LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\

Data File : BF082922.D

Aca On - 14 Nov 2015 4:16 Instrument :
Operator : UM/1Z BNA_F

Sample  : G4382-05 Gt
Misc : URS MW-11
ALS Vial : 28 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-BF110715.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 3.607 129 133 137 rBv 46718 89758 1.62% 0.197%
2 4.979 251 253 256 rVB 757633 940401 16.94% 2.063%
3 5.436 290 293 295 rBVY 2548040 2725939 49.11% 5.981%
4 6.464 381 383 386 rVB 1867284 1708794 30.78% 3.749%
5 6.590 391 394 396 rBVY 3302456 4425533 79.73% 9.709%
6 6.807 410 413 415 rBV 1349075 1220749 21.99% 2.678%
7 6.887 418 420 424 rVvV 137455 175703 3.17% 0.385%
8 6.967 424 427 429 rVB 4310709 4358489 78.52% 9.562%
9 7.162 440 444 446 rBvV2 45013 70581 1.27% 0.155%
10 7.333 457 459 460 rBvV2 55048 67884 1.22% 0.149%

11 7.379 460 463 465 rVB 2929584 3915059 70.53% 8.589%
12 7.847 500 504 507 rBV3 59747 157560 2.84% 0.346%
13 8.030 516 520 523 rVB3 127466 239302 4_.31% 0.525%
14 8.099 523 526 528 rBV 1202429 1535473 27.66% 3.369%

15 8.202 532 535 536 rBv2 79181 83819 1.51% 0.184%
16 8.305 543 544 549 rVB4 64312 153073 2.76% 0.336%
17 8.373 549 550 553 rvB 44313 56595 1.02% 0.124%
18 8.442 5563 556 558 rBv2 77079 121445 2.19% 0.266%
19 8.476 5568 559 562 rvv3 61095 99764 1.80% 0.219%

20 8.590 566 569 571 rvv3 70503 150015 2.70% 0.329%

21 8.625 571 572 576 rVB4 105767 216528 3.90% 0.475%
22 8.830 585 590 593 rBv3 120612 343311 6.18% 0.753%

23 8.888 593 595 598 rBV3 43101 70004 1.26% 0.154%
24 8.945 598 600 601 rBv2 53794 96652 1.74% 0.212%
25 9.059 607 610 612 rBv4 90937 205202 3.70% 0.450%
26 9.105 612 614 615 rvVv 69975 84328 1.52% 0.185%
27 9.128 615 616 617 rvVv 107621 82306 1.48% 0.181%

28 9.173 617 620 622 rVB 5181946 5550768 100.00% 12.178%
29 9.288 626 630 632 rBv4 59654 152666 2.75% 0.335%
30 9.356 635 636 638 rvB2 55126 66976 1.21% 0.147%

31 9.436 641 643 645 rBv2 52626 82413 1.48% 0.181%
32 9.493 646 648 651 rvv3 103517 199182 3.59% 0.437%
33 9.573 651 655 658 rvB 206760 332333 5.99% 0.729%
34 9.665 661 663 664 rBvV 65792 58157 1.05% 0.128%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\

Data File : BF082922.D

Aca On - 14 Nov 2015 4:16 Instrument :
Operator : UM/1Z BNA_F

Sample  : G4382-05 Gt
Misc : URS MW-11
ALS Vial : 28 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-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.791 672 674 677 rBV 211784 188640 3.40% 0.414%

36 9.848 677 679 683 rvB 1770198 1680765 30.28% 3.687%
37 10.122 701 703 704 rBV2 66474 79436 1.43% 0.174%
38 10.156 704 706 707 rBV 77161 76738 1.38% 0.168%
39 10.213 708 711 714 rVB3 102543 195588 3.52% 0.429%
40 10.293 714 718 719 rVvB2 172722 251647 4_.53% 0.552%

41 10.351 719 723 727 rBV7 43196 173838 3.13% 0.381%

42 10.419 727 729 730 rVB 53190 65234 1.18% 0.143%
43 10.465 730 733 735 rBVv3 101475 196093 3.53% 0.430%
44 10.591 743 744 746 rBV 65777 84852 1.53% 0.186%

