LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF110815\

Data File : BF082794.D

Aca On - 7 Nov 2015 7:10 Instrument :
Operator : UM/1Z BNA_F

Sample - G4259-02 ClientSampleld :
Misc - MW-01-110315
ALS Vial : 32 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 5.024 254 257 261 rVB 1284853 1569782 16.80% 2.213%
2 5.447 291 294 296 rBVY 4155876 3782891 40.49% 5.334%
3 6.476 381 384 386 rBY 3207366 2791750 29.88% 3.936%
4 6.613 393 396 399 rBVY 5978980 6069967 64.97% 8.559%
5 6.807 408 413 414 rBvV2 78202 109657 1.17% 0.155%
6 6.842 414 416 418 rVvVv 1319357 1573993 16.85% 2.219%
7 7.002 428 430 433 rBVY 4784463 5872959 62.86% 8.281%
8 7.413 462 466 468 rBY 5189866 5759813 61.65% 8.121%
9 7 .505 471 474 475 rVB 134224 153871 1.65% 0.217%
10 7 .550 475 478 481 rBV4 75545 113891 1.22% 0.161%

11 7.630 481 485 487 rBV2 109618 165573 1.77% 0.233%
12 7.790 496 499 501 rBV2 79301 128746 1.38% 0.182%
13 7.870 504 506 508 rBv2 218829 236846 2.53% 0.334%
14 8.053 519 522 523 rBVvV2 51120 99997 1.07% 0.141%
15 8.133 526 529 530 rVV 2624874 2330388 24.94% 3.286%

16 8.179 532 533 535 rvv 140939 197340 2.11% 0.278%
17 8.270 538 541 542 rvv2 91878 116093 1.24% 0.164%
18 8.328 544 546 548 rvv2 78995 115345 1.23% 0.163%
19 8.385 548 551 552 rVvB 244834 237712 2.54% 0.335%
20 8.430 562 555 557 rBvV3 45563 114000 1.22% 0.161%

21 8.522 561 563 565 rvB 132770 139030 1.49% 0.196%
22 8.613 566 571 572 rBV3 65203 177529 1.90% 0.250%
23 8.762 580 584 585 rBv2 75481 133863 1.43% 0.189%
24 8.796 585 587 589 rvB 292065 249295 2.67% 0.352%
25 8.979 598 603 606 rvB4 119482 308993 3.31% 0.436%

26 9.082 606 612 613 rBv4 90996 307857 3.29% 0.434%
27 9.219 621 624 625 rBVY 8058783 9343181 100.00% 13.174%
28 9.368 635 637 638 rvB 112083 101349 1.08% 0.143%
29 9.608 654 658 659 rBv2 238633 345919 3.70% 0.488%
30 9.882 680 682 685 rvB 1771079 2350073 25.15% 3.314%

31 10.111 698 702 703 rBV3 80070 131109 1.40% 0.185%
32 10.191 707 709 711 rvv3 127020 182632 1.95% 0.258%
33 10.271 714 716 718 rBV 52382 102647 1.10% 0.145%
34 10.442 729 731 732 rBV2 48319 94310 1.01% 0.133%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF110815\

Data File : BF082794.D

Aca On - 7 Nov 2015 7:10 Instrument :
Operator : UM/1Z BNA_F

Sample - G4259-02 ClientSampleld :
Misc - MW-01-110315
ALS Vial : 32 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 10.556 739 741 744 rBV3 57863 131270 1.40% 0.185%

36 10.614 744 746 748 rBV 286622 349060 3.74% 0.492%
37 10.682 748 752 754 rBV 3831487 5754633 61.59% 8.114%
38 10.899 769 771 774 rVB2 118343 154269 1.65% 0.218%
39 11.242 799 801 806 rvB2 93860 197378 2.11% 0.278%
40 11.368 810 812 814 rVvV 2781841 2304197 24.66% 3.249%

41 11.916 857 860 863 rBv2 435820 686291 7.35% 0.968%
42 12.077 871 874 878 rBv2 107772 180601 1.93% 0.255%
43 12.614 918 921 926 rBV3 65735 172091 1.84% 0.243%
44 12.694 926 928 934 rBV 618486 702789 7.52% 0.991%
45 12.785 934 936 939 rvB2 719782 872170 9.33% 1.230%

