LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\
Data File : BF093585.D

Aca On : 11 Mar 2017 23:27

Operator : SJ/MA

Sample : 12106-05 2X

Misc :

ALS Vial : 22 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 4.847 258 259 269 rBV 302758 491751 21.04% 1.354%
2 5.247 290 294 298 rBV 28337 53077 2.27% 0.146%
3 5.316 298 300 308 rBV 929622 1372893 58.73% 3.781%
4 6.379 391 393 401 rBV2 1255734 1706591 73.01% 4 _.700%
5 6.493 401 403 406 rVvV 1578066 1546836 66.18% 4.260%

6.550 406 408 411 rVB2 58099 85393 3.65% 0.235%
6.722 420 423 426 rBvY 796797 923822 39.52% 2.544%
rvv 113846 119380 5.11% 0.329%
6.870 434 436 444 rVB 1196946 1251366 53.54% 3.446%
7.122 455 458 463 rBV2 35982 64736 2.77% 0.178%
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11 7.293 471 473 478 rBvY 958698 1023808 43.80% 2.820%
12 7.442 484 486 488 rBvV 105467 123777 5.30% 0.341%

13 7.636 497 503 505 rBV5 27410 55492 2.37% 0.153%
14 7.682 505 507 509 rBv2 26362 40427 1.73% 0.111%
15 7.750 509 513 515 rvv4 44279 88199 3.77% 0.243%
16 7.956 528 531 532 rBV3 26559 44250 1.89% 0.122%

17 8.002 532 535 540 rvv2 1121818 2337455 100.00% 6.437%
18 8.082 540 542 548 rVB2 94383 215243 9.21% 0.593%
19 8.287 557 560 562 rBV3 45280 112396 4._.81% 0.310%
20 8.390 567 569 571 rBvV2 85326 125946 5.39% 0.347%

21 8.539 581 582 585 rBv2 39077 62604 2.68% 0.172%
22 8.596 585 587 589 rBvV 193795 208729 8.93% 0.575%
23 8.688 592 595 596 rBV3 46582 75038 3.21% 0.207%

24 8.722 596 598 600 rBvV 443508 340908 14.58% 0.939%
25 8.813 602 606 608 rvB3 152405 253791 10.86% 0.699%

26 8.882 608 612 613 rBv2 89670 173171 7.41% 0.477%
27 8.950 616 618 620 rBv2 29611 57113 2.44% 0.157%
28 9.019 622 624 627 rBv4 41717 70048 3.00% 0.193%
29 9.076 627 629 632 rBV 1397511 1415644 60.56% 3.899%
30 9.156 634 636 637 rBvV 220402 268515 11.49% 0.739%

31 9.282 644 647 649 rvB2 87081 114062 4._.88% 0.314%
32 9.350 650 653 654 rvv 211739 233519 9.99% 0.643%
33 9.419 657 659 660 rBvV 193906 224006 9.58% 0.617%
34 9.453 660 662 663 rvv2 109970 145450 6.22% 0.401%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\
Data File : BF093585.D

Aca On : 11 Mar 2017 23:27

Operator : SJ/MA

Sample : 12106-05 2X

Misc :

ALS Vial : 22 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 9.476 663 664 668 rvB2 178687 327231 14.00% 0.901%

36 9.533 668 669 671 rBvV 97393 134349 5.75% 0.370%
37 9.625 674 677 678 rBv2 111697 188179 8.05% 0.518%
38 9.659 678 680 681 rvVB 163848 138613 5.93% 0.382%
39 9.693 681 683 685 rBvV 284677 366525 15.68% 1.009%
40 9.751 685 688 690 rBv2 869817 1415172 60.54% 3.897%

41 9.785 690 691 695 rBvV 571961 673744 28.82% 1.855%
42 9.865 696 698 700 rvB 140817 139183 5.95% 0.383%
43 9.911 700 702 704 rBVv3 173167 341086 14.59% 0.939%
44 9.968 704 707 709 rBV 543724 636717 27.24% 1.753%
45 10.013 709 711 712 rBV2 230896 275454 11.78% 0.759%

46 10.071 714 716 718 rBVv3 112529 175106 7.49% 0.482%
47 10.185 724 726 729 rVB 485426 536963 22.97% 1.479%
48 10.299 734 736 738 rBV 553476 860703 36.82% 2.370%
49 10.459 749 750 752 rvB2 236832 240415 10.29%% 0.662%
50 10.551 756 758 760 rBV 804615 922873 39.48% 2.542%