45 10.648 746 749 751 rVV 2647519 3272667 58.96% 7.180%

46 10.762 757 759 764 rVB 204480 240917 4._.34% 0.529%
47 11.334 806 809 811 rBV 1617785 1381624 24.89%% 3.031%
48 11.802 848 850 853 rBvV3 60688 121949 2.20% 0.268%
49 11.882 855 857 861 rvv 524350 515922 9.29% 1.132%
50 12.008 866 868 873 rBvV 447766 506199 9.12% 1.111%

51 12.374 899 900 903 rBvV 81468 72103 1.30% 0.158%
52 12.671 923 926 928 rBV 309605 426515 7.68% 0.936%
53 12.751 932 933 937 rvB2 107270 137100 2.47% 0.301%
54 12.922 945 948 950 rBV 4221916 3853728 69.43% 8.455%
55 13.825 1025 1027 1031 rBV 156350 162311 2.92% 0.356%

56 13.962 1037 1039 1042 rBV 709612 1012276 18.24% 2.221%
57 15.391 1161 1164 1166 rBV 824858 1047314 18.87% 2.298%

Sum of corrected areas: 45580218
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082922.D

Aca On : 14 Nov 2015 4:16

Operator : UM/I1Z

Sample : 64382-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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: BF082922.D
5000000
6.97
4000000
6.59

3000000 7.38

5.44

2000000 6.44

6.81 8.10
1000000 4.98

A G G | S S N ——v | | v

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BF082922.D
9|17

5000000
12.92
4000000

3000000 10.65

2000000 9.85 11.33

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: BF082922.D

5000000

4000000

3000000

2000000

15.39
1000000 A
O B e I e e e e e L B e e e L s e o e e L e e B L e e e o e e L B

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082922.D

Aca On : 14 Nov 2015 4:16

Operator : UM/I1Z

Sample : 64382-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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.

4.98 15.41 ng 940401 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 253 (4.979 min): BF082922.D (-251) (-) m/z 43.10 100.00%
43
59
5000
1ot 4.60 4.80 5.00 5.20 5.40
o 3l B3 e E | e 6 59, 02
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 U LA LR R
4.60 4.80 5.00 5.20 5.40
m/z 101.10 17.99%
15 31 101
0 | 25 7 37, 53, 83
miz--> e A e A A AR A
Abundance
59
460 480 500 520 540
5000 m/z 58.10 14 .54%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R RRmEE n L
50 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.75%
5000 41
31
| © g
O |'}§'|" ﬂll""hl""l??ukl' IRRARERRE ""I"'g?l""l'
m/z--> 10 20 40 50 60 70 80 90 100 110 4.60 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082922.D

Aca On : 14 Nov 2015 4:16

Operator : UM/I1Z

Sample : 64382-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.59 Concentration Rank 1

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

6.59 72.51 ng 4425530 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 394 (6.590 min): BF082922.D (-391) (-) m/z 132.10 100.00%
132
5000 o8
% ‘ 620 6.40 6.60 6.80 7.00
40 54 : : : : :
o Jrer lagsus o "m/z 68.10  36.49%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R U I R R
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.10 34 .59%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 22.41%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl (BB B e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 14 _.49%
5000 og M°
I L 8 I‘;ﬂm,\,\‘l,,m, s 8 I W] I
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082922.D

Aca On : 14 Nov 2015 4:16

Operator : UM/I1Z

Sample : 64382-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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.

6.89 2.88 ng 175703 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-Decene. 2.4-dimethvl- 168 Cl1l2H24 055170-80-4 53
3 Heptane. 1.17-oxvbis- 214 C14H300 000629-64-1 45
4 Heptane. 4-(1-methvlethv)- 142 C10H22 052896-87-4 43
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 42

Abundance Scan 420 (6.887 min): BF082922.D (-418) (-) m/z 57.10 100.00%
7
5000
41
70 83
| | 98 110 6.60 6.80 7.00 7.20
0...,....HH..',.Jn.,4...ﬂ....,....,....,...., m/z 41.05 32.35%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13220: 1-Hexanol, 2-ethyl-
57
5000
43 6.60 6.80 7.00 7.20
29 ‘ 70 g3 m/z 43.10 31.38%
98
0||EI-8||‘|“||‘I‘|||H‘I||“‘||Il||||||1:!-2|||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance
43 57
83 6.60 6.80 7.00 7.20
5000 m/z 55.10 25.74%
71
29
112
0 97 125 153 168
miz--> 20 40 60 8 100 120 140 160
Abundance #65768: Heptane, l,l'-OXybiS- LA L L L L L
5[7 6.60 6.80 7.00 7.20
m/z 56.10 20.14%
5000
70
0 45 “ ‘w 83 gﬂ 117 129 171
m/z--> 2|0 4|0 6|0 8|0 1(|)0 12|0 14|10 1é0 I 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082922.D

