LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\
Data File : BF093581.D

Aca On : 11 Mar 2017 21:38

Operator : SJ/MA

Sample : 12228-02 2X

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-BF030717.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 4.858 258 260 273 rBV 318312 493015 16.57% 1.385%
2 5.316 298 300 316 rBVY 1934223 2602219 87.48% 7.311%
3 6.378 391 393 401 rBVY 2361857 2974745 100.00% 8.358%
4 6.493 401 403 406 rVB 2577885 2515049 84.55% 7.066%
5 6.721 420 423 425 rBV 1269767 1677399 56.39% 4_.713%
6 6.870 434 436 441 rBV 1995151 1866576 62.75% 5.244%
7 6.973 444 445 448 rVB3 28154 44038 1.48% 0.124%
8 7.099 455 456 458 rBvV2 21717 31033 1.04% 0.087%
9 7.259 465 470 471 rBV3 38990 72860 2.45% 0.205%
10 7.293 471 473 477 rBV 1816490 1708850 57.45% 4.801%
11 7.499 487 491 492 rBvV4 36348 89712 3.02% 0.252%
12 7.521 492 493 495 rVB 70376 55998 1.88% 0.157%
13 7.579 495 498 499 rBV3 18637 35525 1.19% 0.100%
14 7.636 499 503 505 rvv3 66331 98995 3.33% 0.278%
15 7.681 505 507 509 rBV2 25592 37229 1.25% 0.105%
16 7.750 511 513 517 rvv4 30737 59451 2.00% 0.167%
17 7.819 517 519 522 rVV3 33079 52482 1.76% 0.147%
18 7.887 522 525 528 rBV3 28862 73562 2.47% 0.207%

19 8.002 533 535 538 rvV 1846248 2105145 70.77% 5.915%
20 8.070 540 541 542 rVB 147086 100901 3.39% 0.283%

21 8.093 542 543 547 rVB2 48595 82945 2.79% 0.233%
22 8.162 547 549 551 rBV3 46635 76071 2.56% 0.214%
23 8.207 551 553 554 rvB 95255 93218 3.13% 0.262%
24 8.287 558 560 564 rBV3 76898 138746 4.66% 0.390%
25 8.356 564 566 567 rBV 25592 35469 1.19% 0.100%
26 8.390 567 569 570 rvVB 61855 58806 1.98% 0.165%
27 8.424 570 572 577 rBv2 212069 357805 12.03% 1.005%
28 8.504 577 579 581 rBvV2 36554 77405 2.60% 0.217%
29 8.539 581 582 583 rBvV 74847 54718 1.84% 0.154%
30 8.596 586 587 588 rBvV 65353 70264 2.36% 0.197%

31 8.687 594 595 597 rvB2 128216 143421 4.82% 0.403%
32 8.733 597 599 600 rBv2 57915 107730 3.62% 0.303%
33 8.824 606 607 609 rBv2 178127 186494 6.27% 0.524%
34 8.950 616 618 620 rBv2 50704 117577 3.95% 0.330%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\
Data File : BF093581.D

Aca On : 11 Mar 2017 21:38

Operator : SJ/MA

Sample : 12228-02 2X

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF030717.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.019 622 624 627 rBv2 201273 311868 10.48% 0.876%

36 9.076 627 629 631 rBVY 1908342 1947173 65.46% 5.471%
37 9.144 633 635 638 rBv3 298219 451768 15.19% 1.269%
38 9.224 638 642 644 rvv3 102678 188134 6.32% 0.529%
39 9.350 651 653 654 rBvY 92846 84791 2.85% 0.238%
40 9.453 660 662 663 rBv2 175647 209176 7.03% 0.588%

41 9.476 663 664 666 rvv2 529848 545952 18.35% 1.534%
42 9.567 670 672 674 rVB2 161642 187649 6.31% 0.527%
43 9.636 674 678 681 rBV5 343755 740893 24.91% 2.082%
44 9.693 681 683 684 rBv2 116965 182618 6.14% 0.513%
45 9.727 684 686 687 rBvV 193868 276390 9.29% 0.777%

