LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087896.D

Aca On > 11 Jun 2016 2:27

Operator : UM/SJ

Sample = H3440-05

Misc :

ALS Vial : 34 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-BF060716.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 1.747 12 14 23 rvVB 188589 365399 8.89% 1.374%
2 1.873 23 25 71 rVB 1999038 4111403 100.00% 15.465%
3 3.713 182 186 189 rvVB 88383 135387 3.29% 0.509%
4 4.970 294 296 300 rBV 58780 82475 2.01% 0.310%
5 5.404 331 334 336 rVB 1347577 1361214 33.11% 5.120%
6 6.364 417 418 421 rVB 52200 48496 1.18% 0.182%
7 6.444 422 425 427 rBV 967556 898166 21.85% 3.378%
8 6.582 434 437 439 rBY 2074574 2227716 54.18% 8.380%
9 6.810 455 457 459 rBV 715692 593053 14.42% 2.231%
10 6.970 468 471 472 rBV 2171692 2007902 48.84% 7 .553%

11 6.993 472 473 475 rVB 520524 378064 9.20% 1.422%
12 7.062 478 479 481 rBv2 119319 115932 2.82% 0.436%
13 7.153 484 487 490 rBv2 112532 162794 3.96% 0.612%
14 7.382 502 507 509 rBV 1719785 2092862 50.90% 7.872%
15 7.462 512 514 516 rBV 80387 76873 1.87% 0.289%

16 7.507 516 518 519 rvv 86766 77343 1.88% 0.291%
17 7.587 521 525 527 rvB2 157295 162765 3.96% 0.612%
18 7.759 537 540 542 rvv2 89212 166203 4._.04% 0.625%
19 7.839 544 547 549 rBV 496517 447917 10.89% 1.685%
20 8.033 563 564 567 rvv2 42152 71533 1.74% 0.269%

21 8.102 567 570 571 rvVv 782090 881442 21.44% 3.316%
22 8.147 571 574 576 rvV3 164888 243057 5.91% 0.914%

23 8.193 576 578 579 rvv2 50889 55293 1.34% 0.208%
24 8.227 579 581 582 rvv2 41986 52371 1.27% 0.197%
25 8.296 585 587 590 rvv3 75524 77761 1.89% 0.292%
26 8.342 590 591 602 rvv5 75191 236489 5.75% 0.890%
27 8.479 602 603 605 rvB 52257 49803 1.21% 0.187%
28 8.570 609 611 612 rvVv 79661 74378 1.81% 0.280%
29 8.616 612 615 617 rVvv3 27932 47435 1.15% 0.178%
30 8.662 617 619 620 rvv2 47414 54005 1.31% 0.203%
31 8.685 620 621 623 rvv2 54085 53210 1.29% 0.200%
32 8.730 623 625 626 rvv2 28045 51285 1.25% 0.193%

33 8.765 626 628 629 rvv2 91286 126922 3.09% 0.477%
34 8.925 636 642 646 rvv5 34820 126215 3.07% 0.475%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087896.D

Aca On > 11 Jun 2016 2:27

Operator : UM/SJ

Sample = H3440-05

Misc :

ALS Vial : 34 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-BF060716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.016 646 650 651 rBv4 21610 58790 1.43% 0.221%
36 9.039 651 652 655 rvB3 45998 47064 1.14% 0.177%
37 9.130 658 660 662 rvv3 27334 45624 1.11% 0.172%
38 9.176 662 664 666 rvB 2818350 2446170 59.50% 9.201%
39 9.325 675 677 682 rVB4 40061 78991 1.92% 0.297%
40 9.416 682 685 688 rBvV 47830 64438 1.57% 0.242%
41 9.565 696 698 702 rVB 53772 62930 1.53% 0.237%
42 9.748 712 714 718 rBvV4 15928 42188 1.03% 0.159%
43 9.850 720 723 725 rBV 768756 753194 18.32% 2.833%
44 10.388 767 770 774 rVB4 27414 55008 1.34% 0.207%

45 10.628 789 791 794 rvv2 917929 1322563 32.17% 4_975%

46 11.325 850 852 854 rVvB 709666 576140 14.01% 2.167%
47 12.914 988 991 993 rBV 1927802 2165383 52.67% 8.145%
48 13.954 1079 1082 1084 rBV 566957 554075 13.48% 2.084%
49 15.211 1190 1192 1196 rVB 28606 45177 1.10% 0.170%
50 15.360 1202 1205 1208 rBV 331026 388121 9.44% 1.460%