51 10.665 766 768 772 rVB 700625 1190267 50.92% 3.278%
52 11.111 805 807 808 rBvV 535659 511930 21.90% 1.410%
53 11.248 817 819 820 rBV 1008408 1434836 61.38% 3.951%
54 11.271 820 821 823 rVV 1455651 1167646 49.95% 3.216%
55 11.316 823 825 827 rVB 501822 587374 25.13% 1.618%

56 11.488 838 840 842 rBV3 405821 539458 23.08% 1.486%
57 11.534 842 844 846 rVB 437173 390218 16.69% 1.075%
58 11.945 878 880 881 rBV 370350 343081 14.68% 0.945%
59 12.459 923 925 928 rBV 1895177 1846592 79.00% 5.085%
60 12.688 943 945 948 rVB 1414199 1542075 65.97% 4.247%

61 12.825 955 957 959 rBv2 895074 854274 36.55% 2.353%
62 13.888 1047 1050 1058 rVB2 899347 2038435 87.21% 5.614%
63 15.294 1171 1173 1178 rVB2 557100 1067574 45.67% 2.940%

Sum of corrected areas: 36311509

8270-BF030717.M Mon Mar 13 19:42:50 2017 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\
Data File : BF093585.D

Aca On : 11 Mar 2017 23:27

Operator : SJ/MA

Sample : 12106-05 2X

Misc :

ALS Vial : 22 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

Abundance TIC: BF093585.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\
Data File : BF093585.D

Aca On : 11 Mar 2017 23:27

Operator : SJ/MA

Sample : 12106-05 2X

Misc :

ALS Vial : 22 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 4

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

4.85 10.65 ng 491751 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 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol 102 C6H140 000623-37-0 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 259 (4.847 min): BF093585.D (-258) (-) m/z 43.05 100.00%
43.0
59.1 \\
5000
| o "Tako abo 5bo 5k
SMEEESERRMRNE YO SMIUUUT | PENRRSSRSESEtvN HE m/z 59.10 52.90%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 EERRRRE RARREN
59.0 460 4.80 5.00 5.20
0
150 a0 1010 m/z 101.10 14 .38%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 4.80 500 520
5000 m/z 58.00 14 .28%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 fk
Abundance #4323: 3-Hexanol LI L L L L B
54.0 460 4.80 5.00 5.20
m/z 41.05 8.36%
| ‘ L N 84.0 101.0
miz--> 10 20 3'0 Mo % 60 70 8 90 100 110 460 480 5.00 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\
Data File : BF093585.D

Aca On : 11 Mar 2017 23:27

Operator : SJ/MA

Sample : 12106-05 2X

Misc :

ALS Vial : 22 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 33.49 ng 1546840 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 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 403 (6.493 min): BF093585.D (-401) (-) m/z 132.10 100.00%
13R.1
5000 68.1
01 50 || g0 i sorn "% ok 6ho ok
Obrrprrrrprrer e ot o b || M/Z 68.10  38.59%
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 RS RS R
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.10 32.40%
'WH'W“'W“JHJ'ww'w'“H'“w'“w'“w'“w'“'w“'l“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.10 24.09%
41.0 97.0
53.0
79.0 117.0
wwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80
m/z 69.10 14 _.45%
5000
104.0
120 27.0 390 5.0 80770 400 | 50 ||
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 : BF093585.D

Aca On : 11 Mar 2017 23:27

Operator : SJ/MA

Sample : 12106-05 2X

Misc :

ALS Vial : 22 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 3 Benzene, l-methyl-2-(1-meth... Concentration Rank 14

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

6.79 2.58 ng 119380 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-2-(l-methvleth... 134 C10H14 000527-84-4 94
2 Benzene. 1-methvl-4-(l-methvleth... 134 C10H14 000099-87-6 94
3 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 91
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91

