LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\

Data File : BF078915.D

Aca On : 4 May 2015 13:34 Instrument :

Operator : TP/1Z E?Afs el
- _ lentosampleld :

a?ggle : G1999-05 S i

ALS Vial : 9 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-BF043015.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

1.656 38 41 44 rVB 524368 821766 27.35% 2.253%
1.770 49 51 55 rBvV 155069 218662 7.28% 0.599%
57 61 rvv 881474 1034115 34.42% 2.835%
1.907 61 63 81 rvVB 1104057 2569789 85.53% 7.045%
5.164 346 348 353 rVB 79686 100934 3.36% 0.277%

abrwWNPEF
=
o0}
W
(o0}
9}
a1

5.645 388 390 393 rVvB 738370 1036383 34.49% 2.841%
6.902 497 500 502 rBvV 772956 702520 23.38% 1.926%
514 517 rVB 2002069 1892448 62.99% 5.188%
7.359 537 540 542 rBV 587492 581745 19.36% 1.595%

QO ~NO®
\l
o
(9}
N
a1
=
N

1 7.542 554 556 558 rBV 2006132 1798916 59.87% 4.932%
11 7.782 573 577 579 rBvV2 76151 96702 3.22% 0.265%
12 8.045 598 600 603 rvB 1685061 1492464 49.67% 4.092%
13 8.159 607 610 612 rBvV2 45583 64641 2.15% 0.177%
14 8.205 612 614 617 rBV 77207 85853 2.86% 0.235%
15 8.285 619 621 622 rBvV 25352 41355 1.38% 0.113%
16 8.308 622 623 626 rVB 178335 141125 4._.70% 0.387%
17 8.525 638 642 647 rVB3 39343 96262 3.20% 0.264%
18 8.616 647 650 653 rBv 97371 122766 4_.09% 0.337%
19 8.811 663 667 670 rBvV 33041 85277 2.84% 0.234%

20 8.936 675 678 679 rvVv 714172 853227 28.40% 2.339%

21 8.971 679 681 682 rvVv 92691 125995 4._.19% 0.345%

22 8.993 682 683 687 rvB2 45311 53310 1.77% 0.146%
23 9.176 697 699 701 rVvB 178537 219518 7.31% 0.602%
24 9.245 701 705 706 rBV 70194 79746 2.65% 0.219%
25 9.416 717 720 722 rVB2 47273 74929 2.49% 0.205%
26 9.519 725 729 731 rBV 194339 232613 7.74% 0.638%
27 9.576 731 734 737 rVB3 41913 98598 3.28% 0.270%
28 9.633 737 739 741 rBV 173461 182463 6.07% 0.500%
29 9.713 743 746 748 rBV2 30348 43342 1.44% 0.119%
30 9.759 748 750 752 rVB 83965 86345 2.87% 0.237%
31 9.828 752 756 758 rBV2 35782 95736 3.19% 0.262%
32 9.942 764 766 767 rBvV2 37090 65384 2.18% 0.179%
33 9.965 767 768 773 rVB2 166571 237905 7.92% 0.652%
34 10.045 773 775 776 rBV 32863 54195 1.80% 0.149%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\

Data File : BF078915.D

Aca On : 4 May 2015 13:34 Instrument :

Operator : TP/1Z E?Afs el
- _ lentosampleld :

3?22Ie : G1999-05 S i

ALS Vial : 9 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-BF043015.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.079 776 778 779 rVvv3 47915 72784 2.42% 0.200%
36 10.102 779 780 781 rvV 56010 70096 2.33% 0.192%

37 10.136 781 783 784 rvv2 96221 104133 3.47% 0.285%
38 10.194 784 788 793 rvv5 71571 134757 4._.49% 0.369%
39 10.285 793 796 797 rvV 2108906 2943778 97.98% 8.070%
40 10.399 801 806 809 rBV3 70308 130899 4_36% 0.359%

