LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121915\
Data File : BF083946.D

Aca On : 19 Dec 2015 7:02

Operator : UM/SJ

Sample : 64840-11

Misc :

ALS Vial : 45 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-BF121815.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 3.824 148 152 155 rVvB 25269 38968 1.94% 0.239%
2 5.047 256 259 263 rBV 75762 114232 5.69% 0.701%
3 5.436 291 293 295 rBV 14303 21108 1.05% 0.130%
4 5.481 295 297 299 rvw 658970 674935 33.60% 4.141%
5 5.870 329 331 335 rBB2 19104 20340 1.01% 0.125%
6 6.510 385 387 389 rBV 321871 420857 20.95% 2.582%
7 6.636 395 398 400 rBVY 1380957 1202666 59.87% 7.379%
8 6.864 416 418 420 rBV 365722 302055 15.04% 1.853%
9 7.024 429 432 433 rBV 1444717 1349863 67.20% 8.282%
10 7.047 433 434 436 rVB 247448 180377 8.98% 1.107%

11 7.116 438 440 444 rVB 115777 109777 5.47% 0.674%
12 7.207 444 448 451 rBV2 78006 115760 5.76% 0.710%

13 7.264 451 453 455 rBvV 26057 29671 1.48% 0.182%
14 7.436 463 468 470 rBv2 725387 1281352 63.79% 7.862%
15 7.516 473 475 477 rBY 52119 58534 2.91% 0.359%
16 7.562 477 479 480 rvv 47666 48758 2.43% 0.299%
17 7.642 482 486 488 rVB 218523 218155 10.86% 1.338%
18 7.756 494 496 498 rBvV 41423 41794 2.08% 0.256%

19 7.802 498 500 505 rvVvB3 99162 218001 10.85% 1.338%
20 7.893 505 508 510 rBV 503278 531048 26.44% 3.258%

21 7.962 512 514 518 rBV3 19632 36270 1.81% 0.223%
22 8.019 518 519 521 rVB 43423 38062 1.89% 0.234%
23 8.087 521 525 526 rBV2 36291 55093 2.74% 0.338%
24 8.144 528 530 534 rvv2 481175 639237 31.82% 3.922%
25 8.202 534 535 537 rvv 104858 74792 3.72% 0.459%
26 8.247 537 539 540 rvB2 34099 44609 2.22% 0.274%
27 8.282 540 542 543 rVB2 36961 37368 1.86% 0.229%
28 8.304 543 544 545 rBV 42678 36056 1.80% 0.221%
29 8.350 545 548 550 rvB2 70009 84590 4.21% 0.519%
30 8.396 550 552 558 rBV5 74376 201024 10.01% 1.233%
31 8.476 5568 559 562 rBv2 16503 26154 1.30% 0.160%
32 8.533 562 564 567 rvB2 80670 75701 3.77% 0.464%
33 8.579 567 568 569 rBvV 15722 20236 1.01% 0.124%
34 8.625 569 572 573 rBvV2 58534 78170 3.89% 0.480%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121915\
Data File : BF083946.D

Aca On : 19 Dec 2015 7:02

Operator : UM/SJ

Sample : 64840-11

Misc :

ALS Vial : 45 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-BF121815.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 8.659 573 575 578 rBV3 47454 69020 3.44% 0.423%
36 8.716 578 580 581 rvB 26440 23745 1.18% 0.146%
37 8.739 581 582 584 rBvV2 40317 41307 2.06% 0.253%

38 8.807 586 588 590 rvB2 131071 137173 6.83% 0.842%
39 8.956 597 601 607 rBv4 69202 212761 10.59% 1.305%