Abundance Scan 429 (6.790 min): BF093585.D (-427) (-) m/z 119.10 100.00%
119.1
5000
91.0 134.2
390 510 651 771 1031 | 6.40 6.60 6.80 7.00 7.20
SN SO SIS PRSI VIS SR ] SUERES S m/z 91.05 25.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14404: Benzene, 1-methyl-2-(1-methylethyl)-
119.0
5000
6.40 6.60 6.80 7.00 7.20
91.0 134.0 m/z 134.20 24.90%
27.0 4\1\'0 530 %20 770 1030 | ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 117.05 14.07%
91.0 134.0
27.0 410 34 650 77.0 103.0
wwwmmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14400: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 6.40 6.60 6.80 7.00 7.20
m/z 120.10 8.97%
5000
91.0
134.0
39.0 510 650 77.0
..,.1.5.'(.),.?2.'?....‘,‘....i‘...a,.‘.‘..,...‘l‘,....‘,l‘...ﬁ%ﬁ,...‘.l....,..‘..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20

8270-BF030717.M Mon Mar 13 19:43:04 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\
Data File : BF093585.D

Aca On : 11 Mar 2017 23:27

Operator : SJ/MA

Sample : 12106-05 2X

Misc :

ALS Vial : 22 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 Naphthalene, 1-methyl- Concentration Rank 17

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

8.81 2.17 ng 253791 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 95
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 94
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 93
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 90
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 87

Abundance Scan 606 (8.813 min): BF093585.D (-602) (-) m/z 142.10 100.00%
14p.1

5000

8.40 8.60 8.80 9.00 9.20

2179.2
A 1652102 1 Tm/z 141.10 97.74%
miz-> 20 40 60 80 100 120 140 160 180
Abundance #18500: Naphthalene, 2-methyl-
142.0
5000
8.40 860 8.80 9.00 9.20
115.0 m/z 115.10 35.92%
1.0
3%-0 580 0 8901020 | 1280 ||
R T B e e T
miz-> 20 40 60 80 100 120 140 160 180
Abundance
142.0
8.40 8.60 8.80 9.00 9.20
5000 150 m/z 143.20 17.70%

260390 630 7608901000 1080

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

Abundance #18504: 1,4-Methanonaphthalene, 1,4-dihydro- R e B aEn s e
141.0 8.40 8.60 8.80 9.00 9.20
m/z 57.10 15.75%
5000 115.0
63.0

26.0 39\0 1l iR \\760 8901020 I ‘
e e e A BAREE BEEEE E
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00 9.20

8270-BF030717.M Mon Mar 13 19:43:04 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\
Data File : BF093585.D

Aca On : 11 Mar 2017 23:27

Operator : SJ/MA

Sample : 12106-05 2X

Misc :

ALS Vial : 22 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 6 unknown8.88 Concentration Rank 16

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

8.88 2.45 ng 173171 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-2-(2-oxopropvD)furan 138 C8H1002 087773-62-4 38
2 Cvclooctane. 1.4-dimethvl-. cis- 140 C10H20 013151-99-0 25
3 Cvclopentane. 1-pentvl-2-propvl- 182 C13H26 062199-51-3 20
4 Cyclopropane. 1l-ethvl-1-methvl- 84 C6H12 053778-43-1 15
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 14

Abundance Scan 612 (8.882 min): BF093585.D (-608) (-) m/z 57.10 100.00%
5000
1591 19020, ok 8H0 500 550
m/z 41.10 77 .51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16725: 3-Methyl-2-(2-oxopropyl)furan
57.0
5000 1o 90 550 580 500 20
109.0 m/z 81.10 75.97%
‘ ‘ ‘ ‘ 123. 0138 0
miz-> 20 40 60 ' 0o 1% 140 1% 10 200
Abundance
55.0
41.0 e I o o = SIS
69.0 8.60 8.80 9.00 9.20
0
5000 83.0 m/z 43.10 75.91%
27.0
97.0 1100
140.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #44153: Cyclopentane, 1-pentyl-2-propyl- R B
69.0 8.60 8.80 9.00 9.20
55.0 m/z 69.10 75.62%
83.0
5000 41.0 111.0
97.0
27,0 139.0
e I\‘I\I ..|....|....|.:.L5.4..?...:.L8|2..(?..|. e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\
Data File : BF093585.D

Aca On : 11 Mar 2017 23:27

Operator : SJ/MA

Sample : 12106-05 2X

Misc :

ALS Vial : 22 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 Naphthalene, 2,6-dimethyl- Concentration Rank 11

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

9.35 3.30 ng 233519 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 96
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96