46 12.842 939 941 942 rBV 148420 152239 1.63% 0.215%
47 12.957 948 951 954 rBV 6054258 7681173 82.21% 10.830%
48 13.494 996 998 1001 rBV 759499 685264 7.33% 0.966%
49 13.540 1001 1002 1007 rVB2 87955 155499 1.66% 0.219%
50 13.871 1029 1031 1035 rBV 371828 429007 4_59% 0.605%

51 14.008 1040 1043 1045 rBV 1608863 2248886 24.07% 3.171%
52 14.191 1056 1059 1061 rBV 121417 145078 1.55% 0.205%
53 14.488 1084 1085 1090 rVB 101059 138959 1.49% 0.196%
54 14.797 1109 1112 1114 rVB 95529 133578 1.43% 0.188%
55 15.117 1138 1140 1142 rVB 100285 111869 1.20% 0.158%

56 15.425 1164 1167 1170 rBV 1325818 1687568 18.06% 2.379%
57 15.483 1170 1172 1175 rVB 86533 117039 1.25% 0.165%

58 16.386 1248 1251 1257 rVB2 48594 113476 1.21% 0.160%
59 17.403 1337 1340 1346 rVB4 40359 109128 1.17% 0.154%

Sum of corrected areas: 70921913
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA F\Data\BF110815\
Data File : BF082794.D

Aca On > 7 Nov 2015 7:10

Operator : UM/I1Z

Sample : 6G4259-02

Misc :

ALS Vial : 32 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

MW-01-110315

Abundance TIC: BF082794.D

8000000

6000000 6.61

5.45
4000000
6.48

2000000
5.02

7.00

7.41

8.13

0

2.50

3.00 3.50

4.00 4.50

5.00 5.50

Time--> 6.00

Abundance TIC: BF082794.D

8000000 9|22

12.96
6000000

10.68
4000000

11.37

2000000

13.49

14.01

13.8
14.19 14.49 14.80

12.50 13.00

11.50 12.00

10.50 11.00

9.50 10.00

Time--> 9.00

13.50

14.00 14.50

Abundance TIC: BF082794.D

8000000
6000000
4000000

2000000
15.43

.12 ;L48 16.39

17.40

0
Time-->

19.00 19.50

18.00 18.50

17.00 17.50

15.50 16.00 16.50

20.00

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF110815\

Data File : BF082794.D

Aca On - 7 Nov 2015 7:-10

Operator : UM/I1Z

a?ggle i 64259-02 MW-01-110315
ALS Vial : 32 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.

5.02 19.95 ng 1569780 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 257 (5.024 min): BF082794.D (-254) (-) m/z 43.10 100.00%
431
59.1
5000
O 450 480 5,00 520 540
83.1 : : : : :
S ..:|,....,~....',|....,....,....,....,....,29?-.1. m/z 59.10 62.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L R R
59.0 460 480 500 520 540
0
150 1010 m/z 101.10 20.18%
H\‘ i Tl 83'0 \‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
460 4.80 500 520 5.40
5000 500 m/z 58.05 15.60%
101.0
15.0 83.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R EA T
59.0 4.60 4.80 500 5.20 5.40
m/z 41.10 9.05%
5000
41.0
101.0
""?@p“hh"w‘“"|"'wt"'|'“'|""w"'|"“|"" RS RS RRRRS NS
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF110815\

Data File : BF082794.D

Aca On - 7 Nov 2015 7:-10

Operator : UM/I1Z

a?ggle i 64259-02 MW-01-110315
ALS Vial : 32 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 unknown6.61 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.61 77.13 ng 6069970 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
Abundance Scan 396 (6.613 min): BF082794.D (-393) (-) m/z 132.10 100.00%
13R.1
68.1
5000
w1 sar | o2 65 oh0 by 700
ekl el LT L 0811170 WL Tm/z 68.10  55.10%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR I L UL I
620 6.40 6.60 6.80 7.00
310 510 m/z 66.10 34 .38%
el 79.0 ‘
LR I UL UL IS IR RS IS SRS RRRRS SERES SRS SR

