LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 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-BF113015.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 4.624 255 257 261 rBV 312488 433251 8.50% 0.805%
2 4.693 261 263 268 rVB 602363 848979 16.66% 1.577%
3 5.116 298 300 309 rBVY 1784339 2384336 46.78% 4._.429%
4 5.253 311 312 316 rVB 49095 60137 1.18% 0.112%
5 5.539 335 337 341 rVB3 34408 52893 1.04% 0.098%
6 5.836 360 363 369 rVvB2 30605 62438 1.23% 0.116%
7 6.030 377 380 384 rBV2 46067 110324 2.16% 0.205%
8 6.156 390 391 393 rBV 34561 51602 1.01% 0.096%
9 6.202 393 395 401 rBVY 1497672 1584702 31.09% 2.943%
10 6.305 401 404 406 rBV 3996476 4075039 79.95% 7 .569%

11 6.465 416 418 419 rBV2 79658 128648 2.52% 0.239%
12 6.522 422 423 428 rVB2 828449 1278853 25.09% 2.375%
13 6.682 435 437 442 rBV2 3098183 4113813 80.71% 7.641%
14 6.796 445 447 449 rVB 142159 195782 3.84% 0.364%
15 6.876 452 454 456 rBvY 239686 287073 5.63% 0.533%

16 6.922 456 458 459 rBvV 123047 96450 1.89% 0.179%
17 6.990 459 464 468 rVB5 40270 122081 2.40% 0.227%
18 7.105 468 474 480 rBV 3266701 4410681 86.54% 8.192%
19 7.185 480 481 483 rVB 104360 137506 2.70% 0.255%
20 7.230 483 485 487 rBV3 69272 98866 1.94% 0.184%

21 7.310 489 492 494 rBV2 338486 484645 9.51% 0.900%
22 7.402 498 500 502 rVB2 105443 152133 2.98% 0.283%
23 7.436 502 503 505 rBv2 81269 151659 2.98% 0.282%
24 7.482 505 507 511 rVB3 324328 505241 9.91% 0.938%
25 7.562 511 514 516 rBV3 186294 356960 7.00% 0.663%

26 7.608 516 518 519 rVB 63196 70529 1.38% 0.131%
27 7.653 519 522 524 rBV3 205405 305618 6.00% 0.568%
28 7.699 524 526 530 rBv4 91817 186274 3.65% 0.346%
29 7.756 530 531 534 rBV3 194148 356811 7.00% 0.663%
30 7.813 534 536 538 rvVv 1271669 1504221 29.51% 2.794%

31 7.848 538 539 543 rvB3 312850 489500 9.60% 0.909%
32 7.916 543 545 547 rBv2 110557 134375 2.64% 0.250%
33 7.962 547 549 550 rBV 83767 123282 2.42% 0.229%
34 8.019 552 554 555 rBvV 104455 101186 1.99% 0.188%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 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-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.065 555 558 562 rBve 323299 616611 12.10% 1.145%

36 8.202 567 570 572 rVB3 236913 344783 6.76% 0.640%
37 8.248 572 574 575 rBv2 179585 248335 4._.87% 0.461%
38 8.293 577 578 580 rvv2 201899 203922 4._00% 0.379%
39 8.385 584 586 588 rBv2 195780 264062 5.18% 0.490%
40 8.453 590 592 593 rBvV2 65630 65948 1.29% 0.122%

41 8.488 593 595 596 rBv2 152883 233964 4_.59% 0.435%
42 8.590 602 604 606 rBv3 284534 535842 10.51% 0.995%
43 8.648 608 609 611 rvv2 123807 189230 3.71% 0.351%
44 8.819 621 624 625 rBv2 202837 346744 6.80% 0.644%
45 8.853 625 627 629 rvv3 289877 517796 10.16% 0.962%

46 8.899 629 631 636 rVB 4971190 5096890 100.00% 9.467%
47 9.185 654 656 658 rBv3 117161 230296 4._.52% 0.428%
48 9.242 658 661 662 rvv2 186550 407720 8.00% 0.757%
49 9.311 665 667 672 rvv4 256954 735477 14.43% 1.366%
50 9.425 675 677 680 rvB4 167181 323037 6.34% 0.600%

