LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084680.D

Aca On : 30 Jan 2016 12:31

Operator =: SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 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-BF012916.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 4.178 181 183 187 rBvV 174131 272992 4_.01% 0.440%
2 4.887 241 245 247 rBV 2364753 3370718 49.46% 5.431%
3 5.321 281 283 285 rBVY 4114737 3888161 57.06% 6.265%
4 5.721 316 318 321 rBV 243904 225275 3.31% 0.363%
5 5.984 339 341 344 rVB 1329877 1143032 16.77% 1.842%
6 6.156 353 356 358 rBV 231234 250522 3.68% 0.404%
7 6.373 372 375 377 rBVY 4098393 4087469 59.98% 6.586%
8 6.499 383 386 388 rBY 2939582 4058418 59.55% 6.539%
9 6.727 403 406 408 rBV 848699 1112060 16.32% 1.792%
10 6.807 410 413 414 rBvV2 67366 82466 1.21% 0.133%

11 6.841 414 416 417 rBV 188995 147734 2.17% 0.238%
12 6.876 417 419 422 rVB 3076576 3127543 45.89% 5.039%
13 7.150 437 443 449 rVB2 69405 138655 2.03% 0.223%
14 7.287 452 455 457 rBV 2081628 2550027 37.42% 4_.109%
15 7.322 457 458 461 rVB2 104035 114794 1.68% 0.185%

16 7.539 476 477 480 rBvV 206209 220148 3.23% 0.355%
17 7.733 488 494 495 rBv4 64098 144393 2.12% 0.233%
18 7.756 495 496 499 rVB 367840 303462 4._.45% 0.489%
19 7.916 508 510 512 rBV 134353 164440 2.41% 0.265%
20 8.007 516 518 520 rBV 1595732 1423957 20.90% 2.294%

21 8.042 520 521 522 rVB 570463 395615 5.81% 0.637%
22 8.144 528 530 531 rBV 138008 128133 1.88% 0.206%
23 8.190 531 534 537 rVB3 75150 132376 1.94% 0.213%
24 8.373 547 550 554 rBvV 70454 92053 1.35% 0.148%
25 8.659 573 575 576 rBv2 83946 119584 1.75% 0.193%

26 8.762 582 584 585 rBvV 922510 873493 12.82% 1.407%
27 8.785 585 586 591 rVB 229280 225697 3.31% 0.364%
28 8.876 592 594 597 rBV 145329 208360 3.06% 0.336%
29 9.093 610 613 615 rVB 4264829 4517636 66.29% 7.279%
30 9.150 615 618 619 rBv2 44467 91214 1.34% 0.147%

31 9.173 619 620 623 rVB3 70849 98138 1.44% 0.158%
32 9.482 645 647 649 rBvV 396264 438569 6.44% 0.707%
33 9.699 665 666 669 rBvV 108320 156396 2.30% 0.252%
34 9.756 669 671 673 rvv 1257791 1311755 19.25% 2.114%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084680.D

Aca On : 30 Jan 2016 12:31

Operator =: SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 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-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.813 673 676 681 rvB2 188795 235956 3.46% 0.380%

36 9.916 681 685 688 rBvV3 46517 111436 1.64% 0.180%
37 10.088 696 700 704 rBv2 103571 271432 3.98% 0.437%
38 10.168 704 707 708 rvv 128233 196600 2.88% 0.317%
39 10.202 708 710 718 rvB2 357228 494766 7.26% 0.797%
40 10.419 726 729 732 rBV 95132 132880 1.95% 0.214%

41 10.545 738 740 743 rVB 2310643 2122776 31.15% 3.420%
42 10.670 749 751 755 rBV 205121 307475 4_.51% 0.495%
43 11.116 789 790 792 rBV 73312 114747 1.68% 0.185%
44 11.242 798 801 804 rBV 1078785 1375872 20.19% 2.217%
45 11.310 804 807 809 rBv2 104103 142939 2.10% 0.230%

46 11.791 848 849 850 rVvB 245810 168626 2.47% 0.272%
47 11.848 852 854 859 rBvV2 114666 198528 2.91% 0.320%
48 11.951 862 863 865 rBv2 120262 180032 2.64% 0.290%
49 12.099 874 876 880 rBv4 101170 150694 2.21% 0.243%
50 12.316 891 895 896 rBv3 128843 322138 4.73% 0.519%