40 9.070 607 611 612 rBV3 28862 77411 3.85% 0.475%
41 9.093 612 613 616 rvv2 39345 44503 2.22% 0.273%
42 9.185 619 621 622 rVvV 34598 41429 2.06% 0.254%
43 9.230 622 625 627 rVB 2048782 2008644 100.00% 12.324%
44 9.379 634 638 642 rBv4 43294 98468 4_.90% 0.604%
45 9.470 644 646 647 rBv2 29751 31746 1.58% 0.195%
46 9.562 649 654 655 rvv4 28544 59263 2.95% 0.364%
47 9.630 658 660 663 rvVB4 21754 34885 1.74% 0.214%
48 9.676 663 664 667 rBv2 12973 24520 1.22% 0.150%
49 9.836 676 678 681 rVB3 23480 30563 1.52% 0.188%
50 9.905 681 684 686 rBvV 510211 477447 23.77% 2.929%
51 10.065 695 698 700 rBV3 11433 24282 1.21% 0.149%
52 10.213 709 711 713 rVB2 49617 57118 2.84% 0.350%
53 10.270 713 716 718 rVB3 11023 22887 1.14% 0.140%
54 10.339 718 722 723 rVB3 14286 26648 1.33% 0.163%
55 10.373 723 725 730 rBV5 24467 70141 3.49% 0.430%
56 10.453 730 732 736 rVB4 44883 58847 2.93% 0.361%
57 10.602 743 745 748 rBV 39010 52892 2.63% 0.325%
58 10.693 750 753 755 rvV 1061554 1028681 51.21% 6.311%
59 10.728 755 756 760 rvv3 34024 48991 2.44% 0.301%
60 10.808 760 763 767 rVB3 23504 50040 2.49% 0.307%
61 11.025 778 782 783 rBV3 16183 27184 1.35% 0.167%

62 11.391 811 814 816 rBV 364592 371719 18.51% 2.281%
63 11.596 830 832 835 rBV 118270 105806 5.27% 0.649%
64 12.751 931 933 935 rBV 169918 187194 9.32% 1.149%
65 12.968 950 952 955 rBV 1310554 1495340 74.45% 9.175%

66 13.528 1000 1001 1007 rBVZ2 19218 28716 1.43% 0.176%
67 13.756 1018 1021 1023 rBV2 83928 130026 6.47% 0.798%
68 14.019 1042 1044 1047 rVB 314278 328338 16.35% 2.014%
69 14.637 1095 1098 1104 rBV 43395 64473 3.21% 0.396%
70 15.459 1168 1170 1174 rBV 217863 280917 13.99% 1.724%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121915\
Data File : BF083946.D

Aca On : 19 Dec 2015 7:02

Operator : UM/SJ

Sample : 64840-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF121815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 16298738
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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\BF121915\

BF083946.D

19 Dec 2015 7:02

UM/SsJ

G4840-11

45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

0k
Time--> 8.00

Abundance TIC: BF083946.D

2000000

1500000 6.64 7.02

1000000

548 7.44
500000
6.51]
3.82 3®  sHa se7 ﬂ I :
o LA LMl AL

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF083946.D

2000000 9123

1500000

12.97
10.69
1000000
9.90
500000, 814

13.50

10.50 11.00 11.50 12.00 12.50 13.00

Abundance
2000000

1500000

1000000

500000

.76
.

TIC: BF083946.D

14.02

15.46
14.64
A

Time-->

14.

18.00 18.50

00 14.50

15.00 15.50

16.00 16.50 17.00 17.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121915\
Data File : BF083946.D

Aca On : 19 Dec 2015 7:02

Operator : UM/SJ

Sample : 64840-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 8

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

5.05 7.56 ng 114232 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 16
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 12
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 259 (5.047 min): BF083946.D (-256) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
| 83.0 480 5.00 520 5.40
Obrrprrrrprrrrprrrbl el e e e || M7z 59.10 72.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U UL L R I
4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 32.09%
27.0 -
0'W””P'”P“W“'W“”PJQR'ﬁ%RP'”P“W”'W””P”'P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 5.40
5000 210 m/z 58.10 17.19%
ol 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- e
59.0 4.80 5.00 5.20 5.40
31.0 m/z 41.10 11.58%
5000
3.0 73.0
0 15\'0 A‘ 11NR ‘ 87.0 102.0
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\BF121915\
Data File : BF083946.D

Aca On : 19 Dec 2015 7:02

Operator : UM/SJ

Sample : 64840-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 unknown6.64 Concentration Rank 2

