LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 height area % max. total
1 3.807 61 63 66 rvB 10994 17954 1.56% 0.207%
2 5.419 202 204 207 rBY 52181 49947 4_35% 0.575%
3 5.510 209 212 215 rVvv 31762 33441 2.91% 0.385%
4 5.567 215 217 222 rVB 8952 17887 1.56% 0.206%
5 5.899 244 246 249 rBvY 237054 234585 20.44% 2.702%
6 6.207 272 273 276 rVB 69691 87672 7.64% 1.010%
7 6.504 297 299 302 rBvY 26426 28891 2.52% 0.333%
8 6.676 311 314 315 rBvV 45532 39789 3.47% 0.458%
9 6.722 315 318 320 rvB2 18893 26412 2.30% 0.304%
10 6.893 331 333 337 rBV 161275 191304 16.67% 2.203%

11 7.064 345 348 350 rBV 441910 461836 40.25% 5.320%
12 7.293 366 368 370 rvB 216190 188024 16.39% 2.166%
13 7.453 380 382 384 rVB 672156 528093 46.02% 6.083%
14 7.853 413 417 419 rBvV 491601 439549 38.31% 5.063%

15 8.150 441 443 447 rVB 13170 15980 1.39% 0.184%
16 8.219 447 449 452 rBV3 6076 18353 1.60% 0.211%
17 8.322 454 458 460 rBvV2 33998 50505 4._.40% 0.582%
18 8.367 460 462 465 rBV3 8979 18907 1.65% 0.218%
19 8.459 467 470 473 rBvV2 45209 72441 6.31% 0.834%
20 8.505 473 474 479 rVB 36754 68963 6.01% 0.794%
21 8.585 479 481 484 rVB 320961 289706 25.25% 3.337%
22 8.642 484 486 488 rVB2 29318 31392 2.74% 0.362%
23 8.687 488 490 491 rBvV 20342 30822 2.69% 0.355%
24 8.733 493 494 498 rVB4 17812 37588 3.28% 0.433%
25 8.813 498 501 505 rVB3 15677 26737 2.33% 0.308%
26 8.882 505 507 510 rBV 86303 99752 8.69% 1.149%
27 8.939 510 512 516 rVB2 15992 23406 2.04% 0.270%
28 9.030 516 520 522 rVB3 20547 35412 3.09% 0.408%
29 9.087 522 525 526 rBvV2 31088 40391 3.52% 0.465%
30 9.190 531 534 536 rvB2 38452 62940 5.49% 0.725%
31 9.248 536 539 540 rBvV2 24105 39052 3.40% 0.450%
32 9.270 540 541 543 rVB 43279 42365 3.69% 0.488%
33 9.305 543 544 545 rBV 19314 24021 2.09% 0.277%

34 9.339 545 547 549 rvVB2 98121 110936 9.67% 1.278%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.396 549 552 553 rBV3 24795 47487 4.14% 0.547%
36 9.419 553 554 556 rvB 56489 53926 4._.70% 0.621%
37 9.465 556 558 560 rBV3 19479 35182 3.07% 0.405%
38 9.499 560 561 563 rvB2 32224 34606 3.02% 0.399%
39 9.545 563 565 567 rvB2 9585 14122 1.23% 0.163%
40 9.602 568 570 572 rVB 42175 36891 3.22% 0.425%
41 9.659 573 575 577 rBV 1042518 915287 79.77% 10.543%
42 9.716 577 580 581 rvB2 13310 20110 1.75% 0.232%
43 9.739 581 582 587 rBv4 36726 64519 5.62% 0.743%
44 9.808 587 588 589 rBvV 32679 28531 2.49% 0.329%
45 9.842 589 591 593 rVB3 16165 14812 1.29% 0.171%
46 9.888 593 595 596 rBvV 24674 23677 2.06% 0.273%
47 9.956 598 601 604 rVB3 62984 124510 10.85% 1.434%
48 10.013 604 606 608 rBv2 49730 80804 7.04% 0.931%
49 10.048 608 609 610 rBvV 40682 31227 2.72% 0.360%
50 10.150 615 618 619 rBV3 29137 33294 2.90% 0.383%
51 10.299 629 631 633 rBv2 21806 29796 2.60% 0.343%
52 10.356 634 636 638 rvB 349805 309100 26.94% 3.560%
53 10.402 638 640 642 rBvV2 13886 27737 2.42% 0.319%
54 10.539 650 652 654 rVvB3 13269 16168 1.41% 0.186%
55 10.585 654 656 659 rvB3 19120 30006 2.62% 0.346%
56 10.665 662 663 665 rvB2 15451 18521 1.61% 0.213%
57 10.745 668 670 673 rVB3 18231 31044 2.71% 0.358%
58 10.802 673 675 677 rBV3 12041 20505 1.79% 0.236%
59 10.893 681 683 685 rBv2 44427 54464 4._.75% 0.627%
60 11.145 703 705 708 rBv2 383051 507759 44 _.25% 5.849%
61 11.213 708 711 712 rVvV 46749 66721 5.81% 0.769%
62 11.248 712 714 716 rVB2 19875 20922 1.82% 0.241%

