LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081914.D

Aca On : 30 Sep 2015 21:19

Operator : UM/I1Z

Sample : 63868-02

Misc :

ALS Vial : 5 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-BF092815.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 2.240 7 9 14 rVB2 11360 27206 1.12% 0.100%
2 5.097 256 259 261 rBV 790409 1134799 46.87% 4.167%
3 5.497 292 294 297 rBVY 1623178 1878968 77.61% 6.899%
4 6.526 382 384 387 rBVY 1503496 1853130 76.54% 6.804%
5 6.617 390 392 394 rVB 51607 56023 2.31% 0.206%
6 6.675 394 397 399 rBVY 1739872 2228382 92.04% 8.182%
7 6.903 415 417 428 rBV 494952 617026 25.48% 2.265%
8 7.063 428 431 433 rBVY 1693531 1718151 70.96% 6.308%
9 7.475 464 467 469 rBV 975567 1210250 49.99% 4_.444%
10 8.195 527 530 532 rBV 579790 697988 28.83% 2.563%
11 8.240 533 534 536 rVB 44685 57615 2.38% 0.212%
12 8.389 545 547 550 rVB 27697 30301 1.25% 0.111%
13 8.480 550 555 558 rBvV4 22364 47856 1.98% 0.176%
14 8.606 564 566 567 rBV 101174 88410 3.65% 0.325%
15 8.720 575 576 580 rBV2 21060 45128 1.86% 0.166%
16 8.835 583 586 588 rvv4 18788 55465 2.29% 0.204%
17 8.869 588 589 591 rVB2 31434 34164 1.41% 0.125%
18 8.972 506 598 601 rBv4 17714 48819 2.02% 0.179%
19 9.098 607 609 611 rVB3 21857 25362 1.05% 0.093%

20 9.212 617 619 621 rVB 114743 148340 6.13% 0.545%

21 9.269 621 624 626 rBV 2494907 2421169 100.00% 8.890%

22 9.349 629 631 633 rvB2 54707 83204 3.44% 0.305%
23 9.623 654 655 656 rBvV 19316 25235 1.04% 0.093%
24 9.658 656 658 660 rvv 519812 583411 24.10% 2.142%
25 9.806 669 671 673 rBvV3 40653 45002 1.86% 0.165%
26 9.852 673 675 676 rBv2 51098 50785 2.10% 0.186%
27 9.886 676 678 679 rVB 20483 27661 1.14% 0.102%
28 9.943 681 683 685 rvB 829328 819777 33.86% 3.010%
29 10.046 691 692 694 rBvV2 25927 28343 1.17% 0.104%
30 10.138 698 700 703 rVB3 43991 90526 3.74% 0.332%
31 10.195 703 705 709 rvB3 69328 99585 4.11% 0.366%
32 10.263 709 711 713 rBV2 44004 63259 2.61% 0.232%
33 10.309 713 715 717 rVB2 37169 53700 2.22% 0.197%

34 10.366 717 720 722 rBV2 44342 116712 4.82% 0.429%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081914.D

Aca On : 30 Sep 2015 21:19

Operator : UM/I1Z

Sample : 63868-02

Misc :

ALS Vial : 5 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-BF092815.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.435 724 726 728 rVB3 29503 41383 1.71% 0.152%
36 10.492 728 731 732 rBV3 29009 60779 2.51% 0.223%
37 10.595 737 740 743 rVB 211071 272567 11.26% 1.001%
38 10.641 743 744 747 rVB3 24735 28543 1.18% 0.105%

39 10.732 750 752 755 rBV 1280519 1401011 57.87% 5.144%
40 10.858 760 763 765 rvV 495109 526669 21.75% 1.934%

41 10.926 767 769 773 rBV5 32266 77738 3.21% 0.285%
42 11.304 799 802 805 rBv2 1453117 2199109 90.83% 8.074%
43 11.361 805 807 809 rvB 690541 738224 30.49% 2.710%
44 11.406 809 811 812 rBV 126075 109223 4_.51% 0.401%
45 11.429 812 813 821 rVB 716367 904514 37.36% 3.321%

