LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086371.D

Aca On : 23 Apr 2016 5:20

Operator : UM/SJ

Sample : H2634-03

Misc :

ALS Vial : 18 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:\HPCHEM1I\BNA F\METHODS\8270-BF042216.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 3.356 103 111 113 rBvV2 35512 90402 1.73% 0.231%
2 3.516 119 125 130 rBvV 62959 130682 2.50% 0.334%
3 4.533 209 214 217 rBV 64697 97405 1.86% 0.249%
4 4.796 231 237 241 rBV 49614 75445 1.44% 0.193%
5 5.002 253 255 259 rBV 185601 264822 5.07% 0.677%
6 5.424 290 292 295 rBVY 1456200 1626031 31.11% 4.154%
7 5.836 326 328 330 rBV 52498 76741 1.47% 0.196%
8 5.996 340 342 345 rBV 226924 235612 4_.51% 0.602%
9 6.465 380 383 387 rBY 1027288 1171192 22.40% 2.992%
10 6.522 387 388 393 rVB2 58632 86446 1.65% 0.221%

11 6.602 393 395 398 rBV 3070337 3130039 59.88% 7.996%
12 6.796 408 412 414 rVB2 79028 124497 2.38% 0.318%
13 6.842 414 416 418 rBvV 798396 862177 16.49% 2.203%
14 6.990 427 429 431 rBV 2266363 3056268 58.47% 7.808%
15 7.025 431 432 433 rVV 300841 324197 6.20% 0.828%

16 7.070 433 436 439 rVvVv 257248 549569 10.51% 1.404%
17 7.185 442 446 449 rVVv2 153248 289966 5.55% 0.741%
18 7.242 449 451 453 rVB 103263 126442 2.42% 0.323%
19 7.402 458 465 468 rBVvV2 2390930 3314368 63.40% 8.467%
20 7.493 471 473 475 rVB 65145 86211 1.65% 0.220%

21 7.619 481 484 486 rBvV 547511 722523 13.82% 1.846%
22 7.687 489 490 496 rVB3 35754 52473 1.00% 0.134%
23 7.802 496 500 503 rVB 279282 395418 7.56% 1.010%
24 7.859 503 505 508 rBvV 558131 576313 11.02% 1.472%
25 8.122 521 528 531 rBV 1207464 1693033 32.39%% 4._.325%

26 8.168 531 532 537 rvv 141540 231001 4.42% 0.590%

27 8.328 541 546 548 rVB4 20516 61613 1.18% 0.157%
28 8.408 551 553 556 rvB2 61599 76435 1.46% 0.195%
29 8.590 567 569 571 rBV 88695 86744 1.66% 0.222%
30 8.785 584 586 588 rBV3 45736 53195 1.02% 0.136%
31 8.933 597 599 601 rBv2 67847 92950 1.78% 0.237%
32 9.196 620 622 625 rBVY 3133572 4777410 91.39% 12.204%
33 9.368 634 637 639 rBv2 44497 69786 1.33% 0.178%

34 9.596 655 657 661 rBv 88723 111174 2.13% 0.284%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086371.D

Aca On : 23 Apr 2016 5:20

Operator : UM/SJ

Sample : H2634-03

Misc :

ALS Vial : 18 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:\HPCHEM1I\BNA F\METHODS\8270-BF042216.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 9.676 661 664 668 rVvB3 30188 79332 1.52% 0.203%
36 9.871 679 681 684 rBV 1152019 1465138 28.03% 3.743%
37 10.316 716 720 721 rBV2 69115 79616 1.52% 0.203%
38 10.533 736 739 742 rBV 33005 55692 1.07% 0.142%

39 10.659 748 750 753 rBV2 2269660 2965888 56.74% 7.577%
40 10.785 760 761 768 rVB 98099 127776 2.44% 0.326%

41 11.356 809 811 822 rBV 1371986 1609404 30.79% 4.111%
42 12.945 947 950 969 rBV 4279591 5227427 100.00% 13.354%

43 13.985 1039 1041 1055 rVvV 1187934 1572408 30.08% 4.017%
44 15.403 1162 1165 1175 rBV 754163 1243941 23.80% 3.178%

Sum of corrected areas: 39145202
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF042216\

BF086371.D

23 Apr 2016 5:20

UmM/sJ

H2634-03

18 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF042216.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086371.D

Aca On : 23 Apr 2016 5:20

Operator : UM/SJ

Sample : H2634-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Pentane, 2,3,4-trimethyl- Concentration Rank 13