46 9.750 687 688 690 rvv 1525490 1886457 63.42% 5.300%
47 9.785 690 691 694 rvv3 79956 138770 4.66% 0.390%
48 10.013 709 711 712 rBvV2 171961 221725 7.45% 0.623%
49 10.413 743 746 748 rVB2 266008 433094 14.56% 1.217%
50 10.550 756 758 760 rBV 885074 924943 31.09% 2.599%

51 10.676 766 769 772 rVB 546252 832340 27.98% 2.339%
52 11.133 808 809 813 rVvB 437868 432623 14.54% 1.215%
53 11.236 816 818 822 rvV 1133290 1652161 55.54% 4.642%
54 12.825 954 957 959 rvB 1099891 1212830 40.77% 3.408%
55 13.854 1045 1047 1048 rBV 171027 234516 7.88% 0.659%

56 13.876 1048 1049 1052 rVB 1354737 1222978 41.11% 3.436%
57 14.391 1092 1094 1097 rBV 1065893 1185435 39.85% 3.331%

58 14.619 1112 1114 1117 rVB2 91913 139735 4_.70% 0.393%

59 14.882 1135 1137 1139 rBV 110365 118170 3.97% 0.332%

60 15.271 1169 1171 1177 rVB 894761 1288561 43.32% 3.620%

61 15.648 1202 1204 1206 rVB 47643 60393 2.03% 0.170%

62 18.871 1482 1486 1491 rVvB4 61263 185861 6.25% 0.522%
Sum of corrected areas: 35592457
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\
Data File : BF093581.D

Aca On : 11 Mar 2017 21:38

Operator : SJ/MA

Sample : 12228-02 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000
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T
5.00

Abundance
2500000

2000000

1500000
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2500000

2000000

1500000
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13.88
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\

Data File : BF093581.D

Aca On : 11 Mar 2017 21:38

Operator : SJ/MA

Sample : 12228-02 2X e
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 6

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

4._86 5.88 ng 493015 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-0ctanol 130 C8H180 000589-98-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 260 (4.858 min): BF093581.D (-258) (-) m/z 43.00 100.00%
43.0
59.1
5000
e O ok 450 5b0 520
rerprree e e e e e e e e m/z 59.10 55.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 460 4.80 5.00 5.20
0
150 4, 1010 m/z 58.10 15.88%
‘ 1L ) L Il 83'0 Il
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59.0
4.60 4.80 5.00 5.20
5000 m/z 101.10 15.69%
410 101.0
150 270 7 71.0 83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13188: 3-Octanol e e R )
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.10%
5000 29.0 41.0 83.0
101.0
‘ ‘ MJM yl, 70.0 ‘ 1120 129.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 460 480 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\

Data File : BF093581.D

Aca On : 11 Mar 2017 21:38

Operator : SJ/MA

Sample : 12228-02 2X e
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 unknown6.49 Concentration Rank 1

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

6.49 29.99 ng 2515050 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 403 (6.493 min): BF093581.D (-401) (-) m/z 132.10 100.00%
13R.1
5000 68.0
96.1 T Ty
40.0 540 | 6.20 6.40 6.60 6.80
o..,....,....,...:,“.'..:,:!..,::.-.|,..'..,??;9,..!.,}97.-,0....,....,"...,.. m/z 68.05 41.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR IR R
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.10 32.86%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.05 27.16%
41.0 97.0
53.0
79.0 117.0
wwmw@wmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14006: 5-Aminoindole L EBRARRZEES RS LR
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.78%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\

Data File : BF093581.D

Aca On : 11 Mar 2017 21:38

Operator : SJ/MA

Sample : 12228-02 2X e
Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10

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

8.42 3.40 ng 357805 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 64
2 Heptacosane 380 C27H56 000593-49-7 53
3 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 53
4 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 53
5 Hexadecane 226 C16H34 000544-76-3 53