51 9.528 683 686 687 rBv3 226919 478071 9.38% 0.888%
52 9.562 687 689 691 rvvV 1607247 1565146 30.71% 2.907%
53 9.596 691 692 694 rvB2 213127 245201 4.81% 0.455%
54 9.768 704 707 709 rBv4 134403 262566 5.15% 0.488%
55 9.882 715 717 719 rBV 241388 285624 5.60% 0.531%

56 9.916 719 720 721 rVvV 498507 383465 7.52% 0.712%
57 9.951 721 723 725 rVB2 252077 286945 5.63% 0.533%
58 10.008 725 728 730 rBv4 248980 412179 8.09% 0.766%
59 10.145 738 740 744 rBV5 129210 281856 5.53% 0.524%
60 10.271 749 751 754 rBVv3 303320 428213 8.40% 0.795%

61 10.351 754 758 761 rVV2 3443514 4604981 90.35% 8.553%
62 10.408 761 763 768 rvv3 218833 391568 7.68% 0.727%
63 10.488 768 770 773 rvB3 130317 313104 6.14% 0.582%
64 10.716 788 790 793 rvB3 119180 189545 3.72% 0.352%
65 10.956 809 811 812 rVB 78128 88694 1.74% 0.165%

66 10.979 812 813 815 rBV 87720 111109 2.18% 0.206%
67 11.094 821 823 826 rVB 995102 1064153 20.88% 1.977%
68 11.151 826 828 831 rvv3 57836 107933 2.12% 0.200%
69 11.208 831 833 838 rvB 133864 200551 3.93% 0.373%
70 11.494 856 858 861 rvB 63459 80776 1.58% 0.150%

71 11.596 864 867 871 rBV 64882 126971 2.49% 0.236%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 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-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 11.802 882 885 894 rVvB 278916 436078 8.56% 0.810%
73 11.951 896 898 902 rBv4 29586 54627 1.07% 0.101%
74 12.865 976 978 983 rBVv3 192275 307902 6.04% 0.572%
75 13.185 1002 1006 1009 rBV 2648400 3488441 68.44% 6.479%

76 14.614 1129 1131 1136 rBV 38335 74171 1.46% 0.138%
77 14.705 1136 1139 1142 rBV 732291 972497 19.08% 1.806%
78 16.774 1317 1320 1327 rBV 569443 779570 15.30% 1.448%

Sum of corrected areas: 53838482
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF083489.D

6.30

6.68

5.12
6.2

6.52
4.69
4.

5.25 554 5.846.080d| 6.46 |

7.10

Ot——
Time-->

2.00

L f
5.50 6.00 6.50

2.50

3.00 3.50 4.00 4.50 5.00

7.00

7.50

8.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF083489.D

8|90

10.35

13.19

|

14.

ob——
Time-->

10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

14.00

14.50

15.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF083489.D

16.77

O==
Time-->

16.00

19.50 20.00 20.50

16.50 17.00

17.50 18.00 18.50 19.00

21.00

21.50

22.00

8270-BF113015.

M Fri Dec 04 16:38:03 2015

Page: 4




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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.

4.62 6.78 ng 433251 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 9
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 9
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 257 (4.624 min): BF083489.D (-255) (-) m/z 43.10 100.00%

43
59
5000

o517 83 1(|)1 420 440 460 480 500
Ot e e e e e e m/z 59.10 53.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 420 4.40 4.60 4.80 5.00
m/z 101.10 15.19%
15 31 ‘ 101
0 ‘ Tl . 51\ 83 ‘
T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
R e S e
420 4.40 4.60 4.80 5.00
5000 41 m/z 58.10 13.62%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4363: 3-Pentanol, 2-methyl- e e
59 420 4.40 4.60 4.80 5.00
m/z 41.10 8.58%
5000 73
81 m
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Benzene, chloro- Concentration Rank 3

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

4.69 13.28 ng 848979 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. chloro- 112 C6H5CI 000108-90-7 97
2 Phenol. 3-fluoro- 112 C6H5FO0 000372-20-3 27
3 Phenol. 4-fluoro- 112 C6H5FO0 000371-41-5 16
4 3-Hvdroxvpvridazine l-oxide 112 C4H4N202 018259-51-3 16
5 3-Nitropyrrole 112 C4H4N202 005930-94-9 16

Abundance Scan 263 (4.693 min): BF083489.D (-261) (-) m/z 112.00 100.00%
112
77
5000
51 A»
38 440 460 480 500
Ol e S Tl 82 97 W Tm/z 77.10  71.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6179: Benzene, chloro-
112
77
5000 R N R

