LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089523.D

Aca On : 1 Aug 2016 21:26

Operator : UM/SJ

Sample : H4251-11

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-BF072716.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 1.656 4 6 47 rVB 736354 1737696 100.00% 17.329%
2 4.547 257 259 268 rBV 41034 57246 3.29% 0.571%
3 5.039 300 302 318 rBV7 201253 323095 18.59% 3.222%
4 6.136 397 398 406 rBV2 150065 229469 13.21% 2.288%
5 6.239 406 407 420 rvB 540966 685235 39.43% 6.833%
6 6.479 426 428 439 rBV 179362 214143 12.32% 2.135%
7 6.627 439 441 456 rVvV 571718 672173 38.68% 6.703%
8 6.822 456 458 461 rVB 13907 21105 1.21% 0.210%
9 7.027 473 476 477 rBvV2 67009 89969 5.18% 0.897%
10 7.050 477 478 487 rVvV 501142 566533 32.60% 5.650%
11 7.176 487 489 491 rvVv 17131 21220 1.22% 0.212%
12 7.267 493 497 499 rvv2 38285 60460 3.48% 0.603%
13 7.428 507 511 516 rVB2 25593 38773 2.23% 0.387%
14 7.508 516 518 521 rBV 138373 156956 9.03% 1.565%
15 7.702 533 535 537 rBV 20131 21133 1.22% 0.211%
16 7.759 538 540 544 rVV3 231752 355094 20.43% 3.541%
17 7.862 548 549 553 rVV 13333 19076 1.10% 0.190%
18 7.999 556 561 563 rBV2 7686 18893 1.09% 0.188%
19 8.045 563 565 570 rvB4 10669 18167 1.05% 0.181%
20 8.239 579 582 585 rBV 23503 26499 1.52% 0.264%
21 8.422 593 598 600 rVB2 18854 24354 1.40% 0.243%
22 8.536 603 608 610 rBv4 12423 33453 1.93% 0.334%
23 8.673 618 620 622 rVB2 24133 29092 1.67% 0.290%
24 8.845 633 635 637 rBY 1190053 1095041 63.02% 10.920%
25 9.096 655 657 660 rBvV2 13982 27437 1.58% 0.274%
26 9.211 663 667 669 rVB3 15214 34580 1.99% 0.345%
27 9.302 674 675 680 rVB3 12123 18216 1.05% 0.182%
28 9.439 684 687 691 rVB3 21134 41456 2.39% 0.413%

29 9.508 691 693 695 rBvV 347554 362212 20.84% 3.612%
30 9.656 702 706 710 rBV3 71542 175743 10.11% 1.753%

31 9.713 710 711 714 rVB2 15211 18578 1.07% 0.185%
32 9.839 721 722 724 rBV 54198 86077 4._.95% 0.858%
33 10.033 731 739 742 rBV2 213186 428635 24.67% 4.274%
34 10.216 753 755 757 rBV 27099 30857 1.78% 0.308%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089523.D

Aca On : 1 Aug 2016 21:26

Operator : UM/SJ

Sample : H4251-11

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-BF072716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.262 757 759 760 rBV2 28254 33901 1.95% 0.338%
36 10.296 760 762 764 rBV 409739 555773 31.98% 5.542%
37 10.411 770 772 778 rVvv2 24680 43937 2.53% 0.438%
38 10.491 778 779 784 rVB4 13453 27038 1.56% 0.270%
39 10.639 788 792 795 rVB4 10700 23152 1.33% 0.231%
40 10.982 819 822 824 rBV 227598 318623 18.34% 3.177%
41 11.542 869 871 875 rVB 20557 33572 1.93% 0.335%
42 12.319 936 939 942 rBV 12525 21407 1.23% 0.213%

43 12.559 958 960 962 rBV 875195 811836 46.72% 8.096%
44 13.600 1048 1051 1056 rBV 149892 226551 13.04% 2.259%
45 14.925 1164 1167 1173 rBVY 150692 193372 11.13% 1.928%

Sum of corrected areas: 10027828
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089523.D

Aca On : 1 Aug 2016 21:26

Operator : UM/SJ

Sample : H4251-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abfﬁ‘g@ﬁ‘@& TIC: BF089523.D

1000000
800000} g6

600000 6.24 6.63
7.05

400000

200000 5,04 614 648 251

]
! e | e d

I I I
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abpdance olou TIC: BF089523.D