Aca On : 14 Nov 2015 4:16

Operator : UM/I1Z

Sample : 64382-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown8.03 Concentration Rank 10

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

8.03 3.12 ng 239302 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Hexadiene. 3-methvl- 96 C7H12 028823-42-9 43
2 Cvclohexane. methvlene- 96 C7H12 001192-37-6 43
3 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 43
4 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 43
5 1,4-Hexadiene, 4-methyl- 96 C7H12 001116-90-1 38

Abundance Scan 520 (8.030 min): BF082922.D (-516) (-) m/z 81.10 100.00%
g1
55 69 97
5000 al
| | I | ‘ m |‘ ML 125 g 7.60 7.80 8.00 820 8.40
0...,....,....,....,‘ '." |I| Ll I.||I. aniiin "'"'.'.'.'.'.',....,...., m/z 55.10 67.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2844: 2,4-Hexadiene, 3-methyl-
81
5000 2% A S A R
39 7.60 7.80 8.00 8.20 8.40
27 ‘ 53 &7 m/z 97.05 64.77%
0'”I}?I””I“”I”'W”'W”'W“'W”'W”'W“'W”'W”'W”'W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
81
67 SR R L R
7.60 7.80 8.00 8.20 8.40
5000 54 % m/z 69.10 56.38%
39
27
0 46
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2829: Cyclohexene, 3-methyl- B e e R
81 7.60 7.80 8.00 8.20 8.40
m/z 41.10 50.82%
5000 68 9%
27
0'”I}?I”LH””H”'W”'W'“'P”ww'”PJ“I””I”'W”'W'”W'”'I R A R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082922.D

Aca On : 14 Nov 2015 4:16

Operator : UM/I1Z

Sample : 64382-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 1-Adamantanol Concentration Rank 13

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

8.62 2.82 ng 216528 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Adamantanol 152 C10H160 000768-95-6 72
2 Bicvclol2.2.1Theptane. 2-(2-meth... 150 C11H18 061142-27-6 53
3 2-Cvclopentene-1-butanal. .adamma... 194 C13H220 060714-25-2 53
4 1.4-Pentadiene. 2.3.4-trimethvl- 110 C8H14 072014-90-5 52
5 4-Pyridinol 95 C5H5NO 000626-64-2 50

Abundance Scan 572 (8.625 min): BF082922.D (-571) (-) m/z 95.10 100.00%
9b
5000
41 99 152 0 840 860 280 90
109 133 8.20 8.40 8.60 8.80 9.00
S VP 79'.“,':'.-.| RO o N N S m/z 59.10 13.84%
m/z--> 20 0 60 100 120 140 160 180
Abundance #23934: 1-Adamantanol
95
5000 ISR A I R
152 8.20 8.40 8.60 8.80 9.00
m/z 152.15 12.33%
Lo s e 1 g
mz> 20 4 6 8 100 10 1o 1o 180
Abundance
95
8.20 8.40 8.60 8.80 9.00
5000 m/z 94.10 11.57%
a1 o7 135
27 55 & 107 121 150
o+
mz-> 20 40 60 80 100 120 140 160 180
Abundance #52024: 2-Cyclopentene-1-butanal, .gamma.,.gamma.,2,3-tetr... LI e o e
5 8.20 8.40 8.60 8.80 9.00
m/z 41.10 11.32%
5000
o 20 4L 6T 8L || 107 121 137 161 176 194
m/z--> 20 40 6|0 8IO 1(')0 120 140 160 180 ' 8.20 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082922.D

Aca On : 14 Nov 2015 4:16

Operator : UM/I1Z

Sample : 64382-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 unknown8.83 Concentration Rank 7

