LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010615\
Data File : BF076762.D

Aca On : 6 Jan 2015 16:54

Operator - 1Z / TP

Sample : G1011-03

Misc oW

ALS Vial : 12 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-BF121714.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 1.133 3 4 9 rvB2 11732 19898 1.21% 0.167%
2 1.498 35 36 44 rBV 38819 79753 4 .86% 0.669%
3 2.001 77 80 84 rvB2 8938 16755 1.02% 0.141%
4 2.116 84 90 93 rBv 16440 29557 1.80% 0.248%
5 2.630 130 135 139 rBv2 8346 16987 1.03% 0.142%
6 4.219 272 274 281 rBV 160366 283490 17.26% 2.377%
7 4.893 331 333 338 rBV 370777 559446 34.06% 4.692%
8 6.139 441 442 446 rVB 22770 30657 1.87% 0.257%
9 6.207 446 448 451 rBV 63602 63332 3.86% 0.531%
10 6.322 455 458 464 rBV2 350220 376265 22.91% 3.155%

11 6.413 464 466 469 rBvV 875064 1028409 62.61% 8.625%
12 6.710 489 492 494 rBvV 247526 241919 14.73% 2.029%

13 6.779 494 498 500 rvv2 61387 73418 4._.47% 0.616%
14 6.893 506 508 510 rBV 1011497 942845 57.40% 7.907%
15 7.042 519 521 523 rBV2 26853 33446 2.04% 0.280%
16 7.076 523 524 527 rvV 41865 54123 3.29% 0.454%
17 7.145 527 530 532 rvv2 110241 145121 8.83% 1.217%
18 7.225 535 537 539 rvB 33874 33827 2.06% 0.284%
19 7.419 549 554 557 rBv2 857154 908529 55.31% 7.619%
20 7.476 557 559 564 rvv2 14037 24051 1.46% 0.202%
21 7.545 564 565 567 rvv2 11958 17614 1.07% 0.148%
22 7.579 567 568 570 rvB 36147 30626 1.86% 0.257%
23 7.693 575 578 579 rvv 85503 77153 4._.70% 0.647%
24 7.728 579 581 583 rVvB 103938 103535 6.30% 0.868%
25 7.853 589 592 593 rBvV 19564 18077 1.10% 0.152%
26 7.888 593 595 596 rvv 33768 35976 2.19% 0.302%
27 7.910 596 597 602 rvv2 35219 52989 3.23% 0.444%
28 7.990 602 604 608 rvB2 63500 111965 6.82% 0.939%
29 8.059 608 610 611 rBvV 30270 31284 1.90% 0.262%
30 8.116 611 615 617 rVB3 17804 35293 2.15% 0.296%
31 8.173 617 620 622 rVB 15350 19974 1.22% 0.168%
32 8.253 625 627 628 rBvY 12745 17432 1.06% 0.146%
33 8.299 628 631 633 rvv 354455 404853 24.65% 3.395%
34 8.356 633 636 640 rvB2 46286 99099 6.03% 0.831%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010615\
Data File : BF076762.D

Aca On : 6 Jan 2015 16:54

Operator - 1Z / TP

Sample : G1011-03

Misc oW

ALS Vial : 12 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-BF121714_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.562 652 654 658 rBvY 11367 17171 1.05% 0.144%
36 8.665 660 663 665 rvB2 22192 27699 1.69% 0.232%
37 8.722 665 668 673 rVvB3 7626 17092 1.04% 0.143%
38 8.802 673 675 676 rBvV 16436 23338 1.42% 0.196%
39 8.893 679 683 685 rBv 17456 21162 1.29% 0.177%
40 8.939 685 687 690 rBv2 12099 20108 1.22% 0.169%
41 9.019 690 694 697 rBvV3 11403 29269 1.78% 0.245%

42 9.648 747 749 752 rVB 1410705 1500890 91.37% 12.587%
43 10.448 817 819 822 rBV 435591 392978 23.92% 3.296%
44 11.419 901 904 907 rBV 1031424 1025213 62.41% 8.598%
45 12.265 975 978 980 rBV 385465 404194 24.61% 3.390%

46 14.254 1149 1152 1155 rBV 1668544 1642632 100.00% 13.776%
47 15.466 1255 1258 1259 rBVY 23370 35477 2.16% 0.298%

48 15.500 1259 1261 1264 rVB 354951 396525 24.14% 3.325%
49 17.180 1405 1408 1411 rBV 302647 352812 21.48% 2.959%

Sum of corrected areas: 11924258
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010615\
Data File : BF076762.D

Aca On : 6 Jan 2015 16:54

Operator =: 1Z / TP

Sample : G1011-03

Misc oW

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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: BF076762.D

1500000

6.89
6.41 7.42

1000000

500000
4.89 6.3
6.71
4.22

et 150 ogn1 2.63 f\ 64 i’
€ ¥ HNEEMENUNMHES | CHRMERMEMES A G MMM\ 1V .

Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF076762.D

22 A i
T I

1425
1500000 9.65

11.42
1000000

500000
630 10.45 1297

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF076762.D

1500000

1000000

500000

15.50 17.18

15,47

O A e e T

Time--> 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010615\
Data File : BF076762.D

Aca On : 6 Jan 2015 16:54

Operator =: 1Z / TP

Sample : G1011-03

Misc oW

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 unknown2.12 Concentration Rank 16

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

2.12 2.44 ng 29557 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 40
2 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 36
3 1-Pentanol. 2-methvl- 102 C6H140 000105-30-6 36
4 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 9
5 2-Butanone, 1-chloro-3,3-dimethyl- 134 C6H11CIO 013547-70-1 9

Abundance Scan 90 (2.116 min): BFO76762.D (-84) (-) m/z 43.10 100.00%
a3
57
5000 71
85
‘ 49 1.80 2.00 2.20 2.40
o] SN e S MDA m/z 57.10 64.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7462: Pentane, 2,3,3-trimethyl-
43
5000 /\A SRR SR U
57 71 1.80 2.00 2.20 2.40
27 85 m/z 71.10 41 .45%
o | 37\L‘ 51| 65| 77 | 99
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
43
- 180 200 220 240
5000 m/z 70.00 33.07%
27 55
0 15 37 65 77 83 114
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #4355: 1-Pentanol, 2-methyl- e
43 1.80 2.00 2.20 2.40
m/z 41.10 30.18%
5000
71
55
Dalel el 2
0 "|""|"'Mlk'??h"“4?"“'|'§§'|""|'l' ANEEDESRRBE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010615\
Data File : BF076762.D

Aca On : 6 Jan 2015 16:54

Operator =: 1Z / TP

Sample : G1011-03

Misc oW

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 2-Hexanol, 2-methyl- Concentration Rank 3

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

4.22 23.44 ng 283490 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
3 Guanidine 59 CH5N3 000113-00-8 38
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 37
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 32

Abundance Scan 274 (4.219 min): BFO76762.D (-272) (-) m/z 43.05 100.00%
43
59
5000
101
3.80 4.00 4.20 4.40 4.60
83
0 ...,....,....,....l,'.'.~..,??-.'-li....,....,.-...,...:,....,. m/z 59.10 73.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
59
5000 [rrrrfrrrr T
3.80 4.00 4.20 4.40 4.60
101 m/z 101.10 22 .58%
41
15 31 53 69 83
0"'w"'w'”'ﬁ"“wth'w'm‘h"“w"'w“"w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
380 4.00 420 4.40 4.60
5000 5 m/z 58.00 19.10%
15 101
o 25 31 37 53 83
LU SR SR UL UL FULRLEL IR SO SR S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #248: Guanidine R Emmmr
3 509 3.80 4.00 4.20 4.40 4.60
m/z 41.10 11.13%
5000 18
28
0"'ﬁ%”'w'““$"'ﬁ"'w"'i“"l“"l“"l”"l“"l' BV AR AREBENAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.80 4.00 4.20 4.40 4.60

8270-BF121714_.M Wed Jan 07 10:49:04 2015 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010615\
Data File : BF076762.D

Aca On : 6 Jan 2015 16:54

Operator =: 1Z / TP

Sample : G1011-03

Misc oW

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 Benzene, l-ethyl-4-methyl- Concentration Rank 15

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

6.14 2.53 ng 30657 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 87
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 83
4 Benzene. (l-methvlethvIl)- 120 C9H12 000098-82-8 80

5 1-Hexene, 6-phenyl-4-(1-phenylet... 280 C20H240 1000190-48-6 53

Abundance Scan 442 (6.139 min): BF076762.D (-441) (-3) m/z 105.05 100.00%
105
5000
120
39 51 63 7|7| o 9|1 | 580 6.00 6.20 6.40
Ol e et e et e e il i ey | mZZ 120.00  26.03%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9134: Benzene, 1-ethyl-4-methyl-
105
5000 LI L L L L L LB LB L B}
5.80 6.00 6.20 6.40
7 o 120 m/z 91.00 14.07%
39 51 65
NS N N N | IS N
miz--> 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 77.00 13.48%
120
o o 7 91
15 27 % 58
R B SRR LS S E
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9132: Benzene, 1-ethyl-2-methyl- B L
105 5.80 6.00 6.20 6.40
m/z 106.00 13.17%
5000
o1 120
39 51 65
miz--> 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\BF010615\
Data File : BF076762.D

Aca On : 6 Jan 2015 16:54

Operator =: 1Z / TP

Sample : G1011-03

Misc oW

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 unknown6.41 Concentration Rank 1