41 10.456 809 811 814 rBV 96366 129367 4_.31% 0.355%
42 10.502 814 815 816 rvVv 54145 45980 1.53% 0.126%
43 10.525 816 817 819 rVB 99197 117623 3.91% 0.322%
44 10.594 819 823 826 rBV3 63788 155392 5.17% 0.426%
45 10.696 828 832 834 rvv4 194278 335830 11.18% 0.921%

46 10.742 834 836 838 rvv 62847 97175 3.23% 0.266%
47 10.856 842 846 848 rvv2 239041 412475 13.73% 1.131%
48 10.936 850 853 855 rBvV 395389 366442 12.20% 1.005%
49 11.108 866 868 870 rBV 1032131 1007175 33.52% 2.761%
50 11.154 870 872 875 rVB 166793 215189 7.16% 0.590%

51 11.245 879 880 883 rBv2 30681 42084 1.40% 0.115%
52 11.302 883 885 887 rvB3 55125 82301 2.74% 0.226%
53 11.371 887 891 893 rBV3 73163 133176 4.43% 0.365%
54 11.417 893 895 897 rBvV 86407 109362 3.64% 0.300%
55 11.451 897 898 901 rvB2 33115 48162 1.60% 0.132%

56 11.508 901 903 905 rBV 178751 240125 7.99% 0.658%
57 11.565 907 908 910 rVvB 67617 66320 2.21% 0.182%
58 11.611 910 912 914 rBV 85718 130817 4 _.35% 0.359%
59 11.645 914 915 921 rVB4 129850 244581 8.14% 0.671%
60 11.725 921 922 926 rBV2 73532 122177 4_.07% 0.335%

61 11.794 926 928 930 rVB 193125 242362 8.07% 0.664%
62 11.874 930 935 939 rBvV 436776 585687 19.49% 1.606%
63 11.942 939 941 943 rBV2 44037 65497 2.18% 0.180%
64 11.988 943 945 946 rvv2 31134 56108 1.87% 0.154%
65 12.034 946 949 951 rvv 655165 873803 29.08% 2.396%

66 12.091 951 954 956 rVV 1954448 2111549 70.28% 5.789%
67 12.125 956 957 963 rVB3 131224 267584 8.91% 0.734%
68 12.239 963 967 969 rBv4 59900 170121 5.66% 0.466%
69 12.342 973 976 978 rBV3 42450 87258 2.90% 0.239%
70 12.388 978 980 983 rBvV2 42828 81077 2.70% 0.222%

71 12.468 983 987 989 rVB3 49434 121142 4._.03% 0.332%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\

Data File : BF078915.D

Aca On : 4 May 2015 13:34 Instrument :

Operator : TP/1Z E?Afs el
- _ lentosampleld :

a?ggle : G1999-05 S i

ALS Vial : 9 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-BF043015.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 12.514 989 991 992 rBV 121779 138053 4_.59% 0.378%
73 12.582 995 997 999 rVvB 48950 55469 1.85% 0.152%
74 12.662 1001 1004 1006 rVB3 48313 88383 2.94% 0.242%
75 12.891 1022 1024 1027 rBV2 27031 41108 1.37% 0.113%
76 12.960 1027 1030 1032 rBV 902395 1014025 33.75% 2.780%
77 13.028 1034 1036 1039 rBV3 29003 65608 2.18% 0.180%
78 13.371 1064 1066 1068 rVB2 41522 42270 1.41% 0.116%

79 13.668 1090 1092 1094 rBV 185552 214377 7.14% 0.588%
80 13.920 1112 1114 1117 rVB3 60344 102878 3.42% 0.282%

81 14.263 1141 1144 1147 rBV2 47237 106012 3.53% 0.291%
82 14.445 1158 1160 1166 rVB3 36342 84729 2.82% 0.232%
83 14.548 1166 1169 1171 rBV2 46798 83619 2.78% 0.229%
84 14.651 1176 1178 1181 rBV 111910 152126 5.06% 0.417%
85 14.777 1187 1189 1191 rBV 320071 342259 11.39% 0.938%

