LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088139.D

Aca On : 18 Jun 2016 17:39

Operator : UM/SJ

Sample : H3501-20

Misc :

ALS Vial : 15 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 1.667 5 7 11 rVvv 106267 158192 7.97% 0.732%
2 1.781 15 17 24 rVV 1022808 1450070 73.03% 6.714%
3 1.873 24 25 58 rvB 89154 399524 20.12% 1.850%
4 2.901 114 115 123 rBvV 13228 41864 2.11% 0.194%
5 4.844 283 285 291 rBV 93259 132320 6.66% 0.613%
6 5.244 315 320 322 rBV 26751 36733 1.85% 0.170%
7 5.290 322 324 326 rBVY 1758779 1809659 91.14% 8.379%
8 6.204 402 404 405 rBV 42201 32191 1.62% 0.149%
9 6.239 405 407 408 rvB 36350 35912 1.81% 0.166%
10 6.284 408 411 413 rVB 44093 44366 2.23% 0.205%

11 6.342 413 416 419 rBV2 1367015 1985567 100.00% 9.193%
12 6.456 424 426 429 rBV 1613278 1751817 88.23% 8.111%
13 6.513 429 431 433 rVB 169406 161142 8.12% 0.746%
14 6.684 444 446 450 rBvV 640088 567358 28.57% 2.627%

15 6.742 450 451 454 rVvv 53733 49343 2.49% 0.228%
16 6.844 458 460 462 rVV 1685900 1638067 82.50% 7.584%
17 6.936 466 468 470 rBvV 24422 38795 1.95% 0.180%
18 7.016 473 475 479 rVB2 39222 66132 3.33% 0.306%
19 7.153 486 487 491 rBV2 13698 35148 1.77% 0.163%
20 7.256 491 496 498 rVV 1109105 1121156 56.47% 5.191%
21 7.347 501 504 505 rBvV3 10873 22929 1.15% 0.106%
22 7.462 511 514 515 rBV 29375 36063 1.82% 0.167%
23 7.485 515 516 518 rVB2 30966 42350 2.13% 0.196%
24 7.599 523 526 528 rBV3 17434 35976 1.81% 0.167%
25 7.645 528 530 533 rvv2 20117 43626 2.20% 0.202%
26 7.713 533 536 537 rvv2 59291 80339 4._05% 0.372%
27 7.736 537 538 540 rvv2 20348 27379 1.38% 0.127%
28 7.782 540 542 546 rVB4 17976 33660 1.70% 0.156%
29 7.976 556 559 561 rBvV 673432 759070 38.23% 3.515%
30 8.045 564 565 566 rvB 46782 32069 1.62% 0.148%
31 8.273 581 585 588 rBV5 20378 55159 2.78% 0.255%
32 8.410 594 597 601 rvB2 38013 76751 3.87% 0.355%
33 8.616 613 615 618 rVB3 12286 26431 1.33% 0.122%
34 8.685 618 621 623 rVB2 46917 58761 2.96% 0.272%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088139.D

Aca On : 18 Jun 2016 17:39

Operator : UM/SJ

Sample : H3501-20

Misc :

