LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112115\
Data File : BF083136.D

Aca On : 22 Nov 2015 4:03

Operator : UM/I1Z

Sample : G4468-02

Misc :

ALS Vial : 26 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-BF112115.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.324 114 117 130 rvVB 20169 73782 1.20% 0.159%
2 4.810 245 247 258 rBV 733532 957273 15.52% 2.062%
3 5.256 284 286 298 rBVY 1554639 1750707 28.39% 3.771%
4 6.319 376 379 386 rBV 659549 1164586 18.88% 2.509%
5 6.422 386 388 391 rBVY 3159092 3109149 50.42% 6.697%
6 6.650 406 408 411 rBV 1353068 1190586 19.31% 2.565%
7 6.753 415 417 419 rBV 132584 227701 3.69% 0.490%
8 6.810 419 422 424 rBV 4588414 4471192 72.50% 9.631%
9 7.222 455 458 461 rBVY 3387491 3682007 59.70% 7.931%
10 7.462 476 479 481 rBV3 50412 85412 1.38% 0.184%

11 7.679 495 498 500 rBvV2 81130 112643 1.83% 0.243%
12 7.782 504 507 509 rvVvB3 88482 116227 1.88% 0.250%
13 7.942 518 521 523 rBV 1579218 1626051 26.37% 3.503%
14 8.090 532 534 536 rBv2 46450 82011 1.33% 0.177%
15 8.228 544 546 548 rBV2 70352 80325 1.30% 0.173%

16 8.273 548 550 553 rBvV 160137 163329 2.65% 0.352%
17 8.445 563 565 568 rvB2 111612 134208 2.18% 0.289%
18 8.536 568 573 576 rBv2 70237 149485 2.42% 0.322%
19 8.605 576 579 581 rvB2 74110 98010 1.59% 0.211%
20 8.765 589 593 595 rBvV2 73652 123529 2.00% 0.266%

21 9.016 612 615 618 rVB 4850401 6167078 100.00% 13.284%
22 9.119 620 624 625 rBV3 56596 117748 1.91% 0.254%
23 9.153 625 627 629 rVB2 84847 116643 1.89% 0.251%
24 9.371 641 646 649 rBvV 908301 1096577 17.78% 2.362%
25 9.416 649 650 652 rvv 184638 271591 4._.40% 0.585%

26 9.462 652 654 657 rvv4 116021 222727 3.61% 0.480%
27 9.519 657 659 661 rvv2 87157 136541 2.21% 0.294%
28 9.599 665 666 668 rvv2 60461 104942 1.70% 0.226%
29 9.633 668 669 671 rvv 107122 109864 1.78% 0.237%
30 9.691 671 674 676 rVV 1541142 1795204 29.11% 3.867%

31 9.782 680 682 685 rvv3 39910 82371 1.34% 0.177%
32 9.828 685 686 688 rvv 88473 78493 1.27% 0.169%
33 9.896 688 692 693 rvv2 52461 101937 1.65% 0.220%
34 9.976 696 699 705 rvB2 69844 169907 2.76% 0.366%
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LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112115\
Data File : BF083136.D

Aca On : 22 Nov 2015 4:03

Operator : UM/I1Z

Sample : G4468-02

Misc :

ALS Vial : 26 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-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.136 708 713 714 rBV2 93633 178349 2.89% 0.384%

36 10.171 714 716 720 rVB5 35527 92169 1.49% 0.199%
37 10.251 720 723 725 rBv4 66692 139000 2.25% 0.299%
38 10.308 725 728 730 rBv4 54753 124347 2.02% 0.268%
39 10.353 730 732 735 rBV 113232 143767 2.33% 0.310%
40 10.468 740 742 745 rBV2 2061217 2514968 40.78% 5.417%

41 10.559 747 750 752 rBV2 39978 64040 1.04% 0.138%
42 10.605 752 754 757 rBV 191619 284695 4.62% 0.613%
43 11.051 791 793 795 rBV 388377 391955 6.36% 0.844%
44 11.085 795 796 797 rvV 138334 101417 1.64% 0.218%
45 11.165 800 803 805 rBV 1532543 1586788 25.73% 3.418%

46 11.474 828 830 833 rBvV 78861 113837 1.85% 0.245%
47 11.542 835 836 837 rvB 151075 107965 1.75% 0.233%
48 11.656 842 846 848 rBV5 77197 216649 3.51% 0.467%
49 11.714 849 851 855 rBv2 481801 690985 11.20% 1.488%
50 12.171 888 891 893 rBvV 181037 330896 5.37% 0.713%