Abundance Scan 653 (9.350 min): BF093585.D (-650) (-) m/z 156.10 100.00%
156.1
5000
9.00 9.20 9.40 9.60
i 2832 2071 1 777 141.10  67.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27167: Naphthalene, 2,6-dimethyl-
156.0
5000
9.00 9.20 9.40 9.60
/z 155.10 39 .55%
77.0 115.0 m
e e | W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0
9.00 9.20 9.40 9.60
5000 m/z 57.10 34 _.51%
115.0
270 51.0 76.0 98.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27195: Naphthalene, 1,6-dimethyl- B
156.0 9.00 9.20 9.40 9.60
m/z 115.10 15.14%
5000
770 115.0
NI YT N | Y B~ A
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\
Data File : BF093585.D

Aca On : 11 Mar 2017 23:27

Operator : SJ/MA

Sample : 12106-05 2X

Misc :

ALS Vial : 22 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 Naphthalene, 2,3-dimethyl- Concentration Rank 12

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

9.42 3.17 ng 224006 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
2 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
4 Naphthalene. 1.8-dimethvl- 156 C12H12 000569-41-5 95
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 95

Abundance Scan 659 (9.419 min): BF093585.D (-657) (-) m/z 156.10 100.00%
156.1
5000
9.00 9.20 9.40 9.60 9.80
A731189.32052 1 Tn/z 141.10  90.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27181: Naphthalene, 2,3-dimethyl-
156.0
5000
9.00 9.20 9.40 9.60 9.80
115.0 m/z 155.10 33.00%
270 510 760 ggo 1390
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0
9.00 9.20 9.40 9.60 9.80
5000 m/z 157.10 18.87%
5.0 70 4.4 30 a0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #27170: Naphthalene, 1,3-dimethyl-
156.0 9.00 9.20 9.40 9.60 9.80
m/z 115.10 18.46%
5000
115.0
270 510 780 ogo | 1390 4
m/z--> 20 40 60 80 100 120 140 160 180 200 .00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\
Data File : BF093585.D

Aca On : 11 Mar 2017 23:27

Operator : SJ/MA

Sample : 12106-05 2X

Misc :

ALS Vial : 22 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 Biphenylene Concentration Rank 13

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

9.62 2.66 ng 188179 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Biphenvlene 152 C12H8 000259-79-0 76
2 Acenaphthylene 152 C12H8 000208-96-8 68
3 5.6-Dihvdro-4-methvithieno(2.3-d... 152 C7H8N2S 092204-06-3 53
4 2.6-Di(4-pentenvpiperidine 221 C15H27N 127629-05-4 47
5 6-Mercaptopurine 152 C5H4N4S 000050-44-2 47

Abundance Scan 677 (9.625 min): BF093585.D ( 674) (-) m/z 152.10 100.00%

5000

%

173.1 9.40 9.60 9.80 10.00
D202 2203 | 77 151,10 20.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24339: Biphenylene
152.0
5000 LA L L L L L L LB

9.40 9.60 9.80 10.00
m/z 141.10 15.89%

76.0
270 500  '/" 9go 1260 |
T s B B B A REmma ma
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
152.0
9.40 9.60 9.80 10.00
5000 m/z 153.10 15.67%
76.0
14.0 51.0 98.0 126.0
R e e R B s B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24601: 5,6-Dihydro-4-methylthieno(2,3-d)pyrimidine
152.0 9.40 9.60 9.80 10.00
m/z 83.10 13.98%
5000
84.0 110.0
150 390 650 ‘ h 1340 ||
R e L B B B R R B EREE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\
Data File : BF093585.D

Aca On : 11 Mar 2017 23:27

Operator : SJ/MA

Sample : 12106-05 2X

Misc :

ALS Vial : 22 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 Eicosane Concentration Rank 7

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

9.69 5.18 ng 366525 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 80

Abundance Scan 683 (9.693 min): BF093585.D (-681) (-) m/z 57.10 100.00%
57.1

5000 85.1

!

9.40 9.60 9.80 10.00
m/z 43.10 71.64%

113.1 1402 169.2191.2212.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 |||||||||||||||||||||
85.0 9.40 9.60 9.80 10.00
29.0 m/z 71.10 55.70%
C L 130 1410 1600 282.0
T T e T [ e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R I e e S S BAmE
9.40 9.60 9.80 10.00
5000 m/z 85.10 37.84%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

mw’wwwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73991: Dodecane, 2-methyl-6-propyl- R B B
57.0 9.40 9.60 9.80 10.00
m/z 41.10 34.40%

1)

5000 85.0

é

36. i 1K I 205.0226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 960 980 10.00