51 12.385 899 901 904 rBvV 135578 246830 3.62% 0.398%
52 12.453 904 907 908 rBV 359940 483864 7.10% 0.780%
53 12.671 924 926 928 rBV 411885 487596 7.16% 0.786%
54 12.716 928 930 931 rBV 384568 360382 5.29% 0.581%
55 12.831 938 940 942 rVB 2725196 2645518 38.82% 4.263%

56 12.899 942 946 947 rBv4 65679 144370 2.12% 0.233%
57 12.945 947 950 952 rBV 811812 887499 13.02% 1.430%
58 13.071 959 961 963 rBvV 466582 477099 7.00% 0.769%
59 13.208 970 973 974 rBV 933261 994824 14.60% 1.603%
60 13.414 989 991 993 rBvV 559983 596260 8.75% 0.961%

61 13.745 1019 1020 1023 rVB 831927 793625 11.65% 1.279%
62 13.882 1029 1032 1034 rVB 6560741 6814615 100.00% 10.980%
63 14.065 1046 1048 1049 rBvV 469934 573090 8.41% 0.923%
64 14.659 1098 1100 1103 rBV2 509992 726152 10.66% 1.170%
65 15.277 1152 1154 1156 rBV 620756 784714 11.52% 1.264%

66 15.905 1207 1209 1217 rVB 692167 1765199 25.90% 2.844%
67 16.294 1240 1243 1246 rVB 665378 1140071 16.73% 1.837%

Sum of corrected areas: 62063890
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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\BF013016\

BF084680.D

30 Jan 2016 12:31

SJ/1Z

H1273-01

41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

TIC: BF084680.D

5.32 6.37

6.50 6.88

4.89 729

6.73

0
Time-->

5.00

7.00 7.50

Abundance

8000000

6000000

4000000

2000000{g o1

.04

8gl498.37

TIC: BF084680.D

9.09

8.76
5.68. 8888

12.83

10.54

9.76

9.48
15

0.7 8. g2 0%P10.4710.67

T
Time--> 8.00

12.50 13.00 13.50

10.50 11.00 11.50 12.00

8.50

9.50

10.00

Abundance

8000000

6000000

4000000

2000000

S

0

14.07

TIC: BF084680.D

13.88

14.66 15.28

15.91 16.29

14

Time-->

.00

18.50

17.00 17.50 18.00

14.50 15.00

15.50 16.00 16.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084680.D

Aca On : 30 Jan 2016 12:31

Operator : SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 3-Penten-2-one, 4-methyl- Concentration Rank 10

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

4.18 4.91 ng 272992 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
3 3-Hexen-2-one 98 C6H100 000763-93-9 80
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 80
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 78

Abundance Scan 183 (4.178 min): BF084680.D (-181) (-) m/z 55.10 100.00%
55 83
5000 43
98
R RmEa R AR
34, 50 3.80 4.00 4.20 4.40 4.60
Ol el i 82 87 r L m/z 83.10 92.51%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 NARSENARE SRR SRR
29 98 3.80 4.00 4.20 4.40 4.60
m/z 43.10 42 _.19%
0 \‘\‘ 3?‘\\\ 49\ ‘ | 62 67 7 ! 89 .
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
55
83 ENARSENRANE SRS SRR
3.80 4.00 4.20 4.40 4.60
5000 41 m/z 98.10 31.87%
27 98
15 63 0 7
S I S SR SRS S U SUL LI I W
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3109: 3-Hexen-2-one )
83 3.80 4.00 4.20 4.40 4.60
55 m/z 39.10 29.03%
5000 43
98
29
. 23| o7l|| a0 | 638 77 | o3|
m/z--> 10 20 30 40 50 i 70 8 90 100 380 4.00 4.0 440 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084680.D

Aca On : 30 Jan 2016 12:31

Operator : SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.89 60.62 ng 3370720 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 245 (4.887 min): BF084680.D (-241) (-) m/z 43.05 100.00%
a3
59
5000
ot 460 4.80 5.00 520
o.”“”.“”w.nqm.ﬁ%ﬂ,nﬁﬁ”.fﬁw.““L”,””“”.“”w.“w m/z 59.10 60.45%
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 L L L R L
59 460 480 500 5.20
m/z 101.10 19.52%
15 31 101
1 N 51 \‘ 83 .
S ) R R SR AN ARAR RRARA RAREA RARAN AARAN LALA RALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 500 520
5000 41 m/z 58.10 15.30%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e e

59 460 4.80 5.00 5.20
m/z 41.05 9.47%

5000 41

68
1 50, 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20

o

8270-BF012916.M Mon Feb 01 18:17:23 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084680.D