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

Abundance
132.0
R
6.20 6.40 6.60 6.80 7.00
5000 m/z 134.10 33.85%
33.0 44.0 00 105.0
60.0 ™% go.0 115.0
R R L BT e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE R e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 22.27%
5000
92.0
65.0
270 390 510 77 770 | 1080 44,
R L B I T A R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

8270-BF110715.M Thu Nov 19 05:39:36 2015 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF110815\

Data File : BF082794.D

Aca On - 7 Nov 2015 7:-10

Operator : UM/I1Z

a?ggle i 64259-02 MW-01-110315
ALS Vial : 32 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 4 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 14

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

7.87 2.03 ng 236846 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 87
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 81
3 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 81
4 Indan. 1l-methvl- 132 C10H12 000767-58-8 70
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 68

Abundance Scan 506 (7.870 min): BF082794.D (-504) (-) m/z 117.10 100.00%

11f.1

5000 1301
51 i | 7.60 7.80 8.00 8.20
39.1 : . . . .
ol t4rt 2071 1 Thyz 132.10 36.08%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13606: 1H-Indene, 2,3-dihydro-4-methyl-

117.0

7.60 7.80 8.00 8.20
m/z 115.10 29.75%

39.0 65.0 91.0 ‘
N PR VO TR I H“

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

Abundance
117.0
7.60 7.80 8.00 8.20
5000 m/z 131.10 23.85%
91.0 132.0
39.0 65.0
B B e e B I o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13605: 1H-Indene, 2,3-dihydro-5-methy!-
117.0 7.60 7.80 8.00 8.20
m/z 113.10 19.94%
5000 132.0

39.0 50 910 ‘
24.0 ‘ \‘u Il l ‘ ‘H ! A

m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF110815\

Data File : BF082794.D

Aca On - 7 Nov 2015 7:-10

Operator : UM/I1Z

a?ggle i 64259-02 MW-01-110315
ALS Vial : 32 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 13

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

8.38 2.04 ng 237712 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 97
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 87
3 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 Cl11H14 004175-53-5 83
4 Benzene. l-methvl-3-(1l-methvl-2-... 146 C11H14 052161-57-6 83
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 83

Abundance Scan 551 (8.385 min): BF082794.D (-548) (-) m/z 131.10 100.00%
131.1
5000
146.1
9.0 1151
511 8.00 820 8.40 8.60 8.80
20 el 2971 Tz 146.10 0 30.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20767: Naphthalene, 1,2,3,4-tetrahydro-1-methy!-
131.0
5000
146.0 8.00 820 8.40 8.60 8.80
9L0 .4 m/z 91.05 24 _.52%
'I“”%%?'b'???”H"k'lw"wlww'lfu"l'”'l""I"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
8.00 8.20 840 860 8.80
5000 146.0 m/z 115.10 19.13%
39.0 910 1150
'%+9”I"'ﬁ%Q'W""P"'P"'I”"I”"I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 R
Abundance #20742: 1H-Indene, 2,3-dihydro-1,3-dimethyl- M
131.0 8.00 820 8.40 8.60 8.80
m/z 117.05 17.07%
5000
146.0
91.0
390 a0 115‘3-0 A
[T PR PR TR ‘ Ll I,
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF110815\

Data File : BF082794.D

Aca On - 7 Nov 2015 7:-10

Operator : UM/I1Z

a?ggle i 64259-02 MW-01-110315
ALS Vial : 32 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 12

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

8.80 2.14 ng 249295 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 94
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 93
3 Benzene. (l-ethvl-2-propenvl)- 146 C11H14 019947-22-9 76
4 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100 017496-14-9 76
5 1H-Indene,2,3-dihydro-2,2-dimethyl- 146 C11H14 020836-11-7 70

Abundance Scan 587 (8.796 min): BF082794.D (-585) (-) m/z 131.10 100.00%
131.1
5000
105.1
51.0 /7.0 1741 007 1 8.40 8.60 8.80 9.00 9.20
: : m/z 118.10 72 .85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20766: Naphthalene, 1,2,3,4-tetrahydro-6-methy!-
131.0
5000
105.0 8.40 8.60 8.80 9.00 9.20
m/z 146.10 57 .18%
39.0 77.0 H 147.0
"'|"""|""'5'8|q"” \\ ”M |""I"l'I‘A'T""I""I""I""
m/z--> 20 40 100 120 140 160 180 200
Abundance
131.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 117.10 36.65%
105.0
o709 510 770 147.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #20725: Benzene, (1-ethyl-2-propenyl)- B mam e L S
118.0 8.40 8.60 8.80 9.00 9.20
m/z 105.10 32.37%
5000 91.0
51.0 146.0
70 | | b, | |
..W.W.W.J.WU... ,W..M.N:w...w...w...w.... M A At St
m/z--> 20 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA F\Data\BF110815\