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

6.41 85.02 ng 1028410 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 466 (6.413 min): BF076762.D (-464) (-) m/z 132.00 100.00%
5000 68
6 e
75 104 6.00 6.20 6.40 6.60 6.80
0 ..,....,....,...:,".'.‘.‘7:,!! S J ....,..5.‘.7,..!.,.'!..,....,...., b m/z 68.10  45.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I R UL UL I
6.00 6.20 6.40 6.60 6.80
2 78 m/z 66.00 32.02%
38 ‘
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
ARASRARRERREASRRRRA Y
6.00 6.20 6.40 6.60 6.80
5000 m/z 134.00 31.41%
104
oL 14 27 37 4451 58 6 77 4997 | 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e EAmaa E
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 20.24%
5000
33 a4 97 105
0 5% e | | us |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 600 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010615\
Data File : BF076762.D

Aca On : 6 Jan 2015 16:54

Operator =: 1Z / TP

Sample : G1011-03

Misc oW

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 Benzene, 1l-methyl-2-(1-meth... Concentration Rank 13

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

7.04 2.77 ng 33446 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-2-(1l-methvleth... 134 C10H14 000527-84-4 59
2 Benzene. 1l-methvl-4-(l1-methvleth... 134 C10H14 000099-87-6 53
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 37
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 37
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 37

Abundance Scan 521 (7.042 min): BF076762.D (-519) (-) m/z 105.00 100.00%
105 119
134
5000 91
77
4|1 51 63 | o | || 6.80 7.00 7.20 7.40
Ol prrrrprrrrrrre bt i V8L L Tm/z 119.10 0 96.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14404: Benzene, 1-methyl-2-(1-methylethyl)-
119
5000

6.80 7.00 7.20 7.40
134 m/z 134.10 58.07%

91

04
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 91.00 43.22%
91 134
27 344 515865 77 103 127

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 77.10 23.48%

5000

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\BF010615\
Data File : BF076762.D

Aca On : 6 Jan 2015 16:54

Operator =: 1Z / TP

Sample : G1011-03

Misc oW

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 Benzene, (1-methylpropyl)- Concentration Rank 11

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

7.08 4_47 ng 54123 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 87
2 Benzene. 1-methvl-3-propvl- 134 C10H14 001074-43-7 81
3 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 80
4 Oxirane. 2-methvl-2-phenvl- 134 C9H100 002085-88-3 80
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 72

Abundance Scan 524 (7.076 min): BFO76762.D(—?)23) ) m/z 105.10 100.00%
105
5000
134
39 51 65 7|7| 9|1 | | 6.80 7.00 7.20 7.40
R UM IS MBS ) B b | i UM M m/z 134.05 18.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14339: Benzene, (1-methylpropyl)-
105
5000
6.80 7.00 7.20 7.40
. - 134 m/z 106.00 14.10%
o L % Slsges | | e | 110197
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
6.80 7.00 7.20 7.40
5000 m/z 77.00 13.84%
7 o 134
15 27 39 51 58 65 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14344: Benzene, 1-methyl-4-propyl-
105 6.80 7.00 7.20 7.40
m/z 91.00 13.78%
5000
134
77
o 15 27 39 Sl 6 | o || 115 17 ‘
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\BF010615\
Data File : BF076762.D

Aca On : 6 Jan 2015 16:54

Operator =: 1Z / TP

Sample : G1011-03

Misc oW

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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, 2-ethyl-1,4-dimethyl- Concentration Rank 4

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

7.14 12.00 ng 145121 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 94
5 Benzene, l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 93

Abundance Scan 530 (7.145 min): BFO76762.D (-527) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 77 | 105 6.80 7.00 7.20 7.40
Ob e et e b | m/Zz 134.10  38.13%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14378: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 6.80 7.00 7.20 7.40
m/z 91.10 18.44Y%
15 27 39 51 4 77 91 105 |
0 "'I""I""'I""I""‘I""'i‘*""l"""I"'PI""I""'I'w‘*'l"""l""l"""l"
m/z--> 0 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 11.84%
134
91 105

, 15 27 39 51 65 77

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14369: Benzene, 1-ethyl-2,3-dimethyl-
119 6.80 7.00 7.20 7.40
m/z 117.10 10.64%
5000
91 134
7 105
15 27 3? 51 \65 11 A ‘M“ . L A
O P e e e e e P Ty
m/z--> 0O 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\BF010615\
Data File : BF076762.D

Aca On : 6 Jan 2015 16:54

Operator =: 1Z / TP

Sample : G1011-03

Misc oW

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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, l-methyl-2-(2-prop... Concentration Rank 14

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

7.91 2.62 ng 52989 Naphthalene-d8 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 58
2 Benzene. l-butenvl-. (E)- 132 C10H12 001005-64-7 58
3 Benzene. 1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 58
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 52
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 50