Aca On : 30 Jan 2016 12:31

Operator : SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 16

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

5.72 4_.05 ng 225275 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 23
3 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 16
4 N-FormvImorpholine 115 C5H9NO2 004394-85-8 10
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 9

Abundance Scan 318 (5.721 min): BF084680.D (-316) (-) m/z 43.10 100.00%
43 7
5000
55 100 115 540 5.60 5.80 6.00
Obrr il 29 67 8 m/z 73.10 90.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 UL AR RN U SRR
540 5.60 5.80 6.00
m/z 41.10 10.81%
15 2 gy S g | gy 100 1P
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
540 5.60 5.80 6.00
5000 m/z 115.10 9.84%
41 57
29
15 50
o s A UL RS R RS RS RIS RS RS RS LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3789: 2-Pentanone, 3-methyl- L L B LR L
43 540 5.60 5.80 6.00
m/z 39.10 6.95%
5000
29 57
72
o ol s1 e gs 100
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084680.D

Aca On : 30 Jan 2016 12:31

Operator : SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 _alpha.-Pinene Concentration Rank 6

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

5.98 20.56 ng 1143030 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 94
2 Bicvclol3.1.11hept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 94
3 Tricvclol2.2.1.0(2.6)1heptane. 1... 136 C10H16 000508-32-7 91
4 3.5-Methanocvclopentapvrazole. 3... 164 C10H16N2 087143-58-6 90
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000488-97-1 87

Abundance Scan 341 (5.984 min): BF084680.D (-339) (-) m/z 93.10 100.00%
93
5000
77
53 H 105 121 560 580 6.00 620 6.40
136
0..,....,....,....|i|.'...,':|.'..,."- N 20 | R - m/z 91.10 44.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15153: .alpha.-Pinene
93
5000 ENARARRARSERARSENARSE Y
77 560 580 6.00 6.20 6.40
m/z 92.10 38.59%
27 | 53 “ 105 121 o0
O'WH'W“J““'ML'Wmhqhwl'“L“”lﬂ“lmml“””'“w'hw'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
560 580 6.00 620 6.40
5000 m/z 77.10 31.80%
41 7
27 53 67 105 121 o0

miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #15321: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl- s e B
9B 5.60 5.80 6.00 6.20 6.40

m/z 79.10 26 .25%

5000

121
27 105 136
15 ¥ L \ L, H\ |l 86 ||| L, ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20 640

79 ‘

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084680.D

Aca On : 30 Jan 2016 12:31

Operator : SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 Camphene Concentration Rank 12

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

6.16 4_.51 ng 250522 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Camphene 136 C10H16 000079-92-5 91
2 1.3.6-Heptatriene. 2.5.5-trimethvl- 136 C10H16 029548-02-5 62
3 Bicvclol2.2.1Theptane., 2.2-dimet... 136 C10H16 005794-03-6 52
4 _beta.-Pinene 136 C10H16 000127-91-3 50
5 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C10H16 005794-04-7 50

Abundance Scan 356 (6.156 min): BF084680.D (-353) (-) m/z 93.10 100.00%
9B
121
5000 79
| \ I - T et ok e T
0.,....,....|,.... '-|'- ol "-.8.6 .'“..,..'.!,....,.'...,...'.,... m/z 121.10 55.93%
m/z--> 20 30 40 50 70 80 90 100 110 120 130 140
Abundance #15126: Camphene
93
121
5000 79 I NAREE LR SRS B
39 5.80 6.00 6.20 6.40
27 ‘ ‘ 107 136 m/z 79.10 38.27%
0.,”ﬂm.”.hu”‘”‘ N T T SN A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
1 580 6.00 620 640
5000 " ” m/z 91.00 33.06%
107
29 55 67
136
e R R R A AR RN RN AN LA SR LA LR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15362: Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene-, ... R L
93 5.80 6.00 6.20 6.40
79 m/z 67.10 29.70%
5000 41 121
107
s |
0'|“”M'“'UM“N“M' MJP'JI“'W'L'PJJI“'WI”'P'LI”'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084680.D

Aca On : 30 Jan 2016 12:31

Operator : SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 unknown6.50 Concentration Rank 1