Abundance Scan 572 (8.424 min): BF093581.D (-570) (-) m/z 57.10 100.00%
57.1
5000
w2 L, ob0 %0 840 580 560
el b L s m/z 71.10 63.58%
m/z--> 50 100 150 200 250 300 350
Abundance #18457: Octane, 2,6-dimethyl-
57.0
5000 I S IR L
8.00 8.20 8.40 8.60 8.80
0
70 113.0 m/z 43.10 56.41%
by f 1420
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
8.00 8.20 8.40 8.60 880
5000 m/z 41.10 29.24%
99.0
27.0 141.0 183, 0 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #12323: Pentane, 2,2,3,3-tetramethy!l- A REAmE EE
57.0 8.00 8.20 8.40 8.60 8.80
m/z 56.10 20.78%
5000
i
‘ \
m/z--> 50 100 150 200 250 300 350 800 820 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\

Data File : BF093581.D

Aca On : 11 Mar 2017 21:38

Operator : SJ/MA

Sample : 12228-02 2X e
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Octane, 2-methyl- Concentration Rank 11

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

9.02 3.31 ng 311868 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2-methvl- 128 C9H20 003221-61-2 59
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 50
3 Heptane. 3-(bromomethvl)- 192 C8H17Br 018908-66-2 49
4 Undecane. 3.9-dimethvl- 184 C13H28 017301-31-4 47
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 47

Abundance Scan 624 (9.019 min): BF093581.D (-622) (-) m/z 57.10 100.00%
1
IR A R R
145.2 8.60 8.80 9.00 9.20 9.40
161.2176.2191.
2 m/z 71.10  67.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12261: Octane, 2-methyl-
43.0
5000 R LA A R R
8.60 8.80 9.00 9.20 9.40
70 710 m/z 43.10 54 .08%
Pl || e 3o
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
8.60 8.80 9.00 9.20 9.40
5000 m/z 41.10 37.12%
41,0 113.0
26.0 85.0 142.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #50804: Heptane, 3—(bromomethy|)— [T T T[T T r[Trrr[rrrr[rm
57.0 8.60 8.80 9.00 9.20 9.40
m/z 85.10 25.42%
5000 41.0
83.0
260 | ‘ Ay 7 980130 4350 1650 1040
m/z--> 20 Io 60 80 100 120 140 1('30 180 ' 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\

Data File : BF093581.D

Aca On : 11 Mar 2017 21:38

Operator : SJ/MA

Sample : 12228-02 2X e
Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 8

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

9.14 4.79 ng 451768 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 90
2 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 38
3 2-Anthracenamine 193 C14H11N 000613-13-8 22
4 1.7-Dimethvl-4-(1-methvlethvlcyv... 210 C15H30 000645-10-3 18
5 Naphthalene, 2-(1,1-dimethylethy... 208 C15H28 054934-96-2 18

Abundance Scan 635 (9.144 min): BF093581.D (-633) (-) m/z 193.20 100.00%
55.1 198.2
95.1 123.1
5000
A ey
: - 8.80 9.00 9.20 9.40
} 220.2 m/z 55.10  84.40%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61716: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 L A N LN RN
8.80 9.00 9.20 9.40
J m/z 69.10 72 .10%
151.0
- 0 O L O Y-
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193.0
880 9.00 9.20 9.40
5000 55.0 m/z 95.10 66.21%
109.0
29.0 84,0
' 137.0 159 ,0175.0 222.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #51229: 2-Anthracenamine B BEmma B B
198.0 8.80 9.00 9.20 9.40
m/z 41.10 65.80%
5000 165.0
97.0
miz-> 20 40 eb éo 100 150 150 160 180 260 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\

Data File : BF093581.D

Aca On : 11 Mar 2017 21:38

Operator : SJ/MA

Sample : 12228-02 2X e
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 unknown9.64 Concentration Rank 5

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

9.64 7.85 ng 740893 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 46
2 2-Cvclopenten-1-one. 2.3.4.5-tet... 138 C9H140 054458-61-6 35
3 Bicvclol3.3.11nonan-9-one. 1.2.4... 225 C12H19NO3 129967-65-3 30
4 Naphthalene. decahvdro-1.6-dimet... 208 C15H28 034315-85-0 27
5 Cyclopentene, 1-isopropyl-2,3-di... 138 C10H18 007712-73-4 25

Abundance Scan 678 (9.636 min): BF093581.D (-674) (-) m/z 55.10 100.00%
95.1
5000
, " 9.40 9.60 9.80 10.00
m/z 95.10 94 _.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71138: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthalene
95.0 128.0 207.0
69.0
5000 "ok0 90 980 1000
‘ ‘ 151.0 | m/z 109.10 85.31%
Ll ] ‘ ‘ ‘ L