63 11.865 765 768 770 rBV 249438 325145 28.34% 3.745%
64 12.368 810 812 814 rBV 89200 102145 8.90% 1.177%

65 12.414 814 816 820 rVB 61094 80112 6.98% 0.923%
66 13.191 883 884 888 rvB2 33310 44777 3.90% 0.516%
67 13.511 909 912 916 rBV 1229457 1147442 100.00% 13.217%
68 14.528 999 1001 1003 rBV 42006 53482 4.66% 0.616%

69 14.734 1017 1019 1022 rBV 328844 374717 32.66% 4_.316%
70 16.563 1175 1179 1185 rVB 240997 377232 32.88% 4._.345%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 8681833
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080200.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanol, 2,3-dimethyl- Concentration Rank 8

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

5.42 5.31 ng 49947 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 78
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 72
3 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 64
4 2-Hexanone, 3-hydroxy-3,5-dimethyl- 144 C8H1602 006321-14-8 56
5 Ethanol, pentamethyl- 116 C7H160 000594-83-2 39

Abundance Scan 204 (5.419 min): BF080200.D (-202) (-) m/z 59.10 100.00%
59
5000
43 IR LN UL I
| st s 83 101 500 520 540 5.60 5.80
e SR 89 S Tm/z 43.10  17.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8151: 2-Pentanol, 2,3-dimethyl-
59
5000 S IS A
5.00 520 5.40 5.60 5.80
. 43 m/z 41.10 13.92%
101
e el sl O mp8 T us
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59
5.00 520 5.40 5.60 5.80
5000 m/z 101.10 12 .80%
a1 101
15 31 53 69 83
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8152: 2-Pentanol, 2,4-dimethyl- SRRMENSSERENE 1 ) SN
59 5.00 520 5.40 5.60 5.80
m/z 45.10 11.81%
5000
43 101
31
| = ey 37\“‘ |53”‘i & Tl |8‘3 | I I
LANLINLIS NLUNLINLUNL N N L L L N O L O O I —rv—v—v—v—rv—v—v—v—[
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.00 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 18

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

5.51 3.56 ng 33441 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 2-Nonanone 142 C9H180 000821-55-6 10
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 9

Abundance Scan 212 (5.510 min): BF080200.D (-209) (-) m/z 43.10 100.00%
43
59
5000
s 7550 540 560 580
...,....,....,....I,':...,..~:.|,...‘?,9....,5.‘?..,....,|....,.... m/z 59.10 60.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR AR R LR LA
5.20 540 5.60 5.80
59 m/z 101.10 21.16%
21 37 | 53 ‘ 67 77 83 o1 }01
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
520 540 560 580
5000 m/z 58.10 16.93%
58 -
84 109
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3950: 2,3-Butanedione, monooxime Em e o e  REARE
43 5.20 540 5.60 5.80
m/z 41.10 11.96%
5000
101
15 58
\ 28 g7l ;1 7 69 84
m/z--> 0 20 30 40 50 60 70 80 90 100 110 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 1-Methylcyclohexanol Concentration Rank 3

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

6.21 9.33 ng 87672 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methylcyclohexanol 114 C7H140 000590-67-0 91
2 1,2-Dimethylcyclopentanol 114 C7H140 019550-45-9 50
3 1-Methylcycloheptanol 128 C8H160 003761-94-2 39
4 (+-)-3-Methyl-1-penten-3-ol 100 C6H120 086361-10-6 33
5 1-Penten-3-ol, 2-methyl- 100 C6H120 002088-07-5 33