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

6.50 72.99 ng 4058420 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 386 (6.499 min): BF084680.D (-383) (-) m/z 132.00 100.00%
32
5000
68
40 ‘ 75 % 620 6.40 6.60 6.80
54 104 : . . .
0 ..,....,....,...:,-...?,....??.I.' e ST Lt 15 Tm/z 134.00  34.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 DR LR S LR
6.20 6.40 6.60 6.80
2 78 m/z 68.05 30.11%
38 ‘
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
RS RARNS LRSS ARRE RS
6.20 6.40 6.60 6.80
5000 67 m/z 66.10 19.07%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14012: 1H-Benzimidazole, 2-methyl- L B A M s )
132 6.20 6.40 6.60 6.80
m/z 96.10 13.08%
5000
63
Jo1s 2 ¥ s o7 92 1M 4, |
m/z--> 10 20 30 40 50 60 70 85 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084680.D

Aca On : 30 Jan 2016 12:31

Operator : SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 Bicyclo[2.2_.1]heptan-2-0l, ... Concentration Rank 20

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

7.54 3.09 ng 220148 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_11heptan-2-ol. 1.3.3... 154 C10H180 001632-73-1 91
2 Fenchol. exo- 154 C10H180 022627-95-8 91
3 Cvclohexane. 1.2-dichloro-. trans- 152 C6H10CI2 000822-86-6 38
4 2.4-Decadienal. (E.E)- 152 C10H160 025152-84-5 27
5 Bicyclo[2.2.1]heptan-2-o0l, 1,3,3... 154 C10H180 002217-02-9 25

Abundance Scan 477 (7.539 min): BF084680.D (-476) (-) m/z 81.10 100.00%
il
43
5000
55
i B man
139 157 7.20 7.40 7.60 7.80
o m/z 43.05 53.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25634: Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethy!-
81
5000 41 AR U L R
69 7.20 7.40 7.60 7.80
27 55 ‘ o3 m/z 80.10 50.01%
111 121
Onln|||||||||||||||||||||||||||||||||||||||||||||||||||||||||||]|-3||6||||||1|?|4||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81
43
7.20 7.40 7.60 7.80
5000 m/z 41.10  40.44%
55 69
93 111 121
0 103 139 154
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24485: Cyclohexane, 1,2-dichloro-, trans- R R e EREEE R
81 7.20 7.40 7.60 7.80
m/z 55.05 28.28%
5000
41 55
ol .19 21 [ ‘6\7 U, 90 101 116 152
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 720 7.40 7.60 7.80

8270-BF012916.M Mon Feb 01 18:17:27 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084680.D

Aca On : 30 Jan 2016 12:31

Operator : SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 14

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

7.76 4.26 ng 303462 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.11Theptan-2-one. 1.7.... 152 C10H160 000464-49-3 97
2 Camphor 152 C10H160 000076-22-2 96
3 Bicvclol2.2_1Theptan-2-one. 1.7.... 152 C10H160 021368-68-3 96
4 Bicvclol2.2_1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 93
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 43

Abundance Scan 496 (7.756 min): BF084680.D (-495) (-) m/z 95.10 100.00%
9%

81

5000

7.40 7.60 7.80 8.00

01 m/z 81.10 64 .83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24211: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1R)-
95
81
5000 41 108
55 69 152 7.40 7.60 7.80 8.00
‘ m/z 41.10 51.78%
: |
0 ..,.1..5.,...‘.‘,....‘il‘...,‘a‘:..,..‘..i...‘.‘H...,‘.‘.l‘.,....,....,1.2.3..,..1.:‘3.7,....,.‘...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
41 95
T T T T T
81 7.40 7.60 7.80 8.00
m/z 55.05 43 .37%
5000 55 69 108
152
27
137
ol 121
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24230: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (.+/-.) i E e
95 7.40 7.60 7.80 8.00
81 m/z 69.10 35.91%
5000 411 108
55 69 152
s |
0 --|-1-4--|---HH----‘i-‘---v‘--w----i---‘-‘H*--|‘-‘-l‘-|----l----|1-2-‘-1-|--1-?-7|----|-‘---|- e SR RS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00

8270-BF012916.M Mon Feb 01 18:17:28 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084680.D

Aca On : 30 Jan 2016 12:31

Operator : SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 Cyclohexanemethanol, 4-hydr... Concentration Rank 8

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

8.76 12.27 ng 873493 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanemethanol. 4-hvdroxv-.... 172 C10H2002 000080-53-5 91
2 Terpin Hvdrate 172 C10H2002 002451-01-6 90
3 Cvclohexane. methvlene- 96 C7H12 001192-37-6 50
4 2-Butenenitrile. 2-amino-3-methvl- 96 C5H8N2 1000196-28-0 50
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 49