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance
95.0 123.0
R B R B
67.0 9.40 9.60 9.80 10.00
5000 39.0 m/z 69.10 84 .25%
140.0
T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72911: Bicyclo[3.3.1]nonan-9-one, 1,2,4-trimethyl-3-nitro... R Al BAmaE B s
69.0 950 9.40 9.60 9.80 10.00
41.0 m/z 123.15  83.37%
5000
T T
' 1| I Al L | |
e R B LA s o R B R M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00

8270-BF030717.M Mon Mar 13 19:40:23 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\

Data File : BF093581.D

Aca On : 11 Mar 2017 21:38

Operator : SJ/MA

Sample : 12228-02 2X e
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 unknownl10.01 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.01 2.35 ng 221725 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 38
2 Heptvlcvclohexane 182 C13H26 005617-41-4 38
3 1-Propenvlaziridine 83 C5H9N 1000192-51-0 38
4 2-Piperidinone. N-T4-bromo-n-but... 233 C9H16BrNO 195194-80-0 35
5 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 024903-95-5 25
Abundance Scan 711 (10.013 min): BF093581.D (-709) (-) m/z 57.10 100.00%
5000
671 1033 2172954 | 950 9E0 100 1020 1040
; y m/z 43.10 88.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10318: Cyclohexane, 2-propenyl-
55.0 83.0
5000 T T T T T T T T T T T T
960 980 1000 1020 1040
m/z 55.10 77 .94%
27.0 ‘ 124.0
N
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance
83.0
55.0 9.60 9.80 10.00 10.20 10.40
5000 m/z 83.10 74 .64%
111.0 182.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1271: 1-Propenylaziridine AR
41.0 83.0 9.60 9.80 10.00 10.20 10.40
: m/z 71.10 62.61%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 960 980 1000 1020 1040
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\

Data File : BF093581.D

Aca On : 11 Mar 2017 21:38

Operator : SJ/MA

Sample : 12228-02 2X e
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 2-Bromo dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.41 4_.59 ng 433094 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 81
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 64
3 Heptadecane 240 C17H36 000629-78-7 64
4 Hexadecane 226 C16H34 000544-76-3 59
5 Pentadecane 212 C15H32 000629-62-9 53
Abundance Scan 746 (10.413 min): BF093581.D (-743) (-) m/z 57.10 100.00%
51.1
5000 MKJ\‘J\M
85.1
| 1131 1692 10,00 1020 10.40 10.60 10.80
141.1 217.2 . . . . .
...,..3.5.,...|,.-."..,....l',..:'.,.'...,..:-".,~..|..,1?.9.?,....,....2,4:‘3.?., m/z 71.10 50.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #86886: 2-Bromo dodecane
57.0
5000 AR B B
85.0 10,00 10.20 10.40 10.60 10.80
290 m/z 43.10 45 . 78%
113.0 169.0
"'I""I""I""I"' JI"J'I'M" }ﬂ?;? 'j" A BRSS! ""?4?'q|
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
10.00 1020 10.40 10.60 10.80
5000 m/z 85.10 26.52%
85.0
29.0
1130 4410 183.0 211.0 239.0 JLAMJNAAxmﬂj\»vfﬂﬂﬂ\AﬁAk
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82607: Heptadecane AR
57.0 10.00 10.20 10.40 10.60 10.80
m/z 169.15 18.08%
5000 85.0
29.0
et e i 2101690 1960 2400 UM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. oo 10. 20 10. 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\