Abundance Scan 273 (6.207 min): BF080200.D (-272) (-) m/z 71.10 100.00%
!
5000 43
58
81 99 IRREBE AR SRS RN R
e | | | 114 5.80 6.00 6.20 6.40 6.60
SN A 1 S S NS N - m/z 43.10 43.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7296: 1-Methylcyclohexanol
71
5000
43 5.80 6.00 6.20 6.40 6.60
%8 81 9 m/z 58.10 34.62%
15 %7 36 51 o 114
mz> 1 20 %0 4 80 € 7o 8 % 100 110 130 130
Abundance
71
T e
43 5.80 6.00 6.20 6.40 6.60
5000 - m/z 81.10 17.45%
28 85
15 9 114
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12087: 1-Methylcycloheptanol
71 5.80 6.00 6.20 6.40 6.60
m/z 99.10 13.02%
5000 43
58
27 ‘ 85 95 113
..,.%?.,..JU,...L....S%J..,.”H‘l...ﬂ:ﬂ:w..k.,....;.”.,..%??... SN | S ——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 unknown6.68 Concentration Rank 14

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

6.68 4.23 ng 39789 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pyran, tetrahydro-2-[(tetrahy... 186 C10H1803 000710-14-5 37
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 37
3 Cyclohexanol, 3,5-dimethyl- 128 C8H160 005441-52-1 25
4 1,1"-Bicyclopentyl-1,1"-diol 170 C10H1802 005181-75-9 16
5 Ethyl 2,4-dioxovalerate 158 C7H1004 000615-79-2 16

Abundance Scan 314 (6.676 min): BF080200.D (-311) (-) m/z 85.10 100.00%
86
43 71
5000 95
58 113
| 6.40 6.60 6.80 7.00
S ol e m/z 43.10 52.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46484: 2H-Pyran, tetrahydro-2-[(tetrahydro-2-furanyl)meth...
85
5000 43 n
6.40 6.60 6.80 7.00
29 ‘ 57 m/z 71.10 51.75%
1
TS N el . VT 2T
m/z--> 20 40 80 100 120 140 160 180
Abundance
43
6.40 6.60 6.80 7.00
5000 85 m/z 95.10 38.27%
57 71
29
15 99 113 128
miz--> 20 40 60 80 100 120 140 160 180
Abundance #12203: Cyclohexanol, 3,5-dimethyl-
7 6.40 6.60 6.80 7.00
95 m/z 113.10 28 .66%
41
5000
55
27 ‘ 83 110
s LW M e
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF061715.M Mon Jun 29 16:53:59 2015

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 unknown7.06 Concentration Rank 2

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

7.06 49.13 ng 461836 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 348 (7.064 min): BF080200.D (-345) (-) m/z 132.10 100.00%
132
5000
68
96 RS U UL L
40 54 | g5 6.80 7.00 7.20 7.40
ety e 88 e M m/z 68.10 32.70%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RN N I
6.80 7.00 7.20 7.40
m/z 134.00 32.48%
31 51
'J”WI'HW'l'ﬂP"'IA"I"HI"'W""P"'I”"I'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
" 680 7.00 7.20 7.40
5000 67 m/z 66.10 20.41%
41 97
53
79 117
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil AR ma e
132 6.80 7.00 7.20 7.40
m/z 96.10 12.84%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 unknown8.32 Concentration Rank 20

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

8.32 3.49 ng 50505 Naphthalene-d8 8.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2-chloro- 148 C8H17ClI 000628-61-5 22
2 2-Decene, 8-methyl-, (2)- 154 C11H22 074630-25-4 22
3 2,6-Nonadienal, (E,E)- 138 C9H140 017587-33-6 22
4 2-Hexene, 3,5-dimethyl- 112 C8H16 003404-79-3 14
5 3,7-Dimethyl-3-octyl methylphosp... 238 C11H24FO02P 159395-79-6 14