4.40 4.60 4.80 5.00

51 m/z 114.00 31.80%
0 15 27 3\\8 \H . 61 71\“\ | 85 97 [,
L o o B o o REEEEEEEEEs e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
112
R o e IR e
440 4.60 4.80 5.00
5000 m/z 51.10 28.73%
84
57 64
2531 39 50 73 94
O T T T T T T T e T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6181: Phenol, 4-fluoro-

440 4.60 4.80 5.00
m/z 50.10 26.00%

M

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.40 4.60 4.80 5.00

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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, 1,2-diethyl- Concentration Rank 20

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

6.88 4.49 ng 287073 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 98
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 94
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 90
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 68
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 64

Abundance Scan 454 (6.876 min): BF083489.D (-452) (-) m/z 105.10 100.00%
105 419
5000 o1 134
4l 51 _ 65 6.60 6.80 7.00 7.20
5 . . . .
0..,....,....,....lll....'l""" il "'|!||$"'|""?'8 |'|'|..|.'|:I.il.2.7|..'..|.. m/z 119.10 82 _74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14324: Benzene, 1,2-diethyl-
105 19
5000 91 134
6.60 6.80 7.00 7.20
77 m/z 134.10 44 _37%
27 39 65
0 “|'+?'|'“h|"'“""H'“'|Jj'w"'H|“"|"%%'hl'v'tkl'}%z"“'l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
6.60 6.80 7.00 7.20
5000 134 m/z 91.10 37.06%
91
27 4 sigges 98 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14326: Benzene, 1,3-diethyl-
105 149 6.60 6.80 7.00 7.20
m/z 77.05 20.76%
5000 134
91
doss 7 B e ULy wer|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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, 1,2,4,5-tetramethyl- Concentration Rank 10

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

7.31 6.44 ng 484645 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 94
2 Benzene. l1-methvl-2-(1l-methvleth... 134 C10H14 000527-84-4 94
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 93
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 81
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 81

Abundance Scan 492 (7.310 min): BF083489.D (-489) (-) m/z 119.05 100.00%
119
5000 134
41 91
I 5 65 17 105 | 150 7.00 7.20 7.40 7.60
Obrrprrrrprrrrprreseer il bbbl et e il oo | m/z 134.10  40.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14361: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
7.00 7.20 7.40 7.60
91 m/z 91.05 20.43%
15 27 3 51 65 77 03 )
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
7.00 7.20 7.40 7.60
5000 m/z 135.10 19.35%
134
91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14377: Benzene, 4-ethyl-1,2-dimethy!-
119 7.00 7.20 7.40 7.60
m/z 41.10 15.19%
5000
91 134
7 105
'W'%?'P'%?I”'%?'”'?%"W'?E'P"MI”"WQ”'IJm'I'J&l"'ﬁ""'P"'l”"l RN UL L UL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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, 2,4-diethyl-1-methyl- Concentration Rank 9

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

7.48 6.72 ng 505241 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2.4-diethvl-1-methvl- 148 C11H16 001758-85-6 87
2 Benzene. 1.4-diethyl-2-methvl- 148 C11H16 013632-94-5 86
3 Benzene. pentamethvl- 148 C11H16 000700-12-9 70
4 Benzene. l-ethvl-4-(1-methvlethvl)- 148 C11H16 004218-48-8 70
5 Ethanone, 1-(3,4-dimethylphenyl)- 148 C10H120 003637-01-2 64

Abundance Scan 507 (7.482 min): BF083489.D (-505) (-) m/z 133.10 100.00%
133
5000 119

7.20 7.40 7.60 7.80

(o m/z 119.10 46.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21820: Benzene, 2,4-diethyl-1-methyl-
133
119
5000
o1 148 7.20 7.40 7.60 7.80
77 105 m/z 148.20  38.17%
5 27 39 51 65 ‘
0 ) [ | A Il ‘H i i HH Ll ‘ !
T T T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
133
119 7.20 7.40 7.60 7.80
5000 m/z 91.10 37.09%
148
91 105
7

15 28 39 51 65

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21795: Benzene, pentamethyl- A e e AR
133 7.20 7.40 7.60 7.80
m/z 131.05 31.94%
148
5000
15 27 41 s oes oS 5w
R L B E A AAaaaRan!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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, 1l-methyl-4-(2-prop... Concentration Rank 17