51 12.377 907 909 911 rBV2 175242 321618 5.22% 0.693%
52 12.502 917 920 923 rBV2 471096 852850 13.83% 1.837%
53 12.651 931 933 934 rBV 178611 280725 4 _55% 0.605%
54 12.754 939 942 944 rVvV 5045219 5280330 85.62% 11.374%
55 13.119 972 974 976 rBV 255655 422680 6.85% 0.910%

56 13.794 1030 1033 1035 rBV 928470 1392802 22.58% 3.000%
57 15.154 1150 1152 1155 rVB 696045 821088 13.31% 1.769%

Sum of corrected areas: 46423756
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LSC Report - Integrated Chromatogram

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112115\
Data File : BF083136.D

Aca On : 22 Nov 2015 4:03

Operator : UM/I1Z

Sample : G4468-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF083136.D
6000000

5000000 6.81

4000000

7.22
6.42

3000000

2000000 5.6 704

1000000 ™ ,
3.32 Kg RJ 6.1 7.467.6878|| 8,08%3%8.4

U T e T S T AL e S B

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF083136.D
6000000 12175

5000000 9.02

4000000

3000000 13.79

10.47

2000000 13.12

1000000

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF083136.D
6000000

5000000

4000000

3000000

15.15

2000000

1000000

o T T T T T T T ]

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00

8270-BF112115.M Mon Nov 23 18:56:16 2015 Page: 3



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112115\
Data File : BF083136.D

Aca On : 22 Nov 2015 4:03

Operator : UM/I1Z

Sample : G4468-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 3

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

4.81 16.08 ng 957273 1,4-Dichlorobenzene-d4 6.65
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 247 (4.810 min): BF083136.D (-245) (-) m/z 43.10 100.00%

43
59
5000

1 440 460 480 500 520
83 - - . - -
...,....,....,..??-,'.-...,??.'!,...‘?9,....,.~...,...:,|....,. m/z 59.10 57.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 | ILANLINLILE LI L L BB L L BB
59 4.40 4.60 4.80 5.00 5.20

m/z 101.10 17.95%

15 101
% a | s 83 ]
I o T I o o B S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43

57 4.40 4.60 4.80 5.00 5.20
5000 m/z 58.10 13.59%
29 101
15 37 51 73 8 95
T B B B e e B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R e e
59 4.40 4.60 4.80 5.00 5.20

m/z 41.05 9.04%

5000
41
29 101
[yl 1 ‘\‘\ 53‘\\\ 73 86 ‘
L B L L L B B L L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112115\
Data File : BF083136.D

Aca On : 22 Nov 2015 4:03

Operator : UM/I1Z

Sample : G4468-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.42 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.42 52.23 ng 3109150 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
Abundance Scan 388 (6.422 min): BF083136.D (-386) (-) m/z 132.10 100.00%
68
5000
40 54 % 6.00 620 640 6.60 6.80
82 1al1s 207 261 m/z 68.10 56.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR RS SR R
6.00 6.20 6.40 6.60 6.80
m/z 66.10 33.67%
31 51 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
6.00 620 640 6.60 6.80
5000 m/z 134.10 32.07%

15 39 63 90104

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

Abundance #13679: 5-Fluoro-2-chloropyrimidine R ma e R R
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 21.80%
5000
105
70
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112115\
Data File : BF083136.D

Aca On : 22 Nov 2015 4:03

Operator : UM/I1Z

Sample : G4468-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 1-Hexanol, 2-ethyl- Concentration Rank 12

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

6.75 3.83 ng 227701 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 78
3 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 53
4 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 50
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 47

Abundance Scan 417 (6.753 min): BF083136.D (-415) (-) m/z 57.10 100.00%
5000
41
70
8|3 o8 6.40 6.60 6.80 7.00
e el e e e 1 m/z 41.10  36.05%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13212: 1-Hexanol, 2-ethyl-
57
5000
- 6.40 6.60 6.80 7.00
70 83 m/z 43.10 32.62%
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
640 660 680 7.00
5000 43 m/z 55.10 24 _39%
29 69 83
18 98 112
miz--> 20 40 60 80 100 120 140 160
Abundance #65767: Heptane, 1,1'-oxybis-
57 6.40 6.60 6.80 7.00
m/z 56.10 22 .34%
5000
43 70
29 ‘ ‘ 98
Cas W s iaorir 135 us  am
m/z--> 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112115\
Data File : BF083136.D