Abundance Scan 458 (8.322 min): BF080200.D (-454) (-) m/z 70.10 100.00%
70
95
4 ® 81
5000
109 141
| || il 74|| 119 | 152 8.00 820 840 8.60
et el Ll Ll L 2 Tm/z 69.10  65.65%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22134: Octane, 2-chloro-
41 55 70
83
5000 A S U IR R
8.00 820 8.40 8.60
21 m/z 95.10 62.81%
112
"P”W'”W”'W””I““"”P”'Pfi'”ﬁ“”l””P'”P”'P“W”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55 70
41 8.00 820 840 8.60
5000 29 83 m/z 87.00 61.82%
125
97 412 139 154
mmﬂmwwwwﬁm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16883: 2,6-Nonadienal, (E,E)-
a1 8.00 820 8.40 8.60
70 m/z 55.10 58.22%
5000
53
‘ W BP9 109 493 g3
m/z--> 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 12'0 1310 14'10 1&1,0 1('30 8.60 8.|20 8.|40 8.%30 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 unknown8.46 Concentration Rank 10

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

8.46 5.00 ng 72441 Naphthalene-d8 8.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, trimethylmethylene- 96 C7H12 034462-28-7 43
2 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 43
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 43
4 Cyclohexane, methylene- 96 C7H12 001192-37-6 38
5 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 37

Abundance Scan 470 (8.459 min): BF080200.D (-467) (-) m/z 81.10 100.00%
g1
97
5000 a1 55
61 69 U R I U R
L a0, || b || BTl 8.20 8.40 8.60 8.80
1 1SR PRSI T | L PR m/z 97.10 66.88%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2872: Cyclopropane, trimethylmethylene-
81
5000 41
53 9% 8.20 8.40 8.60 8.80
27 67 m/z 55.10 48.45%
 EEEERE .‘.‘, 220 l‘.‘.w.i‘: m : ,6.2... : .??., — .8.8, e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
81
54 820 840 8.60 880
5000 9% m/z 96.10 46.38%
67
39
27
15 45 62 74 89
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #2829: Cyclohexene, 3-methyl- ——— A e RS
il 8.20 8.40 8.60 8.80
m/z 41.10 40.80%
5000 o 68 -
7 39
5 s |las || e 7] 1l
m/z--> 10 20 30 40 50 60 70 80 90 100 8.20 840 8.60 8.80

8270-BF061715.M Mon Jun 29 16:54:02 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M

Quant Method :
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclopropane, 1-methyl-1-is... Concentration Rank 12

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

8.50 4.76 ng 68963 Naphthalene-d8 8.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 58
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 53
3 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 42
4 Cyclopentane, l-methyl-2-methylene- 96 C7H12 041158-41-2 42
5 Acetic acid, 1,4-dimethylpent-4-... 156 C9H1602 1000186-38-5 40

Abundance Scan 474 (8.505 min): BF080200.D (-473) (-) m/z 81.10 100.00%
il
5000
41 55 97
| ‘ 61 69 114 8.20 8.40 8.60 8.80
e Al ol T Tn/z 55,10 29.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2877: Cyclopropane, 1-methyl-1-isopropeny!-
81
5000 RS RN U
a 8.20 8.40 8.60 8.80
0,
7 ‘ ‘ 67 % m/z 41.10 27 .94%
...,....,...‘.‘,.??.ia...i‘al‘l.??.‘a‘l,.??‘.‘,l..??..‘l.,....,....,..
m/z--> 10 40 50 70 80 90 100 110 120
Abundance
81
820 840 860 880
5000 m/z 97.10 27 .13%
27 39 96
53
o 3 45 61 74 8o
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2874: Cyclobutane, (1-methylethylidene)-
81 8.20 8.40 8.60 8.80
m/z 96.10 23.92%
5000
o7 39 53 &7 96
"'l""l"j“l""J'ﬂqihht'?%'dll'?§hhl"g?'Jl'l“"|""|" R R U
m/z--> 10 40 50 70 80 90 100 110 120 8.20 8.40 8.60 8.80

8270-BF061715.M Mon Jun 29 16:54:03 2015

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 2-Furanecarboxylic acid, 3,... Concentration Rank 6

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

8.88 6.89 ng 99752 Naphthalene-d8 8.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Furanecarboxylic acid, 3,5-dim... 222 C13H1803 1000278-87-2 50
2 Cyclobutene, 1,2,3,4-tetramethyl- 110 C8H14 090346-45-5 49
3 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 47
4 Borneol 154 C10H180 010385-78-1 42
5 1,3-Dimethyl-5-trifluoroacetoxyc... 224 C10H15F302 1000216-63-7 42