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

6.64 79.63 ng 1202670 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 398 (6.636 min): BF083946.D (-395) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.1 s 640 6.60 6.80 7.00
1541 . . . .
0 gL.0 e m/z 68.10 42.45%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R L I L R
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.06%
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
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.10 27 .99%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R REEEEEa s
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 18.67%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| T T
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\BF121915\
Data File : BF083946.D

Aca On : 19 Dec 2015 7:02

Operator : UM/SJ

Sample : 64840-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 Deltacyclene Concentration Rank 4

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

7.05 11.94 ng 180377 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Deltacvclene 118 C9H10 007785-10-6 59
2 Benzaldehvde. 4-(1-phenvl-2-prop... 238 C16H1402 1000277-56-1 42
3 trans-Cinnamvl bromide 196 C9H9Br 026146-77-0 42
4 Benzene. 1.1"-(1.5-hexadiene-1.6... 234 C18H18 004439-45-6 40
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 38

Abundance Scan 434 (7.047 min): BF083946.D (-433) (-) m/z 117.10 100.00%
117.1
5000
o1 a1 O "TeR 70 750 70
(o} R B e e T m/z 118.10 55.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8678: Deltacyclene
117.0
5000 ----u----u----u----?A--
910 6.80 7.00 7.20 7.40
39.0 : m/z 115.05 27 .90%
' 65.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
117.0
6.80 7.00 7.20 7.40
5000 m/z 91.10 13.19%
91.0
o 39.0 650 1520 178.0 238.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53970: trans-Cinnamy| bromide
117.0 6.80 7.00 7.20 7.40

m/z 116.10 7.01%

5000

91.0
150 390570 | | 169.0 196.0

L E N s MM s S L N S M LW

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121915\
Data File : BF083946.D

Aca On : 19 Dec 2015 7:02

Operator : UM/SJ

Sample : 64840-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 Benzene, 1,3-diethyl- Concentration Rank 9

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

7.12 7.27 ng 109777 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 97
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 95
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 95
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 440 (7.116 min): BF083946.D (-438) (-) m/z 105.10 100.00%
106.1 119.1
5000 134.1
91.1
77.1
39.1 511 651 ‘ | 6.80 7.00 7.20 7.40
Obrrprrrr el el Ml e TmZz 119.100 99.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14331: Benzene, 1,3-diethyl-
105.0 119.0
5000 134.0
6.80 7.00 7.20 7.40
770 910 m/z 134.10 45_.91%
27.0 390 510 g50 ' ‘
0 "I""I"""I""‘I""i“""I"""I'"‘l‘l""‘l""la‘”'l'""'l""l""'l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0 119.0
TR e
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.10 29.93%

91.0
77.0

39.0
15.0 27.0 51.0 65.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14328: Benzene, 1,4-diethyl-
1050 119.0 6.80 7.00 7.20 7.40
m/z 77.10 17.07%
5000 134.0
91.0
270 410 550 650 ') |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121915\
Data File : BF083946.D

Aca On : 19 Dec 2015 7:02

Operator : UM/SJ

Sample : 64840-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 Benzene, 1,2-diethyl- Concentration Rank 7

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

7.21 7.66 ng 115760 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 98
2 Benzene. l1l.4-diethvl- 134 C10H14 000105-05-5 93
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 90
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 76
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 76

Abundance Scan 448 (7.207 min): BF083946.D (-444) (-) m/z 105.10 100.00%
106.1 119.1
5000 91.1 134.1
77.1
39.0 51.0 65.1 || | | 6.80 7.00 7.20 7.40 7.60
o} T N S USSR RS OSSN | S m/z 119.10 89.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14324: Benzene, 1,2-diethyl- i
105.0 119.0
5000 91.0 134.0

6.80 7.00 7.20 7.40 7.60
m/z 134.10  46.75%

77
39.0 51.0 65.0
15.0 27.0

O T T R e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0 119.0
6.80 7.00 7.20 7.40 7.60
5000 134.0 m/z 91.10 40.55%

91.0

270 410 g, 650 O

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14331: Benzene, 1,3-diethyl-
105.0 119.0 6.80 7.00 7.20 7.40 7.60
m/z 117.10 22 .22%
5000 134.0
91.0
27.0 390 510 g5 'O |
0..,....,...‘.‘,....‘,‘....i‘:‘...,.‘.‘..,...‘l‘,....‘,....,a‘ll.,..‘.‘.l....,..‘..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60