1000000
12.56

800000

600000

10.30

400000

7.76 10.98

200000

7. 3@3)048}.\24%4@53.67 11.54 12.32 L -l

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Aby .
Hpdance TIC: BF089523.D

1000000

800000

600000

400000

200000}.60 14.93

o

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089523.D

Aca On : 1 Aug 2016 21:26

Operator : UM/SJ

Sample : H4251-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4_.55 5.35 ng 57246 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetone 58 C3H60 000067-64-1 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 259 (4.547 min): BF089523.D (-257) (-) m/z 43.10 100.00%
43
59
5000
i PP
83 : : : :
ottt Sl 8 /7 59.10  64.84%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I I UL I B
59 420 440 460 480
m/z 101.10 22.77%
15 31 101
0 25, 37, 53“ 83 ‘
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
420 440 4.60 480
5000 41 m/z 58.10 16.17%
31
69 87
15 53 98
e R LA I UL IS UL RS RS IS SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #214: Acetone LI L L L LB L I
43 420 4.40 4.60 4.80
m/z 41.10 10.60%
5000
15
58
0 2 A %\7\\ 1]
RIS L SURILIL UL UL SULIL UL IS UL UL UL R IBESARBEASEBERAEE SRAE
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089523.D

Aca On : 1 Aug 2016 21:26

Operator : UM/SJ

Sample : H4251-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknowné6.24 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.24 64 .00 ng 685235 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 N-(-3.4-Methvlenedioxvohenvlisop... 267 C17H17NO2 1000378-96-6 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 407 (6.239 min): BF089523.D (-406) (-) m/z 132.00 100.00%

132
5000 \

6.00 6.20 6.40 660
m/z 68.10 51.59%

ol
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104

5000 T
6.00 6.20 6.40 6.60

51 78 m/z 66.10 33.02%

31 a4

AN S T NOUSY N | S | M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
—v—v—v—v—rv—v—#r

6.00 6.20 6.40 6.60
5000 m/z 134.00 31.04%

15 28 3 5 8 77 90 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2801: 2-Cyclohexen-1-one A b e
68 6.00 6.20 6.40 6.60

m/z 69.05 20.69%

5000
96
40
27 55
18 | HH A 81
e e o o ——TTTTTrrﬁ¥#

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089523.D

Aca On : 1 Aug 2016 21:26

Operator : UM/SJ

Sample : H4251-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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, 1,2,3,4-tetramethyl- Concentration Rank 9

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

7.27 3.41 ng 60460 Naphthalene-d8 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
4 1.3-Cvclopentadiene., 1.2.3.4-tet... 134 C10H14 076089-59-3 94
5 o-Cymene 134 C10H14 000527-84-4 94

Abundance Scan 497 (7.267 min): BF089523.D (-493) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 77 | 105 7.00 7.20 7.40 7.60
o NN R PSS S 1 P S m/z 134.10 41.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119
134
5000
7.00 7.20 7.40 7.60
o1 m/z 91.00 15.54%
o 15 27 4l S1sg65 77 | 98105115 | 197
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
7.00 7.20 7.40 7.60
5000 134 m/z 133.10 9.67%

39 77 91
21 51 5g 65 98105112 | 127

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119 7.00 7.20 7.40 7.60
m/z 120.10 9.44%
5000 134
39 77 o
o 15 27 % Sleg® 103 ) 107 |,
T T e e R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089523.D

Aca On : 1 Aug 2016 21:26

Operator : UM/SJ

Sample : H4251-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3,4-Dimethylcumene Concentration Rank 12

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

7.43 2.18 ng 38773 Naphthalene-d8 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 70
2 Benzene. 1.3-dimethvl-5-(l1-methyv... 148 C11H16 004706-90-5 50
3 Benzene. l-ethvl-4-(l-methvlethvl)- 148 C11H16 004218-48-8 49
4 1.5.6.7-Tetramethvlbicvclol3.2.0... 148 C11H16 134329-46-7 47
5 Ethanone, 1-(4-ethylphenyl)- 148 C10H120 000937-30-4 46

Abundance Scan 511 (7.428 min): BF089523.D (-507) (-) m/z 133.10 100.00%
5000
9% 105 148