Abundance Scan 507 (8.882 min): BF080200.D (-505) (-) m/z 95.10 100.00%
95
5000 55
41 69 110
8l 8.60 8.80 9.00 9.20
123 141
e B R m/z 55.10 39.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #70680: 2-Furanecarboxylic acid, 3,5-dimethylcyclohexyl ester
95
5000 A AN LA A A
39 110 8.60 8.80 9.00 9.20
55 69 m/z 69.10 35.10%
27 81
...,....,....,....,....,....,1.2.7..,.... T ....,....2,2.2.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
95
67 860 8.80 9.00 9.20
5000 55 m/z 41.10 31.70%
27 4 110
81
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5829: 5,5-Dimethyl-1,3-hexadiene RS BE
95 8.60 8.80 9.00 9.20
m/z 110.10 27 .21%
27 67
5000 41 55
110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20

8270-BF061715.M Mon Jun 29 16:54:04 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 unknown9.19 Concentration Rank 13

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

9.19 4_.35 ng 62940 Naphthalene-d8 8.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hydroxypyridine-N-oxide 111 C5H5N02 006602-28-4 38
2 2-Furanecarboxylic acid, 3,5-dim... 222 C13H1803 1000278-87-2 35
3 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 27
4 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 27
5 1H-Imidazole, 2-ethyl-4-methyl- 110 C6H10N2 000931-36-2 27

Abundance Scan 534 (9.190 min): BF080200.D (-531) (-) m/z 95.10 100.00%
95
69 81 111
5000 41 55
137 VNIV T
123 155 8.80 9.00 9.20 9.40 9.60
. m/z 81.10  60.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5919: 3-Hydroxypyridine-N-oxide
95 111
5000 39 o AR LA SRS AR
8.80 9.00 9.20 9.40 9.60
m/z 111.10 59.11%
|..r. \‘HH Al .‘... ‘l..‘ll..l.l....l.... S
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
95
8.80 9.00 920 9.40 9.60
5000 m/z 69.10 59.04%
39
55 o 110
27 81 127 -~
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5884: Bicyclo[3.1.0]hexane, 1,5-dimethyl- B B
95 8.80 9.00 9.20 9.40 9.60
m/z 41.10 43.07%
67
5000
55
4l ‘ 82 | 110
,U‘,M,”‘,‘,, S N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40 9.60

8270-BF061715.M Mon Jun 29 16:54:05 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 1,1"-Bicyclooctyl Concentration Rank 5

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

9.34 7.66 ng 110936 Naphthalene-d8 8.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1"-Bicyclooctyl 222 C16H30 006708-17-4 50
2 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 43
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 38
4 4-Hydroxypyridine l-oxide 111 C5H5N02 006890-62-6 30
5 Cyclohexane, 1,4-dimethyl-2-octa... 364 C26H52 055282-02-5 27

Abundance Scan 547 (9.339 min): BF080200.D (-545) (-) m/z 111.10 100.00%
111
69
95
5000 a4
81
124 137 9.00 920 940 960
e m/z 69.10 76.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71114: 1,1"-Bicycloocty!
69 111
5000 S RS SRR AR LARRR N
» 82 9.00 920 9.40 9.60
41 m/z 95.10 61.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69 111
55 9.00 920 940 960
5000 41 m/z 41.10 47 .87%
27 126
83 g7
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #11280: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,... s B
69 111 9.00 9.20 9.40 9.60
m/z 60.00 43.01%
5000 55
4l 126
28
'}?I'm"hh"w‘lwﬂ"??'??l""l'"'I" U SR UL S
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF061715.M Mon Jun 29 16:54:06 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 unknown9.42 Concentration Rank 17

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

9.42 3.72 ng 53926 Naphthalene-d8 8.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan, 2-ethyl-5-methyl- 110 C7H100 001703-52-2 43
2 Cyclopropane, 2-(1,1-dimethyl-2-_._._. 166 C12H22 074663-76-6 43
3 4-Hepten-3-ol, 4-methyl- 128 C8H160 081280-12-8 38
4 2,4-Hexadiene, 2,3-dimethyl- 110 C8H14 005678-98-8 38
5 1H-Imidazole, 2-ethyl-4-methyl- 110 C6H10N2 000931-36-2 38