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

8.83 4_47 ng 343311 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctane. (l-methvipropvl)- 168 Cl12H24 016538-89-9 38
2 2-Hexene. 4-ethvl-2.3-dimethvl- 140 C10H20 1000149-19-7 38
3 1.3-Dimethvl-5-trifluoroacetoxvc... 224 C10H15F302 1000216-63-7 35
4 1-Pentvne. 3-methvl-3-(l1-methvle... 140 C9H160 053966-55-5 35
5 4,4-Dimethyl-2-cyclopenten-1-one 110 C7H100 022748-16-9 35

Abundance Scan 590 (8.830 min): BF082922.D (-585) (-) m/z 95.10 100.00%
5000
150 8.40 860 880 9.00 9.20
0 m/z 69.10 97 .14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34813: Cyclooctane, (1-methylpropyl)-
69
5000 R R R R R
41 95 111 840 8.60 8.80 9.00 9.20
29 m/z 111.10 78.47%
ol %97 | 15 140 166
mz-> 20 40 60 80 100 120 140 160 180
Abundance
69
RN R R L
41 8.40 8.60 8.80 9.00 9.20
5000 55 Hi m/z 110.10  62.05%
29
83 140
o 95 125
LU N UL SUELEL LA WAL UL SR SR B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #71849: 1,3-Dimethyl-5-trifluoroacetoxycyclohexane RN maEE e e
95 8.40 8.60 8.80 9.00 9.20
m/z 55.10 56.46%
41 69
5000 55
81 110
o 1 O O T 153 167 181
m/z--> 20 40 60 80 100 120 140 160 180 840 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082922.D

Aca On : 14 Nov 2015 4:16

Operator : UM/I1Z

Sample : 64382-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown9.06 Concentration Rank 15

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

9.06 2.44 ng 205202 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 3.5-dimethvl- 128 C8H160 005441-52-1 38
2 Thuione 152 C10H160 000546-80-5 35
3 Cvclohexene. l1l-ethvl- 110 C8H14 001453-24-3 25
4 Cvclopentane. (2-methvibutvIl)- 140 C10H20 053366-38-4 25

5 Cyclohexanecarboxylic acid, 3,5-... 238 C15H2602 1000279-52-3 22

Abundance Scan 610 (9.059 min): BF082922.D (-607) (-) m/z 71.05 100.00%
a3 7
81
55
5000
168 8.80 9.00 9.20 9.40
o) SN " m/z 43.10 98.29%
miz--> 20 40 60 80 100 120 140 160
Abundance #12194: Cyclohexanol, 3,5-dimethyl-
71
95
5000 TT T T[T T T T[T I T T [rrrrprro1
110 8.80 9.00 9.20 9.40
. ‘ ‘ m/z 81.10 80.10%
ol 87 ol HM R .1
e A L A A A
miz--> 20 100 120 140 160
Abundance
81
68 110
i o
95 8.80 9.00 9.20 9.40
5000 41 m/z 69.10 67.87%
29 55
124 135 152
I L B
miz--> 20 40 80 100 120 140 160
Abundance #5797: Cyclohexene, 1-ethyl- L B e e A
81 8.80 9.00 9.20 9.40
m/z 55.10 63.46%
5000
110
‘ o5
0 15 ‘\ ‘ \H\ Wl \h
....,....,....,.... — e e i e
miz--> 20 80 100 120 140 160 8.80 9.00 9.20 9.40

8270-BF110715.M Mon Nov

16 18:04:07 2015

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082922.D

Aca On : 14 Nov 2015 4:16

Operator : UM/I1Z

Sample : 64382-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown9.49 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.49 2.37 ng 199182 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Formvlbicvclol4.1.01heptane 124 C8H120 1000197-01-8 27
2 Cvclopentanecarboxvlic acid. 2-m... 154 C9H1402 074764-24-2 25
3 Cvclopentanecarboxvlic acid. 3-m... 154 C9H1402 087753-69-3 22
4 Phenol. 2.4-dimethvl-. acetate 164 C10H1202 000877-53-2 15
5 (9-Oxabicyclo[3.3.1]non-6-en-3-y... 154 C9H1402 1000191-02-8 14
Abundance Scan 648 (9.493 min): BF082922.D (-646) (-) m/z 81.10 100.00%