8270-BF121815.M Mon Dec 21 18:10:24 2015 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121915\
Data File : BF083946.D

Aca On : 19 Dec 2015 7:02

Operator : UM/SJ

Sample : 64840-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 10

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

7.64 6.83 ng 218155 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 96
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 Benzene. 1-methvl-2-(l-methvleth... 134 C10H14 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94

Abundance Scan 486 (7.642 min): BF083946.D (-482) (-) m/z 119.10 100.00%
119.1
5000
391 65.0 911 670 7.40 7.60 7.80 8.00
Obrrr ettt M e e e m/z 134.10 43.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14358: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
7.40 7.60 7.80 8.00
910 m/z 91.10 16.09%
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119.0
7.40 7.60 7.80 8.00
5000 m/z 120.10 9.53%
39.0 91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14354: Benzene, 1,2,3,5-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 133.10 9.12%
5000
91.0
R O T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.40 7.60 7.80 8.00

8270-BF121815.M Mon Dec 21 18:10:25 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121915\
Data File : BF083946.D

Aca On : 19 Dec 2015 7:02

Operator : UM/SJ

Sample : 64840-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 Benzene, (2-methyl-1-butenyl)- Concentration Rank 11

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

7.80 6.82 ng 218001 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 87
2 Benzene. (1l-methvl-1-butenvI)- 146 C11H14 053172-84-2 70
3 1H-Indene.2.3-dihvdro-2.2-dimethvl- 146 C11H14 020836-11-7 64
4 Benzene. 1.3-dimethvl-5-(1l-methv... 148 C11H16 004706-90-5 50
5 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 50

Abundance Scan 500 (7.802 min): BF083946.D (-498) (-) m/z 131.10 100.00%
13f.1
5000 91.1
115.1 148.1
391 511 65.1 77|'1 103[1 ‘l“ | 7.40 7.60 7.80 8.00 8.20
Obrerrrrrrrrrerreeebierre e et e e it b Tm/Zz 133.100 95.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20721: Benzene, (2-methyl-1-butenyl)-
131.0
146.0
5000 910
7.40 7.60 7.80 8.00 8.20
115.0 m/z 91.10 41.87%
27.0 39.0 53.0 65.0 77.0 103.0 ‘ | ‘
Ot e T T T e e e e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131.0
91.0 7.40 7.60 7.80 8.00 8.20
5000 ' m/z 115.10 29.07%
146.0
57 39.0 510 77.0 115.0
. 150 27 63.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20737: 1H-Indene,2,3-dihydro-2,2-dimethyl-
131.0 7.40 7.60 7.80 8.00 8.20
m/z 148.10 27 .13%
146.0
5000
91.0 115.0
0 51\'0 6\5\0 77\'0 ‘ 103\'0 ‘\\ (LIl il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 | | 7.40 7.60 7.80 8.00 8.20

8270-BF121815.M Mon Dec 21 18:10:26 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121915\
Data File : BF083946.D

Aca On : 19 Dec 2015 7:02

Operator : UM/SJ

Sample : 64840-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 3

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

7.89 16.62 ng 531048 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 84
2 Benzene. 1l-methvl-2-(1-methvleth... 134 C10H14 000527-84-4 60
3 Benzene. 1l-methvl-4-(l1-methvleth... 134 C10H14 000099-87-6 60
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 60
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 60

Abundance Scan 508 (7.893 min): BF083946.D (-505) (-) m/z 119.10 100.00%
119.1
5000 1341
91.1
39.1 51.1 g41 /71 105.1 7.60 7.80 8.00 8.20
0 160.1 m/z 117.10 68.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13621: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000
91.0 132.0 7.60 7.80 8.00 8.20
390 o 77.0 ‘ m/z 134.10 36.53%
O“P“'Eﬁe““h“?vewmt'“M'““““?L?'“h““PMW“'W““P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
119.0
7.60 7.80 8.00 8.20
5000 910 m/z 115.10 24 .88Y%
134.0
65.0 77.0
o 15.0 39.0 52.0 104.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14399: Benzene, 1-methyl-4-(1-methylethyl)-
119.0 7.60 7.80 8.00 8.20
m/z 91.10 24 . 75%
5000
91.0
134.0
39.0 65.0 77.0
"&?QP'“I”'““”?ﬁe'PU”I”JW'”'P'”TR?S'LLL'”I”'W'”'P'“I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20