BF082794.D

7 Nov 2015 7:10

umziz

64259-02 MW-01-110315
32 Sample Multiplier: 1

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

= 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 Naphthalene, 2-ethyl-1,2,3,... Concentration Rank 10

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

8.98 2.65 ng 308993 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-ethvl-1.2.3.4-tet... 160 C12H16 032367-54-7 83
2 Benzene. (3-methylcvclopentvl)- 160 C12H16 005078-75-1 58
3 Benzene. cvclohexvl- 160 C12H16 000827-52-1 49
4 Quinoxaline. 2-methvl-. 4-oxide 160 C9H8N20 018916-45-5 27
5 Naphthalene, 1,2-dihydro-6-methoxy- 160 C11H120 060573-58-2 25

Abundance Scan 603 (8.979 min): BF082794.D (-598) (-) m/z 131.10 100.00%
1 160.1
5000
8.60 8.80 9.00 9.20 9.40
: m/z 104.05 96.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29426: Naphthalene, 2-ethyl-1,2,3,4-tetrahydro-
104.0
131.0
160.0
5000
91.0 8.60 8.80 9.00 9.20 9.40
270 m/z 117.05 96.31%
M ‘\ 5]‘“\0 n 77“0 \“ M\ \‘H 145.0 |
miz-> 20 40 60 8 100 120 140 160 180
Abundance
104.0
8.60 880 9.00 9.20 9.40
5000 m/z 91.05 85.88%
91.0 1310 160.0
27.0 410 67.0 145.0
miz-> 20 40 60 8 100 120 140 160 180
Abundance #29385: Benzene, cyclohexyl- AL B S
104.0 8.60 8.80 9.00 9.20 9.40
91.0 160.0 m/z 160.10 80.66%
5000
39.0 77.0 118.0
as0 w0 L | weowse
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF110815\

Data File : BF082794.D

Aca On - 7 Nov 2015 7:-10

Operator : UM/I1Z

a?ggle i 64259-02 MW-01-110315
ALS Vial : 32 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 1-Naphthalenecarboxylic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.61 2.97 ng 349060 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxvlic acid. 5.... 176 C11H1202 004242-18-6 72
2 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 47
3 Benzene. (2-chloro-2-butenvI)- 166 C10H11ClI 054411-12-0 38
4 Benzene. (l.2-dicvclopropvl-2-ph... 262 C20H22 110330-90-0 38
5 Cinnamic acid, .alpha.,.beta.-di... 176 C11H1202 1000151-56-4 37

Abundance Scan 746 (10.614 min): BF082794.D (-744) (-) m/z 131.10 100.00%

13f.1

5000

10.20 10.40 10.60 10.80 11.00
m/z 176.10 58.47%

51.1

203.2220.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39811: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro-
131.0
5000 91.0
51.0 10.20 10.40 10.60 10.80 11.00
270 ‘ AL ‘ m/z 115.10 39.98%
m/z--> 6 80 100 120 140 160 180 200 220
Abundance
131.0
T T T
10.20 10.40 10.60 10.80 11.00
5000 91.0 176.0 m/z 158.10 33.14%
510 158.0
I LA o e e o e N R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32911: Benzene, (2-chloro-2-butenyl)-
131.0 10.20 10.40 10.60 10.80 11.00
m/z 129.10 28.88%
5000 91.0
70 51.0 166.0
b A M0 | (S
m/z--> 20 40 80 100 120 140 160 180 200 220 10. 20 10. 40 10. 60 10. 80 11. 00
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Library Search Compound Report