Aca On : 22 Nov 2015 4:03

Operator : UM/I1Z

Sample : G4468-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 1-Phenoxypropan-2-ol Concentration Rank 15

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

8.27 2.01 ng 163329 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenoxvpropan-2-ol 152 C9H1202 000770-35-4 87
2 1-Propanol. 3-phenoxv- 152 C9H1202 006180-61-6 83
3 Ethanol. 2-phenoxv- 138 C8H1002 000122-99-6 64
4 1-Propanol. 2-phenoxv- 152 C9H1202 004169-04-4 59
5 Benzene, (1-methylpropoxy)- 150 C10H140 010574-17-1 53

Abundance Scan 550 (8.273 min): BF083136.D (-548) (-) m/z 94.10 100.00%
o

5000

[

77 Trrrrfrrrryrrrrprrrryrrri

65 108 152 8.00 820 8.40 8.60
55 ' ' '
86 121129 160 m/z 77.10 25 _52%

45

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24780: 1-Phenoxypropan-2-ol
94
5000 LI B L L L L L
8.00 8.20 8.40 8.60
45 77 108 152 m/z 78.10 17 .65%
N T O Y . A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
94
8.00 8.20 8.40 8.60
5000 m/z 45.05 16.02%
31 45 . 7 108 152
57 121 133
Wmmmwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16656: Ethanol, 2-phenoxy- R L e
94 8.00 8.20 8.40 8.60
m/z 108.10 14 .31%
5000
77 138
27 39 51 66 107
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112115\
Data File : BF083136.D

Aca On : 22 Nov 2015 4:03

Operator : UM/I1Z

Sample : G4468-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 unknown9.37 Concentration Rank 5

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

9.37 12.22 ng 1096580 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. I(dimethvisilvDmethvllt... 146 C6H18Si2 001189-75-9 37
2 3.6-Dioxa-2.7-disilaoctane. 2.2.... 262 C12H3002Si2 006730-96-7 25
3 1.2.4-Triazolidin-3-one. 4-methy... 131 C3H5N30S 022244-61-7 25
4 1H-Indole. 4-methvl- 131 C9HON 016096-32-5 23
5 1H-Indole, 5-methyl- 131 C9HON 000614-96-0 9

Abundance Scan 646 (9.371 min): BF083136.D (-641) (-) m/z 131.00 100.00%
181
5000 57 L
41 o7 187 N
73 8 113 153 169 206 900 920 940 960 980
o > m/z 57.10 39.49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20998: Silane, [(dimethylsilyl)methyl]trimethyl-
131
73

5000 AP T R T T
9.00 9.20 940 9.60 9.80

45 g m/z 129.95 36.91%

8L . 85101115 | 145
I B L AL B B e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
73 131
S A AEEaaEaw
9.00 9.20 9.40 9.60 9.80
5000 m/z 41.10 29.59%
45 147
29 61 91 103115 159 173 189 231 247
T e e e e e e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 k\AJMMAA/¥N~ﬁ/
Abundance #13335: 1,2,4-Triazolidin-3-one, 4-methyl-5-thioxo- e
131 9.00 9.20 9.40 9.60 9.80
m/z 187.00 25.44%
5000
74
45 60
,.‘.H..,H‘w...\l I S N ——
m/z--> 20 40 80 100 120 140 160 180 200 220 240 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112115\
Data File : BF083136.D

Aca On : 22 Nov 2015 4:03

Operator : UM/I1Z

Sample : G4468-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Tridecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.60 3.59 ng 284695 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 78
2 Eicosane 282 C20H42 000112-95-8 49
3 Hexadecane 226 C16H34 000544-76-3 46
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 46
5 Tetradecane 198 C14H30 000629-59-4 46
Abundance Scan 754 (10.605 min): BF083136.D (-752) (-) m/z 57.10 100.00%
57
5000
4
10,20 10.40 10.60 10.80 11.00
m/z 43.10 71.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45541: Tridecane
57
4
5000 AR AR B R
85 mmmmmmmmnm
m/z 71.10 60.18%
m/z--> 25 Jo éo 85 100 120 140 160 180 200 220 240 260 280 360 350
Abundance
57
10,20 10.40 10.60 10.80 11.00
5000 m/z 151.10 34.73%
41 85
113 141 169 282
WTH‘WTTWWWWWWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73964: Hexadecane R e A B
57 10.20 10.40 10.60 10.80 11.00
m/z 85.10 34.15%
5000 4 a5
J } M | 113 141 169 226
m/z--> 2bbeo%mmmmmmmmmnmmmmmﬁmh' mmmmmmmmnm
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112115\
Data File : BF083136.D