8270-BF121815.M Mon Dec 21 18:10:27 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121915\
Data File : BF083946.D

Aca On : 19 Dec 2015 7:02

Operator : UM/SJ

Sample : 64840-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 15

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

8.81 4.29 ng 137173 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 95
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 93
3 Benzene. (l-ethvl-2-propenvl)- 146 C11H14 019947-22-9 74
4 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100 017496-14-9 70
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 60

Abundance Scan 588 (8.807 min): BF083946.D (-586) (-) m/z 131.10 100.00%
131.1
118.1
146.1
5000
o1 0 1051
391 630 710 | 1621 8.40 8.60 8.80 9.00 9.20
o el e 292 Tm/z 1180100 75.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20763: Naphthalene, 1,2,3,4-tetrahydro-5-methy!-
118.0131.0
146.0
5000
910 105.0 8.40 8.60 8.80 9.00 9.20
39.0 630 77.0 { H m/z 146.10 54 _85%
RN P P R Y O O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
118.0131.0 .
8.40 8.60 8.80 9.00 9.20
5000 m/z 117.10 39.14%

105.0

91.0
39.0

. 77.0
o 26.0 63.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20725: Benzene, (1-ethyl-2-propenyl)-
118.0

840 860 880 900 920
m/z 105.10 31.59%

5000 91.0
77.0

131.0
51.0
27

.0
14.0 [l ‘ I “H ﬁ H\‘ 10‘%'.0 ILL

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 840 8.60 880 900 9.20

146.0

o

8270-BF121815.M Mon Dec 21 18:10:28 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121915\
Data File : BF083946.D

Aca On : 19 Dec 2015 7:02

Operator : UM/SJ

Sample : 64840-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 5H-Benzocycloheptene, 6,7-d... Concentration Rank 18

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

9.07 3.24 ng 77411 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Benzocvcloheptene. 6.7-dihvdro- 144 C11H12 007125-62-4 50
2 Cvclohexene. 1-phenvl- 158 C12H14 000771-98-2 47
3 1-Methvl-1.2.3.4-tetrahvdronapht... 162 C11H140 014944-28-6 38
4 1-Hvdroxvmethvl-1.2.3.4-tetrahvd... 178 C11H1402 343332-31-0 37
5 1H-Indole, 2-aminomethyl- 146 CO9H10N2 021109-25-1 35

Abundance Scan 611 (9.070 min): BF083946.D (-607) (-) m/z 129.05 100.00%
120.1
5000
115.1
158.1 TNV NV S AW e
30.1 65.1 91.1 145.1 174.2 8.80 9.00 9.20 9.40
0 m/z 115.10 35.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19608: 5H-Benzocycloheptene, 6,7-dihydro-
129.0
5000 HRRE UL R R I
115.0 8.80 9.00 9.20 9.40
510 : 143.0 m/z 130.10 33.66%
0 .1.4.r.0|2.7‘..0..‘|..“2. eﬁl?‘.”.“l .gufl‘-:oul“... "I .U. II\M\II I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
115.0129'0 158.0
143.0 8.80 9.00 9.20 9.40
5000 910 : m/z 128.10 29.18%
51.0 770
27.0
L L L W UL B WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30580: 1-Methyl-1,2,3,4-tetrahydronaphthalen-1-ol B B
129.0 8.80 9.00 9.20 9.40
147.0 m/z 158.10 26.82%
5000 910
115.0
39.0 63.0 77.0
0...|2.57.0..‘|“..“..rm‘.‘.“.“l..“l.l”ﬁ‘..‘l“‘l.Huul“‘.‘l.:.l-?zulouu.|. ""I""I""I""I"",
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40