46 11.669 832 834 836 rBvV 73127 86005 3.55% 0.316%
47 11.715 836 838 840 rvv2 29220 38277 1.58% 0.141%
48 11.761 840 842 846 rVB4 26864 56824 2.35% 0.209%
49 12.412 897 899 903 rVvB3 18827 28442 1.17% 0.104%
50 12.481 903 905 907 rBvV2 21116 27719 1.14% 0.102%
51 12.641 918 919 926 rVB 31185 56914 2.35% 0.209%
52 12.869 937 939 943 rBV 27907 50339 2.08% 0.185%

53 13.018 950 952 964 rVB 2230975 2351374 97.12% 8.633%
54 13.910 1028 1030 1040 rBV 86479 226265 9.35% 0.831%
55 14.070 1042 1044 1057 rVB 592492 842237 34.79%% 3.092%
56 15.110 1132 1135 1139 rBV2 9099 25676 1.06% 0.094%
57 15.521 1169 1171 1189 rBV 302280 574573 23.73% 2.110%

Sum of corrected areas: 27236157
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF093015\
BF081914.D

30 Sep 2015 21:19

umziz

G3868-02

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081914.D

Aca On : 30 Sep 2015 21:19

Operator : UM/I1Z

Sample : 63868-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.10 36.78 ng 1134800 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 259 (5.097 min): BF081914.D (-256) (-) m/z 43.05 100.00%

43

59
5000
101
480 5.00 5.20 5.40
83
o...,....,....,....-,'::..‘??.':I,...‘??....,.~...,...=,|....,....,....,....,...., m/z 59.10 63.66%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-

43

N

5000 59 LI L L L L L L L BB |
480 5.00 5.20 5.40
m/z 101.10 21.42%
3 83 g3 't
o} SN AP | A AU
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
R ma
57 4.80 500 520 5.40
5000 m/z 58.10 17.79%
29 101
o 2 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 4.80 5.00 5.20 5.40

m/z 41.10 8.94%

5000 41
68
0 || s0, 126 142

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081914.D

Aca On : 30 Sep 2015 21:19

Operator : UM/I1Z

Sample : 63868-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknown6.67 Concentration Rank 1

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

6.67 72.23 ng 2228380 1,4-Dichlorobenzene-d4 6.90
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 397 (6.675 min): BF081914.D (-394) (-) m/z 132.00 100.00%
5000
68
40 54 7 a7 9% 5115 6.40 6.60 6.80 7.00
0 B E e m/z 134.00 33.31%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00
31 51 78 m/z 68.10 32.56%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.05 21.52%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 96.10 12 .85%
5000 og M°
o b L8 o |l ase 189
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081914.D

Aca On : 30 Sep 2015 21:19

Operator : UM/I1Z

Sample : 63868-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Octane, 2,6-dimethyl- Concentration Rank 11

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

8.61 2.53 ng 88410 Naphthalene-d8 8.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 78
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 78
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 72
4 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 72
5 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 72

Abundance Scan 566 (8.606 min): BF081914.D (-564) (-) m/z 57.10 100.00%
57
71
5000 43
85 113 820 840 8.60 880 9.00
99
o..,....,....,....-,!:..,.~.|.|:,....';:...,.!'..,...~.-,....,!'...,.1.2]“?,....,....,. m/z 71.10 67.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18443: Octane, 2,6-dimethyl-
57
43 71
5000 S SR RSN R
8.20 8.40 8.60 8.80 9.00
m/z 43.10 48.93%
29 85 113
0"v%$'v'ﬂjw"”ﬂ'"v'hlw"”U"'v'h'v'??w"wlt'w'}?z"“%%?“l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
7 820 840 8.60 880 9.00
5000 43 m/z 41.10 26.67%
29
112
ol 15 85 o3 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18447: Octane, 3,6—dimethy|— [TT T T[T T T[T T T T[T T [TT
57 8.20 8.40 8.60 8.80 9.00
m/z 56.10 21.29%
71
5000 43
29
113
0 1 L 8 99 " 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 820 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081914.D