41 51 65 7|7 | || 7.00 7.20 7.40 7.60 7.80
S S A R A N 1 N m/z 131.10 45_10%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22764: 3,4-Dimethylcumene
133
5000
148 7.00 7.20 7.40 7.60 7.80
9 105 m/z 91.10 36.69%
15 27 41 51 65 77 1 115
0.qu.q””,””m.”Lmapmq.Jq”.Jn”,nupﬂﬁpu.ﬂLq.”q”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
133
7.00 7.20 7.40 7.60 7.80
5000 m/z 119.10 35.53%
39 77 91 105 148
15 27 51 65 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22810: Benzene, 1-ethyl-4-(1-methylethyl)-
133 7.00 7.20 7.40 7.60 7.80
m/z 148.10 29.57%
105
5000 91
77 119 148
39 51 65 ‘
0.q}?“%EnJﬁndnnﬁﬂq”MPHQL”NJWJMFHWNHPHq””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089523.D

Aca On : 1 Aug 2016 21:26

Operator : UM/SJ

Sample : H4251-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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, 2-ethenyl-1,4-dime... Concentration Rank 6

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

7.51 8.84 ng 156956 Naphthalene-d8 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 80
2 Benzene. l1-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 70
3 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 55
4 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000767-99-7 55
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 55

Abundance Scan 518 (7.508 min): BF089523.D (-516) (-) m/z 119.10 100.00%
9

5000

7.20 7.40 7.60 7.80
m/z 117.10  98.72%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-

5000
7.20 7.40 7.60 7.80

m/z 134.10 35.11%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

117
132 7.20 7.40 7.60 7.80
5000 m/z 91.10 34 .39%
91
39 51 65 7 105

27
ol 15

Wﬁmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117

7.20 7.40 7.60 7.80
m/z 132.10  33.53%

I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089523.D

Aca On : 1 Aug 2016 21:26

Operator : UM/SJ

Sample : H4251-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknown9.44 Concentration Rank 11

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

9.44 2.29 ng 41456 Acenaphthene-d10 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetaldehvde. 2-methoxv-.... 178 C11H1402 053155-90-1 47
2 Mvrtene acid bromide 228 C10H13BroO 1000159-35-0 14
3 2-(2-CarboxvvinvD)pvridine. trans 149 C8H7NO2 007340-22-9 10
4 Ethanone. 1.1"-(3-amino-2.4-pvri... 178 C9H10N202 051460-33-4 9
5 Furo[3,2-b]pyridine, 2-methyl-, ... 149 C8H7NO2 069022-83-9 9

Abundance Scan 687 (9.439 min): BF089523.D (-684) (-) m/z 149.10 100.00%
149
178
5000 7 91 161
105
39 5|1 6|5 H ‘ 1ﬁ7 172 9.20 9.40 9.60 9.80
0 SR PO Y | S m/z 145.10 68.32%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43900: Benzeneacetaldehyde, 2-methoxy-.alpha.,5-dimethyl-
149
5000
o1 9.20 9.40 9.60 9.80
"o 178 m/z 178.10 53.67%
27 39 51 65 77 ‘ 105 ‘ U | e |
Oul|‘|‘||‘|‘||‘|‘|||‘|||“|||i‘:l‘u‘uu‘u‘luuu“uluuuu R e R
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149
9.20 9.40 9.60 9.80
5000 79 105 m/z 77.00 47 .56%
41 91
27| 53 65 121
0 133 160 187 228
mz-> 20 40 60 8 100 120 140 160 180 200 220
Abundance #23545: 2-(2-Carboxyvinyl)pyridine, trans L i
104 149 9.20 9.40 9.60 9.80
m/z 161.10 44 . 75%
5000
51 79
Ow"“l'ﬂ'l“'ﬁ"“l‘“'l“"wj"'“' | SR SRR '“'w"w4'“|“"'A'
miz--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089523.D

Aca On : 1 Aug 2016 21:26

Operator : UM/SJ

Sample : H4251-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9 3,5-Dimethylphenylacetic acid Concentration Rank 5

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

9.66 9.70 ng 175743 Acenaphthene-d10 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethviphenvlacetic acid 164 C10H1202 042288-46-0 58
2 Ethvl o-methvlbenzoate 164 C10H1202 000087-24-1 46
3 Ethvl 4-methvlbenzoate 164 C10H1202 000094-08-6 46
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 38
5 N-Methyl-o-toluamide 149 C9H11NO 002170-09-4 38