Abundance Scan 554 (9.419 min): BF080200.D (-553) (-) m/z 95.10 100.00%

95
69
55 81 110
5000 41
123 T
| | |" h ”l || | Il 137 150 9.00 9.20 9.40 9.60 9.80

..,....,....,....,'!!'..:'!...,..'!.,'.'...,:':-..,..'“-"-,.-.'..,..'..,...'.,....,'...., m/z 69.10 68.62%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5672: Furan, 2-ethyl-5-methyl-
95

5000 R EEREEREEERE
9.00 9.20 9.40 9.60 9.80

110 m/z 110.10 66 .49%

Bs51 67 a1

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

Abundance
95
R Rl AR
110 9.00 9.20 9.40 9.60 9.80
5000 m/z 111.10 65.31%
55
4l 67 8l
29 123 137 151
wwmwmmmmﬂ’wwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12160: 4-Hepten-3-ol, 4-methyl- R AR AR
95 9.00 9.20 9.40 9.60 9.80
67 m/z 81.10 59.86%
5000 43 55
81 110
27 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9. OO 9.20 9. 40 9.60 9.80

8270-BF061715.M Mon Jun 29 16:54:07 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 unknown9.74 Concentration Rank 15

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

9.74 4_.17 ng 64519 Acenaphthene-d10 10.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pyridinemethanol 109 C6H7NO 000586-98-1 43
2 2-Pyridinamine, 6-methyl- 108 C6H8N2 001824-81-3 30
3 3-Pyridinamine, 2-methyl- 108 C6H8N2 003430-10-2 27
4 2-Pyridinamine, 3-methyl- 108 C6H8N2 001603-40-3 25
5 2-Pyridinamine, 4-methyl- 108 C6H8N2 000695-34-1 25

Abundance Scan 582 (9.739 min): BF080200.D (-581) (-) m/z 108.10 100.00%
108
67
80
5000 41
| “‘ il 127 139 149 940 9.60 9.80 1000
rerprrrrprrrrprrr e b A L Ll el L Tm/z 67.10  75.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5420: 2-Pyridinemethanol
108
80
5000 N U U AR
9.40 9.60 9.80 10.00
m/z 80.05 66.38%
15 2 J‘ 65 92 |
m/z--> 10 20 §o 45 50 60 70 80 90 100 110 120 130 140 150
Abundance
108
Mﬂl"”l"”l"”l"”l'
9.40 9.60 9.80 10.00
5000 80 m/z 79.10 51.32%
39
15 28 53 66 91
mmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5193: 3-Pyridinamine, 2-methyl- s B
9.40 9.60 9.80 10.00
m/z 109.10 50.20%
5000
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 940 9.60 9.80 10.00

8270-BF061715.M Mon Jun 29 16:54:08 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 unknown9.96 Concentration Rank 4

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

9.96 8.06 ng 124510 Acenaphthene-d10 10.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, (2,4-xylyl)- 164 C10H1202 006331-04-0 49
2 Ethyl 4-methylbenzoate 164 C10H1202 000094-08-6 38
3 Ethyl m-methylbenzoate 164 C10H1202 000120-33-2 38
4 3,4-Dimethylbenzenacetic acid 164 C10H1202 017283-16-8 38
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 35

Abundance Scan 601 (9.956 min): BF080200.D (-598) (-) m/z 119.10 100.00%
119

5000

N
LI N B O I B

9.60 9.80 10.00 10.20
m/z 81.10 55.22%

139 149

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #31569: Acetic acid, (2,4-xylyl)-
119

5000

9.I60 9.I80 lO.IOO 10.I20
m/z 164.10  29.87%

65 77

27 39 51

135 146

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
119
T AT
9.60 9.80 10.00 10.20
5000 m/z 122.10 29.19%
91
136 164
65
15 29 39 51 77 105 149

R R AN SR AN IR SN IR SN SR AR LA BARAN LA RARAN LA BRI LA

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #31553: Ethyl m-methylbenzoate e
9.60 9.80 10.00 10.20

m/z 91.05 24 .13%

5000

I I I I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.60 9.80 10.00 10.20

8270-BF061715.M Mon Jun 29 16:54:09 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 unknownl10.01 Concentration Rank 9

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

10.01 5.23 ng 80804 Acenaphthene-d10 10.36

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1,1-Cyclohexanediacetic acid 200 C10H1604 004355-11-7 38