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

7.56 4.75 ng 356960 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 64
2 Benzene. 2-butenvl- 132 C10H12 001560-06-1 50
3 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 50
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 50
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 50

Abundance Scan 514 (7.562 min): BF083489.D (-511) (-) m/z 117.10 100.00%
147

5000

7.20 7.40 7.60 7.80
m/z 145.10 69.42%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13619: Benzene, 1-methyl-4-(2-propenyl)-
117

5000
7.20 7.40 7.60 7.80

m/z 119.10 52 .69%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
132 7.20 7.40 7.60 7.80
5000 o1 m/z 115.05  42_.72%

39 51 65 47
15 27 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13625: Benzene, (1-methyl-1-propenyl)-, (E)-
117

7.20 7.40 7.60 7.80
m/z 81.10 33.12%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80

8270-BF113015.M Fri Dec 04 16:38:08 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknown7.76 Concentration Rank 18

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

7.76 4.74 ng 356811 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Undecene. 4-methvl- 168 C12H24 143185-91-5 49
2 2.2-Dimethvl-3-heptene trans 126 C9H18 019550-75-5 43
3 2.6-Octadiene. l-methoxv-3.7-dim... 168 C11H200 002565-82-4 38
4 Cvclohexane. 2.4-diethvl-1-methvl- 154 C11H22 061142-70-9 38
5 2-Decene, 4-methyl-, (2)- 154 C11H22 074630-30-1 35

Abundance Scan 531 (7.756 min): BF083489.D (-530) (-) m/z 69.10 100.00%
60
43
55
5000 83
110 135 T ATt
9 119 150 o 740 7.60 7.80 8.00
0! m/z 43.10 74 .98%
m/z--> 20 40 60 80 100 120 140 160
Abundance #34749: 5-Undecene, 4-methyl-
55 &9
5000 L AL L L
41 7.40 7.60 7.80 8.00
29 8 4 m/z 55.10 52.97%
ol L e P s 168
m/z--> 20 40 60 80 100 120 140 160
Abundance
69
- a3 740 7.60 7.80 8.00
5000 a1 m/z 41.10 47 .37%
126
L 15 29 g7 111
miz--> 20 40 60 80 100 120 140 160
Abundance #34668: 2,6-Octadiene, 1-methoxy-3,7-dimethyl-, (E)- B S ERmmsmamas s
69 7.40 7.60 7.80 8.00
m/z 83.10 39.16%
5000
85
55
| H ‘ 1 123 136 105 168
] S ...,...H‘, :‘.“:‘.“‘lma‘.‘l“.“l il .‘,Ha“‘. S L
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00

8270-BF113015.M Fri Dec 04 16:38:09 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
" 8.06 8.20ng 616611  Naphthalene-ds 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 Cl1H14 001559-81-5 70

018321-36-3 60
020836-11-7 60
004912-92-9 53
004489-84-3 53

2 Benzene. (1l.1-dimethvl-2-propenvl)- 146 C11H14
3 1H-Indene.2.3-dihvdro-2.2-dimethvl- 146 C11H14
4 1H-Indene. 2.3-dihydro-1.1-dimet... 146 C11H14
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14

Abundance Scan 558 (8.065 min): BF083489.D (-555) (-) m/z 131.10 100.00%
131
5000 8l o4
41 67 146
¥ o 7.80 8.00 820 8.40
103 . . . .
155
o L m/z 81.10 38.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance #20757: Naphthalene, 1,2,3,4-tetrahydro-1-methy!-
131
5000 LA L L L L L
146 7.80 8.00 8.20 8.40
91 118 m/z 94.10 35.74%
15 27 ﬁg 51 63 77 ‘ 104 I |
] N N S 1 R N | 1 S —
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance
131
S
7.80 8.00 8.20 8.40
5000 o1 m/z 67.10 31.80%
146
27 39 51
15 65 103 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance #20737: 1H-Indene,2,3-dihydro-2,2-dimethy!- T
131 7.80 8.00 8.20 8.40
m/z 41.10 31.77%
146
5000
a 115
51 65 77 ‘ 105
o N Y PN R [N | B E— e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 7.80 8.00 820 8.40

8270-BF113015.M Fri Dec 04 16:38:10 2015

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 11 unknown8.20 Concentration Rank 19