86 14.868 1196 1197 1199 rVB 72001 66654 2.22% 0.183%
87 14.960 1202 1205 1207 rBV 2524673 3004509 100.00% 8.237%
88 15.668 1265 1267 1269 rBV2 203857 231106 7.69% 0.634%
89 15.726 1271 1272 1274 rVB 35040 44838 1.49% 0.123%
90 16.160 1307 1310 1312 rVB 68607 111580 3.71% 0.306%

91 16.286 1318 1321 1324 rBV 1018606 1085457 36.13% 2.976%
92 16.594 1346 1348 1352 rVB2 89411 107123 3.57% 0.294%

93 17.017 1383 1385 1388 rBV 53906 82814 2.76% 0.227%
94 17.451 1420 1423 1427 rVV2 64789 88629 2.95% 0.243%
95 17.543 1428 1431 1434 rVB2 33476 53359 1.78% 0.146%
96 17.874 1457 1460 1463 rBV2 48037 66084 2.20% 0.181%
97 18.149 1481 1484 1487 rBV 735251 1091091 36.32% 2.991%
98 18.309 1496 1498 1502 rBV 37207 57689 1.92% 0.158%
99 18.777 1536 1539 1542 rVB2 23976 43930 1.46% 0.120%

100 20.332 1671 1675 1680 rBV2 36841 103399 3.44% 0.283%

Sum of corrected areas: 36476595
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF050415\

BF078915.D

4 May 2015 13:34

TP/1Z

G1999-05

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BFO78915.D

5.64

5.16
A

7.06

6.90

7.54

7.36

1

Ot——
Time--> 1.

2.00 2.50

3.00 3.50 4.00

4.50 5.00 5.50

6.00

6.50

7.00

7.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BFO78915.D

10.28

12.09

13
§8.03 13.37 A

T
Time--> 8.00

Olr————

10.00 10.50 11.00 11.50 12.00

12.50

13.00

13.50

14.00

14.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BFO78915.D

14,96

16.29

18.15

16.59 17,02 1n4%4 17.87 ||1831  18.78

20.33

0b—
Time--> 1

18.00 18.50

19.00

17.00 17.50

5.00 15.50

16.00 16.50

19.50

20.00

20.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078915.D

Aca On : 4 May 2015 13:34

Operator : TP/1Z

Sample : 6G1999-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.84 35.55 ng 1034120 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 57 (1.838 min): BF078915.D (-55) (-) m/z 73.10 100.00%
73
5000 43
55 87 B |
1.60 1.80 2.00 2.20
0 ..,....,....,...3.3,|:.'..5,°..‘..6,0..‘??,'..-..,....,....,... m/z 43.10 37.92%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.60 1.80 2.00 2.20
55 87 m/z 55.10 28.88%
0 ‘%9 3 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
21 o 87 160 1.80 200 2.20
5000 m/z 87.10 24 .85%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl- AN
7B 1.60 1.80 2.00 2.20
m/z 41.05 13.13%
5000 43
58
29 8(
0"|"”|"Hh“"'H*"|”"|'”'|'*”|"'w""w"
m/z--> 10 20 30 40 50 60 70 80 90 100 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078915.D

Aca On : 4 May 2015 13:34

Operator : TP/1Z

Sample : 6G1999-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknown7.06 Concentration Rank 2

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

7.06 65.06 ng 1892450 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 514 (7.062 min): BF078915.D (-512) (-) m/z 132.00 100.00%
132
5000 68
96 U UL UL UL IR
42 54 78 06 6.80 7.00 7.20 7.40
01 e B m/z 68.10 42 .76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL LU UL IR
6.80 7.00 7.20 7.40
31 51 m/z 134.00 33.10%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.10 27 .94%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! A
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 17.36%
5000 98 116
| ...,...‘n,m..u“,.uh.,Mh..h,..“‘.,...¥5§...., 189 SN | Y A WS
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078915.D