8270-BF110715.M Thu Nov 19 05:39:42 2015

Data Path : Z:\HPCHEM1\BNA F\Data\BF110815\

Data File : BF082794.D

Aca On - 7 Nov 2015 7:-10

Operator : UM/I1Z

a?ggle i 64259-02 MW-01-110315
ALS Vial : 32 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNISTO2.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 10 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.92 5.96 ng 686291 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81
Abundance Scan 860 (11.916 min): BF082794.D (-857) (-) m/z 73.10 100.00%
73.1
43.1
5000 129.1
97.1 213.2
| 157.2 185.1 | 2563 1160 11,80 12.00 12.20
— m/z 60.10 81.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 RS AR UAREE
129.0 nmnmnmnm
97.0 ] m/z 43.10 80.08%
L] 1570 1850
Illllll‘”ﬂlull\l IH‘ ‘HI‘H‘Ilulwlllwlllllll‘ll |‘||‘|‘|||‘| ||2|3|6'0||||‘|||
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 1160 11.80 12.00 1220
m/ 57.10 68.95Y%
5000 129.0 z 0
185.0 228.0
97.0
166.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 WJLJL
Abundance #65562: Tridecanoic acid B AREmmEEE R
430 | 730 11.60 11.80 12.00 12.20
: m/z 55.10 64 .95%
129.0
‘ 97.0 ‘ 171.0 214.0 w
) I Y P~ A B RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF110815\

Data File : BF082794.D

Aca On - 7 Nov 2015 7:-10

Operator : UM/I1Z

a?ggle i 64259-02 MW-01-110315
ALS Vial : 32 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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.69 6.25 ng 702789 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Undecane 156 Cl11H24 001120-21-4 11
5 Tetradecane, 2-methyl- 212 C15H32 001560-95-8 11
Abundance Scan 928 (12.694 min): BF082794.D (-926) (-) m/z 43.10 100.00%
431 730
129.1
o7l 185.2 DS BN SUNRN SURR SUR
: 241.3 12.40 12.60 12.80 13.00
157.1 ) 284.3
Ol HJLM&*W m/z 73.05 95.83%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0 T
nmnmnmwm
: : . : m/z 57.10 84 .44Y%
,1;3,9,‘,\”“\”, : :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
12.40 12.60 12,80 13.00
5000 129.0 m/z 60.05 T77.77%
970 199.0 242.0
157.0

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

i

Abundance #75071: Tetradecanoic acid e =
73.0 12.40 12.60 12.80 13.00
43.0 m/z 55.10 72.67%
5000 129.0
185.0 228.0
L |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF110815\

Data File : BF082794.D

Aca On - 7 Nov 2015 7:-10

Operator : UM/I1Z

a?ggle i 64259-02 MW-01-110315
ALS Vial : 32 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 Hexadecanoic acid, 1,1-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.79 7.76 ng 872170 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 91
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 64
4 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 43
5 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 40
Abundance Scan 936 (12.785 min): BF082794.D (-934) (-) m/z 56.10 100.00%
56.1
5000 !
212.2 2573 12.40 12.60 12.80 13.00 13.20
Obrrrprrreprs || “f,'.h..'. ..:-.-,.... ....,1.7.?'.1....,..‘!'.,....',....l....,....f???.? m/z 57.10 54.54%
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
56.0
5000 T T T T T T T T T T[T T T T T
29.0 12. 40 12. 60 12. 80 13. oo 13. 20
630 1290 m/z 43.10 42 .85%
\‘ h b 157.0 1850 2130 ‘ 25‘ 02810 312.0
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 360
Abundance
56.0
12.40 12.60 12.80 13.00 13.20
5000 m/z 41.10 36.96%
257.0
29.0 129.0
83.0 157.0 185.0 213.0 0830 312.0
R R R R s LA L R L LA AR RN RS LR RS AR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester AR B
57.0 12.40 12.60 12.80 13.00 13.20
m/z 55.10 31.16%
5000
239.0
290 85.0 129 0
| \ A il o 257:0,1850 2150 “ H 282.0 312.0
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 360 ' 12. 40 12. 60 12. 80 13. oo 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF110815\
Data File : BF082794.D

Aca On > 7 Nov 2015 7:10

Operator : UM/I1Z

Sample : 6G4259-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

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

TIC Library :
TIC Integration Parameters:

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

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, butyl ester

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.49 6.09 ng 685264 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 93
2 n-Butvl mvristate 284 C18H3602 000110-36-1 86
3 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 50
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 38
5 1-Pentadecene, 2-methyl- 224 C16H32 029833-69-0 37