Aca On : 30 Sep 2015 21:19

Operator : UM/I1Z

Sample : 63868-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 Dodecane, 2,7,10-trimethyl- Concentration Rank 9

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

9.21 3.62 ng 148340 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 78
3 Tridecane. 3-methvl- 198 C14H30 006418-41-3 72
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 72
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64

Abundance Scan 619 (9.212 min): BF081914.D (-617) (-) m/z 57.10 100.00%
g7
71

5000

#3

8.80 9.00 9.20 9.40 9.60
m/z 71.10 81.35%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64587: Dodecane, 2,7,10-trimethy!-
57
71
43
5000 AR AARASAREAS AR

880 900 920 940 9.60
29 ‘ 85 m/z 43.10 47.32%

| I ‘ 99113127141155169183197

m/z--> 2|O 4|0 6|0 8|0 1(|)O 120 140 160 180 200 220 240 2('30 ZEIBO
Abundance
57
1 ISR S
43 8.80 9.00 9.20 9.40 9.60
5000 m/z 85.10 35.81%
85
29 99 113197

141155169183197211225239253267 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55024: Tridecane, 3-methyl-
57 8.80 9.00 9.20 9.40 9.60
m/z 41.10 30.31%
43
5000
71
29
> 99 69
o w L - | 9 1131271411551‘ 183198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 880 900 920 940 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081914.D

Aca On : 30 Sep 2015 21:19

Operator : UM/I1Z

Sample : 63868-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 2-Isopropyl-5-methyl-1-hept... Concentration Rank 14

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

9.35 2.03 ng 83204 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Isopropvl-5-methvl-1-heptanol 172 C11H240 091337-07-4 59
2 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 59
3 Disulfide. di-tert-dodecvl 402 C24H50S2 027458-90-8 53
4 Hexadecane. l1l-chloro- 260 C16H33ClI 004860-03-1 53
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 50

Abundance Scan 631 (9.349 min): BF081914.D (-629) (-) m/z 57.10 100.00%
57
8 A R L L I
125,07 103 9.00 9.20 9.40 9.60
o m/z 43.10 49.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #37500: 2-Isopropyl-5-methyl-1-heptanol
57
85
5000 N LA LN AN LR B
9.00 9.20 9.40 9.60
29 “ 125 m/z 71.10 38.80%
0::“:“:“””‘*‘0$“|1‘| T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
A RN R
9.00 9.20 9.40 9.60
5000 m/z 55.10 34.10%
29 85
o 1 134154
m/z--> 50 100 150 200 250 300 350 400
Abundance #156987: Disulfide, di-tert-dodecy! B B A
57 9.00 9.20 9.40 9.60
m/z 41.10 32.89%
5000 85
2L
ol bl a0, || o520 saae TV T
m/z--> 50 100 150 200 250 300 350 400 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081914.D

Aca On : 30 Sep 2015 21:19

Operator : UM/I1Z

Sample : 63868-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 7 Undecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.14 2.21 ng 90526 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 Cl11H24 001120-21-4 50
2 Dodecane 170 C12H26 000112-40-3 43
3 1-Decanol. 2.2-dimethvl- 186 C12H260 002370-15-2 43
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 43
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 38
Abundance Scan 700 (10.138 min): BF081914.D (-698) (-) m/z 57.10 100.00%
57
43 n
5000
9.80 10.00 10.20 1040
o} m/z 71.10 68.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27120: Undecane
57
43
71
5000 N SRR RN SR
85 9.80 10.00 10.20 10.40
29 m/z 43.10 61.15%
98 156
o ..1‘.1,.‘.‘..Ua..“‘.‘,..“a.,‘l...“,..1:}:.3,1.2.7..,...l,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 71 9.80 10.00 10.20 1040
5000 m/z 85.10 48 .66%
85
29
o 15 98 112 127 141 170
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #46883: 1-Decanoal, 2,2—dimethy|— L L B L L L B L
57 9.80 10.00 10.20 10.40
43 m/z 155.10 46.59%
5000 t
29 85 155
| 9 s
0 .}?,.‘L i Jlu.‘ﬁﬂ.ﬂr:.ﬂh..4.,%%?.}%%.M LR
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081914.D