8270-BF121815.M Mon Dec 21 18:10:28 2015

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121915\
Data File : BF083946.D

Aca On : 19 Dec 2015 7:02

Operator : UM/SJ

Sample : 64840-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 16

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

9.38 4.12 ng 98468 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021564-91-0 90
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021693-54-9 83
3 Benzene. 1-(1-methvlethenvl)-2-(... 160 C12H16 005557-93-7 81
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 020027-77-4 80
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 76

Abundance Scan 638 (9.379 min): BF083946.D (-634) (-) m/z 145.10 100.00%
145.1
5000 160.1
117.1 1321 N A S MM A A At
30.1 63.1 77.1 910 174.2 9.00 9.20 9.40 9.60 9.80
0’ m/z 160.10 38.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29456: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl-
145.0
5000
160.0 9.00 9.20 9.40 9.60 9.80
m/z 132.10 24 _.48%
Jis0 30 640770 910 1101300
B S L A e e T A
Abundance
145.0
160.0 9.00 9.20 9.40 9.60 9.80
5000 ' m/z 117.05 22 .54%
39.0 530 77.0 91.0 170500
O L It S T o A ot T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #29468: Benzene, 1-(1-methylethenyl)-2-(1-methylethyl)- R B e S
145.0 9.00 9.20 9.40 9.60 9.80
m/z 159.10 18.36%
5000
91.0 117.0 160.0
130.0
77.0
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60 9.80

8270-BF121815.M Mon Dec 21 18:10:29 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121915\
Data File : BF083946.D

Aca On : 19 Dec 2015 7:02

Operator : UM/SJ

Sample : 64840-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 16 2(3H)-Benzothiazolone Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.81 2.69 ng 50040 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 50
2 Thienol2.3-blpvridine-N-oxide 151 C7H5NOS 025557-50-0 38
3 6-Methvl-7-0x0-4.7-dihvdro-triaz... 151 C5H5N50 057250-39-2 35
4 2H-1.4-Benzothiazine. 3.4-dihvdro- 151 C8HO9NS 003080-99-7 27
5 1,2,4-Triazolo[4,3-a]pyridine-3(... 151 C6H5N3S 006952-68-7 22
Abundance Scan 763 (10.808 min): BF083946.D (-760) (-) m/z 151.00 100.00%
151.0
96.0 123.0
57.0 711
5000 431
10.40 10.60 10.80 11.00 11.20
o} m/z 123.00 66 .59%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #23617: 2(3H)-Benzothiazolone
151.0
5000 96.0 123.0
10.40 10.60 10.80 11.00 11.20
m/z 96.00 63.61%
0 27.0 ‘45‘0“579‘69“0‘ 82.0 i 108.0 1N ‘\
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
151.0
VﬂM]'I”'W'”'P'”I”
10.40 10.60 10.80 11.00 11.20
5000 m/z 71.10 55.34%
96.0
45.0 70.0 122.0
0 58.0 82.0 108.0 135.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #23579: 6-Methyl-7-oxo-4,7-dihydro-triazolo(3,2-c)triazine
151.0 10.40 10.60 10.80 11.00 11.20
1230 m/z 57.05 54_.98%
67.0
5000
42.0 54.0 83.0
0'P”W””P”W””P”W””P'“fﬁﬁ””P”W””P”W””P”W“”P”' LI BRI SR SURIURN B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 10.40 10.60 10.80 11.00 11.20

8270-BF121815.M Mon Dec 21 18:10:30 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121915\
Data File : BF083946.D

Aca On : 19 Dec 2015 7:02

Operator : UM/SJ

Sample : 64840-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 17 Ethanol, 2-[4-(1,1-dimethyl.._. Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.60 5.69 ng 105806 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Ethanol. 2-T4-(1.1-dimethvlethyl... 194 C12H1802 000713-46-2 78
2 Ethanol. 2-T4-(1.1-dimethvlpropy... 208 C13H2002 006382-07-6 64
3 1.3-Dioxolane. 2-(4-methoxvphenv... 194 C11H1403 036881-00-2 64
4 Acetic acid. I2-T(2-propenvlamin... 235 C12H13NO4 000119-45-9 38
5 4-Butylbenzoic acid, octadecyl e... 430 C29H5002 1000292-33-0 37