Abundance Scan 584 (8.762 min): BF084680.D (-582) (-) m/z 81.10 100.00%
il
43 59
5000 96
139
108 121 8.40 860 8.80 9.00
o..,....,....,....',|....5.1!|..,...|!|,|...'.-!'!..,.'.|.'.,...!,l....,n..-:.,....',....,1.“.3.4.,... m/z 59.05  58.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #37349: Cyclohexanemethanol, 4-hydroxy-.alpha.,.alpha.,4-t...
81
43 99
5000 9%
8.40 860 8.80 9.00
m/z 43.10 55.93%
‘ ‘ 108 121 139
0"|“"v'“|'“”ﬂ"F%L'l“'ﬂv'm‘Ph'vhbw'“lf“"v"w"“““"ﬁ§ﬁ|'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
59 96 8.40 860 8.80 9.00
43
5000 m/z 96.05 47 .10%
& 139
ol 15 31 51 108 121 154
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2830: Cyclohexane, methylene-
il 8.40 860 8.80 9.00
67 m/z 55.05 23.95%
5000 54 96
39
27
0'W}?P”M””m”ﬁﬂ”PMW”HM”W”MP”W””P”W””P”W””P” AR U R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 860 8.80 9.00

8270-BF012916.M Mon Feb 01 18:17:29 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084680.D

Aca On : 30 Jan 2016 12:31

Operator : SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 Phthalic anhydride Concentration Rank 19

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

8.78 3.17 ng 225697 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 94
2 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 78
3 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 64
4 Phthalamic acid 165 C8H7NO3 000088-97-1 53
5 4-Pyridinecarbonitrile 104 C6H4N2 000100-48-1 53

Abundance Scan 586 (8.785 min): BFO84(1DG8O.D(—585) ) m/z 104.00 100.00%
104
76
5000
50
149 20 k0 oho b0 %0
38
Ol Ol 86 ) 115 133 | m/z 76.00  69.20%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22148: Phthalic anhydride
104
76
5000 50 148
8.40 8.60 8.80 9.00 9.20
m/z 50.05 28.64%

38
o6 2 L e e .\
m/z--> 20 40 60 80 100 120 140 160
Abundance
76 104
T

18 8.40 8.60 8.80 900 9.20
5000 50 m/z 74.00 -08%
148
38
29 61 163
obr— Al e
m/z--> 20 40 60 80 100 120 140 160
Abundance #14005: Bicyclo[4.2.0]octa-1,3,5-triene-7,8-dione  REas AR R
76 8.40 8.60 8.80 9.00 9.20
104 m/z 148.00 11.63%
50
5000
37 132
m/z--> 20 40 60 80 100 120 140 160 8. 40 8.60 8. 80 9. OO 9. 20

8270-BF012916.M Mon Feb 01 18:17:30 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084680.D

Aca On : 30 Jan 2016 12:31

Operator : SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 unknown9.81 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
9.81 3.60 ng 235956 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 d-Ribo-tetrofuranose. 4-c-cvclop... 200 C10H1604 030571-50-7 35
2 2H-Pvran-2-one. tetrahvdro-4-hvd... 130 C6H1003 000503-48-0 35
3 3-Buten-2-ol. 2-methvl- 86 C5H100 000115-18-4 35
4 Butvric acid. p-fluorophenvl ester 182 C10H11FO02 000587-89-3 27
5 Cyclohexanol, 2,2-dichloro-1-met... 182 C7H12CI20

1000115-65-2 25

Abundance Scan 676 (9.813 min): BF084680.D (-673) (-) m/z 71.10 100.00%
43
5000
i 940 550 950 1000 1020
155 . . . ) .
138 191 221
0 207 m/z 43.10 87.14%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55856: d-Ribo-tetrofuranose, 4-c-cyclopropyl-1,2-O-isopro...
59
71
5000 BRI L L L L L L L
9.40 9.60 9.80 10.00 10.20
m/z 59.10 68.80%
. 43 83 95 113125 185
e e
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
9.40 9.60 9.80 10.00 10.20
5000 1 m/z 58.05 38.28%
58
27
o 15 85 103115 130
e B RIS
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1767: 3-Buten-2-ol, 2-methyl- e R e e
43 yil 9.40 9.60 9.80 10.00 10.20
m/z 108.10 35.30%
5000
59
18 | \‘ Ll 88
Ol el el il 0
miz--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00 10.20