5000

9.20 9.40 9.60 9.80

0 m/z 122.10 73.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10197: 7-Formylbicyclo[4.1.0]heptane
67 81
39
55 95
5000 27 L B L L
9.20 9.40 9.60 9.80
m/z 95.10 73.54%
b gl Al e
o b A LML L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95
B e B R e
g 9.20 9.40 9.60 9.80
5000 7 m/z 79.10 54.18%
41 55 67 139
123
107 154
O e I o o o LA A o o B LA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26507: Cyclopentanecarboxylic acid, 3-methyl-4-methylene-... e e REEEEmEm
95 9.20 9.40 9.60 9.80
m/z 41.10 53.50%
79
5000
27 41 55 67
N Y A
- R REREE masma s
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80

8270-BF110715.M Mon Nov 16 18:04:08 2015

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082922.D

Aca On : 14 Nov 2015 4:16

Operator : UM/I1Z

Sample : 64382-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown9.79 Concentration Rank 19

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

9.79 2.24 ng 188640 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 46
2 Nonane. 3-methvl-5-propvl- 184 C13H28 031081-18-2 43
3 Dodecane. 2-methvyl- 184 C13H28 001560-97-0 43
4 1.3-Dimethvlcvclopentanol 114 C7H140 019550-46-0 41
5 Eicosane 282 C20H42 000112-95-8 38

Abundance Scan 674 (9.791 min): BF082922.D (-672) (-) m/z 57.10 100.00%
57

43

5000

:

178 9.40 9.60 9.80 10.00 10.20
m/z 43.10 72 .20%

122 135

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane

SN
w
a
S
E

5000 71 AL LI L L L L L L
85 9.40 9.60 9.80 10.00 10.20
29 m/z 71.10 58.22%
0 | L .| 99 113 127 141 155 169 183 197 226
T T T e e T T T T T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57 71
R B
43 9.40 9.60 9.80 10.00 10.20
5000 85 m/z 163.10 55.40%
29
99 112 127 141 155 184
e e AR RRa
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45553: Dodecane, 2-methyl-
43 57 9.40 9.60 9.80 10.00 10.20
m/z 41.10 41 .46%
5000 71
29 85
A Y O i - 1 1
Tttt e e R S e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00 10.20

8270-BF110715.M Mon Nov 16 18:04:08 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082922.D

Aca On : 14 Nov 2015 4:16

Operator : UM/I1Z

Sample : 64382-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknownl10.21 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.21 2.3 ng 105588  Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.4.5-Tetramethylbenzoic acid 178 C11H1402 002529-39-7 46
2 1H-Inden-1-one. 2.3-dihvdro-4.7-... 160 C11H120 005037-60-5 45

000943-89-5 38
1000196-98-9 25

3 2-Propenoic acid. 3-(4-methoxyph... 178 C10H1003
4 Tetracvclol5.3.1.1(2.6).0(4.9)1d... 192 C13H200

5 Azulene, 1,2,3,3a-tetrahydro- 132 C10H12 033877-87-1 20
Abundance Scan 711 (10.213 min): BF082922.D (-708) (-) m/z 160.10 100.00%
5000
9.80 10.00 10.20 10.40 10.60
0 m/z 178.10 83.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41020: 2,3,4,5-Tetramethylbenzoic acid
178
133 160
5000 LA L L L L L L L LB
9. 80 10. 00 10. 20 10. 40 10 60
o1 m/z 117.10 75.91%
e LA W s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
160
117 e
9.80 10.00 10.20 10.40 10.60
5000 m/z 133.10 66.28%
27 39 51 o1 131
15 103
O L o 0 B B LA e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40866: 2-Propenoic acid, 3-(4-methoxyphenyl)-, (E)- T
178 9.80 10.00 10.20 10.40 10.60
m/z 161.10 46.96%
5000
161
133
18203 50 % 1 % sore | e
R B B o RS e e B LIS I i o o
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40 10.60

8270-BF110715.M Mon Nov 16 18:04:09 2015

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082922.D

Aca On : 14 Nov 2015 4:16

Operator : UM/I1Z

Sample : 64382-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.29 2.99 ng 251647 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 72
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
5 Decane, 3-methyl- 156 C11H24 013151-34-3 72
Abundance Scan 718 (10.293 min): BF082922.D (-714) (-) m/z 57.10 100.00%
57
43
71
5000
99 ... 130 110,00 10,20 1040 10.60
113
0 143156 172 192 207 n/z 43 .10 75 04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane
57
43
71
5000 85 LR B LRI BN SULRA
mmmmmmmm
29 m/z 71.10 61.92%
OEJW\HM?MMmmm 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
43 57
71 110,00 10,20 1040 10.60
5000 85 m/z 85.10 40.63%
99 140
o 113 1277 154166 182105 226
m/z--> ﬁo Jo éo 8b 160 120 140 1éo 1§o 260 250
Abundance #114972: Dodecane, 1-iodo- B B RS R
57 10.00 10.20 10.40 10.60
71 m/z 41.10 32.41%
5000 43 85
29 99
m/z--> ﬁo Jo éo éo 160 150 140 160 180 200 250 1000 1020 1040 1060