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

8.20 4_.58 ng 344783 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclopropvl-2-phenvlethane 146 C11H14 037904-33-9 38
2 Benzocvcloheptene 146 C11H14 001075-16-7 38
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 38
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 30
5 Benzene, (1-ethyl-1-propenyl)- 146 C11H14 004701-36-4 25

Abundance Scan 570 (8.202 min): BF083489.D (-567) (-) m/z 95.10 100.00%
131
5000
7.80 800 820 8.40 8.60
0 m/z 131.10 92 .95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20708: 1-Cyclopropyl-2-phenylethane
91
5000 104 117
55 146 7.80 8.00 8.20 8.40 8.60
65 m/z 146.10 72 .04%
‘ 77 ‘ 131
0...l....luu‘k‘.l‘.‘...“‘lu.‘..l‘.‘..‘.‘luk‘..lu“...luuuulu
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
146
104 IR SRS RS LR L
117 7.80 8.00 8.20 8.40 8.60
5000 o1 131 m/z 105.10 65.05%
65 17
S L L L UL WL B G
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20765: Naphthalene, 1,2,3,4-tetrahydro-6-methyl- R e e e e e e R
118 131 7.80 8.00 8.20 8.40 8.60
m/z 104.10 64 .31%
146
5000 27 39 91 105
15 51 o 77
0..L,.Hu.wﬂ.mﬂqw.wmh.J:.,W..lh.“l.rjh..,....,
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40 8.60

8270-BF113015.M Fri Dec 04 16:38:10 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Cyclodecene, l1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.59 7.12 ng 535842 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodecene. l1l-methvl- 152 C11H20 066633-38-3 86
2 2-Decalone.cé&t 152 C10H160 004832-17-1 83
3 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 76
4 Cvclohexene. 1.2-dimethvl- 110 C8H14 001674-10-8 64
5 Bicyclo[4.1.0]heptan-2-one, 3,5,... 152 C10H160 029750-24-1 62
Abundance Scan 604 (8.590 min): BF083489.D (-602) (-) m/z 55.10 100.00%

5000

8.20 8.40 8.60 8.80 9.00

166 176

0 m/z 81.10 78.75%
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180
Abundance #24301: Cyclodecene, 1-methyl-
67 81
55 95
41
5000 LI L L L L L L LB L
109 152 820 840 860 8.80 9.00
m/z 67.10 75.60%
T O
0..”quuﬂhqmnpﬂﬂuh.”qhh.“quupn.””p”q$npnqnupu
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180
Abundance
55 81 108 152
R e
4l 67 820 8.40 860 8.80 9.00
5000 95 m/z 95.10 75.58%
123 134
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180
Abundance #24314: cis-Decalin, 2-syn-methyl- A B R
1 95 8.20 8.40 8.60 8.80 9.00
67 m/z 41.10 65.65%
41
5000 55
110 152
29
T | =
Obryrrsbrrrratrl el el e dberee e e e || — e e
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180 8. 20 8.40 8. 60 8.80 9.00

8270-BF113015.M Fri Dec 04 16:38:11 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknown9.24 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
9.24 5.21 ng 407720 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Ethvl o-methvlbenzoate 164 C10H1202 000087-24-1 38
2 1-(2-Methoxv-1-methvlethvl)-2-me... 164 C11H160
3 1.7.7-Trimethvl-2-vinvlbicvclol2... 162 C12H18 130930-56-2 30
4 206559-59-3 25
5

002144-17-4 25

3.4-Dimethvlbenzvl isothiocvanate 177 C10H11NS
N-l1sopropyl-p-toluamide 177 C11H15NO

m/z 119.10 100.00%

Abundance Scan 661 (9.242 min): BF083489.D (-658) (-)
119

g1 9

5000

9.00 9.20 9.40 9.60
m/z 95.10 65.97%

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

1000210-02-1 30

m/z--> 20 40

60 80 100 120 140 160 180

Abundance #31545: Ethyl o-methylbenzoate
119
5000 91 164 e o N B
9.00 9.20 9.40 9.60
65 135 m/z 81.10 62.22%
0 29 3\9 51 \‘ 77 \‘\ 105 | | 149
T T T T e T T T e e T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119
R N EEEE S s E R
9.00 9.20 9.40 9.60
5000 m/z 164.10 44.42%
91
45
77 132 164
35, 55 % 103 150
O T T T T T T T T T T