Abundance Scan 706 (9.656 min): BF089523.D (-702) (-) m/z 119.10 100.00%
119
164
5000
T A e T
9.40 9.60 9.80 10.00
o} m/z 164.05 59.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33336: 3,5-Dimethylphenylacetic acid
119
5000
164 9.40 9.60 9.80 10.00
g1 105 m/z 105.10 35.65%
0 15 27 3\9\ ! 5\]‘- §§ 7‘? ‘ M‘ H\‘ 135 146 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
119
91 9.40 9.60 9.80 10.00
5000 164 m/z 91.10 34.15%
65 135
39
ol 15 29 51 " 105 149
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33292: Ethyl 4-methylbenzoate T
119 9.40 9.60 9.80 10.00
m/z 149.10 27.97%
5000
1 136 164
o 27 39 51 % 77 | 105 | | 149
m/z--> 25 Jo eb 85 160 150 150 1éo 1éo gho 9.60 9%0 1&00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089523.D

Aca On : 1 Aug 2016 21:26

Operator : UM/SJ

Sample : H4251-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10 unknown9.84 Concentration Rank 8

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

9.84 4.75 ng 86077 Acenaphthene-d10 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thianaphthene-3-acetic acid 192 C10H802S 001131-09-5 43
2 Ethanone. 1-T4-(1-methvlethvl)ph... 162 C11H140 000645-13-6 43
3 2-Indolizinemethanol 147 C9HONO 022320-21-4 43
4 Benzene. 1.2.4-trimethvl-5-(1-me... 162 C12H18 010222-95-4 43
5 Benzene, 1-(1,1-dimethylethyl)-4._.. 162 C12H18 007364-19-4 38

Abundance Scan 722 (9.839 min): BF089523.D (-721) (-) m/z 147.10 100.00%
147
5000 91
163
43 105 137 102 e
363 f 133 178 9.60 9.80 10.00 10.20
o} m/z 91.10 41 .76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54135: Thianaphthene-3-acetic acid
147
5000 R UL UL BN B
192 9.60 9.80 10 00 10. 20
45 6 m/z 163.10 32.08%
0 16 28 P T oLl 89 1?3 1]\-5\ 135 il |
miz--> 20 40 60 8 100 120 140 160 180
Abundance
147
9.60 9.80 10.00 10.20
5000 m/z 117.10 29.16%
43 . 91 162
oL 15 27 53 63 103 M9,
miz-> 20 40 60 80 100 120 140 160 180
Abundance #22521: 2-Indolizinemethanol L b L LA B ot o
147 9.60 9.80 10 00 10. 20

m/z 105.00 28 .35%

130
5000 118
47 63 78 8 403 ‘ |
0 I nm Il Jury 1 I | il

m/z--> 20 40 60 80 100 120 140 160 180 9.60 9. 80 10 00 10. 20

8270-BF072716.M Tue Aug 02 17:21:23 2016 Page: 11



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF080116\
BF089523.D
1 Aug 2016 21:26
UM/SJ
H4251-11

18 Sample Multiplier: 1

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 4

Peak Number

11 unknownl10.03

R.T. EstConc Area Relative to ISTD R.T.
10.03 23.67 ng 428635 Acenaphthene-d10 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propofol 178 C12H180 002078-54-8 46
2 5-Nitrobenzimidazole 163 C7H5N302 1000229-89-5 41
3 4-lIsopropviphenvlacetic acid 178 C11H1402 004476-28-2 38
4 6-tert-Butvl-2.4-dimethviphenol 178 C12H180 001879-09-0 38
5 2-Methyl-2-phenylthiophane 178 C11H14S 014856-67-8 38

Abundance Scan 739 (10.033 min): BF089523.D (-731) (- m/z 163.10 100.00%
163
115 131
5000 a
9.80 10.00 10.20 10.40
o} m/z 131.05 60.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43976: Propofol
163
5000
9.80 10.00 10.20 10.40
n7 178 m/z 115.10 51.50%
9a 107 1 135
miz--> A 150 o 1o e
Abundance
163
R RN SN BN B
9.80 10.00 10.20 10.40
90
5000 1 m/z 91.05 49.19%
63 133
105
18 28 39 52 78 147
mz-> 20 40 60 8 100 120 140 160 180
Abundance #43770: 4-Isopropylphenylacetic acid e AR R
117 163 9.80 10.00 10.20 10.40
m/z 117.10 47 .51%
5000 91 178
65 77 105 133
RIS vl oS N SN I 0 W WA ¥
m/z--> 20 40 60 80 100 120 140 160 180 9.80 10.00 10.20 10.40

8270-BF072716.M Tue Aug 02 17:21:24 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089523.D