ALS Vial : 15 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 8.788 627 630 632 rBv2 29740 35840 1.81% 0.166%
36 8.879 635 638 640 rBv4 13689 27985 1.41% 0.130%
37 9.005 646 649 650 rBvV 54755 62363 3.14% 0.289%
38 9.050 650 653 655 rvvV 2146544 1930266 97.21% 8.937%
39 9.130 658 660 663 rBvV3 17459 35018 1.76% 0.162%
40 9.199 663 666 669 rvB5 11672 24537 1.24% 0.114%
41 9.245 669 670 672 rVB 19072 20811 1.05% 0.096%
42 9.313 673 676 678 rVB 36995 53272 2.68% 0.247%
43 9.382 680 682 684 rvv2 60145 80822 4_.07% 0.374%
44 9.450 686 688 690 rvv 796820 684932 34 .50% 3.171%
45 9.508 690 693 695 rvB2 13524 31853 1.60% 0.147%
46 9.725 709 712 714 rBV 695023 709771 35.75% 3.286%
47 9.828 719 721 723 rVB2 28149 39097 1.97% 0.181%
48 9.930 723 730 731 rBv4 34580 83345 4._.20% 0.386%
49 10.045 738 740 741 rBV 16977 24990 1.26% 0.116%
50 10.136 745 748 749 rvv2 24051 50962 2.57% 0.236%
51 10.159 749 750 754 rvVv 33049 38576 1.94% 0.179%
52 10.262 758 759 763 rBV3 13565 32911 1.66% 0.152%
53 10.376 768 769 772 rVB 44536 58647 2.95% 0.272%
54 10.513 778 781 783 rBV 691507 794809 40.03% 3.680%
55 10.548 783 784 787 rVB3 24393 30970 1.56% 0.143%
56 10.639 790 792 795 rBV 64887 117925 5.94% 0.546%
57 10.845 806 810 813 rBVS5 20332 44450 2.24% 0.206%
58 10.959 818 820 822 rVB3 16125 20861 1.05% 0.097%
59 11.085 829 831 832 rBV 33325 55428 2.79% 0.257%
60 11.108 832 833 836 rvB 73439 69818 3.52% 0.323%
61 11.199 839 841 845 rBV 664916 602166 30.33% 2.788%
62 11.256 845 846 850 rvB4 16306 22385 1.13% 0.104%
63 11.462 861 864 865 rvB2 26947 39961 2.01% 0.185%
64 11.508 865 868 869 rBvV 42321 44758 2.25% 0.207%
65 11.736 886 888 890 rvB3 16457 20697 1.04% 0.096%
66 11.805 892 894 899 rvB4 10908 31357 1.58% 0.145%
67 12.194 925 928 930 rBV 16382 29445 1.48% 0.136%
68 12.788 977 980 982 rBV 1500735 1653001 83.25% 7.653%
69 13.702 1058 1060 1064 rVB 60399 87767 4.42% 0.406%

70 13.828 1069 1071 1074 rVvVv 575333 545564 27.48% 2.526%
71 13.931 1078 1080 1082 rVvVv 38379 36804 1.85% 0.170%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088139.D

Aca On : 18 Jun 2016 17:39

Operator : UM/SJ

Sample : H3501-20

Misc :

ALS Vial : 15 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 15.211 1190 1192 1199 rVB 377238 437912 22.05% 2.028%

Sum of corrected areas: 21597995
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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:\HPCHEM1I\BNA F\DATA\BF061816\

BF088139.D

18 Jun 2016 17:39

UM/SsJ

H3501-20

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

1.78

TIC: BF088139.D

5.29
6.46 6.84

6.34

7.26

4.84

5 te.509 147 g0

0
Time-->

5.00

5.50

T
4.50 6.50 7.00

Abundance

2000000

1500000

1000000

500000

ks

TIC: BF088139.D

12.79

12.19

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088139.D

2000000

1500000

1000000

13.83
15.21
500000
13.7013.93

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\BF061816\
Data File : BF088139.D

Aca On : 18 Jun 2016 17:39

Operator : UM/SJ

Sample : H3501-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Propane, 1,1-dimethoxy- Concentration Rank 4

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

1.87 14.08 ng 399524 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Glvcine 75 C2H5N02 000056-40-6 7
3 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 4
4 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 4
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 4