Abundance Scan 832 (11.596 min): BF083946.D (-830) (-) m/z 179.10 100.00%
179.1
5000 135.1
107.1 IIIIIIIIIIIIIIIIIIIIIII
411 770 | 150.1 250.2 11.20 11.40 11.60 11.80 12.00
A i m/z 135.10 51.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51814: Ethanol, 2-[4-(1,1-dimethylethyl)phenoxy]-
179.0
135.0
5000 [T i rrrrprrrr oo
11.20 11.40 11.60 11.80 12.00
410 107.0 m/z 107.05 16.42%
77 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
179.0
135.0
11.20 11.40 11.60 11.80 12.00
5000 107.0 m/z 180.10 12.34%
41.0 77.0 208.0
o 19.0 159.0
T T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51653: 1,3-Dioxolane, 2-(4-methoxyphenyl)-2-methy!- M
179.0 11.20 11.40 11.60 11.80 12.00
m/z 41.10 8.34%
135.0
5000
43.0 87.0
0150\ 640\ L 107.0 J ! | |
L L A I B e B B e W o R A BEREE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 20 11. 40 11. 60 11. 80 12. 00

8270-BF121815.M Mon Dec 21 18:10:30 2015

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121915\
Data File : BF083946.D

Aca On : 19 Dec 2015 7:02

Operator : UM/SJ

Sample : 64840-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 18 Pyrrolo[l1,2-a]-1,3,5-triazi... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.75 11.40 ng 187194 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrrololl.2-al-1.3.5-triazine-7-... 223 C9HI9N304 054449-89-7 90
2 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 49
3 2-Propen-1-one. 1-(4-aminophenvl... 223 C15H13NO 002403-30-7 38
4 9-Acridinecarboxvlic acid 223 C14H9NO2 005336-90-3 32
5 Ketoprofen di-methyl derivative 282 C18H1803 1000137-08-9 32
Abundance Scan 933 (12.751 min): BF083946.D (-931) (-) m/z 223.20 100.00%
228.2
135.1
5000
ad 107.1 12.40 12.60 12.80 13.00
77.1 161.1 : : : :
0 ..,'.|...|,....,..'..,.'..-.--,...*!,....,....,.1?.3.,1.... e | Tm/z 135.10  71.28%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71811: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1...
223.0
135.0
178.0
5000
12.40 12.60 12.80 13.00
m/z 45.10 17.34%
0'W'“'P'“I”'W'”'P'JI”“W'”'M'A AN BRI SRARE SRS SRR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
223.0
5o 140 1280 1280 1300
5000 m/z 224.20 14 .23%
45.0 107.0
o 70 156.0177.0199.0 294.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #71712: 2-Propen-1-one, 1-(4- amlnophenyl) 3-phenyl- R e AT
120.0 22 12.40 12.60 12.80 13.00
m/z 107.10 11.74%
5000 65.0 1500 178.0
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

8270-BF121815.M Mon Dec 21 18:10:31 2015

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121915\
Data File : BF083946.D

Aca On : 19 Dec 2015 7:02

Operator : UM/SJ

Sample : 64840-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 19 unknownl3.76 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.76 7.92 ng 130026 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13H-Dibenzola.ilcarbazole 267 C20H13N 000239-64-5 43
2 Ethanol. 2-T2-12-T4-(1.1.3.3-tet... 338 C20H3404 002315-62-0 43
3 7H-Dibenzo(a.a)carbazole 267 C20H13N 000207-84-1 38
4 1.5-Diphenvl-3-methvlthio-1.2.4-_.. 267 C15H13N3S 072234-23-2 32
5 7H-Dibenzo[c,g]carbazole 267 C20H13N 000194-59-2 25
Abundance Scan 1021 (13.756 min): BF083946.D (-1018) (-) m/z 267.20 100.00%
267.2
5000 135.1 /\\
- ssgp| | 1340 1360 1380 1400
o} : m/z 135.10 43.09%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #98704: 13H-Dibenzola,i]carbazole
267.0
5000 AR U LA UL I
1340 13.60 13.80 14.00
133.0 m/z 45.10 28.84%
o 63.0  106.0 163.0  211.0239.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
267.0
13.40 13.60 13.80 14.00
5000 m/z 133.10 17.89%
89.0
45.0 133.0
o 1610 5050 237.0 295.0 338.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #98701: 7H-Dibenzo(a,g)carbazole
267.0 13.40 13.60 13.80 14.00

m/z 268.20 16.96%

5000

133.0

39.0 74.0 106.0 163.0188.0213.0239.0
.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121915\
Data File : BF083946.D