8270-BF012916.M Mon Feb 01 18:17:31 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084680.D

Aca On : 30 Jan 2016 12:31

Operator : SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 Hexaethylene glycol dimethy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.09 4.14 ng 271432 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexaethvlene alvcol dimethvl ether 310 C14H3007 001072-40-8 83
2 2.5.8.11.14.17-Hexaoxaoctadecane 266 C12H2606 001191-87-3 78
3 2-Propanol., 1.1"-T(1-methvl-1.2-._._. 192 C9H2004 001638-16-0 72
4 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 64
5 2-Butanol, 3,3"-oxybis- 162 C8H1803 054305-61-2 64
Abundance Scan 700 (10.088 min): BF084680.D (-696) (-) m/z 59.10 100.00%
59
5000
103
45
73 147 9.80 10.00 10.20 10.40
o 87 | 116 133 170 193 232 n/z 103.00 34_61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #122643: Hexaethylene glycol dimethyl ether
509
5000
9.80 10.00 10.20 10.40
103 m/z 45.10 25.84%
0 d\ J M 73 8{ * 117 133147160175 191 207221 265
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
59
©'9.80 10.00 10.20 10.40
5000 m/z 41.10 10.22%
103
31 45
0 72 87 117 133147 163177191 207221
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50888: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(oxy... R e
50 9.80 10.00 10.20 10.40
m/z 43.10 9.53%
5000
81 45 103
0 18 “ M | 73 87 | 117130 146 161
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 9.80 10.00 10.20 10.40

8270-BF012916.M Mon Feb 01 18:17:32 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084680.D

Aca On : 30 Jan 2016 12:31

Operator : SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.20 7.54 ng 494766 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 72
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 72
3 Eicosane 282 C20H42 000112-95-8 68
4 Dodecane. 3-methvl- 184 C13H28 017312-57-1 64
5 Nonadecane 268 C19H40 000629-92-5 64
Abundance Scan 710 (10.202 min): BF084680.D (-708) (-) m/z 57.10 100.00%
57
43
5000

9.80 10.00 10.20 10.40 10.60

0 m/z 43.10 75.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 %7
5000 71 LA L I L L B L L L B
85 9. 80 10. OO 10 20 10 40 10. 60
29 m/z 71.10 49 .79%
0 N w 99 113127141155169183197 226
L e R o AAARRE=SETEEESEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
e T
71 9.80 10.00 10.20 10.40 10.60
5000 85 m/z 85.10 36.11%
99 140
o 113 154168182 205 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane T i R B a e L e
43 97 9.80 10.00 10.20 10.40 10.60
m/z 41.10 35.25%
71
5000
85
29 9%
S A o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9. 80 10. OO 10 20 10 40 10. 60

8270-BF012916.M Mon Feb 01 18:17:33 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084680.D

Aca On : 30 Jan 2016 12:31

Operator : SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 Tetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.67 4_47 ng 307475 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 68
2 Decane. 3.6-dimethyl- 170 C12H26 017312-53-7 68
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 64
4 Dodecane 170 C12H26 000112-40-3 64
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 64
Abundance Scan 751 (10.670 min): BF084680.D (-749) (-) m/z 57.10 100.00%
57
43
5000
99 113 140 169 184 10.40 10.60 10.80 11.00
ol ey 18 27 "m/z 43.10 74.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55007: Tetradecane
57
43
71
5000 85 L BRI BRI SR B
10 40 10. 60 10. 80 11. oo
29 m/z 71.10 55.83%
99
s L Pt
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
71 10.40 10.60 10.80 11.00
5000 o m/z 85.10 33.01%
29 113
0 99 107 141 155 170
m/z--> ﬁo Jo éo éo 160 150 140 160 180 260 220 J
Abundance #36171: Undecane, 2-methyl- A L e
43 10.40 10.60 10.80 11.00
57 m/z 41.10 32.78%
5000 71
85
|l e
m/z--> ' Io 6|O 8IO 1(')0 150 14'10 160 180 2(')0 220 10 40 10. 60 10. 80 11. oo

8270-BF012916.M Mon Feb 01 18:17:34 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084680.D

Aca On : 30 Jan 2016 12:31

Operator : SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 unknownl2.32 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.32 4.68 ng 322138 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 di-p-Tolvlacetvlene 206 Cl16H14 002789-88-0 38
2 T141Annulene. 1.6:8.13-bis(metha... 206 C16H14 085385-68-8 25
3 Naphthalene. 1.2-dihvdro-4-phenvl- 206 C16H14 007469-40-1 25
4 Cvclohexanone. 2.6-bis(2-methvlp... 206 C14H220 092368-82-6 25
5 3-Methyl-1-phenyl-1H-indene 206 C16H14 022360-63-0 25