Aca On : 22 Nov 2015 4:03

Operator : UM/I1Z

Sample : G4468-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 unknownl11l.05 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.05 4.94 ng 391955 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Dimethvl-1.4-diacetvl-1.2.4.... 200 C8H16N402 021599-69-9 43
2 3-Methvl-4-nonanone 156 C10H200 035778-39-3 38
3 3-Methvl-isoxazol-5(4H)-one 99 C4H5N02 001517-96-0 35
4 3-Methvl-5-hvdroxv-isoxazole 99 C4H5N02 045469-93-0 35
5 Eicosane 282 C20H42 000112-95-8 15
Abundance Scan 793 (11.051 min): BF083136.D (-791) (-) m/z 41.10 100.00%
a1 57
99
n 125
5000

10.80 11.00 11.20 11.40
m/z 57.10 95.90%

215 233 277591

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56476: 2,5-Dimethyl-1,4-diacetyl-1,2,4,5-tetraazacyclohexane
99
71
5000 LA B L L L L L L
10. 80 11. OO 11. 20 11. 40
43 157 m/z 99.00  77.47%
200
‘ A ‘ )| 114129
T R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
99
71 AT T
10.80 11.00 11.20 11.40
5000 29 m/z 43.10 74.67%
156
14 141
W‘Wﬁmwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3385: 3-Methyl-isoxazol-5(4H)-one e RARREEE RS
4 10.80 11.00 11.20 11.40
m/z 125.00 59.18%
71 99
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 80 11. OO 11. 20 11. 40

8270-BF112115.M Mon Nov 23 18:56:21 2015 Page: 10



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112115\
Data File : BF083136.D

Aca On : 22 Nov 2015 4:03

Operator : UM/I1Z

Sample : G4468-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 1-Hexadecanethiol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.66 2.73 ng 216649 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanethiol 258 C16H34S 002917-26-2 64
2 Hvdroxvlamine. O-decvl- 173 C10H23NO 029812-79-1 58
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 52
4 Hexadecane 226 C16H34 000544-76-3 50
5 1-Hexadecene 224 C16H32 000629-73-2 46
Abundance Scan 846 (11.656 min): BF083136.D (-842) (-) m/z 57.10 100.00%
P
5000
125 R I EEEE SRR
61176 192 212226 242 258 11.40 11.60 11.80 12.00
m/z 71.10 79 .95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #93397: 1-Hexadecanethiol
55 69 83
4 97
5000 LN UL I B B
nmnmnmnm
) 125 224 m/z 43.10 75.28%
...,ﬂ..wrkﬂqﬂ 110154168 182 1% 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
57 LA ISR UL BN B
11.40 11.60 11.80 12.00
5000 - m/z 55.10 71.20%
85
99112 140 173
m/z--> ﬁo Jo éo 85 160 150 140 160 180 200 220 250 2éo
Abundance #83804: 1-Decanol, 2-hexyl- R B A REEERE B L
43 57 11.40 11.60 11.80 12.00
m/z 85.10 64 .64%
29
S [ N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00

8270-BF112115.M Mon Nov 23 18:56:22 2015 Page: 11



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112115\
Data File : BF083136.D

Aca On : 22 Nov 2015 4:03

Operator : UM/I1Z

Sample : G4468-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.71 8.71 ng 690985 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Undecanoic acid 186 C11H2202 000112-37-8 59
5 Amyl Nitrite 117 C5H11NO2 000110-46-3 38
Abundance Scan 851 (11.714 min): BF083136.D (-849) (-) m/z 43.10 100.00%
43 73
57
5000

11.40 11.60 11.80 12.00
m/z 73.05  83.72%

143157 171185199 213557 241 256

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 73
5000

11.40 11.60 11.80 12.00
m/z 57.10  78.45%

256
I \“ \H %01;}5 29143157171 185100213 27 242>
IR P Mt Ll e L 2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 R N R EEm R
11.40 11.60 11.80 12.00
5000 o 129 m/z 60.10 74.61%
87 15 ok 214
101 143157 185
T T T T R T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid
60 78 11.40 11.60 11.80 12.00
43 m/z 41.10 68.37%
5000 129
29
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO

8270-BF112115.M Mon Nov 23 18:56:23 2015 Page: 12



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112115\
Data File : BF083136.D

Aca On : 22 Nov 2015 4:03

Operator : UM/I1Z

Sample : G4468-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Hexatriacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.17 4_.17 ng 330896 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 83
4 Octadecane 254 C18H38 000593-45-3 80
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 891 (12.171 min): BF083136.D (-888) (-) m/z 57.10 100.00%
57
5000 g5
J 113 1180 12.00 12.20 12.40
141169 258 - - - :
e s e M/Zz 71.10  56.67%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169089: Hexatriacontane
57
5000 L SO DU B BURLR B
85 nmnmnmnm
29 m/z 43.10 39.53%
il ‘h H1}%141;69197225253281309337 379 421449477506

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

57

11.80 12.00 12.20 12.40

5000 85 m/z 85.10 36.57%

29
113141169197 205 253 281 300 337365 394

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #91047: Heptadecane, 3-methyl- R R RREEEEa

57 11.80 12.00 12.20 12.40

m/z 55.10 28.56%
5000
85
113141 225

A aeeter | 2 N —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 11. 80 12. OO 12. 20 12. 40

8270-BF112115.M Mon Nov 23 18:56:24 2015 Page: 13



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112115\
Data File : BF083136.D

Aca On : 22 Nov 2015 4:03

Operator : UM/I1Z

Sample : G4468-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Octadecane, l1l-chloro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.38 4_.05 ng 321618 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 74
2 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 72
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 68
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 68
5 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 64
Abundance Scan 909 (12.377 min): BF083136.D (-907) (-) m/z 57.10 100.00%
g7
5000 97
4
‘ 2 13 141 167183 202218 239 266 288303 1260‘1226‘124b‘1£66" |
el m/z 71.10 73.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #110991: Octadecane, 1-chloro-
57
5000 LR SR B UL B
85 nmnmnmnm
m/z 43.10 51.58%
105
I ‘ \ ‘M\h““3 161 189 217 245260 288
m/z--> 25 45 eb éo 160 120 150 160 180 200 220 240 260 280 360
Abundance
57

12.00 12.20 12.40 12.60
5000 41 m/z 97.10 39.73%

85
U3 141 160 197 29 oy

mmrwwmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107670: Hexadecane, 2,6,10,14-tetramethyl- L e
57 12. 00 12. 20 12. 40 12. 60
m/z 55.10 36.37%

5000
4 85 WVJnN&AﬁNNNAANfVWN

113
| I J | | 141 168183 211 238253 282

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

8270-BF112115.M Mon Nov 23 18:56:25 2015 Page: 14



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112115\
Data File : BF083136.D

Aca On : 22 Nov 2015 4:03

Operator : UM/I1Z

Sample : G4468-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.50 12.25 ng 852850 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 Pentadecanoic acid 242 C15H3002 001002-84-2 46

Abundance Scan 920 (12.502 min): BF083136.D (-917) (-) m/z 43.10 100.00%

B o, W
5000

129
97

185 041 R A
1 157 213 269284 305 1220 12.40 12.60 12.80

e ARARR m/z 73.10 81.68%

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #108843: Octadecanoic acid
43 73
129

5000
12120 1240 12560 12.80 |
m/z 55.10 73.67%
2
Illlllll‘llll

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

a3 | 78
R RRmma B
12.20 12.40 12.60 12.80
5000 m/z 57.10 73.03%
27 97 129 171 214
58 112 152 197
mmmmmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #37191: n-Decanoic acid B o R
60 12. 20 12. 40 12 60 12. 80

m/z 60.10 69.40%

41
5000 129
A 112 172
26 [l 1 ) H, T N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12 60 12. 80

8270-BF112115.M Mon Nov 23 18:56:25 2015 Page: 15



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112115\
Data File : BF083136.D