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

3.36 2.10 ng 90402 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 80
2 Ethanedioic acid. bis(3-methvlbu... 230 C12H2204 002051-00-5 72
3 Pentane. 3-ethvl- 100 C7H16 000617-78-7 72
4 Pentane. 2-nitro- 117 C5H11NO2 004609-89-6 47
5 1-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 38

Abundance Scan 111 (3.356 min): BF086371.D (-103) (-) m/z 43.10 100.00%
43.1
71.2
5000

‘ || ‘ 300 320 3.40 3.60
il wlly il

ot m/z 71.20 71.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7459: Pentane, 2,3,4-trimethy!-
43.0
71.0
5000 L I L I B

3.00 3.20 3.40 3.60
m/z 70.20 48 _.51%

15.0 | \‘ H 114.0

0...“..w..”,.”.,”..“..w..”,.”.,”..“..w..”,.”.,
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance
43.0
71.0
3.00 3.20 3.40 3.60
5000 m/z 41.10 28.58%
0 91.0 1150 141.0161.0 188.0 230.0
L R ma o o B A B EAEA e s B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3895: Pentane, 3-ethyl- R e A R
43.0 3.00 3.20 3.40 3.60
m/z 55.10 24 .54%
5000 710
0 F??.U..ﬁa.ﬂw“...,..?939..,....,...w....,....,....,”..,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086371.D

Aca On : 23 Apr 2016 5:20

Operator : UM/SJ

Sample : H2634-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Pentane, 2,3,3-trimethyl- Concentration Rank 11

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

3.52 3.03 ng 130682 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 90
2 Octane. 4-methvl- 128 C9H20 002216-34-4 78
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 78
4 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 56
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53

Abundance Scan 125 (3.516 min): BF086371.D (-119) (-) m/z 43.10 100.00%
431
71.1
5000 57.1
85.2
| 000 320 3.40 360 380
O I e S ARt R ARERE m/z 71.10 55.18%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7458: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 SRR SRS SRR LR
57.0 3.20 3.40 3.60 3.80
27.0 85.0 m/z 57.10 45.91%
oL 20 150 I J‘ ‘ 99.0 1130
miz--> 37 % % 40 % 8 70 8 90 100 110 130 130
Abundance

43.0

3.20 3.40 3.60 3.80
5000 m/z 70.10 37.34%

57.0 710 850

29.0
98.0 113.0 128.0

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7450: Hexane, 3,3-dimethyl-
43.0 3.20 3.40 3.60 3.80
m/z 85.20 34.91%
5000 71.0
57.0 85.0
29.0
oL 20 150 | ‘ A e od? 1120
I I e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086371.D

Aca On : 23 Apr 2016 5:20

Operator : UM/SJ

Sample : H2634-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 12

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

4.53 2.26 ng 97405 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene., 1.2.3-trimethvl- 110 C8H14 000473-91-6 87
2 1.4-Hexadiene. 2.3-dimethvl- 110 C8H14 018669-52-8 83
3 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 83
4 Bicvclol3.1.0Thexane. 1.5-dimethvl- 110 C8H14 1000142-17-5 80
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 80

Abundance Scan 214 (4.533 min): BF086371.D (-209) (-) m/z 95.10 100.00%
o4.1
5000
67.1
41.0 PSSR IASEN SRR SSRRN
121 420 4.40 4.60 4.80
O TNV N P ]| 0 Thzz 67.10 0 29.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5855: Cyclopentene, 1,2,3-trimethyl-
95.0
5000
67.0 420 4.40 4.60 4.80
39.0 m/z 55.05 25.66%
0 .1.5.'?.‘:‘..‘i‘..“a”.,.‘a..‘i‘..‘.‘l,.lyl.'.ol....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95.0
40 —5 420 4.40 4.60 4.80
5000 m/z 110.10 21.52%
111.0
e L UL S S W I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5833: 1,3-Dimethyl-1-cyclohexene
95.0 420 4.40 4.60 4.80
m/z 97.20 17.28%
5000
67.0
41.0
0 ...|.‘.‘..‘i“..‘.“‘ﬁlu‘l‘..Hl“..‘.‘llfl-:.l‘l%.f)l....|....|....|....|.... v\/.\.l/\....luuuuluuuuluuuul
m/z--> 20 40 60 80 100 120 140 160 180 200 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086371.D

Aca On : 23 Apr 2016 5:20

Operator : UM/SJ

Sample : H2634-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 8

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

5.00 6.14 ng 264822 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 255 (5.002 min): BF086371.D (-253) (-) 43.10 100.00%