Aca On : 19 Dec 2015 7:02

Operator : UM/SJ

Sample : 64840-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 20 unknownl4.64 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.64 3.93 ng 64473 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzimidazole. 5.6-dimethoxv-1-m... 311 C18H21N302 004496-16-6 22
2 3.6.9.12.15.18-Hexaoxabicvclol18... 418 C18H27Br06 111982-22-0 22
3 3.6.9.12.15.18.21-Heptaoxabicvcl... 462 C20H31Br0O7 111982-23-1 14
4 Butane. 1.2.3-trimethoxv-4-phenvl- 224 C13H2003 020637-30-3 14
5 Benzene, l-methoxy-4-[4-(4-oxira... 420 C26H2803S 1000266-37-3 12
Abundance Scan 1098 (14.637 min): BF083946.D (-1095) (-) m/z 311.20 100.00%
311.2
45.1
5000 89.1 1351
205.1 " 14.40 14.60 14.80 15.00
0 At m/z 45.10 66.45%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123405: Benzimidazole, 5,6-dimethoxy-1-methyl-2-(4-dimeth...
311.0
5000 N AR SRR RS A
156.0 14.40 14.60 14.80 15.00
252 0 m/z 135.10 51.58%
40.0 79.0 12?\?4 1 2000 ]
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
45.0
89.0 14.40 14.60 14.80 15.00
5000 " 1330 m/z 89.10 40.01%
182.0
o 221.0 288.0 339.0376.0 418.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #165604: 3,6,9,12,15,18,21-Heptaoxabicyclo[21.3.1]heptacos... e
45.0 14.40 14.60 14.80 15.00
m/z 161.10 37.11%
89.0
5000
133.0
177.0
NI T |y 221.0 2650 3300 383.0420.0 464.0
m/z--> 50 100 150 200 250 300 350 400 450 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121915\
Data File : BF083946.D

Acq On : 19 Dec 2015 7:02

Operator : UM/SJ

Sample - G4840-11

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121815_.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... 5.05 7.6 ng 114232 1 6.86 302055 20.0
unknown6 .64 6.64 79.6 ng 1202670 1 6.86 302055 20.0
Deltacyclene 7.05 11.9 ng 180377 1 6.86 302055 20.0
Benzene, 1,3-diet... 7.12 7.3 ng 109777 1 6.86 302055 20.0
Benzene, 1,2-diet... 7.21 7.7 ng 115760 1 6.86 302055 20.0
Benzene, 1,2,3,4-_.. 7.64 6.8 ng 218155 2 8.14 639237 20.0
Benzene, (2-methy... 7.80 6.8 ng 218001 2 8.14 639237 20.0
Benzene, 1l-methyl... 7.89 16.6 ng 531048 2 8.14 639237 20.0
Naphthalene, 1,2,... 8.81 4.3 ng 137173 2 8.14 639237 20.0
5H-Benzocyclohept. .. 9.07 3.2 ng 77411 3 9.90 477447 20.0
Naphthalene, 1,2,... 9.38 4.1 ng 98468 3 9.90 477447 20.0
2(3H)-Benzothiazo... 10.81 2.7 ng 50040 4 11.39 371719 20.0
Ethanol, 2-[4-(1,... 11.60 5.7 ng 105806 4 11.39 371719 20.0
Pyrrolo[1,2-a]-1,... 12.75 11.4 ng 187194 5 14.02 328338 20.0
unknownl13.76 13.76 7.9 ng 130026 5 14.02 328338 20.0
unknownl14 .64 14.64 3.9 ng 64473 5 14.02 328338 20.0
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