Aca On : 30 Sep 2015 21:19

Operator : UM/I1Z

Sample : 63868-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 8 Dodecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.19 2.43 ng 99585 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 87
2 Tetratetracontane 619 C44H90 007098-22-8 83
3 Octacosane 394 C28H58 000630-02-4 80
4 Nonacosane 408 C29H60 000630-03-5 72
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 72
Abundance Scan 705 (10.195 min): BF081914.D (-703) (-) 57.10 100.00%
57
l 134170 9.80 10.00 10.20 10.40 10.60
O I 17— m/z 71.10 73.16%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #36159: Dodecane
57

5000 TT T T[T T T T [T T T T[T T T T TT
9.80 10.00 10.20 10.40 10.60
m/z 43.10 61.99%
170
OP?HWQ.WNm.“l” R mEE AEBARRARE AR RS
mz—-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
e
9.80 10.00 10.20 10.40 10.60
5000 m/z 85.10 55.90%
97
ol 26 141 183 225 267 309 351 393 435 491 535 574 617
T T [T T T T o [ T T T P e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155178: Octacosane e AAAE m s
57 9.80 10.00 10.20 10.40 10.60
m/z 41.10 32.28%
5000

99
26 ] |, 141 183 225 281 337 394

e M —— N

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 980 10 00 10 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081914.D

Aca On : 30 Sep 2015 21:19

Operator : UM/I1Z

Sample : 63868-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Pentacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.37 2.85 ng 116712 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 64
2 Dodecane 170 C12H26 000112-40-3 62
3 Tetratetracontane 619 C44H90 007098-22-8 59
4 Hexatriacontane 507 C36H74 000630-06-8 59
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 53
Abundance Scan 720 (10.366 min): BF081914.D (-717) (-) m/z 57.10 100.00%
57
h 155 105 10.00 10.20 10.40 10.60
oA oy m/z 43.10 67.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #142112: Pentacosane
57
5000 USSR BN PR B
mmmmmmmm
m/z 71.10 50.32%
ol h hhﬂ‘\\\ oS 225 267 809 352
m/z--> o 50 160 150 200 250 300 350 400 4%0 560 séo 660
Abundance
57
10,00 10.20 10.40 10.60
5000 m/z 85.10 34 .64%
oL 26 98 170
m/z--> 0 55 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #172958: Tetratetracontane A R
57 10.00 10.20 10.40 10.60
m/z 41.10 33.44%
5000
97
o 141 183 225 267 309 351 393 463 505 561 603
m/z--> c') 5'0 1(')0 1&'30 200 250 300 350 400 450 5(')0 5&'30 6(I)O 10. oo 10 20 10 40 10 60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081914.D