43.1
59.1
5000

101.1 L B B B B B A B
83.1 460 480 500 520 540

0..,....,....,....','.-:..,..-!'.l,....,....,.'...,....,|....,....,....,....,...., m/z 59.10 52.31%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

4.60 4.80 5.00 5.20 5.40

59.0 m/z 101.10 17.23%
101.0
200 ‘ 70.0 83.0
O e e B R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
A e
460 4.80 5.00 520 5.40
5000 41.0 m/z 58.10 15.33%

29.0
87.0
o 15.0 70.0 98.0
B B L L L B L R N RN R EEEEEEER RS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R B A T
59.0 4.60 4.80 5. 00 5. 20 5. 40
m/z 41.10 9.42%

- I M\AN[\A/\‘JL
Il L |70 126.0 1420

R o oot St b e i

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086371.D

Aca On : 23 Apr 2016 5:20

Operator : UM/SJ

Sample : H2634-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Benzene, (1-methylethyl)- Concentration Rank 9

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

6.00 5.47 ng 235612 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlethvl)- 120 C9H12 000098-82-8 94
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 80
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 80
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 80

Abundance Scan 342 (5.996 min): BF086371.D (-340) (- m/z 105.10 100.00%
105.1
5000
120.1 ISR SRR AR SRR
391 51|-1 65.1 77”1 ou1 | 5.60 5.80 6.00 6.20 6.40
o B R e e o m/z 120.10 25.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9119: Benzene, (1-methylethyl)-
105.0
5000 ISR SRR RS SR
5.60 5.80 6.00 6.20 6.40
770 120.0 m/z 77.10 15.80%
a0 0 80 o T a0 |
miz--> 'ib""zb""sb"'Ab""s'o""eb'"'75"éH"'g'd"iéé"iié"iéé'"'
Abundance
105.0
560 580 6.00 6.20 6.40
5000 120.0 m/z 79.10 14.83%
270 0 510 630 O 910
G R R R RS AR NS AN RS RS SRS SRAR RARAS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9132: Benzene, 1-ethyl-2-methyl- EE N RS ETEE S
105.0 5.60 5.80 6.00 6.20 6.40
m/z 103.10 10.20%
5000
770 o10 120.0
s 2o 80 S0 0 N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 560 580 6.00 620 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086371.D

Aca On : 23 Apr 2016 5:20

Operator : UM/SJ

Sample : H2634-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 6 Benzene, l-ethyl-2-methyl- Concentration Rank 14

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

6.52 2.01 ng 86446 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 90
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 90

Abundance Scan 388 (6.522 min): BF086371.D (-387) (-) m/z 105.10 100.00%
106.1
5000
510 (1 281.1 6.20 6.40 6.60 6.80
Obrrr prrrrtbdre st b et e || M7z 120.10  35.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9130: Benzene, 1-ethyl-2-methyl-
105.0
5000
6.20 6.40 6.60 6.80
m/z 91.10 12.49%
39.0 77.0
o T ) N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105.0
6.20 6.40 6.60 6.80
5000 m/z 77.10 12.23%
77.0
Jl15.0 39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9129: Benzene, 1-ethyl-4-methyl-
105.0 6.20 6.40 6.60 6.80
m/z 106.10 9.98%
5000

77.0
150 390 T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086371.D

Aca On : 23 Apr 2016 5:20

Operator : UM/SJ

Sample : H2634-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 7 unknown6.60 Concentration Rank 1

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

6.60 72.61 ng 3130040 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 395 (6.602 min): BF086371.D (-393) (-) m/z 132.10 100.00%
13R.1
5000 68.0
400 540 %.1 st J 6.20 6.40 6.60 6.80 7.00
ol 4820 | p et m/z 68.05 44.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.10 32.82%
0 ‘ [ H (1 L 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 6.20 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.10 29.15%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.59%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0 ||‘|||‘|‘||“N||“l‘|||‘“|||‘ﬁ||“i‘||l‘||l“:luuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086371.D

Aca On : 23 Apr 2016 5:20

Operator : UM/SJ

Sample : H2634-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 9 unknown7.02 Concentration Rank 5

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

7.02 7.52 ng 324197 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 45
2 Benzene., 1.1"-(1l-ethenvl-1.3-pro... 222 C17H18 061141-97-7 38
3 Dichloroacetic acid. 3-phenvlpro... 246 C11H12C1202 087228-47-5 23
4 Thiourea. trimethvl- 118 C4H10N2S 002489-77-2 10
5 _alpha.-Methylstyrene 118 C9H10 000098-83-9 9