8270-BF110715.M Mon Nov 16 18:04:10 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082922.D

Aca On : 14 Nov 2015 4:16

Operator : UM/I1Z

Sample : 64382-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknownl10.35 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.35 2.07 ng 173838 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-hexvn-3-ol 174 C12H140 001817-51-2 25
2 1-Hexen-3-ol. 5-nitro-1-phenvl-.... 221 C12H15N03 103077-72-1 25
3 (1.4-Dimethvilpent-2-envl)benzene 174 C13H18 1000184-97-9 22
4 Cvclopropane. 1.1-dichloro-2.2.3... 166 C7H12CI2 003141-45-5 22
5 4-Methyl-2H-benzopyrane 146 C10H100 021776-94-3 16
Abundance Scan 723 (10.351 min): BF082922.D (-719) (-) m/z 131.10 100.00%
131
145
5000 - %
39 105
55 1 USRS
10.00 10.20 10.40 10.60
o} m/z 145.10 54 _.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38647: 1-Phenyl-1-hexyn-3-ol
131
5000 AR BGURR RUE
7o 103 10100 10,20 10.40 1060
51 m/z 94.10 49.92%
27 39 115 145 174
0 .:.I'.Sl.‘.‘..‘l“..“.. . “l‘l..“ ,l..‘.‘,.‘l‘l.,‘.‘..l.gg..”. SR
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
105 181
91 RUNNSUNNES RIS SSULRE
77 10.00 10.20 10.40 10.60
5000 43 m/z 91.10 42 .41%
55
27
66 6 | 14517 173 4o o
O R T T e B B B B mat e G
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #38713: (1,4-Dimethylpent-2-enyl)benzene B Ea
131 10.00 10.20 10.40 10.60
m/z 77.10 40.49%
118
105
5000
91 174
41 77 159
27
0...,.‘.‘..‘,“..‘.”.,Qq I, ;.,“:‘..‘l‘,.‘l“‘.1‘4.3... S — N —
m/z--> 20 40 60 8 100 120 140 160 180 200 220 10,00 10.20 10.40 10.60

8270-BF110715.M Mon Nov 16 18:04:11 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082922.D

Aca On : 14 Nov 2015 4:16

Operator : UM/I1Z

Sample : 64382-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Naphthalene, 1-(2-propenyl)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.46 2.33 ng 196093 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-(2-propenvl)- 168 C13H12 002489-86-3 64
2 1.1°-Biphenvl. 2-methvl- 168 C13H12 000643-58-3 62
3 DiphenvImethane 168 C13H12 000101-81-5 53
4 Naphthalene. 2-(l1-methvlethenvl)- 168 C13H12 003710-23-4 50
5 1,1"-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 49
Abundance Scan 733 (10.465 min): BF082922.D (-730) (-) m/z 168.10 100.00%
148
5000 ? {
7oL 105118 g4 184 196 208 10.20 10.40 10.60 10.80
o} m/z 167.10 68.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34881: Naphthalene, 1-(2-propenyl)-
153 168
5000 115 LR UL BRI SULLN UL
10,20 10,40 10.60 10.80
63 g3 141 m/z 153.10 60.97%
28 39 51 | 128 “ |
0 ..1‘.1, I .‘,‘.‘.‘.Hl‘,H.“;‘. N l ‘. e
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
168
10.20 10.40 10.60 10.80
5000 m/z 165.10 49.92%
153
83
o7 39 51 63 102 115 128 141
O o T o T R T T
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #34864: Diphenylmethane LA L L B L BB
168 10.20 10.40 10.60 10.80
m/z 152.10 34.71%
5000
91 152
0 15 2\8 39 5\1 6\5 77\\ I 102 115 128139 “‘ ‘
m/z--> 20 40 60 80 100 150 14'10 160 180 200 10,20 10,40 10.60 10.80