Abundance

#30734: 1,7,7-Trimethyl-2-vinylbicyclo[2.2.1]hept-2-ene
119

9.00 9.20 9.40 9.60
m/z 91.10 38.11%
91
5000 41 147
105 162

55 77 133

Ul Sl |
Y — ‘.‘:‘l‘,‘.“.‘”..‘i“...‘.,a“..‘.“..‘.‘.,....,‘....,...., e RARREEE RS

mz-> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60

8270-BF113015.M Fri Dec 04 16:38:12 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 (3-Methoxyphenyl)acetonitrile Concentration Rank 16

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

9.92 4.90 ng 383465 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (3-MethoxvphenvD)acetonitrile 147 C9HONO 019924-43-7 53
2 2H-Indazol-3-amine. 2-methvl- 147 C8HON3 097990-19-7 52
3 1-Hvdroxvinden-3-one-1-carboxvli... 192 C10H804 1000215-33-8 50
4 Benzoic acid. 4-propvl-. 4-cvano... 265 C17H15NO2 056131-49-8 47
5 Benzoyl chloride, 4-propyl- 182 C10H11CIO 052710-27-7 47

Abundance Scan 720 (9.916 min): BF083489.D (-719) (-) m/z 147.10 100.00%
147
o ML
1 192
77 | 1o 183 | '9.60 9.80 10.00 10.20 |
65 17 : : : :
3 I ..,|. RO ||. s || MO | 208 et 10 27.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21596: (3-Methoxyphenyl)acetonitrile
147
5000 7 L L N SR SRS
9.60 9.80 10.00 10.20
- 90 104116 132 m/z 192.20  24.24%
15 27 % | N\ M
Ouu‘ulu‘uuu‘luulul‘l‘u M | H|||||||l|||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
147
'9.60 9.80 10.00 10.20 |
5000 m/z 105.10 19.00%
77 104
132
. 39 1 65 92 118
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50116: 1-Hydroxyinden-3-one-1-carboxylic acid B AREmmEEE R
147 9.60 9.80 10.00 10.20
m/z 117.10 16.79%
B 1 M
o 51 6577 9% 115 | | 192
m/z--> 20 40 60 85 100 120 140 160 180 200 220 9.60 9.80 10.00 1020

8270-BF113015.M Fri Dec 04 16:38:13 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknownl10.01 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.01 5.27 ng 412179 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 4-T4-methvlimidaz... 196 C10H16N202 1000116-74-5 35
2 7-Tetradecvne 194 C14H26 035216-11-6 30
3 Cvclohexene. 3.3.5-trimethvl- 124 C9OH16 000503-45-7 25
4 1-Methvlbicvclol3.2.1Toctane 124 C9H16 119972-41-7 25
5 Cyclohexene, 3,5,5-trimethyl- 124 C9H16 000933-12-0 25
Abundance Scan 728 (10.008 min): BF083489.D (-725) (-) m/z 55.10 100.00%

5000

9.60 9.80 10.00 10.20 10.40

o} m/z 41.10 80.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53168: Butanoic acid, 4-[4-methylimidazol-5-yI]-, ethyl este
109
95
5000 NI L L L L L L
151 196 9.60 9.80 10.00 10.20 10.40
m/z 109.10 73.52%
42 54 68 g1 123
0 ...,....M.uM,.1..iu..H,.hﬂ.{ﬁ.%qﬁ.... esisl |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
67 81
54 95 e
9.60 9.80 10.00 10.20 10.40
5000 41 109 m/z 81.10 67.14%
29
123
oL 15 137 151 165 179 194
s B I e S m et L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10353: Cyclohexene, 3,3,5-trimethyl- I RREEEEEES T