51 15.680 1230 1233 1237 rVB 41372 71518 1.74% 0.269%

52 16.228 1277 1281 1283 rBV 25286 51599 1.26% 0.194%

53 16.880 1335 1338 1344 rVB2 15523 42904 1.04% 0.161%
Sum of corrected areas: 26585040
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087896.D

Aca On : 11 Jun 2016 2:27

Operator : UM/SJ

Sample : H3440-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF087896.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087896.D

Aca On : 11 Jun 2016 2:27

Operator : UM/SJ

Sample : H3440-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 16

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

4.97 2.78 ng 82475 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
3 Hvdrazine. 1.l1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 40
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25

Abundance Scan 296 (4.970 min): BF087896.D (-294) (-) m/z 43.10 100.00%
43
59
5000
101
83 4.60 4.80 5.00 5.20 5.40
0 ...,....l,':..-.l-',....,-....-,|.1.1.1.,....,....,....,....,2]0.7.. m/z 59.10  60.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR RARRE LA LA
4.60 4.80 5.00 5.20 5.40
59 m/z 101.10 19.81%
2\7\ LIl H 70 83 i
G L U S S WL I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 480 500 520 5.40
5000 m/z 58.10 17.38%
a1 101
ol 15 27 71 83
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)- e IR R e
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 11.13%
5000 101
27 42 116
0 ...|....|....|..7.3.|8.4...|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BF061016\
Data File : BF087896.D

Aca On : 11 Jun 2016 2:27

Operator : UM/SJ

Sample : H3440-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 unknown6.58 Concentration Rank 2

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

6.58 75.13 ng 2227720 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 437 (6.582 min): BF087896.D (-434) (-) m/z 132.00 100.00%
5000
68
0 s | o J o5 640 6o 650 b0
54 - - - - -
O bl [T 87 L3515 Y | “m/z 68.10 34.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R SR SN R R
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 34.31%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 22.04%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! )
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 13.99%
5000 og M°
ol L ‘L!JD.Z‘.\‘”\H. s 189 el
m/z--> 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\BF061016\
Data File : BF087896.D

Aca On : 11 Jun 2016 2:27

Operator : UM/SJ

Sample : H3440-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 trans-Cinnamyl bromide Concentration Rank 4

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

6.99 12.75 ng 378064 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Cinnamvl bromide 196 C9H9Br 026146-77-0 59
2 Benzene. 1.1"-(1.5-hexadiene-1.6... 234 C18H18 004439-45-6 50
3 m-Aminophenvlacetvlene 117 C8H7N 054060-30-9 43
4 Benzene. (2-bromocvclopropvl)- 196 C9H9Br 036617-02-4 42
5 Deltacyclene 118 C9H10 007785-10-6 42

Abundance Scan 473 (6.993 min): BF087896.D (-472) (-) m/z 117.10 100.00%
147
5000
91 L0 B R0 7 h0 750 70
39 51 63 103 6.60 6.80 7.00 7.20 7.40
o I e e || M/Z 118.10  55.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58675: trans-Cinnamyl| bromide
117
5000 I L L I R
6.60 6.80 7.00 7.20 7.40
91 m/z 115.05 29.48%
oL 15 27 ¥ 5163 77 | 105 || 12 160 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117
6.60 6.80 7.00 7.20 7.40
5000 m/z 91.10 13.14%
91
o 27 39 51 65 77 103 || 129143 165178191203 234
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8585: m-Aminophenylacetylene
117 6.60 6.80 7.00 7.20 7.40
m/z 116.05 6.56%
5000
89
0 2739516375 | 101 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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\BF061016\
Data File : BF087896.D

Aca On : 11 Jun 2016 2:27

Operator : UM/SJ

Sample : H3440-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Benzene, 1,2-diethyl- Concentration Rank 10

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

7.06 3.91 ng 115932 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 97
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 97
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 95
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 83