2 2,5,9-Tetradecatriene, 3,12-diet... 248 C18H32 074685-87-3 38

3 Bicyclo[3.3.1]nonan-3-0l, exo- 140 C9H160 010036-08-5 38

4 Cyclohexene, 3-(2-methylpropyl)- 138 C10H18 004104-56-7 35

5 1-(2-Ethyl-1,3-dimethyl-cyclopen... 166 C11H180 1000185-18-1 35
Abundance Scan 606 (10.013 min): BF080200.D (-604) (-) m/z 81.10 100.00%

5000

47160 180 9.60 9.80 10.00 10.20 10.40

m/z 122.10 54 .23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55797: 1,1-Cyclohexanediacetic acid
81
123
5000 141 | B IL LLL  LL LL  L L BL
95 9.60 9.80 10.00 10.20 10.40
m/z 41.10 49 _53%
110 ‘ ‘ 154
..1‘.5,.2‘.7..‘,“...‘.;.‘l..“...“.”...‘..‘l...,‘...‘. .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
81
123 B INL LLL  LL LL  L L BL
9.60 9.80 10.00 10.20 10.40
5000 B m/z 95.10 43.43%
95
29 109 138 163177 194 219933 248

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

Abundance #18027: Bicyclo[3.3.1]nonan-3-ol, exo- A o
1 9.60 9.80 10.00 10.20 10.40
m/z 55.10 40.79%
122
5000
41 55 3
4
107
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9. 60 9. 80 10. 00 10. 20 10 40

8270-BF061715.M Mon Jun 29 16:54:10 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 unknownl1l0.89 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

10.89 3.52 ng 54464 Acenaphthene-d10 10.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4a(2H)-Naphthalenemethanol, octa... 168 C11H200 099992-19-5 47
2 4,7-Methano-1H-indene, octahydro- 136 C10H16 006004-38-2 38
3 Bicyclo[3.2.2]non-6-en-3-one 136 C9H120 1000072-31-7 38
4 Naphthalene, 2-butyldecahydro- 194 C14H26 006305-52-8 38
5 1H-1,2,3-Triazolo[4,5-d]pyrimidi... 136 C4H4N6 010179-84-7 35

Abundance Scan 683 (10.893 min): BF080200.D (-681) (-) m/z 136.10 100.00%

6

5000

%

10.60 10.80 11.00 11.20
m/z 81.10 73.15%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34654: 4a(2H)-Naphthalenemethanol, octahydro-
8l 137
95
5000 41 LI
55 67 10.60 10.80 11.00 11.20
29 ‘ m/z 137.10 67.89%
,.Uh ,....,....,....,%97.}?+...,.%59.,}§§., AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67 95
R mE S
136 10.60 10.80 11.00 11.20
5000 79 121 m/z 95.10 60.80%
a1 107
27 53

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

Abundance #15894: Bicyclo[3.2.2]non-6-en-3-one Al EEAE S R
79 136 10.60 10.80 11.00 11.20
m/z 67.10 55.25%
>0 i MAV\J\VMAW
‘ 121
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 18 unknownll.21 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.21 4.10 ng 66721 Phenanthrene-d10 11.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 35
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 27
3 Undecane, 5-ethyl- 184 C13H28 017453-94-0 27
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 27
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 22
Abundance Scan 711 (11.213 min): BF080200.D (-708) (-) m/z 45.10 100.00%
71
5000
124 17173 1080 1100 11170 1140 1160

m/z 43.10 93.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59729: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45

5000 B INL LLL  LL LL  L L BL
10.80 11.00 11.20 11.40 11.60
29 89 m/z 71.10 76.79%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
NN
10.80 11.00 11.20 11.40 11.60
5000 A g5 m/z 57.10 72.42%
113 154
139777169 197 224239 266281296
wwmmmﬁwwﬁwwwmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45550: Undecane, 5-ethyl- A o
57 10.80 11.00 11.20 11.40 11.60
m/z 41.10 54 _.23%
5000
4 85
\ W 1l ‘ \111126 155
o MU SN
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1080 11,00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.37 6.28 ng 102145 Phenanthrene-d10 11.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 72