Abundance Scan 25 (1.873 min): BF088139.D (-24) (-) m/z 75.10 100.00%
79.1
5000 45.1
| 570 180 200 220
O s e L O o O B m/z 73.10 76.24%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75.0
5000 29.0 S LI WAL
1.80 200 2.20
m/z 45.10 41.70%
‘\ | 57.0 | 870 1030
0"'l""l"" '"|“"|“"|“"|“"|“"w'"w'"w
m/z--> 10 60 70 80 90 100 110
Abundance
30.0
I N S
1.80 200 220
5000 m/z 41.05 25.46%
75.0
450 o570
G S L UL BRI SR UL UL S ULIL S
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #717: Methane, isothiocyanato- B B L B e
73.0 1.80 200 220
m/z 47.00 16.16%
5000
45.0
0 15\.0 26"0 \35\.0“\ | 58\'0 ‘\ il
m/z--> 10 20 30 40 50 60 70 8 90 100 110 180 200 220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088139.D

Aca On : 18 Jun 2016 17:39

Operator : UM/SJ

Sample : H3501-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.84 4.66 ng 132320 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 285 (4.844 min): BF088139.D (-283) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 S SN
| 83.0 4.60 4.80 5.00 5.20
o 1 | SNV |t N m/z 59.10 65.60%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR L LN
4.60 4.80 5.00 5.20
59.0 m/z 101.10 23.38%
0 20 | a9y @0 g0 ™0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
410 460 480 500 520
5000 m/z 58.10 17.59%
86.0
. 50.0 69.0 101.0
LU UL SR SR SR LRI FULRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime R EEamTaRE TR
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.69%
5000
101.0
15.0 58.0
om0l %Y ee0  eao |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088139.D

Aca On : 18 Jun 2016 17:39

Operator : UM/SJ

Sample : H3501-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown6.46 Concentration Rank 1

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

6.46 61.75 ng 1751820 1,4-Dichlorobenzene-d4 6.68
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 426 (6.456 min): BF088139.D (-424) (-) m/z 132.00 100.00%
132.0
5000 68.1
201 o1 ek gho ok 6k
01 : e B m/z 68.10 40.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RSN SUASE RAREE REE
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.35%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
" 620 6.40 6.60 6.80
5000 m/z 66.10 26.16%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propiony! S  REE S REEaEmas
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 16.74%
74.0
5000 98.0 116.0
0|||||||||||||‘|‘|‘||‘|h|||‘|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| AR EAR RS
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088139.D

Aca On : 18 Jun 2016 17:39

Operator : UM/SJ

Sample : H3501-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Benzene, 1,2,3-trimethyl- Concentration Rank 5

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

6.51 5.68 ng 161142 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Mesitvlene 120 C9H12 000108-67-8 94
4 2.4-Nonadivne 120 C9H12 063621-15-8 90
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 431 (6.513 min): BF088139.D (-429) (-) m/z 105.10 100.00%
105.1
5000 120.1
391 511 651 77||1 91|.1 A | 6.20 6.40 6.60 6.80
O L L i o e T L m/z 120.10 45.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000
6.20 6.40 6.60 6.80
m/z 119.10 13.46%
150 270 390 510 50 17 90 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105.0
120.0 6.20 6.40 6.60 6.80
5000 m/z 77.10 10.53%

15.0 27.0 390 51.0 65.0 77.0 91.0

Ol T T T T e e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105.0 6.20 6.40 6.60 6.80
m/z 91.10 9.51%
120.0
5000
39.0 510 7.0 910
..,.1.5'.(.),..ZZ'.(,)....‘,‘....,‘.‘..a‘,??'.(?,...‘:‘,....,‘....,.‘al.,..‘.‘.,‘....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088139.D

Aca On : 18 Jun 2016 17:39

Operator : UM/SJ

Sample : H3501-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 8 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 11

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

7.02 2.33 ng 66132 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 90
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 90
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 90
4 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 90
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 90

Abundance Scan 475 (7.016 min): BF088139.D (-473) (-) m/z 119.10 100.00%
119.1
134.1
5000 o1, 1051
39.1 510 651 77.0 ‘ 6.60 6.80 7.00 7.20 7.40
)i Y S N BN N m/z 134.10 45.66%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
134.0 6.60 6.80 7.00 7.20 7.40
m/z 105.10 36.56%
27.0 390 510 650 77.0 9#0 10?0 i
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
6.60 6.80 7.00 7.20 7.40
m/ 91.10 31.63Y%
5000 134.0 z 0