Abundance Scan 479 (7.062 min): BF087896.D (-478) (-) m/z 119.05 100.00%
105 149
5000 134
91
77
39 51 65 | | | 6.80 7.00 7.20 7.40
Obrrprrrrprerprerbterr el et e WL TmZz 105.05 98.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14842: Benzene, 1,2-diethyl-
105 119
5000 134
o1 6.80 7.00 7.20 7.40
m/z 134.10 46.72%
s B B et el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
680 7.00 7.20 7.40
5000 134 m/z 91.10 27 .74%
91
o il 58 65 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14841: Benzene, 1,4-diethyl-
105 119 6.80 7.00 7.20 7.40
m/z 77.10 18.41%
5000 134
91
o 2 B S S Tel llae
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\BF061016\
Data File : BF087896.D

Aca On : 11 Jun 2016 2:27

Operator : UM/SJ

Sample : H3440-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 12

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

7.59 3.69 ng 162765 Naphthalene-d8 8.10
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 o-Cvmene 134 C10H14 000527-84-4 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93

Abundance Scan 525 (7.587 min): BF087896.D (-521) (-) m/z 119.10 100.00%
119
5000 134
91
39 g3 77 | 105 o867 7.20 7.40 7.60 7.80 8.00
O bl e e e e e .| M7z 134.100 43.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-

5000
7.20 7.40 7.60 7.80 8.00

m/z 91.10 15.78%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119
7.20 7.40 7.60 7.80 8.00
5000 134 m/z 120.10 9.81%
39 91
L1 63 /7 | 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
7.20 7.40 7.60 7.80 8.00
m/z 133.10 9.22%
5000
04
m/z--> 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087896.D

Aca On : 11 Jun 2016 2:27

Operator : UM/SJ

Sample : H3440-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Benzene, 2,4-diethyl-1-methyl- Concentration Rank 11

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

7.76 3.77 ng 166203 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2.4-diethvl-1-methvl- 148 C11H16 001758-85-6 81
2 Benzene. 1.3-diethvl-5-methvl- 148 C11H16 002050-24-0 81
3 Benzene. 1.4-diethvl-2-methvl- 148 C11H16 013632-94-5 58
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 50
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 49

Abundance Scan 540 (7.759 min): BF087896.D (-537) (-) m/z 119.10 100.00%
119
133
5000 91 148
105
41 51 65 7| ‘ || 7.40 7.60 7.80 8.00
Obrrrrrrrprrrr et e ettt 1 TmZz 133,10 70.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22796: Benzene, 2,4-diethyl-1-methyl-
133
119
5000
o1 148 7.40 7.60 7.80 8.00
105 m/z 148.10 47.34%
5 27 39 51 65 ‘
0 "|""|"""|""‘|""'|"""|"l"'|""l‘|""|""|"=" ||Hl‘||||||l||||||||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119 133
7.40 7.60 7.80 8.00
5000 o 148 m/z 91.00 39.58%
77 105
) 5 28 39 =51 65
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22797: Benzene, 1,4-diethyl-2-methyl-
133 7.40 7.60 7.80 8.00
m/z 105.10 31.86%
119
5000 148
91 105
"P%?W"%ﬁ'”??'”'?%”'P??W"”I'”'I”"P"'"”'”'I”"P"W"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087896.D

Aca On : 11 Jun 2016 2:27

Operator : UM/SJ

Sample : H3440-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 6

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

7.84 10.16 ng 447917 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
2 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 86
3 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 76
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 70
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 70

Abundance Scan 547 (7.839 min): BF087896.D (-544) (-) m/z 117.10 100.00%
117
5000 132
91
39 51 65 77 103 145 160 7.60 7.80 8.00 8.20
o} m/z 119.10 40.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
o1 7.60 7.80 8.00 8.20
m/z 132.10 39.31%
s 27 39 Sﬁ 65 77 ‘ 105
O”P”W”LP”W””“MHML'Mh””w“WMMP”h””%LW””P”W””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
7.60 7.80 8.00 8.20
5000 132 m/z 115.10 29.72%
91
15 27 39 51 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117 7.60 7.80 8.00 8.20
m/z 131.10 20.30%
132
5000
91
o7 39 51 65 77 103
0”P“W““P”W“”th”LPJ“”“T“WMMWJl“JPMW””P”W”“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087896.D

Aca On : 11 Jun 2016 2:27

Operator : UM/SJ

Sample : H3440-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8

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

8.34 5.37 ng 236489 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 97
2 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 95
3 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 91
4 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 81
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 81