Abundance Scan 812 (12.368 min): BF080200.D (-810) (-) m/z 73.10 100.00%

3 60 3
5000

12.00 12.20 12.40 12.60
m/z 43.10 91.61%

21
144157 171 185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
43 60 73
5000 LA L L L L L LB L L B

29 12.00 12.20 12.40 12.60

129 214 m/z 60.05 81.50%
L I “
-

T? 1115 ‘ 171 185

Y L o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

43

%

60 12.00 12.20 12.40 12.60
5000 & m/z 57.10 74 .50%

87 101115129143157171185199213227242256

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

%

Abundance #75071: Tetradecanoic acid R e EEaE L
60 73 12.00 12.20 12.40 12.60
43 m/z 55.10 67.88%
- o \/\/\/\/\/J&'\/V\/W
185 228
‘ T7 01115 | 143 171 ‘ 199
el \H I3 | MR sy 213

m/z--> 80 100 120 140 160 180 200 220 240 260 12. 00 12. 20 12. 40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 3,6,9,12-Tetraoxahexadecan-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.41 4.93 ng 80112 Phenanthrene-d10 11.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,6,9,12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 58
2 Heptaethylene glycol 326 C14H3008 005617-32-3 50
3 Hexagol 282 C12H2607 002615-15-8 50
4 Pentaethylene glycol 238 C10H2206 004792-15-8 50
5 Ethanol, 2,2"-[oxybis(2,1-ethane... 194 C8H1805 000112-60-7 50

Abundance Scan 816 (12.414 min): BF080200.D (-814) (-) m/z 45.05 100.00%

5000

149 L B R
172187201 12.00 12.20 12.40 12.60 12.80

m/z 43.10 51.23%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88146: 3,6,9,12-Tetraoxahexadecan-1-ol
45
5000 LA L L L L L L LB
89 12. OO 12. 20 12. 40 12 60 12. 80
9 m/z 57.10 40.47%
75 144
A m‘ Fius 161175189 207221

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
R N L A AREREs
12.00 12.20 12.40 12.60 12.80
5000 m/z 71.10 36.30%
89

29 | 5973 | 103117133147 163177101 207201 239 267281

%

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107064: Hexagol R B
45 12.00 12.20 12.40 12.60 12.80
89 m/z 89.05 31.88%
5000
59 133
73
53| |7 “1?3119 149163177 209 252 283
vl N NN PO VIR~ M . - A BN -5
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062615\
Data File : BF080200.D

Acq On : 26 Jun 2015 20:25

Operator : TP/1Z

Sample : G2785-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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-Pentanol, 2,3-d... 5.42 5.3 ng 49947 1 7.29 188024 20.0
2-Pentanone, 4-hy... 5.51 3.6 ng 33441 1 7.29 188024 20.0
1-Methylcyclohexanol 6.21 9.3 ng 87672 1 7.29 188024 20.0
unknown6 .68 6.68 4.2 ng 39789 1 7.29 188024 20.0
unknown7 .06 7.06 49.1 ng 461836 1 7.29 188024 20.0
unknown8.32 8.32 3.5 ng 50505 2 8.58 289706 20.0
unknown8 .46 8.46 5.0 ng 72441 2 8.58 289706 20.0
Cyclopropane, 1-m... 8.50 4.8 ng 68963 2 8.58 289706 20.0
2-Furanecarboxyli. .. 8.88 6.9 ng 99752 2 8.58 289706 20.0
unknown9.19 9.19 4.3 ng 62940 2 8.58 289706 20.0
1,1"-Bicyclooctyl 9.34 7.7 ng 110936 2 8.58 289706 20.0
unknown9 .42 9.42 3.7 ng 53926 2 8.58 289706 20.0
unknown9 .74 9.74 4.2 ng 64519 3 10.36 309100 20.0
unknown9 .96 9.96 8.1 ng 124510 3 10.36 309100 20.0
unknown10.01 10.01 5.2 ng 80804 3 10.36 309100 20.0
unknown10.89 10.89 3.5 ng 54464 3 10.36 309100 20.0
unknownll.21 11.21 4.1 ng 66721 4 11.86 325145 20.0
Tridecanoic acid 12.37 6.3 ng 102145 4 11.86 325145 20.0
3,6,9,12-Tetraoxa... 12.41 4.9 ng 80112 4 11.86 325145 20.0

8270-BF061715.M Mon Jun 29 16:54:14 2015 Page: 24