Aca On : 22 Nov 2015 4:03

Operator : UM/I1Z

Sample : G4468-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 unknownl2.65 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.65 4.03 ng 280725 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 49
2 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 46
3 Dodecane 170 C12H26 000112-40-3 42
4 Stannane. chlorotriethyl- 242 C6H15CISn 000994-31-0 42
5 Octacosane 394 C28H58 000630-02-4 38
Abundance Scan 933 (12.651 min): BF083136.D (-931) (-) m/z 213.10 100.00%
57 213
5000
85
ﬂ 19 228 12.40 12.60 12.80 13.00
141 165 : : : :
,,l o Md?wl et i3, )| 204263280 303 e TG 81, 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75158: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 LRI UL B N B
nmnmnmnm
119 m/z 71.10 48 .22%
15 39 65 9 135 165181107 \ 2‘9
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 260 2éo 360
Abundance
57
"' 1240 1260 12.80 13.00
5000 85 m/z 85.10 35.23%

41

105
133 161 189 217 245261 288

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

Abundance #36156: Dodecane e RARREEE RS
57 12.40 12.60 12.80 13.00
m/z 43.10 32.99%
5000
4 85
113 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12 60 12. 80 13. 00

8270-BF112115.M Mon Nov 23 18:56:26 2015 Page: 16



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112115\
Data File : BF083136.D

Aca On : 22 Nov 2015 4:03

Operator : UM/I1Z

Sample : G4468-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Tetrapentacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.12 6.07 ng 422680 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane 759 C54H110 005856-66-6 72
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 72
4 Heptadecane 240 C17H36 000629-78-7 64
5 Eicosane 282 C20H42 000112-95-8 64
Abundance Scan 974 (13.119 min): BF083136.D (-972) (-) m/z 57.10 100.00%
| NWW\
5000
r?
RN SUNLIRA B
12.80 13.00 13.20 13.40
141
Olrrrrk ...L'.‘:‘.:,..lf.‘g.z.?.l....30.7... e e || M/z 71.10  56.73%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #174439: Tetrapentacontane
57
5000 SR SRR MR SUUR A BARRE
12:80 13.00 13.20 13.40
m/z 43.10 52.19%
|
1 hu‘“ d\“““‘ 309 351393435477 519561 603645687 758

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750

%

Abundance
57
R R EamEsmmaas
12.80 13.00 13.20 13.40
5000 m/z 85.10 44 .56%
9 169
15 248

mﬁwﬁwﬁmmwwmm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750

Abundance #123100: Pentadecane, 8-heptyl- R R ma AR
57 12.80 13.00 13.20 13.40
m/z 97.10 35.31%
5000 AANJLfA“NrJANAJkAh/vﬁJM/LV

99
210
J ;141 “1Vosp 309

IIIIIIIIIIIJIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII T TTrTT TTTT IIIIIIIII

T
m/z--> 0 100 150 200 250 300 350 400 450 500 550 600 650 700 750 12. 80 13. 00 13.20 13.40

8270-BF112115.M Mon Nov 23 18:56:27 2015

Page: 17



Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1I\BNA_F\DATA\BF112115\
Data File : BF083136.D

Acq On : 22 Nov 2015 4:03

Operator : UM/1Z

Sample - G4468-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.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... 4.81 16.1 ng 957273 1 6.65 1190590 20.0
unknown6 .42 6.42 52.2 ng 3109150 1 6.65 1190590 20.0
1-Hexanol, 2-ethyl- 6.75 3.8 ng 227701 1 6.65 1190590 20.0
1-Phenoxypropan-2-ol 8.27 2.0 ng 163329 2 7.94 1626050 20.0
unknown9 .37 9.37 12.2 ng 1096580 3 9.69 1795200 20.0
Tridecane 10.60 3.6 ng 284695 4 11.16 1586790 20.0
unknownl1l1.05 11.05 4.9 ng 391955 4 11.16 1586790 20.0
1-Hexadecanethiol 11.66 2.7 ng 216649 4 11.16 1586790 20.0
n-Hexadecanoic acid 11.71 8.7 ng 690985 4 11.16 1586790 20.0
Hexatriacontane 12.17 4.2 ng 330896 4 11.16 1586790 20.0
Octadecane, 1-chl... 12.38 4.0 ng 321618 4 11.16 1586790 20.0
Octadecanoic acid 12.50 12.3 ng 852850 5 13.79 1392800 20.0
unknownl12 .65 12.65 4.0 ng 280725 5 13.79 1392800 20.0
Tetrapentacontane 13.12 6.1 ng 422680 5 13.79 1392800 20.0
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