Abundance Scan 597 (7.910 min): BFO76762.D (-596) (-) m/z 117.05 100.00%
147
5000 132
91
65 7 148
39 53 | 103 ol | | 7.60 7.80 8.00 8.20
Obrrprrerprrrerrredprre bbb bl Tm/ZZz 119.10  64.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13621: Benzene, 1-methyl-2-(2-propenyl)-
117

5000
7.60 7.80 8.00 8.20

m/z 115.10 46.82%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
7.60 7.80 8.00 8.20
5000 m/z 132.10 40.20%
91 132

51
5 28 3 65 77 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13586: Benzene, 1-ethenyl-3-ethyl-

7.60 7.80 8.00 8.20
m/z 91.10 28 .24%

5000

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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010615\
Data File : BF076762.D

Aca On : 6 Jan 2015 16:54

Operator =: 1Z / TP

Sample : G1011-03

Misc oW

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 15 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 7

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

7.99 5.53 ng 111965 Naphthalene-d8 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 92
3 2.4-Dimethvistvrene 132 C10H12 002234-20-0 89
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 70
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 70

Abundance Scan 604 (7.990 min): BF076762.D (-602) (-) m/z 117.05 100.00%
117
5000 130
39 51 65 77 105 ‘ | 145 7.60 7.80 8.00 8.20 8.40
0..,....,....,....',....i':...,.'!l..,.:.':',....,....,.-.'.'. Al B Tm/z 119.10  40.45%
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-
1
5000
7.60 7.80 8.00 8.20 8.40
m/z 132.10 35.86%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
7.60 7.80 8.00 8.20 8.40
5000 132 m/z 115.00 32.79%
91
o7 39 Sl e 77 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13572: 2,4-Dimethylstyrene
7.60 7.80 8.00 8.20 8.40
m/z 91.00 23.47%
5000
0‘
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 8.40

8270-BF121714_.M Wed Jan 07 10:49:12 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010615\
Data File : BF076762.D

Aca On : 6 Jan 2015 16:54

Operator =: 1Z / TP

Sample : G1011-03

Misc oW

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121714_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 16 4-tert-Butyltoluene Concentration Rank 10

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

8.36 4.90 ng 99099 Naphthalene-d8 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-tert-Butvltoluene 148 C11H16 000098-51-1 90
2 Benzene. 2.4-dimethvl-1-(1l-methv... 148 C11H16 004706-89-2 87
3 Benzene. l-ethvl-4-(1l-methvlethvl)- 148 C11H16 004218-48-8 86
4 Benzene. pentamethvl- 148 C11H16 000700-12-9 86
5 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 86

Abundance Scan 636 (8.356 min): BF076762.D (-633) (-) m/z 133.10 100.00%
5000
148
41 51 65 77 9|1 105 1|1|7 I 800 820 840 8.60
Obrrrprrrrprerr e e e prepe et et m/z 148.10 28.20%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21794: 4A-tert-Butyltoluene
133
5000
105 8.00 8.20 8.40 8.60
a1 148 m/z 117.10 12.02%
L s m T e P s
miz--> T 20 % 40 50 66 70 80 90 100 110 150 130 140 150
Abundance
133
8.00 8.20 8.40 8.60
5000 m/z 91.00 11.45%
148

, 15 27 39 51 e 77 91 105 117

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21834: Benzene, 1-ethyl-4-(1-methylethyl)-
133 8.00 8.20 8.40 8.60
0
105 m/z 134.10 11.31%
5000 o1 e
77 119
27 39 51 65 ‘
0.”“”w}?“Jq”Jﬁ“w””“mw”ML”w””:M.”W“”q””“”w””
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 8.20 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010615\
Data File : BF076762.D

Acq On : 6 Jan 2015 16:54

Operator - 1Z / TP

Sample : G1011-03

Misc W

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121714_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]
unknown2 .12 2.12 2.4 ng 29557 1 6.71 241919 20.0
2-Hexanol, 2-methyl- 4.22 23.4 ng 283490 1 6.71 241919 20.0
Benzene, l-ethyl-_.. 6.14 2.5 ng 30657 1 6.71 241919 20.0
unknown6 .41 6.41 85.0 ng 1028410 1 6.71 241919 20.0
Benzene, 1l-methyl... 7.04 2.8 ng 33446 1 6.71 241919 20.0
Benzene, (1-methy... 7.08 4.5 ng 54123 1 6.71 241919 20.0
Benzene, 2-ethyl-_._. 7.14 12.0 ng 145121 1 6.71 241919 20.0
Benzene, 1l-methyl... 7.91 2.6 ng 52989 2 8.30 404853 20.0
Benzene, 2-etheny... 7.99 5.5 ng 111965 2 8.30 404853 20.0
4-tert-Butyltoluene 8.36 4.9 ng 99099 2 8.30 404853 20.0
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