9.60 9.80 10.00 10.20 10.40
m/z 95.10 66 .84%

5000

I I I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20 10.40

8270-BF113015.M Fri Dec 04 16:38:14 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 2,3,4,5-Tetramethylbenzoic ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.27 5.47 ng 428213 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.4.5-Tetramethvlbenzoic acid 178 C11H1402 002529-39-7 93
2 2.3.5.6-Tetramethvlbenzoic acid 178 C11H1402 002604-45-7 49
3 4-Ethvlbenzoic acid. ethvl ester 178 C11H1402 036207-13-3 45
4 7-Methoxv-3.4-dihvdro-2l1HT1-aquin... 178 C9H10N202 055687-29-1 35
5 1H-2-Benzopyran-1-one, 3,4-dihyd... 178 C10H1003 000480-33-1 30
Abundance Scan 751 (10.271 min): BF083489.D (-749) (-) m/z 133.10 100.00%
133 178
10,00 10.20 10.40 10.60
o} m/z 178.10 93.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41020: 2,3,4,5-Tetramethylbenzoic acid
178
133 160
5000 LI UL BN I B
10.00 10.20 10.40 10.60
117 m/z 160.10 62.29%
mz-> 20 40 60 80 100 130 140 180 180 200 230
Abundance
133
e 10,00 10.20 10.40 10.60
5000 m/z 117.10 49 _.30%
91 160
o 51 65 77 105 145 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41027: 4-Ethyloenzoic acid, ethyl ester i B LA R
133 10.00 10.20 10.40 10.60
m/z 91.10 49_15%
5000
105 150 178
o 27305163 178 | 18 | | 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60

8270-BF113015.M Fri Dec 04 16:38:15 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknownl10.41 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.41 7.36 ng 391568 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4H-3.1-Benzoxazin-4-one. 2-methyl-

2 2-Amino-5.6-dimethvlbenzimidazole
1-CAllvidimethylsilvD)-4-vinvlbe. ..

4 2.4-OQuinolinediol

5 n-Propylnornicotine

161 C9H7NO2
161 C9H11N3
202 C13H18Si
161 C9H7NO2
190 C12H18N2

054789-69-4 47
029096-75-1 47
018052-72-7 47
000086-95-3 47
091907-45-8 43

Abundance Scan 763 (10.408 min): BF083489.D (-761) (-) m/z 161.15 100.00%
161
L 91 117 206
105 145 LS N L LN LN N L
55 67 79 134 175 190 10.00 10.20 10.40 10.60 10.80
(o} m/z 91.10 30.84%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30307: 4H-3,1-Benzoxazin-4-one, 2-methyl-
161
146
5000 43 LA L B L B L B L L L L
o 10100 10.20 10.40 1060 10.80
90 u m/z 117.10 30.58%
63
I N 0 = S N
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
161
e e
10.00 10.20 10.40 10.60 10.80
5000 s m/z 206.20 22.18%
15 2839 51 65 77 91 106118 133
e e LS R e e NI
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57372: 1-(Allyldimethylsilyl)-4-vinylbenzene e
161 10.00 10.20 10.40 10.60 10.80
m/z 41.10 22.15%
5000
43
77 o1 105 19131
H\ \M 1 \\H | ‘ ;!_]‘_9 L, 1‘\17 M 15\;7 202
R T o L o w EIRS .
miz--> 20 40 80 100 120 140 160 180 200 220 10.00 10.20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknownl10.49 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.49 5.88 ng 313104 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Acenaphthvlenone 168 C12H80 002235-15-6 38
2 4-Ethoxv-3-methoxvphenol 168 C9H1203 065383-58-6 30
3 Formamide. N.N"-2.6-piperazinedi... 168 C6H8N402 035975-28-1 27
4 2.6-Bis(chloromethvDpvridine 175 C7H7CI2N 003099-28-3 25
5 5,6-Dihydroxythieno(3,4-b)pyrazine 168 C6H4N202S 090070-10-3 18
Abundance Scan 770 (10.488 min): BF083489.D (-768) (-) m/z 43.10 100.00%
43 57
5000
105 121 I SO BN BN UL
10.20 10.40 10.60 10.80
0l m/z 57.10 89.03%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #34859: 1(2H)-Acenaphthylenone
140 168
5000 LA SULIULR UL AN SUL
10,20 10.40 10.60 10.80
m/z 41.10 57.74%
s C 8 g 13 |
OIIIIIHIII\II‘M HM |‘||||“|||||||‘||||||||||||||||||||
m/z--> 40 80 100 120 140 160 180 200 220
Abundance
168
125 140 MU VNS BN BN SUN
10.20 10.40 10.60 10.80
5000 m/z 71.10 55.14%
97 111
55
39 65 g
P S S UL S B L WL B L B W
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #35009: Formamide, N,N-2,6-piperazinediylidenebis- B A RRREE R
43 140 10.20 10.40 10.60 10.80
168 m/z 168.10 52 _55%
5000 67 111
84 95
m/z--> 40 60 100 120 140 160 180 200 220 10,20 1040 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.80 8.20 ng 436078 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Dodecanoic acid 200 C12H2402 000143-07-7 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 62
Abundance Scan 885 (11.802 min): BF083489.D (-882) (-) m/z 73.05 100.00%
43 60 73
5000
. 129
213 AR IR
'_u“ e 1431971711852007 7 0 e 11.40 11.60 11.80 12.00 12.20
) SRS /R m/z 43.10 98.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid
60 73
43
5000 129 LA L I L L B L L L B
185 11. 40 11. 60 11. 80 12. 00 12. 20
29 ﬁ7 15 | 143 1m1 228 m/z 60.05  88.30%
01
ol 15 w‘l\lullu“ :h\ M‘ ..‘..l‘..:.l-.57..‘.. lelll?glzl:!'? —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
- 11/40 11,60 11.80 12.00 12.20
5000 m/z 57.10 76.14%
o 129 242
199
. 101115 | 143457171185 213226
m/z--> ﬁo 45 éo éo 160 150 150 160 180 200 220 210 2é0
Abundance #56048: Dodecanoic acid R EE B Ee s S
60 73 11.40 11.60 11.80 12.00 12.20
129 m/z 41.10 71.37%
43 200
5000 157
115
7
LT
ok IH\ ‘ ““H‘l.lml“..“ll,..‘..‘}‘a...‘..‘..}.8.5..‘.... e N —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083489.D