0 39.0 510 650 77.0 91.0 105.0

2.0 15.0 27.
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14868: Benzene, 1,2,3,4-tetramethyl-

119.0 6.60 6.80 7.00 7.20 7.40
m/z 117.00 10.16%
134.0
5000

27.0 390 510 65.0 77.0 %Dl%o
0 "'I""I""I""'I""I""'I"""I""'I""I""I""I""I"""l""l""'l" RABERARANRARER ARSE R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 660 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088139.D

Aca On : 18 Jun 2016 17:39

Operator : UM/SJ

Sample : H3501-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 14

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

7.71 2.12 ng 80339 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 90
2 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 60
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 60
4 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 53
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 53

Abundance Scan 536 (7.713 min): BF088139.D (-533) (-) m/z 117.10 100.00%
11y.1
5000 1321
91.0
39.0 510 651 77.0 | 105.1 ||‘ 7.40 7.60 7.80 8.00
0..““.“”.“.Jﬁ.”pn”“N““.du““u””,mmu“!H”nmnnw.. m/z 119.10 77 .23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
91.0 7.40 7.60 7.80 8.00
0
270 390 510 650 770 ‘ 1050 m/z 132.10 39.30%
0..ﬁﬁqpnhp.ﬂp.”hhmﬁmnprnq””\u”,mﬁ,”.h”nﬂh.w”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117.0
132.0 7.40 7.60 7.80 8.00
5000 m/z 115.00 32.41%
91.0
o709 39.0 51.0 650 77.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14033: 3-Phenylbut-1-ene
117.0 7.40 7.60 7.80 8.00
m/z 134.10 28.42%
5000
91.0 132.0
27.0 39‘-0 51‘-0 65.0 77‘-0 ‘ 1050
) Y S SO | T .‘ﬁ‘.. ...l‘ S P .‘ﬁ.. N 111 NN | F—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088139.D

Aca On : 18 Jun 2016 17:39

Operator : UM/SJ

Sample : H3501-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Octane, 2,6-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.41 2.02 ng 76751 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 72
2 Sulfurous acid. 2-ethvlhexvl pen... 264 C13H2803S 1000309-18-9 64
3 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 64
4 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 64
5 Sulfurous acid, octyl 2-propyl e... 236 C11H2403S 1000309-11-9 59
Abundance Scan 597 (8.410 min): BF088139.D (-594) (-) m/z 57.10 100.00%
541 711
5000 431
1 | 85|° o1 01 181,04 8.00 820 840 8.60 8.80
Olerprrreprrrr bl el el et e m/z - 71.10 0 88.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19181: Octane, 2,6-dimethyl-
57.0
43.0 71.0
5000 RN R RS RS L
8.00 8.20 8.40 8.60 8.80
m/z 43.10 51.22%
29.0 85.0 113.0
o150 | | L " 970 | 127.0 1420
mize> 16 2 % 40 80 65 b 8 90 100 110 130 130 140 150
Abundance
57.0 71.0
43.0 800 820 840 8.60 8.80
5000 m/z 41.10 31.91%
29.0

113.0
830 97.0 129.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #161093: Sulfurous acid, 2-ethylhexyl nony! ester A RREEE RS E ST
57.0 8.00 8.20 8.40 8.60 8.80
71.0 m/z 69.10 25.75%
5000 43.0
85.0
29.0 113
el ] sto BP0 1210
oSN NV 1 | NN | 1 S N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088139.D

Aca On : 18 Jun 2016 17:39

Operator : UM/SJ

Sample : H3501-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 11 Naphthalene, 2,7-dimethyl- Concentration Rank 13

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

9.38 2.28 ng 80822 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
4 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97