Abundance Scan 591 (8.342 min): BF087896.D (-590) (-) m/z 131.10 100.00%
5000
146
ol 104 115
39 51 65 77 | | ||| I 8.00 820 840 8.60
o A R MOPRH TR PR S | 1 S m/z 146.10  32.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methy!-
131
5000
146 8.00 8.20 8.40 8.60
91 118 m/z 91.00 23.74%
15 27 39 51 63 77 ‘ 104
0'”I”MI”MI””“”“I””IM”P'MP'”P'”Pw”"w"ﬂl”'P”'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
146 8.00 8.20 8.40 8.60
5000 o1 m/z 115.00 20.93%
115
27 39 53 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131 8.00 8.20 8.40 8.60
m/z 117.10 20.86%
146
5000
a 115
e | 15 )
0”' T T I\I\” SR TP FE— ”” -l |||‘| AN E—
m/z--> 10 20 30 40 5'0 60 70 80 9'0 100 110 120 130 140 150 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087896.D

Aca On : 11 Jun 2016 2:27

Operator : UM/SJ

Sample : H3440-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
" 8.76 2.88ng 126922  Naphthalene-ds 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 Cl1H14 001680-51-9 58

017496-14-9 49
000769-57-3 49

2 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100
3 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14

4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 47
5 Benzene, l-methyl-4-(1-methyl-2-_._. 146 C11H14 097664-18-1 43
Abundance Scan 628 (8.765 min): BF087896.D (-626) (-) m/z 131.05 100.00%
118 146
5000
105
39 51 77 ea | 840 860 880 9.00
o.,....,....,....,..~..,.':-.--q-'-',:...,'..n..,:'.:: ....,.'..-!',!...,....'i.... m/z 146.10 69.02%
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methy!-
118 131
146
5000
o1 105 8.40 8.60 8.80 9.00
m/z 118.05 68.75%
39 5 77 ‘
0.,“.W.HM.L.ﬂu”PWHNLJI.”q.”.“M”P.LH”.le?ﬁL.P.“
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
146 8.40 8.60 8.80 9.00
5000 m/z 147.00 64.08%
103 117
39 51 63 77 91
o 27 110
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
13 8.40 8.60 8.80 9.00
146 m/z 148.00 44 . 95%
5000 91
39 51 65 77 105 115
B VI PO A3 1.
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087896.D

Aca On : 11 Jun 2016 2:27

Operator : UM/SJ

Sample : H3440-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Benzene, 1-(1-methylethenyl... Concentration Rank 15

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

8.92 2.86 ng 126215 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-(1l-methvlethenv)-2-(... 160 C12H16 005557-93-7 86
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 76
3 Benzene. 1-(1-methvlethenvl)-3-(... 160 C12H16 001129-29-9 70
4 1H-Indene. 2.3-dihvdro-1.1.3-tri... 160 C12H16 002613-76-5 60
5 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 55

Abundance Scan 642 (8.925 min): BF087896.D (-636) (-) m/z 145.10 100.00%
145
118
5000 160 xﬂ
860 8.80 9.00 9.20
o} m/z 118.10 55.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30951: Benzene, 1-(1-methylethenyl)-2-(1-methylethyl)-
145
5000
8.60 8.80 9.00 9.20
91 170 160 m/z 160.10 50.02%
s e T 15 7
0'W“HV“W““ﬁ“w““P“W““P“W““P¢W““P“H““W“W““ﬂ“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
118
145
8.60 8.80 9.00 9.20
5000 m/z 117.10 46.63%
160
. o1 128
|15 28 39 51 65 103
R L IR AR RRARS LEARS AR RRARS AR KRN UL RS LALLE LARLN RALAN LARAN LARLI
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30953: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)- e
145 8.60 8.80 9.00 9.20
m/z 115.05 30.57%
5000 160
" o1 105 117 108
51 77 ‘
0 ”I}?W'EZP'”“”'W'”'Pﬁil”ﬂh'”ﬁﬁ'”lmk"hﬂ"AW”'W“J'P'”N“'W A U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087896.D

Aca On : 11 Jun 2016 2:27

Operator : UM/SJ

Sample : H3440-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
932 210ng 78991  Acenaphthene-di0 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 020027-77-4 93