Data File : BF093581.D

Aca On : 11 Mar 2017 21:38

Operator : SJ/MA

Sample : 12228-02 2X e
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Dodecane, 2-methyl-8-propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.68 10.08 ng 832340 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl-8-propvl- 226 C16H34 055045-07-3 80
2 Tridecane. 5-propvl- 226 C16H34 055045-11-9 78
3 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 64
4 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 64
5 5,5-Dibutylnonane 240 C17H36 006008-17-9 64
Abundance Scan 769 (10.676 min): BF093581.D (-766) (-) m/z 57.10 100.00%
57.1
85.1
13.2 C040 1060 1080 1100
183.2 10.40 10.60 10.80 11.00
0 ,...3?-,|rL..| A A M 216227 0 2152 24022612 | nzn 71,10 72.16%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73990: Dodecane, 2-methyl-8-propyl-
57.0
5000 LRI B SN BN S
85.0 1040 1060 10,80 11.00
T 1120 m/z 43.10 49 .82%
: 183.0
S Ll ML0eto 2260
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
10.40 10.60 10.80 11.00
5000 m/z 85.10 27 .81%
85.0
30.0 112.0 141 0 183 0 226 0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99492: Pentadecane, 2,6,10,14-tetramethyl- B EmmEs RS
57.0 10.40 10.60 10.80 11.00
m/z 41.10 21.38%
5000
8.0 113.0
29 0 183.0
‘ \ Il \‘ \‘ “ A 141. 0 \‘ 225 0 2530
m/z--> 2'0 40 60 80 100 12'0 14'10 160 180 200 220 240 260 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\

Data File : BF093581.D

Aca On : 11 Mar 2017 21:38

Operator : SJ/MA

Sample : 12228-02 2X e
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.13 5.24 ng 432623 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
3 Hexadecane 226 C16H34 000544-76-3 78
4 Heptacosane 380 C27H56 000593-49-7 78
5 Decane, 3-methyl- 156 C11H24 013151-34-3 72

Abundance Scan 809 (11.133 min): BF093581.D (-808) (-) m/z 57.10 100.00%

| m
5000 85.1

113.1 10.80 11.00 11.20 11.40
141.2 183.2 247.3
“HWL”L.NWL.Andw”.w“”,””,”” 2lr2 ars2rs o  m/z 71.10  71.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45540: Tridecane
57.0
5000 AR RN SRR RARRE
10 80 11. 00 11. 20 11.40
29.0 85.0 m/z 43.10 46.06%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

?

57.0

10.80 11.00 11.20 11.40
5000 85.0 m/z 85.10 38.84Y%

?

113.0
1410 183.0 211.0 239.0 267.0 296.0
m@wmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73968: Hexadecane AR e R ERE m
57.0 10.80 11.00 11.20 11.40
m/z 41.10 21.30%
5000 85.0
29.0 L) ‘11?0 141.0 169.0 1979 226.0

B R P N Y e O -1 2 it S —— e —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\

Data File : BF093581.D

Aca On : 11 Mar 2017 21:38

Operator : SJ/MA

Sample : 12228-02 2X e
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 12 unknownl14.39 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.39 19.39 ng 1185440 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoaquinoline 129 C9H7N 000119-65-3 38
2 Quinoline 129 C9H7N 000091-22-5 38
3 3.4-Difluoroaniline 129 C6H5F2N 003863-11-4 30
4 1-Methvl-5"-phenvilspiro(indoline... 275 C17H13N30 015970-21-5 30
5 Ethyl 2-cyano-2-(9-fluorenyliden... 275 C18H13NO2 014003-25-9 25
Abundance Scan 1094 (14.391 min): BF093581.D (-1092) (-) m/z 275.20 100.00%
1291 27b.2
246.2
5000 102.1 2182
39165'0 Trrrjrrrryprorrrprrrr|rrr
: 14.00 14.20 14.40 14.60 14.80
156.1
T ..,....,....f??.*l..: bbb 9932 3373 Tz 129.10 78.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #12650: Isoquinoline
129.0
5000 U BN
14. oo 14 20 14. 40 14.60 14. 80
510 1020 m/z 246.20 49.32%
76.0
B e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
129.0
14.00 14.20 14.40 14.60 14.80
5000 m/z 102.10 43 .48%
102.0
51.0 76.0
mmrrrmmmwwwﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #12502: 3,4-Difluoroaniline T A
129.0 14.00 14.20 14.40 14.60 14.80
m/z 128.10 36.96%
5000 102.0
28.0 75.0
B O T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. oo 14 20 14. 40 14 60 14. 80