Abundance Scan 682 (9.382 min): BF088139.D (-680) (-) m/z 156.10 100.00%
5000
115.0128.1
39.1 571 760 g90 100 9.00 9.20 9.40 9.60 9.80
ol 1020 m/z 141.10 84.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28481: Naphthalene, 2,7-dimethyl-
156.0
5000 141.0
9.00 9.20 9.40 9.60 9.80
470 m/z 155.10 30.59%
oo 270 510 009 | 900102020120 | 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
156.0
141.0 9.00 9.20 9.40 9.60 9.80
5000 m/z 115.00 16.16%
77.0 115.0
o 270 510 640 90.0102.0 1280
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28484: Naphthalene, 2,3-dimethyl-
156.0 9.00 9.20 9.40 9.60 9.80
141.0 m/z 153.10 15.22%
5000
115.0
0 270390 L 63\\0 ‘M 89.0 102.0 12\?0 il J
m/z--> 10 20 30 4'0 50 60 70 80 90 100 110 120 130 140 150 160 9.00 9.20 9.40 9.60 9.80

8270-BF060716.M Mon Jun 20 17:30:07 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088139.D

Aca On : 18 Jun 2016 17:39

Operator : UM/SJ

Sample : H3501-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 10

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

9.93 2.35 ng 83345 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 93
2 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 90
3 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 86
4 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 76
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 76

Abundance Scan 730 (9.930 min): BF088139.D (-723) (-) m/z 170.10 100.00%
155.1 170.1
5000
57.1
43.1 71.1 g5.0 139.1
99.1 115.0 9.60 9.80 10.00 10.20
of m/z 155.10 91.92%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38375: Naphthalene, 2,3,6-trimethyl-
155.0 170.0
5000
9.60 9.80 10.00 10.20
m/z 57.10 35.37%
76 0 115 0128.0
180 30 630750 g0 2o || ]
m/z--> 20 Jo eb 86 100 120 140 160 '
Abundance
155.0
170.0 USRNSSR AR
9.60 9.80 10.00 10.20
5000 m/z 168.00 32.61%
115.0128.0
o 200 830770 g19 142.0
miz--> 20 40 60 8 100 120 140 160 A
Abundance #38368: Naphthalene, 1,4,5-trimethyl- L LA L L B |
155.0 9.60 9.80 10.00 10.20
170.0 m/z 71.10 25.97%
5000
115.0128.0 ‘
63.0 76.0
oo, B0 a0 T agel) ) el )
m/z--> 20 40 60 80 100 120 140 160 9.60 9.80 10.00 10.20

8270-BF060716.M Mon Jun 20 17:30:08 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088139.D

Aca On : 18 Jun 2016 17:39

Operator : UM/SJ

Sample : H3501-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.64 3.92 ng 117925 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 80
2 Eicosane 282 C20H42 000112-95-8 80
3 Heptadecane. 7-methvl- 254 C18H38 020959-33-5 80
4 Dodecane. l-iodo- 296 C12H251 004292-19-7 80
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
Abundance Scan 792 (10.639 min): BF088139.D (-790) (-) m/z 57.10 100.00%
57.1
5000
85.1
| 1131 1841 100 1060 10180 1260
ob bbb bl R m/z 71.10 74.00%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 LRI IS SRR BN B
85.0 10,40 10.60 10.80 11.00
m/z 43.10 52.87%
0 Z%O‘ | | | 113.0141.0169.0197.0225.0253.0281.0 323.0351.0380.0
m/z--> 50 160 150 200 250 300 350
Abundance
57.0
10,40 1060 10.80 11.00
5000 m/z 85.10 33.94%
85.0
29.0
o 113.0141.0169.0197.0225.0253.0282.0
m/z--> 50 100 150 200 250 300 350
Abundance #105892: Heptadecane, 7-methyl- AR B EE B
57.0 10.40 10.60 10.80 11.00
m/z 41.10 23.85%
5000
85.0
29.0 118.0 168.0
S o e 7Y N I N
m/z--> 50 100 150 200 250 300 350 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088139.D