8270-BF110715.M Mon Nov 16 18:04:12 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082922.D

Aca On : 14 Nov 2015 4:16

Operator : UM/I1Z

Sample : 64382-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.88 7.47 ng 515922 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Undecanoic acid 186 C11H2202 000112-37-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Tridecane 184 C13H28 000629-50-5 56
Abundance Scan 857 (11.882 min): BF082922.D (-855) (-) m/z 73.10 100.00%
43 73
5
5000
M 129
7 DN NN SUNRR BN
01115 157171185, 59213 11.60 11.80 12.00 12.20
143 1997|227 256 : : : :
o...,....','.--'--| 281 m/z 43.10 94.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73
5
5000 29 256 L B BRI SULRN B
nmumnmnm
213 m/z 60.05 89.37%
m/z--> ﬁo 46 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 57 11,60 11.80 12,00 12.20
5000 29 129 m/z 55.10 73.29%
gr 115 ah 214
101 143157 | 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46615: Undecanoic acid e e ERRES BE s
60 11.60 11.80 12.00 12.20
m/z 57.10 72.51%
5000 43
29 12914
101115
o ..1?,.‘.‘..‘,‘.‘..“.‘ | | h‘\ ol H \}?7,17,1,',\”, S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1160 1180 1200 1220

8270-BF110715.M Mon Nov 16 18:04:13 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082922.D

Aca On : 14 Nov 2015 4:16

Operator : UM/I1Z

Sample : 64382-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.01 7.33 ng 506199 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-di-tert-Butvl-4-hvdroxvphenv... 278 C17H2603 020170-32-5 95
2 9(10H)-Acridone. 4.5-dichloro- 263 C13H7CI2NO 1000163-26-5 43
3 Ilron., (.eta.-5-cvclopentadienvl)... 263 C15H13FeN 1000164-28-2 43
4 Benzoic acid. 3.5-bis(l.1-dimeth... 278 C17H2603 001620-64-0 38
5 Perhydro-3-(4,5,alpha-trimethoxy... 309 C14H15NO7 093005-00-6 37
Abundance Scan 868 (12.008 min): BF082922.D (-866) (-) m/z 263.20 100.00%

263
57
5000
147 278

4l 161 185 203 219 1160 1180 12.00 12.20 12.40

235
ol 248 m/z 57.10 59.95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105177: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263

5000 L

278 11,60 11.80 12.00 12.20 12.40
57 147 m/z 278.20 22 .34%
219
ol 4 77 91 115129 | 161 185 203 ; 235 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
263
B
11.60 11.80 12.00 12.20 12.40
5000 m/z 147.10 21.18%
164
39 6275 100117 138 200 235
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96128: Iron, (.eta.-5-cyclopentadienyl)[(2-pyridyl)-.eta.... T
263 11. 60 11. 80 12. 00 12. 20 12. 40

m/z 264.20 17.24%

198
5000
172
39 56 75 89 115 131145158 \ A 235248 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12. 20 12. 40

o

8270-BF110715.M Mon Nov 16 18:04:14 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082922.D

Aca On : 14 Nov 2015 4:16

Operator : UM/I1Z

Sample : 64382-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.67 8.43 ng 426515 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
Abundance Scan 926 (12.671 min): BF082922.D (-923) (-) m/z 73.10 100.00%
43 7B
5000 AA,\MN_wvA,f\/\\A--Jk~—»¢fw
12.40 12.60 12:80 13.00
(o} m/z 43.10 94 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108841: Octadecanoic acid
43
5000 SR AR BN RN
12.40 12.60 12.80 13.00
2 m/z 60.05 85.12%
ok .1.2. I .‘l . le IHIAI‘I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
5 AR R BN BN B
12.40 12.60 12.80 13.00
5000 256 m/z 57.10 81.75%
129
27 97 213
) 115 157 185 227242
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid B A RRREE R
78 12.40 12.60 12.80 13.00
43 m/z 55.10 72.77%
0 SR AR BN BN
m/z--> 12.40 12.60 12.80 13.00

8270-BF110715.M Mon Nov 16 18:04:14 2015 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082922.D