8270-BF030717 .M

Mon Mar

13 19:40:26 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\

Data File : BF093581.D

Aca On : 11 Mar 2017 21:38

Operator : SJ/MA

Sample : 12228-02 2X e
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Tetradecanamide Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14.62 2.17 ng 139735 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 59
2 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 59
3 2-Octanol. 2-methvl-6-methvlene- 156 C10H200 018479-59-9 50
4 Octadecanamide 283 C18H37NO 000124-26-5 38
5 Acetic acid, cyanohydroxyimino-,... 128 C4H4N203 061295-92-9 38

Abundance Scan 1114 (14.619 min): BF093581.D (-1112) (-) m/z 59.00 100.00%

5000

97.1 e
207.1 2462 279.1 3203 3561 | 14-20 14.40 14.60 14.80 15.00

m/z 72.10 65.36%

m/z--> 50 100 150 200 250 300 350
Abundance #74437: Tetradecanamide
59.0
5000 [Trrrprrrrprrrrprrrorprot
14.20 14.40 14.60 14.80 15.00
20.0 m/z 55.10 58.84%
e s O Y~ 1
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
R e REEma ma
14.20 14.40 14.60 14.80 15.00
5000 m/z 43.10 56.28%
126.0
98.0
154.0 184.0971 g238.0 2810
e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #27012: 2-Octanol, 2-methyl-6-methylene- N Rmmasmams S
59.0 14.20 14.40 14.60 14.80 15.00
m/z 57.10 49.21%
5000
i
Ay e
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\

Data File : BF093581.D

Aca On : 11 Mar 2017 21:38

Operator : SJ/MA

Sample : 12228-02 2X e
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 unknownl18.87 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

18.87 2.88 ng 185861 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 2.2-dimethvl-5-(3... 182 C11H1802 141033-65-0 35
2 (2.4.6-Trimethvlcvclohexvl) meth... 156 C10H200 013702-56-2 22
3 6-I1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 18
4 5-_beta...beta.-dimethvl-4-methv... 196 C10H16N202 1000129-15-7 15
5 2,6,10-Nonadecatriene, 2,6,10,14... 318 C23H42 031147-35-0 14

Abundance Scan 1486 (18.871 min): BF093581.D (-1482) (-) m/z 55.05 100.00%

530 951

5000
163.2 191.1218.2

273.3 R o o
341.2 18.60 18.80 19.00 19.20

m/z 95.10 85.46%

,.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #43956: Cyclohexanone, 2,2-dimethyl-5-(3-methyloxiranyl)-,...

18.I60 18.I80 19.IOO 19.I20
m/z 69.10 82.86%

5000

153.0 182.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

69.0

18.60 18.80 19.00 19.20
so00] 40 123.0 m/z 109.10 79.50%

96.0

WTTWWWTWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #68220: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr.... B A RRREE R
.0 18.60 18.80 19.00 19.20
m/z 96.10 66 .54%

5000{ 41.0 67.0 218.0

I T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.60 18.80 19.00 19.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031117\

Data File : BF093581.D

Acq On : 11 Mar 2017 21:38

Operator : SJ/MA

Sample : 12228-02 2X e
Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .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... 4.86 5.9 ng 493015 1 6.72 1677400 20.0
unknown6 .49 6.49 30.0 ng 2515050 1 6.72 1677400 20.0
Octane, 2,6-dimet... 8.42 3.4 ng 357805 2 8.00 2105150 20.0
Octane, 2-methyl- 9.02 3.3 ng 311868 3 9.75 1886460 20.0
Decahydro-4,4,8,9... 9.14 4.8 ng 451768 3 9.75 1886460 20.0
unknown9 .64 9.64 7.8 ng 740893 3 9.75 1886460 20.0
unknown10.01 10.01 2.4 ng 221725 3 9.75 1886460 20.0
2-Bromo dodecane 10.41 4.6 ng 433094 3 9.75 1886460 20.0
Dodecane, 2-methy... 10.68 10.1 ng 832340 4 11.24 1652160 20.0
Tridecane 11.13 5.2 ng 432623 4 11.24 1652160 20.0
unknown14 .39 14.39 19.4 ng 1185440 5 13.88 1222980 20.0
Tetradecanamide 14.62 2.2 ng 139735 6 15.27 1288560 20.0
unknown18.87 18.87 2.9 ng 185861 6 15.27 1288560 20.0
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