Abundance Scan 432 (7.025 min): BF086371.D (-431) (-) m/z 117.10 100.00%
1171
5000
571 881
6.60 6.80 7.00 7.20 7.40
omﬂﬂﬁﬁw,, S — m/z 118.10 55.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8676: Indane
117.0
5000
6.60 6.80 7.00 7.20 7.40
910 m/z 57.10 19.21%
150 390 630 :
0 [BRASE BEREE SUREE RS SRR SRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
117.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 88.10 18.89%
91.0
B S NN 7 4. 1 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85526: Dichloroacetic acid, 3-phenylpropy! ester e N
91.0 118.0 6.60 6.80 7.00 7.20 7.40
m/z 43.10 10.34%
5000
. 410 %0 | | 1390 1630 246.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086371.D

Aca On : 23 Apr 2016 5:20

Operator : UM/SJ

Sample : H2634-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 10 unknown7.07 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.07 12.75 ng 549569 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Butanoic acid. 2-ethvl-, 1.2.3-p... 386 C21H3806 056554-54-2 42
2 Methvl 3-Tmethoxv(methvD)aminolb... 161 C7H15N03 1000144-77-7 33

3 Methvl propionate 88 C4H802 000554-12-1 25
4 Butanoic acid. 2.2-diethvl- 144 C8H1602 000813-58-1 17
5 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 10
Abundance Scan 436 (7.070 min): BF086371.D (-433) (-) m/z 57.10 100.00%
571.1 88.1
5000
6.80 7.00 7.20 7.40
ol .!-‘.' | ] S — m/z 88.10 85.40%
m/z--> 50 100 150 200 250 300 350
Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
43.0 88.0
5000
6.80 7.00 7.20 7.40
m/z 41.10 45 .74%
0 M \‘L‘\ ‘ I \‘115 0142.0 173.0 214.0242.0272.0 313.0 355.0
m/z--> 5|0 100 150 200 ZéO 3CI)O 35|O
Abundance
88.0
6.80 7.00 7.20 7.40
5000 m/z 43.10 40.01%
56.0 146.0
115.0
o
m/z--> 50 100 150 200 250 300 350
Abundance #1990: Methy! propionate L T e RN
29.0 57 6.80 7.00 7.20 7.40
m/z 73.10 30.69%
5000 88.0
0..‘!#‘....,.... — T T
m/z--> 50 100 150 200 250 300 350 6.80 7.00 7.20 7.40

8270-BF042216.M Mon Apr 25 14:19:49 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086371.D

Aca On : 23 Apr 2016 5:20

Operator : UM/SJ

Sample : H2634-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 11 Benzene, 1,4-diethyl- Concentration Rank 7

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

7.18 6.73 ng 289966 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l1l.4-diethvl- 134 C10H14 000105-05-5 96
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 91
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 91
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 90

Abundance Scan 446 (7.185 min): BF086371.D (-442) (-) m/z 105.10 100.00%
105.1
134.1
5000
77.1
39.1 571 | 2071 6.80 7.00 7.20 7.40 7.60
ol M e e m/z 119.05 92.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14328: Benzene, 1,4-diethyl-
119.0
5000
91.0 6.80 7.00 7.20 7.40 7.60
m/z 134.05 55.28%
41.0 65.0 | ‘ | 1350
0 ...|.‘.‘..‘l‘..‘..|‘.‘...“l..‘a.l‘l‘..‘.l...‘.l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 91.05 35.21%
91.0
o150 390  65.0 135.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14326: Benzene, 1,3-diethyl-
119.0 6.80 7.00 7.20 7.40 7.60
m/z 77.10 16.64%
5000
91.0
39.0
0 .1.5.'?.‘.‘. .‘l‘..“..??..o. .“‘l..‘..l‘l‘. .‘.‘l.fl.?.lo....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BF042216\
Data File : BF086371.D

Aca On : 23 Apr 2016 5:20

Operator : UM/SJ

Sample : H2634-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 12 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 4

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

7.62 8.54 ng 722523 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 94
5 Benzene, l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 93

Abundance Scan 484 (7.619 min): BF086371.D (-481) (-) m/z 119.10 100.00%
119.1
5000
I\
910 750 740 750 760 800
39.1 : : : : :
o! Ao 207l 26rl 39520 Tn/z 134.15 47.89%
m/z--> 50 100 150 200 250 300 350
Abundance #14358: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
7.20 7.40 7.60 7.80 8.00
9 m/z 91.05 14 .87%
1.0
41.0 ‘
0..‘.‘.‘|“.“.“..|“.” .‘.|....|.... —
m/z--> 50 100 150 200 250 300 350
Abundance
119.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 133.20 10.20%
39.0 91.0
L S L L L L
m/z--> 50 100 150 200 250 300 350
Abundance #14359: Benzene, 1,2,3,5-tetramethyl-
119.0 7.20 7.40 7.60 7.80 8.00
m/z 120.10 9.58%
5000
OII\IUiL\IJLIL\II[IHIM |‘|||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00