Aca On : 30 Sep 2015 21:19

Operator : UM/I1Z

Sample : 63868-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.59 6.65 ng 272567 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Decane. 2-methvl- 156 C11H24 006975-98-0 81
3 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 81
4 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 76
5 Tridecane 184 C13H28 000629-50-5 72
Abundance Scan 740 (10.595 min): BF081914.D (-737) (-) m/z 57.10 100.00%
g7
e AMM_\/LLA
85 S
113 169 10.20 10.40 10.60 10.80 11.00
o....|,|.l..1|.l|,.ll.-.1‘.”,.l...z?'%... e | m/z  71.10  50.90%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 NN A BN U
85 10.20 10.40 10.60 10.80 11.00
m/z 43.10 39.65%
0 ??‘ | || (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.20 10.40 10.60 10.80 11.00
5000 m/z 85.10 26 .20%
85
29 112
141
L L (L B L UL L UL
m/z--> 50 100 150 200 250 300 350
Abundance #36184: Decane, 3,6—dimethy|— L BN LU BN N
57 10.20 10.40 10.60 10.80 11.00
m/z 41.10 19.71%
5000 85
29
Ly e
0:::‘:::::‘::::|||||||||||||||||||| T T
m/z--> 50 100 150 200 250 300 350 10,20 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081914.D

Aca On : 30 Sep 2015 21:19

Operator : UM/I1Z

Sample : 63868-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Tridecane, 5-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.86 11.65 ng 526669 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 86
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 86
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
4 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 64
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 64

Abundance Scan 763 (10.858 min): BF081914.D (-760) (-) m/z 57.10 100.00%

57
71
5000 43
‘ &5

9 113
| | 127 141 155 169 184 10.60 10.80 11.00 11.20
o.,....,'...|,..".-.,-:...-',..!'.,.'...,~....,..-..,-.'..1?,7....,....?‘.“.‘.., m/z 71.10 70.54%
mz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73971: Tridecane, 5-propyl-
57
43 71
5000 LI L L L L B L

10.60 10.80 11.00 11.20
85 m/z 43.10 48.27%

99 112
ol 30 ‘M i ‘ | 127141154168 183197 226
L A e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
R St
43 10.60 10.80 11.00 11.20
5000 7 m/z 85.10 27.60%
85
28 99 113
0 127141 155 169 183196 211 225 239 254
L = == ESIHNIS e o L S S LeA L.
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64587: Dodecane, 2,7,10-trimethyl- e e
57 10.60 10.80 11.00 11.20
71 m/z 41.10 21.09%
43
5000
o L | ‘ 99 113127 141 155 160 183 197
N T T
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081914.D

Aca On : 30 Sep 2015 21:19

Operator : UM/I1Z

Sample : 63868-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 12 2-Propanol, 1-chloro-, phos... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.30 48.63 ng 2199110 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-chloro-. phosphate... 326 C9H18C1304P 013674-84-5 90
2 Bis(1l-chloro-2-propvD)(3-chloro-... 326 C9H18CI1304P 137909-40-1 49
3 4-Chloro-2-nitrobenzoic acid 201 C7H4CINO4 006280-88-2 22
4 n-pentvl(l-propenvldimethvilsilane 170 C10H22Si 136964-13-1 10
5 1,2,5-Oxadiazol-3-amine, 4-[5-(4... 277 C11H8CIN502 1000276-59-0 9
Abundance Scan 802 (11.304 min): BF081914.D (-799) (-) m/z 125.00 100.00%
99 125
41 201
5000
5o 11.00 11.20 11.40 11.60
0 m/z 99.00 89.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131042: 2-Propanol, 1-chloro-, phosphate (3:1)
99 125
41
5000
o7 201 277 11.00 11.20 11.40 11.60
175
77 m/z 41.10 54 .46%
ol a5 159 | L] “‘ |, 233251 M‘ 293 313
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
99
125 RN IR B B
157 11.00 11.20 11.40 11.60
5000 175 5y 277 m/z 201.00 52.64%
as 17 233
) 251 203 54
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #56847: 4-Chloro-2-nitrobenzoic acid R S R
5 99 11.00 11.20 11.40 11.60
201 m/z 157.00 43.76%
20 157
5000 50 127
12 184
0 e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.00 11.20 11.40 11.60