2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16
3 Benzene. 1-(l-methvlethenvl)-3-(... 160 C12H16
4 Benzene. 1-(l-methvlethenvl)-2-(... 160 C12H16
5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16

001076-61-5 93
001129-29-9 90
005557-93-7 81
002613-76-5 76

Abundance Scan 677 (9.325 min): BFO87896.D (-675) (- m/z 145.10 100.00%

145

5000 160

9.00 9.20 9.40 9.60

0 m/z 160.10 45 .44%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30937: Naphthalene, 1,2,3,4-tetrahydro-5,6-dimethyl-
145
5000 160
9.00 9.20 9.40 9.60
117 132 m/z 117.10 34.08%
77 91 105
L AN Al | 1N N T
m/z--> 20 40 60 80 100 120 140 160
Abundance
145
e B R S
160 9.00 9.20 9.40 9.60
5000 m/z 132.10 28.46%
132
117
15 27 39 51 65 77 91 105
— e e e e e e i e
m/z--> 20 40 60 80 100 120 140 160
Abundance #30953: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145 9.00 9.20 9.40 9.60
m/z 146.10 26.29%
5000 160
91 105 17
5 27 A 51 e 77 ‘ ‘ w 128
0...,.W..U..ﬁ.,m..“h.u..,ﬁ..l”.wh.,ut..ﬂ...., e A REES B B
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087896.D

Aca On : 11 Jun 2016 2:27

Operator : UM/SJ

Sample : H3440-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Heptasiloxane, hexadecamethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
15.21  2.33ng 45177  Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Heptasiloxane. hexadecamethvl- 532 C16HA806Si7  000541-01-5 59

2 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 25
3 Heptasiloxane. 1.1.3.3.5.5.7.7.9... 504 C14H4406Si7 019095-23-9 25
4 Trisiloxane. 1.1.1.5.5.5-hexamet... 384 C12H3604Si5 003555-47-3 22

5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 18
Abundance Scan 1192 (15.211 min): BF087896.D (-1190) (-) m/z 73.05 100.00%
147 291
5000 281
355
L M
” 117 191 429 14.80 15.00 15.20 15.40 15.60
o m/z 147 .05 71.65%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237932: Heptasiloxane, hexadecamethyl-
221
73
5000 147 LN L L L L B
281 14.80 15.00 15.20 15.40 15.60
051 m/z 221.05 67 .45%
0 45 ] 117\ | 1?1‘\\ ‘ “\ h‘\ h ‘\\311‘\ L\ ‘\\371397 42\9 517
e B B L e B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
147 221
73 14.80 15.00 15.20 15.40 15.60
5000 m/z 281.10 36 .84%
191
117 279
45 247
- e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235668: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-te... L e e e
73 14.80 15.00 15.20 15.40 15.60
m/z 355.10 27 .72%
5000 207
133 281 355
0 45,1103 || 177, |, 251 | 327/ | 383 429 489
e T AL e S S
m/z--> 50 100 150 200 250 300 350 400 450 500 14.80 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061016\
Data File : BF087896.D

Acq On > 11 Jun 2016 2:27

Operator : UM/SJ

Sample - H3440-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4_97 2.8 ng 82475 1 6.81 593053 20.0
unknown6 .58 6.58 75.1 ng 2227720 1 6.81 593053 20.0
trans-Cinnamyl br... 6.99 12.8 ng 378064 1 6.81 593053 20.0
Benzene, 1,2-diet... 7.06 3.9 ng 115932 1 6.81 593053 20.0
Benzene, 1,2,3,4-_.. 7.59 3.7 ng 162765 2 8.10 881442 20.0
Benzene, 2,4-diet... 7.76 3.8 ng 166203 2 8.10 881442 20.0
Benzene, 2-etheny... 7.84 10.2 ng 447917 2 8.10 881442 20.0
Naphthalene, 1,2,... 8.34 5.4 ng 236489 2 8.10 881442 20.0
Naphthalene, 1,2,... 8.76 2.9 ng 126922 2 8.10 881442 20.0
Benzene, 1-(1l-met... 8.92 2.9 ng 126215 2 8.10 881442 20.0
Naphthalene, 1,2,... 9.32 2.1 ng 78991 3 9.85 753194 20.0
Heptasiloxane, he... 15.21 2.3 ng 45177 6 15.36 388121 20.0
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