‘ 130 140.0 182.0

8270-BF030717.M Mon Mar 13 19:43:07 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\
Data File : BF093585.D

Aca On : 11 Mar 2017 23:27

Operator : SJ/MA

Sample : 12106-05 2X

Misc :

ALS Vial : 22 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 unknown9.91 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.91 4.82 ng 341086 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(2.4.6-trihvdroxvphe... 168 C8H804 000480-66-0 38
2 1-l1sopropenvinaphthalene 168 C13H12 001855-47-6 38
3 2-Naphthalenecarbonitrile 153 C11H7N 000613-46-7 18
4 1-Naphthalenecarbonitrile 153 C11H7N 000086-53-3 18
5 6,7-Dihydro-5H-pyrrolo[2,1-c][1,..-. 153 C6H7N302 1000296-76-1 18
Abundance Scan 702 (9.911 min): BF093585.D ( 700) (-) m/z 153.10 100.00%

5000

9.60 9.80 10.00 10.20
m/z 57.10 79.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35182: Ethanone, 1-(2,4,6-trihydroxyphenyl)-
153.0
5000 LA L L L L L LN |
9.60 9.80 10.00 10.20
m/z 43.10 67.08%
43.0 69.0
15.0 Jdo 93.0 111.0 1350 | 170.0
LA i o o e o B L B s e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
153.0
B e o AR
9.60 9.80 10.00 10.20
5000 m/z 71.10 59.59%
83.0
390 63.0 105.0 126.0 170.0
L o o L B ey R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25049: 2-Naphthalenecarbonitrile R e
158.0 9.60 9.80 10.00 10.20
m/z 159.15 57.63%
5000
126.0
500 740 99.0 | 1
L o LN e o e o I i e R e o e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\
Data File : BF093585.D

Aca On : 11 Mar 2017 23:27

Operator : SJ/MA

Sample : 12106-05 2X

Misc :

ALS Vial : 22 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 12 Naphthalene, 2,3,6-trimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.07 2.47 ng 175106 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 93
2 3-(2-Methvl-propenvl)-1H-indene 170 C13H14 1000187-78-5 90
3 Azulene. 4.6.8-trimethvl- 170 C13H14 000941-81-1 81
4 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 81
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 81

Abundance Scan 716 (10.071 min): BF093585.D (-714) (-) m/z 170.15 100.00%

.2

5000

97.1 115.1

193.3 L L B s e
214.2930.2 9.80 10.00 10.20 10.40

m/z 155.10 79 .94%

39.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36212: Naphthalene, 2,3,6-trimethyl-
170.0
5000 LA L L LB L LN

9.80 10.00 10.20 10.40
m/z 69.10 57.61%

270 510 760 q1gpq 1280 1520
L R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
155.0
e A e
9.80 10.00 10.20 10.40
5000 m/z 83.10 30.54%
115.0
410 760 g74
B e s L e RS ma s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36205: Azulene, 4,6,8-trimethyl- e e ARERRE R
170.0 9.80 10.00 10.20 10.40
m/z 145.10 29.31%
5000
128.0 152,0
l |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 980 10 00 10. 20 10 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\
Data File : BF093585.D

Aca On : 11 Mar 2017 23:27

Operator : SJ/MA

Sample : 12106-05 2X

Misc :

ALS Vial : 22 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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.18 7.59 ng 536963 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 78
3 Dodecane. 3-methvl- 184 C13H28 017312-57-1 64
4 Undecane. 2-methvl- 170 C12H26 007045-71-8 64
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 64

Abundance Scan 726 (10.185 min): BF093585.D (-724) (-) m/z 57.10 100.00%

57.1

5000

9.80 10.00 10.20 10.40
m/z 43.10 71.41%

39 1131 1401 167.1186.2203.2 224.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0

5000 G
9.80 10.00 10,20 10.40

29.0 8.0 m/z 71.10 52 .56%
J ‘ Il ) , 1130 1410 169.0 197.0 226.0

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

Abundance
57.0
 RREmaR S S
9.80 10.00 10.20 10.40
5000 m/z 85.10 35.37%
85.0
39.0 113.0 1410
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45557: Dodecane, 3-methyl- A EEE T
57.0 9.80 10.00 10.20 10.40
m/z 41.10 28.72%
5000
29.0 85.0
Ll | e
11 1
,, bttt R R
m/z--> 60 80 100 120 140 160 180 200 220 980 10. 00 10. 20 10. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031117\
Data File : BF093585.D