8270-BF092815.M Thu Oct 01 15:33:57 2015

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081914.D

Aca On : 30 Sep 2015 21:19

Operator : UM/I1Z

Sample : 63868-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 13 Bis(l-chloro-2-propyl)(3-ch... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.36 16.32 ng 738224 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(l-chloro-2-propv)(3-chloro-... 326 C9H18CI1304P 137909-40-1 87
2 2-Propanol. 1-chloro-. phosphate... 326 C9H18CI1304P 013674-84-5 47
3 Bis(3-chloro-1-propvD)(1l-chloro-... 326 C9H18CI1304P 137888-35-8 42
4 Tris(3-chloropropvl) phosphate 326 C9H18CI1304P 001067-98-7 36
5 3-Pyridinecarboxylic acid, 2-chl... 157 C6H4CINO2 002942-59-8 9
Abundance Scan 807 (11.361 min): BF081914.D (-805) (-) m/z 99.00 100.00%
99
a1 125 o,
5000
7 11.00 11.20 11.40 11.60
59 : : : :
0 m/z 125.00 69.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131044: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phosphate
99
125
157
5000 175 e
201 2t 11.00 11.20 11.40 11.60
45 L ‘ 233 ‘ m/z 157.00 62.71%
251 293
Olrrrprrrr Ml BRI N W i 313329
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
99 125
a1 11.00 11.20 11.40 11.60
5000 157 m/z 41.10 60.08%
201 277
77 175
oL15 57 141 233251 | 293 313329
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131045: Bis(3-chloro-1-propyl)(1-chloro-2-propyl)phosphate LB L o o
99 11.00 11.20 11.40 11.60
m/z 117.00 39.68%
157
5000 175
17 o
57 77 “ 233251 217 293
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093015\
Data File : BF081914.D

Aca On : 30 Sep 2015 21:19

Operator : UM/I1Z

Sample : 63868-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Trichloroacetic acid, penta... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.91 5.37 ng 226265 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 1-Docosene 308 C22H44 001599-67-3 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 5-Eicosene. (BE)- 280 C20H40 074685-30-6 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 91
Abundance Scan 1030 (13.910 min): BF081914.D (-1028) (-) m/z 57.10 100.00%
57 33
41
139 163 13.60 13.80 14.00 14.20
Obrrr e m/z 55.10 89.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43
83
5000 UL BN SR I
13.60 13.80 14.00 14.20
m/z 43.05 84.68%
o 139154 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
o7 13.60 13.80 14.00 14.20
5000 71 m/z 83.10 83.72%
29
125
14 153168 308

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester

13.60 13.80 14.00 14.20
m/z 97.10 74.65%

69

5000

125

153168 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF093015\
Data File : BF081914.D

Acq On : 30 Sep 2015 21:19

Operator : UM/1Z

Sample - G3868-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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]
2-Pentanone, 4-hy... 5.10 36.8 ng 1134800 1 6.90 617026 20.0
unknown6 .67 6.67 72.2 ng 2228380 1 6.90 617026 20.0
Octane, 2,6-dimet... 8.61 2.5 ng 88410 2 8.19 697988 20.0
Dodecane, 2,7,10-... 9.21 3.6 ng 148340 3 9.94 819777 20.0
2-1sopropyl-5-met. .. 9.35 2.0 ng 83204 3 9.94 819777 20.0
Undecane 10.14 2.2 ng 90526 3 9.94 819777 20.0
Dodecane 10.19 2.4 ng 99585 3 9.94 819777 20.0
Pentacosane 10.37 2.9 ng 116712 3 9.94 819777 20.0
Heptacosane 10.59 6.7 ng 272567 3 9.94 819777 20.0
Tridecane, 5-propyl- 10.86 11.7 ng 526669 4 11.43 904514 20.0
2-Propanol, 1-chl... 11.30 48.6 ng 2199110 4 11.43 904514 20.0
Bis(1-chloro-2-pr... 11.36 16.3 ng 738224 4 11.43 904514 20.0
Trichloroacetic a... 13.91 5.4 ng 226265 5 14.07 842237 20.0
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