Aca On : 18 Jun 2016 17:39

Operator : UM/SJ

Sample : H3501-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 14 Dodecane, l1l-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.11 2.32 ng 69818 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1l-i1odo- 296 C12H25l1 004292-19-7 86
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
3 2-methvloctacosane 408 C29H60 1000376-72-8 78
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 74
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 72
Abundance Scan 833 (11.108 min): BF088139.D (-832) (-) m/z 57.10 100.00%
57.1
5000
L [ s e 10130 11,00 1220 1140
ol b b — m/z 71.10 88.06%
m/z--> 50 100 150 200 250 300 350
Abundance #140552: Dodecane, 1-iodo-
57.0
5000 UL DA BN RGN B
10.80 11.00 11.20 11.40
m/z 43.10 49.63%
‘ 99.0 155.0
Ou‘lt‘l“.‘l‘.“.lu‘.‘..‘.‘..1.97{0....'.... —
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10,80 11,00 11.20 1140
5000 m/z 85.10 48.15%
99.0
o 141.0 183.0 239.0 296.0
m/z--> 55 160 150 200 250 360 3éo
Abundance #215181: 2-methyloctacosane R B AL a
57.0 10.80 11.00 11.20 11.40
m/z 41.10 25.54%
5000
99.0
o 2&9[ | J | 1410 1830 2250 267.0 309.0  365.0394.0
m/z--> 50 100 1%0 200 250 300 350 ' 10%0 1100 1120 1f4o '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061816\
Data File : BF088139.D

Aca On : 18 Jun 2016 17:39

Operator : UM/SJ

Sample : H3501-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 15 1-Heneicosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.70 3.22 ng 87767 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 90

5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 87

Abundance Scan 1060 (13.702 min): BF088139.D (-1058) (-) m/z 83.10 100.00%

5000

13.40 13.60 13.80 14.00
m/z 97.10 99.71%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
55,0 83.0

5000 111.0 R e s o eSS
13.40 13.60 13.80 14.00

m/z 55.10 94 . 75%

29.0 139.0

167.0 196.0 238.0 266.0 294.0

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 97.0
69'0 II|IIII|IIII|IIII|IIII|
13.40 13.60 13.80 14.00
5000 m/z 57.10 92.09%
125.0
15.0 154.0 182.0 210.0 238.0 266.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127771: 3-Eicosene, (E)- R  ERmmaT B
13.40 13.60 13.80 14.00
m/z 69.10 83.61%

5000
29.0 111.0

139.0 167.0 196.0 224.0 252.0 280.0
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061816\
Data File : BF088139.D

Acq On : 18 Jun 2016 17:39

Operator : UM/SJ

Sample - H3501-20

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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]
Propane, 1,1-dime... 1.87 14.1 ng 399524 1 6.68 567358 20.0
2-Pentanone, 4-hy... 4.84 4.7 ng 132320 1 6.68 567358 20.0
unknown6 .46 6.46 61.8 ng 1751820 1 6.68 567358 20.0
Benzene, 1,2,3-tr... 6.51 5.7 ng 161142 1 6.68 567358 20.0
Benzene, 1-ethyl-. .. 7.02 2.3 ng 66132 1 6.68 567358 20.0
Benzene, 2-etheny... 7.71 2.1 ng 80339 2 7.98 759070 20.0
Octane, 2,6-dimet. .. 8.41 2.0 ng 76751 2 7.98 759070 20.0
Naphthalene, 2,7-... 9.38 2.3 ng 80822 3 9.72 709771 20.0
Naphthalene, 2,3, ... 9.93 2.4 ng 83345 3 9.72 709771 20.0
Heptacosane 10.64 3.9 ng 117925 4 11.20 602166 20.0
Dodecane, 1-iodo- 11.11 2.3 ng 69818 4 11.20 602166 20.0
1-Heneicosanol 13.70 3.2 ng 87767 5 13.83 545564 20.0
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