Aca On : 11 Mar 2017 23:27

Operator : SJ/MA

Sample : 12106-05 2X

Misc :

ALS Vial : 22 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 Dibenzofuran, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.46 3.40 ng 240415 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzofuran., 4-methvl- 182 C13H100 007320-53-8 91
2 2.4.6-Cvcloheptatrien-1-one. 2-p... 182 C13H100 014562-09-5 90
3 9H-Xanthene 182 C13H100 000092-83-1 78
4 9H-Fluoren-9-ol 182 C13H100 001689-64-1 78
5 [1,1"-Biphenyl]-4-carboxaldehyde 182 C13H100 003218-36-8 72
Abundance Scan 750 (10.459 min): BF093585.D (-749) (-) m/z 181.10 100.00%
181.1
5000
431 76.0 152.1
' 105.1 127.2 10.20 10.40 10.60 10.80
I :',-':~'|-'|= P Wt i .'I'. e 20221732363 | 7785 10 98.43%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44116: Dibenzofuran, 4-methyl-
182.0
5000
10.20 10.40 10.60 10.80
152.0 m/z 152.10 21.72%
39.0
 BOgeg " oo vmo L
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
181.0
10,20 10.40 10,60 10.80
5000 m/z 76.05 18.99%
154.0
76.0
270 510 98.0115.0 1370
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44103: 9H-Xanthene L
181.0 10.20 10.40 10.60 10.80
m/z 183.10 13.61%
5000
76.0 152.0
| 5%0 , 1020 127.0 i
mz-> 20 4b eb 80 100 150 140 160 180 200 220 240 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 : BF093585.D

Aca On : 11 Mar 2017 23:27

Operator : SJ/MA

Sample : 12106-05 2X

Misc :

ALS Vial : 22 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 15 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.66 16.59 ng 1190270 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Eicosane 282 C20H42 000112-95-8 81
3 Tetracosane 338 C24H50 000646-31-1 72
4 Undecane. 3-methvl- 170 C12H26 001002-43-3 72
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 768 (10.665 min): BF093585.D (-766) (-) m/z 57.10 100.00%
5711
5000
85.1

10.40 10.60 10.80 11.00

I i 11329471 1832 51552443

L R m/z 43.10 63.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82606: Heptadecane
57.0
5000 85.0 e S B
10 40 10 60 10. 80 11. 00
20.0 m/z 71.10 60.41%
L s L e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
R EEEE SRR R
10.40 10.60 10.80 11.00
5000 m/z 85.10 34_.23%
85.0
29.0
113.0141.0 169.0 282.0
mewwﬁrwﬁwﬁwﬁwﬁmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane R RERRE RS L
57.0 10.40 10.60 10.80 11.00
m/z 41.10 26.11%
5000 85.0
29.0 113.0
h Lo 14101690197022502530281030903380

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 40 10 60 10. 80 11. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031117\
Data File : BF093585.D

Acq On : 11 Mar 2017 23:27

Operator : SJ/MA

Sample : 12106-05 2X

Misc :

ALS Vial : 22 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... 4.85 10.7 ng 491751 1 6.72 923822 20.0
unknown6 .49 6.49 33.5 ng 1546840 1 6.72 923822 20.0
Benzene, 1l-methyl... 6.79 2.6 ng 119380 1 6.72 923822 20.0
Naphthalene, 1-me... 8.81 2.2 ng 253791 2 8.00 2337460 20.0
unknown8 .88 8.88 2.5 ng 173171 3 9.75 1415170 20.0
Naphthalene, 2,6-... 9.35 3.3 ng 233519 3 9.75 1415170 20.0
Naphthalene, 2,3-... 9.42 3.2 ng 224006 3 9.75 1415170 20.0
Biphenylene 9.62 2.7 ng 188179 3 9.75 1415170 20.0
Eicosane 9.69 5.2 ng 366525 3 9.75 1415170 20.0
unknown9.91 9.91 4.8 ng 341086 3 9.75 1415170 20.0
Naphthalene, 2,3,... 10.07 2.5 ng 175106 3 9.75 1415170 20.0
Hexadecane 10.18 7.6 ng 536963 3 9.75 1415170 20.0
Dibenzofuran, 4-m... 10.46 3.4 ng 240415 3 9.75 1415170 20.0
Heptadecane 10.66 16.6 ng 1190270 4 11.25 1434840 20.0
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