8270-BF042216.M Mon Apr 25 14:19:51 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086371.D

Aca On : 23 Apr 2016 5:20

Operator : UM/SJ

Sample : H2634-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 13 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 10

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

7.80 4_.67 ng 395418 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 94
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 93
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 90
4 Benzene. 1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 90
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87

Abundance Scan 500 (7.802 min): BF086371.D (-496) (-) m/z 117.05 100.00%
117.1
5000 132.1
1
39.1 51.0 651 77.1 103.1 7.40 7.60 7.80 8.00 8.20
0.w.”.“.”,”.w.”.“w”,”.q.”.“.”,m.w.”.“.AJm.w.. m/z 132.05 40.20%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13606: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000
132.0 7.40 7.60 7.80 8.00 8.20
29,0 0 m/z 115.10 27 .38%
270 =7 10 &0 770 w080 |
O T T T e T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117.0
7.40 7.60 7.80 8.00 8.20
5000 132.0 m/z 131.10 24 _A7%
39.0 . 0
. 21.0 5.0 650 770 103.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13568: 3-Phenylbut-1-ene
117.0 7.40 7.60 7.80 8.00 8.20
m/z 91.10 12.87%
5000
91.0 132.0
27.0 390 51‘-0 65.0 77.0 105.0
o) A SR I—— T .‘ﬁ‘.. VP 1 VR T PR .‘k.. N | Y | PR—
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 7.40 7.60 7.80 8.00 8.20

8270-BF042216.M Mon Apr 25 14:19:52 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086371.D

Aca On : 23 Apr 2016 5:20

Operator : UM/SJ

Sample : H2634-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 14 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 6

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

7.86 6.81 ng 576313 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 96
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 93
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 90
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 90
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87

Abundance Scan 505 (7.859 min): BF086371.D (-503) (-) m/z 117.10 100.00%
117.1
5000 1321
39.1 511 65.1 77.1 011 103.1 ‘ | e 7.60 7.80 8.00 8.20
Obrrprrrrprrrrrrredrr e et et e b e || M/z 132.10 37 .99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13603: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
91.0 7.60 7.80 8.00 8.20
0
276 390 510 650 770 ‘ 1050 m/z 115.10 28.01%
0..ﬁﬁgpnhp.ﬂp.”hhnﬁmuprﬁp.JH.HHNJP.JP.NPM“P.”P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117.0
7.60 7.80 8.00 8.20
5000 132.0 m/z 131.10 19.25%
27.0 39.0 51.0 65.0 77.0 91.0 103.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13606: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 7.60 7.80 8.00 8.20
m/z 91.10 14_.21%
39.0 51.0 91.0
27.0 U 65.0 770
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042216\
Data File : BF086371.D

Acq On = 23 Apr 2016 5:20

Operator : UM/SJ

Sample : H2634-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042216_.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]
Pentane, 2,3,4-tr... 3.36 2.1 ng 90402 1 6.84 862177 20.0
Pentane, 2,3,3-tr... 3.52 3.0 ng 130682 1 6.84 862177 20.0
Cyclopentene, 1,2... 4.53 2.3 ng 97405 1 6.84 862177 20.0
2-Pentanone, 4-hy... 5.00 6.1 ng 264822 1 6.84 862177 20.0
Benzene, (1-methy... 6.00 5.5 ng 235612 1 6.84 862177 20.0
Benzene, l-ethyl-_.. 6.52 2.0 ng 86446 1 6.84 862177 20.0
unknown6 .60 6.60 72.6 ng 3130040 1 6.84 862177 20.0
unknown? .02 7.02 7.5 ng 324197 1 6.84 862177 20.0
unknown? .07 7.07 12.8 ng 549569 1 6.84 862177 20.0
Benzene, 1,4-diet... 7.18 6.7 ng 289966 1 6.84 862177 20.0
Benzene, 1,2,3,4-_.. 7.62 8.5 ng 722523 2 8.12 1693030 20.0
1H-Indene, 2,3-di... 7.80 4.7 ng 395418 2 8.12 1693030 20.0
Benzene, 2-etheny... 7.86 6.8 ng 576313 2 8.12 1693030 20.0
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