Aca On : 14 Nov 2015 4:16

Operator : UM/I1Z

Sample : 64382-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.75 2.71 ng 137100 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 58
2 Oxan-4-one. 2-trifluoromethvl-2-... 212 C8H11F303 212615-80-0 38
3 2-Methvl-1-tetradecene 210 C15H30 052254-38-3 30
4 2.2-Dimethvl-1.3-butanediol 118 C6H1402 000076-35-7 27
5 Cyclopentanone, 2,2,5,5-tetramet... 140 C9H160 004541-35-9 27

Abundance Scan 933 (12.751 min): BF082922.D (-932) (-) m/z 56.10 100.00%

56
5000 41 212

12.40 12.60 12.80 13.00

145 165 185

0 m/z 57.10 49 _.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 4 L e
23 12.40 12.60 12.80 13.00
m/z 41.10 46.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
R e EEaE L
12.40 12.60 12.80 13.00
5000 41 m/z 212.15 45_17%

o 73 101 175143 167182197212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #63056: 2-Methyl-1-tetradecene R R AR
12.40 12.60 12.80 13.00

m/z 43.10 38.25%

5000

%

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082922.D

Aca On : 14 Nov 2015 4:16

Operator : UM/I1Z

Sample : 64382-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 3-Eicosene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.83 3.21 ng 162311 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 b5-Eicosene. (E)- 280 C20H40 074685-30-6 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 1-Tetracosanol 354 C24H500 000506-51-4 83
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 80
Abundance Scan 1027 (13.825 min): BF082922.D (-1025) (-) m/z 57.10 100.00%
57 83
181 207 233 281 13.60 13.80 14.00 14.20
o 163 200 m/z 55.10 91.70%
m/z--> 50 100 150 200 250 300 350
Abundance #106400: 3-Eicosene, (E)-
7
83
5000 LI B UL SURULE SO
29 m 13.60 13.80 14.00 14.20
m/z 83.10 89.40%
ol ‘ Ll I \\H |y 1139 167 196 224 250 280
m/z--> 50 100 150 200 250 300 350
Abundance
55
83 1360 13:80 14.00 14.20
5000 m/z 97.10 84 .13%
29 111
o 139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #121981: 1-Docosene AR Baa T e
5 13.60 13.80 14.00 14.20
o m/z 43.10 83.70%
5000
29
125
ol 7 \ J | 153 181 308
m/z--> 50 100 1&1,0 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA F\DATA\BF111315\

Data File : BF082922.D

Acq On - 14 Nov 2015 4:16 Instrument :
Operator : UM/I1Z BNA_F

Sample - G4382-05 ClientSampleld :
Misc : URS MW-11
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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... 4.98 15.4 ng 940401 1 6.81 1220750 20.0
unknown6 .59 6.59 72.5 ng 4425530 1 6.81 1220750 20.0
1-Hexanol, 2-ethyl- 6.89 2.9 ng 175703 1 6.81 1220750 20.0
unknown8.03 8.03 3.1 ng 239302 2 8.10 1535470 20.0
1-Adamantanol 8.62 2.8 ng 216528 2 8.10 1535470 20.0
unknown8 .83 8.83 4.5 ng 343311 2 8.10 1535470 20.0
unknown9 .06 9.06 2.4 ng 205202 3 9.85 1680770 20.0
unknown9 .49 9.49 2.4 ng 199182 3 9.85 1680770 20.0
unknown9.79 9.79 2.2 ng 188640 3 9.85 1680770 20.0
unknown10.21 10.21 2.3 ng 195588 3 9.85 1680770 20.0
Tetradecane 10.29 3.0 ng 251647 3 9.85 1680770 20.0
unknown10.35 10.35 2.1 ng 173838 3 9.85 1680770 20.0
Naphthalene, 1-(2... 10.46 2.3 ng 196093 3 9.85 1680770 20.0
n-Hexadecanoic acid 11.88 7.5 ng 515922 4 11.33 1381620 20.0
3,5-di-tert-Butyl... 12.01 7.3 ng 506199 4 11.33 1381620 20.0
Octadecanoic acid 12.67 8.4 ng 426515 5 13.97 1012280 20.0
Hexadecanoic acid... 12.75 2.7 ng 137100 5 13.97 1012280 20.0
3-Eicosene, (E)- 13.83 3.2 ng 162311 5 13.97 1012280 20.0
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