Abundance Scan 895 (12.316 min): BF084680.D (-891) (-) m/z 95.10 100.00%

5000
12.00 12.20 12.40 12.60
0 m/z 206.10 79.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60332: di-p-Tolylacetylene
206
12.00 12.20 12.40 12.60
m/z 55.10 77.90%
oL 3953 76 102 155130 165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
206
B AREmmEEE R
191 12.00 12.20 12.40 12.60
5000 m/z 237.20 75.35%
165
89
39 63 115129 151

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

3

Abundance #60377: Naphthalene, 1,2-dihydro-4-phenyl-
6 12.00 12.20 12.40 12.60
m/z 43.10 68.52%
- J\W\J\A/\MA»\
0 27
A IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084680.D

Aca On : 30 Jan 2016 12:31

Operator : SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 1-Octadecanamine, N,N-dimet... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.38 3.59 ng 246830 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanamine. N.N-dimethvl- 297 C20H43N 000124-28-7 83
2 l-Hexadecanamine. N.N-dimethvl- 269 C18H39N 000112-69-6 72
3 n-Octvl trimethyl ammonium bromide 251 C11H26BrN 002083-68-3 64
4 1-Pentadecanamine. N.N-dimethvl- 255 C17H37N 017678-60-3 64
5 Tetradonium Bromide 335 C17H38BrN 001119-97-7 64
Abundance Scan 901 (12.385 min): BF084680.D (-899) (-) m/z 58.05 100.00%
58
5000 J\
P e
43 206 12.00 12.20 12.40 12.60
Oy ot e ot hO% 119 137 154 171 189 200 227242259 282297 "m/z 43.10  4.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115995: 1-Octadecanamine, N,N-dimethyl-
58
5000 AU B B
nmnmnmnm
m/z 59.05 4 _.49Y%
0 28 43 84100 128 156 226 268 297
m/z--> ﬁo 45 éo 85 160 120 150 1éo 180 200 220 240 260 2§0 360
Abundance
58
12,00 12.20 12.40 12,60
5000 m/z 41.10 2.99%
o 15 43 84100 128 254269 M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #88788: n-Octy! trimethyl ammonium bromide A EEREE R
58 12.00 12.20 12.40 12.60
m/z 57.10 2.94Y%
- A_/_/JL\/MJ“\
o> 42 | 79 9% 114 135 157
m/z--> ﬁo 45 éo 85 100 120 150 160 180 260 250 250 2éo 2§0 360 12. 00 12. 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084680.D

Aca On : 30 Jan 2016 12:31

Operator : SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 Tetracosane Concentration Rank 7

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

14.66 18.51 ng 726152 Perylene-di12 15.28

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Heptacosane 380 C27H56 000593-49-7 94
3 Octacosane 394 C28H58 000630-02-4 87
4 Behenvl chloride 344 C22HA45CI 042217-03-8 76
5 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1000280-67-0 72

Abundance Scan 1100 (14.659 min): BF084680.D (-1098) (-) m/z 57.10 100.00%
57
5000 85
113 14.40 14.60 14.80 15.00
141161 189 217 259
Y Woat 7 1 28903 287 319 343363 386 412 m/z 43.10 62.10%
miz--> 50 100 150 200 250 300 350 400
Abundance #136482: Tetracosane
57
85
5000 LA L L L L L L L L LB
14.40 14.60 14.80 15.00
m/z 71.10 61.21%
oL38 L1 \\ | M 169 197 225 253 281 309 338
s e e
miz--> 50 100 150 200 250 300 35 400
Abundance
57
R
14.40 14.60 14.80 15.00
5000 m/z 85.10 45 _.10%
85
29
0 113 141 169 197 225 253 281 323 351 380
e e == — B B
miz--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane e o o e e
57 14.40 14.60 14.80 15.00
m/z 55.10 24 .14%
5000 P
29
oLl u1}3‘141 169 197 225 253 281 309 337 365 394
i e e Al N LB -8 R
miz--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF012916.M Mon Feb 01 18:17:37 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084680.D