Aca On : 4 Dec 2015 6:00

Operator : UM/I1Z

Sample : 64588-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Pentadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.87 5.79 ng 307902 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Hexadecane 226 C16H34 000544-76-3 56
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 11
Abundance Scan 978 (12.865 min): BF083489.D (-976) (-) m/z 43.10 100.00%
5000
129
Ju T 6 | e % e % e
199213227 284 : : : :
0 187 23 255 m/z 73.10 86.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 ., 73
5
5000 AR AR
29 nmnmmmmw
m/z 57.10 80.06%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 &
57 12.|60 12.I80 13.'00 13.'20
5000 29 m/z 60.05 75.29%
129
87 115 171 214
101 143157 | 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37192: n-Decanoic acid
60 12.60 12.80 13.00 13.20
a1 m/z 55.10 70.22%
5000 129
2
T 87101115 143 172
Oluuuu‘l‘.‘..‘l‘ .‘.“l...‘l‘..‘l“.lnnl‘........................|....|... e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1260 1280 1300 1320
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120315\
Data File : BF083489.D

Acq On : 4 Dec 2015 6:00

Operator : UM/1Z

Sample - G4588-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113015.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... 4.62 6.8 ng 433251 1 6.53 1278850 20.0
Benzene, chloro- 4.69 13.3 ng 848979 1 6.53 1278850 20.0
Benzene, 1,2-diet... 6.88 4.5 ng 287073 1 6.53 1278850 20.0
Benzene, 1,2,4,5-... 7.31 6.4 ng 484645 2 7.81 1504220 20.0
Benzene, 2,4-diet... 7.48 6.7 ng 505241 2 7.81 1504220 20.0
Benzene, 1-methyl. .. 7.56 4.8 ng 356960 2 7.81 1504220 20.0
unknown7 .76 7.76 4.7 ng 356811 2 7.81 1504220 20.0
Naphthalene, 1,2,... 8.06 8.2 ng 616611 2 7.81 1504220 20.0
unknown8.20 8.20 4.6 ng 344783 2 7.81 1504220 20.0
Cyclodecene, 1-me... 8.59 7.1 ng 535842 2 7.81 1504220 20.0
unknown9 .24 9.24 5.2 ng 407720 3 9.56 1565150 20.0
(3-Methoxyphenyl) ... 9.92 4.9 ng 383465 3 9.56 1565150 20.0
unknown10.01 10.01 5.3 ng 412179 3 9.56 1565150 20.0
2,3,4,5-Tetrameth... 10.27 5.5 ng 428213 3 9.56 1565150 20.0
unknown10.41 10.41 7.4 ng 391568 4 11.09 1064150 20.0
unknown10.49 10.49 5.9 ng 313104 4 11.09 1064150 20.0
Tetradecanoic acid 11.80 8.2 ng 436078 4 11.09 1064150 20.0
Pentadecanoic acid 12.87 5.8 ng 307902 4 11.09 1064150 20.0
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