Aca On : 1 Aug 2016 21:26

Operator : UM/SJ

Sample : H4251-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 12 3-Buten-2-one, 4-(2,6,6-tri... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.41 2.76 ng 43937 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one. 4-(2.6.6-trimethy... 192 C13H200 014901-07-6 50
2 Phenol. 2.6-bis(l-methvipropvl)- 206 C14H220 005510-99-6 43
3 Phenol. 2.5-bis(l-methvipropvl)- 206 C14H220 054932-77-3 40
4 2-Thiazolamine. 4-(4-pvridinvl)- 177 C8H7N3S 1000351-69-3 38
5 5-Amino-1,4-dihydro-quinoxaline-... 177 C8H7N302 076097-87-5 37
Abundance Scan 772 (10.411 min): BF089523.D (-770) (-) m/z 177.10 100.00%
117
5000
206
91
105 135 149
a 57 17 121 163 10.00 10.20 10.40 10.60 10.80
o} m/z 206.20 29 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54648: 3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1-y)-
177
A
5000 43 DAL R BN
10.00 10.20 10.40 10.60 10.80
27 105 121 m/z 91.05 24 .03%
55 149
ol 15 2 eI \M A \\ L |
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
177
10,00 10.20 10,40 10.60 10.80
5000 m/z 135.00 20.02%
117 206
18 29 41 57 77 91 105 133 147 163 191
mz-> 20 40 60 80 100 120 140 160 180 200 0
Abundance #66101: Phenol, 2,5-bis(1-methylpropyl)- A
177 10.00 10.20 10.40 10.60 10.80
m/z 178.10 18.51%
5000
206
1829 41 57 77 91 107 121133 148 163 | 191
s B a8 1 i e we 1 2| |00 00 40 160 100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089523.D

Aca On : 1 Aug 2016 21:26

Operator : UM/SJ

Sample : H4251-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13 Dodecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.54 2.11 ng 33572 Phenanthrene-d10 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 53
2 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 50
3 n-Decanoic acid 172 C10H2002 000334-48-5 47
4 Undecanoic acid 186 C11H2202 000112-37-8 45
5 _beta.-D-Glucopyranoside, methyl... 292 C14H2806 1000157-04-9 38
Abundance Scan 871 (11.542 min): BF089523.D (-869) (-) m/z 73.00 100.00%
7
43
5000 129
171 213 R UUNILA SR UL BV I
| 11.20 11.40 11.60 11.80
obr—— I S S S e O T m/z 43.05 72.54%
m/z--> 50 150 200 250 300 350
Abundance #61120: Dodecanoic acid
60
41
5000 L S B B UL B
a5 12 1120 1140 1160 1180 |
m/z 57.10 70.07%
200
oL15 \‘, Ll ‘hlatq‘él AL
m/z--> 50 100 150 200 250 300 350
Abundance
73
43 155 11.20 11.40 11.60 11.80
5000 129 m/z 60.00 68.29%
98
ol i Wyl |4 217 279 330 387
m/z--> 50 100 150 200 250 300 350
Abundance #39474: n-Decanoic acid R e
78 11.20 11.40 11.60 11.80
m/z 41.10 57 .30%
129
5000
0 ‘] i.%?ﬁJ.. LAz — T
m/z--> 50 100 150 200 250 300 350 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080116\
Data File : BF089523.D

Acq On : 1 Aug 2016 21:26

Operator : UM/SJ

Sample - H4251-11

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.55 5.3 ng 57246 1 6.48 214143 20.0
unknown6 .24 6.24 64.0 ng 685235 1 6.48 214143 20.0
Benzene, 1,2,3,4-_.. 7.27 3.4 ng 60460 2 7.76 355094 20.0
3,4-Dimethylcumene 7.43 2.2 ng 38773 2 7.76 355094 20.0
Benzene, 2-etheny... 7.51 8.8 ng 156956 2 7.76 355094 20.0
unknown9 .44 9.44 2.3 ng 41456 3 9.51 362212 20.0
3,5-Dimethylpheny. .. 9.66 9.7 ng 175743 3 9.51 362212 20.0
unknown9 .84 9.84 4.8 ng 86077 3 9.51 362212 20.0
unknown10.03 10.03 23.7 ng 428635 3 9.51 362212 20.0
3-Buten-2-one, 4-... 10.41 2.8 ng 43937 4 10.98 318623 20.0
Dodecanoic acid 11.54 2.1 ng 33572 4 10.98 318623 20.0
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