 3.38 ng 287016 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 93
2 Indan, 1-methyl- 132 C10H12 000767-58-8 90
3 Benzene, 2-butenyl- 132 C10H12 001560-06-1 90
4 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 87
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 87

Abundance Scan 529 (7.633 min): BF085037.D (-527) (-) m/z 117.10 100.00%
117
5000 132
51 77 8 ‘ 7.20 7.40 7.60 7.80 8.00
39 65 103 . . . . .
.,....,....',....i'.'...,.':'..,...':~,....~,|....,.-.-..,..!!',...-."il.':..,..l.‘.‘?... m/z 132.10  38.20%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13569: 1-Phenyl-1-butene
117
5000 132
o1 7.20 7.40 7.60 7.80 8.00
o 77 ‘ m/z 115.10 28.91%
39 65
.,..%.7,....‘,....i‘...5.8,.‘:‘..,...‘l,.8.4..‘ ..%8,.1.0..,....,....,....,....,...
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
7.20 7.40 7.60 7.80 8.00
5000 m/z 91.10 18.17%
132
91
27 39 51 5g 65 77 103 125
ﬁmmmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13579: Benzene, 2-butenyl-
117 7.20 7.40 7.60 7.80 8.00
m/z 131.10 17.38%
132
5000 o1
39 51 65
27 78
'I'“'\"”h”'”ibaﬁﬁﬁﬁ”I"Jh"'ﬁl"ﬁ%e?'P'hll”'NJ”“'I'“'I'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 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\BF021216\
Data File : BF085037.D

Acq On : 12 Feb 2016 3:16

Operator : SJ/1Z

Sample : H1410-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Acetic acid 1.85 220.7 ng 9532450 1 6.60 863813 20.0
n-Propyl acetate 2.26 3.7 ng 158995 1 6.60 863813 20.0
2-Pentanone, 4-hy... 4.75 31.2 ng 1347100 1 6.60 863813 20.0
Benzene, 1,3-dime... 5.14 7.8 ng 338989 1 6.60 863813 20.0
Benzene, 1-ethyl-. .. 6.12 3.6 ng 154741 1 6.60 863813 20.0
Benzene, 1,3,5-tr... 6.20 2.8 ng 119453 1 6.60 863813 20.0
unknown6 .38 6.38 92.7 ng 4003460 1 6.60 863813 20.0
Benzene, 1,2,3-tr... 6.43 13.6 ng 585452 1 6.60 863813 20.0
Benzene, 1,2-diet... 6.94 3.2 ng 138293 1 6.60 863813 20.0
Benzene, l-ethyl-_._. 7.08 3.7 ng 161727 1 6.60 863813 20.0
1-Phenyl-1-butene 7.63 3.4 ng 287016 2 7.90 1695890 20.0
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