Abundance Scan 998 (13.494 min): BF082794.D (-996) (-) m/z 56.10 100.00%
58.1
5000
129.1 L UL SULILN SULLLN SULRLE
185.2 o413 2853 13.20 13.40 13.60 13.80
ol .M, Wm-“:«. . .157.2. LAs2 e L 304 Tz 57.10 58.74%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56.0
5000 L N SN SUMN SULR
200 13.20 13.40 13.60 13.80
. 0
‘ gso 1290 i 285.0 m/z 43.10 41.39%
L h [ Ul 157070 721502400 | | 311.0340.0
m/z--> 50 100 150 200 250 300 '
Abundance
56.0
|13.20 13.40 13.60 13.80
0
5000 20,0 m/z 41.10 34.62%
129.0
185.0 284.0
B30 157.0 255.0
m/z--> 50 100 150 200 250 300 '
Abundance #21197: 1,3-Pentanediol, 2,2,4-trimethyl- Al B R
56.0 13.20 13.40 13.60 13.80
m/z 55.10 30.74%
5000
29.0‘ ”85.0
W‘JI‘ '“L J'%zgq LS UL S WU SR AU SR SUNILN U
m/z--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80

8270-BF110715.M Thu Nov 19 05:39:44 2015

MW-01-110315
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF110815\

Data File : BF082794.D

Aca On - 7 Nov 2015 7:-10

Operator : UM/I1Z

a?ggle i 64259-02 MW-01-110315
ALS Vial : 32 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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.82 ng 429007 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 87
3 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 87
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 81
5 Cyclohexadecane 224 C16H32 000295-65-8 78
Abundance Scan 1031 (13.871 min): BF082794.D (-1029) (-) m/z 57.10 100.00%
57.1
5000 7.1 \
SR AR BN BN U
39.2 13.60 13.80 14.00 14.20
0 ...-.,....',“.-.,.1?.1'.1,2.2]4.'?,2‘.37.'.2.,....,....,....,...., m/z 43.10 74.41%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0
5000 LRI SRR B S U
1360 13.80 14.00 14.20
m/z 55.10 60.86%
196.
1-5%-'?-. \\ h “3?9”,,“,‘ 280
m/z-> 0 50 200 250 300 350 400 450
Abundance
57.0
97.0 SR SR BN BN U
13.60 13.80 14.00 14.20
5000 m/z 71.10 58.98%
139.0
15.0 181.0 223.0 267.0306.0 348.0 390.0 434.0 490.0
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #129672: 1-Hexadecanesulfonyl chloride R B B Bt I EE
57.0 13.60 13.80 14.00 14.20
0 m/z 83.10 54 _.32%
- ‘[\J\_\»LM
L) 101810 2280 2710409
m/z—-> 0 50 100 150 2(')0 250 300 350 400 450 ' 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF110815\

Data File : BF082794.D

Acg On > 7 Nov 2015 7:10

Operator : UM/1Z

a?ggle i 64259-02 MW-01-110315
ALS Vial : 32 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... 5.02 19.9 ng 1569780 1 6.84 1573990 20.0
unknown6 .61 6.61 77.1 ng 6069970 1 6.84 1573990 20.0
1H-Indene, 2,3-di... 7.87 2.0 ng 236846 2 8.13 2330390 20.0
Naphthalene, 1,2,... 8.38 2.0 ng 237712 2 8.13 2330390 20.0
Naphthalene, 1,2,... 8.80 2.1 ng 249295 2 8.13 2330390 20.0
Naphthalene, 2-et... 8.98 2.6 ng 308993 2 8.13 2330390 20.0
1-Naphthalenecarb... 10.61 3.0 ng 349060 3 9.88 2350070 20.0
n-Hexadecanoic acid 11.92 6.0 ng 686291 4 11.37 2304200 20.0
Octadecanoic acid 12.69 6.3 ng 702789 5 14.01 2248890 20.0
Hexadecanoic acid... 12.79 7.8 ng 872170 5 14.01 2248890 20.0
Octadecanoic acid... 13.49 6.1 ng 685264 5 14.01 2248890 20.0
Ethanol, 2-(tetra... 13.87 3.8 ng 429007 5 14.01 2248890 20.0
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