Aca On : 30 Jan 2016 12:31

Operator : SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 28-Nor-17.beta.(H)-hopane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.91 44.99 ng 1765200 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 64
2 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 43
3 Anthracene. 9-dodecvltetradecahy... 360 C26H48 055401-75-7 38
4 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 38
5 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 32
Abundance Scan 1209 (15.905 min): BF084680.D (-1207) (-) m/z 191.20 100.00%
191
95
5000 . 123
all v 15560 15580 1600 16,20
383 - - -
ol 217245 275 313 353 ©9°406430 471 n/z 177.15 49 _18%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156125: 28-Nor-17.beta.(H)-hopane
191
5000 U A SR AR SRR
109 15,60 15.80 16.00 16.20
135 298 m/z 95.10 47.48%
L2 w0 s ]
0|||||||||H:‘|“|‘|‘kl‘|”‘l ‘l“.‘...‘ l...|....|....|....|...
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
191
15.60 15.80 16.00 16.20
5000] 28 m/z 81.10 46.33%
s 95 135 163
e S L A UL L L UL WL I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #145075: Anthracene, 9-dodecyltetradecahydro- A BEmEE B B
95 191 15.60 15.80 16.00 16.20
m/z 123.10 37.60%
43
5000 67
135
m/z--> 50 100 150 260 250 300 350 400 450 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013016\
Data File : BF084680.D

Aca On : 30 Jan 2016 12:31

Operator : SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 unknownl16.29 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.29 29.06 ng 1140070 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 47
2 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 46
3 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 42
4 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 38
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 35
Abundance Scan 1243 (16.294 min): BF084680.D (-1240) (-) m/z 191.20 100.00%
5000 w
RN UL SN U
218 397 16.00 16.20 16.40 16.60
o 259284309 343369 397419 456 n/z 95.10 45 48%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191
5000 RN UL SN U
16.00 16.20 16.40 16.60
43 123 149 m/z 81.10 34.07%
0||‘:“l“u”ug“:‘J“l‘hu‘u“u“‘u‘lNulu‘l‘u||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
191
16,00 16.20 16,40 16.60
5000{ 28 m/z 69.10 30.29%
135 163
. 95 JJ\Vmﬂﬂvj\mmﬂw\V\ﬂ
e L A A W L UL UL BB W
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... Al B R
191 16.00 16.20 16.40 16.60
m/z 123.10 27 .75%
2000 43 M\\_/
o5 123 149
R
0-**.“WWJH--*VH-VM LN AL WAL UL DAL S RN UL SN U
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF013016\
Data File : BF084680.D

Acq On : 30 Jan 2016 12:31

Operator : SJ/1Z

Sample : H1273-01

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012916_.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]
3-Penten-2-one, 4. .. 4.18 4.9 ng 272992 1 6.73 1112060 20.0
2-Pentanone, 4-hy... 4.89 60.6 ng 3370720 1 6.73 1112060 20.0
2-Pentanone, 4-me... 5.72 4.0 ng 225275 1 6.73 1112060 20.0
-alpha.-Pinene 5.98 20.6 ng 1143030 1 6.73 1112060 20.0
Camphene 6.16 4.5 ng 250522 1 6.73 1112060 20.0
unknown6 .50 6.50 73.0 ng 4058420 1 6.73 1112060 20.0
Bicyclo[2.2.1]hep. .. 7.54 3.1 ng 220148 2 8.01 1423960 20.0
Bicyclo[2.2.1]hep. .. 7.76 4.3 ng 303462 2 8.01 1423960 20.0
Cyclohexanemethan. . . 8.76 12.3 ng 873493 2 8.01 1423960 20.0
Phthalic anhydride 8.78 3.2 ng 225697 2 8.01 1423960 20.0
unknown9 .81 9.81 3.6 ng 235956 3 9.76 1311760 20.0
Hexaethylene glyc... 10.09 4.1 ng 271432 3 9.76 1311760 20.0
Hexadecane 10.20 7.5 ng 494766 3 9.76 1311760 20.0
Tetradecane 10.67 4.5 ng 307475 4 11.24 1375870 20.0
unknownl12 .32 12.32 4.7 ng 322138 4 11.24 1375870 20.0
1-Octadecanamine,... 12.38 3.6 ng 246830 4 11.24 1375870 20.0
Tetracosane 14.66 18.5 ng 726152 6 15.28 784714 20.0
28-Nor-17_.beta.(H... 15.91 45.0 ng 1765200 6 15.28 784714 20.0
unknownl16.29 16.29 29.1 ng 1140070 6 15.28 784714 20.0
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