Aca On : 4 May 2015 13:34

Operator : TP/1Z

Sample : 6G1999-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 15

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

9.18 5.15 ng 219518 Naphthalene-d8 8.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 90
2 Naphthl'l.2-bloxirene. l1la.2.3.7b-... 146 C10H100 002461-34-9 58
3 Naphthalene. 2-ethvl-1.2.3.4-tet... 160 C12H16 032367-54-7 47
4 2(1H)-Naphthalenone. 3.4-dihvdro- 146 C10H100 000530-93-8 43
5 Benzene, 3-cyclohexen-1-yl- 158 C12H14 004994-16-5 38

Abundance Scan 699 (9.176 min): BF078915.D (-697) (-) m/z 104.10 100.00%
4
5000
39 51 8.80 9.00 9.20 9.40 9.60
o SN VYUY ¥ m/z 146.10 39.75%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #20760: Naphthalene, 1,2,3,4-tetrahydro-2-methy!-
104
5000 146
91 8.80 9.00 9.20 9.40 9.60
27 39 5 117 131 m/z 91.10 37.54%
63 78
oL, |2 . Il‘ISI Ay ‘Iw " TR N “‘. L .‘l“. S R
m/z--> 0 20 40 80 100 120 140 160
Abundance
104
8.80 9.00 9.20 9.40 9.60
5000 146 m/z 131.10 20.94%
117
91
27 39 58 78 131
S L L S L W L UL UL S
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #29431: Naphthalene, 2-ethyl-1,2,3,4-tetrahydro-
104 8.80 9.00 9.20 9.40 9.60
m/z 115.10 18.53%
5000 131
o 160
27 39 g 78 117
I N PO fﬁ.‘.ﬂ‘,..‘;.,‘d. N T N A
m/z--> 0 20 40 80 100 120 140 160 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078915.D

Aca On : 4 May 2015 13:34

Operator : TP/1Z

Sample : 6G1999-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 14

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

9.52 5.45 ng 232613 Naphthalene-d8 8.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 2.3-dihvdro- 136 C8HS8S 004565-32-6 90
2 Benzolclthiophene. 1.3-dihvdro- 136 C8HS8S 002471-92-3 76
3 Benzene. (ethenvlthio)- 136 C8HS8S 001822-73-7 59
4 2-Hvdroxv-4-methvlbenzaldehvde 136 C8H802 000698-27-1 59
5 Benzaldehyde, 3-methoxy- 136 C8H802 000591-31-1 59

Abundance Scan 729 (9.519 min): BF078915.D (-725) (-) m/z 135.00 100.00%
135
5000 91
39 51 63 77 102 121 | 146 16 9.20 9.40 9.60 9.80
Obreprrrr el bt Al bt oot .'I.':,..!'.,....,.-...,. m/z 136.00 82.29%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15788: Benzo[b]thiophene, 2,3-dihydro-
135
5000 91 AR RN R
9.20 9.40 9.60 9.80
m/z 91.05 38.63%
I S i gl Uy M
Abundance
135
920 940 9.60 9.80
5000 m/z 131.10 24 .93%
&7 91
ol 27 39 51 g9 77 103111 121
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15786: Benzene, (ethenylthio)-
135 9.20 9.40 9.60 9.80
m/z 134.00 18.10%
91
5000
51
miz--> ”2'6”'35”21'0'”5'6'”6'6'”7'0'”5'0”"9'6"1'06"1'1'6”1'56"1':'36”1'4'16”1'5'36”1'%6'”" 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078915.D

Aca On : 4 May 2015 13:34

Operator : TP/1Z

Sample : 6G1999-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Benzene, pentamethyl- Concentration Rank 18

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

9.63 4.28 ng 182463 Naphthalene-d8 8.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 95
2 Benzene. 1.3-dimethvl-5-(1-methy... 148 C11H16 004706-90-5 87
3 Benzene. l1l-ethvl-2.4.5-trimethvl- 148 C11H16 017851-27-3 80
4 Benzene. l-ethvl-4-(l1-methvlethvIl)- 148 C11H16 004218-48-8 80
5 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 80

Abundance Scan 739 (9.633 min): BF078915.D (-737) (- m/z 133.10 100.00%
133
5000 148
91 o5 117
41 51 g5 77 160 9.40 9.60 9.80 10.00
oS IS SOUN VR N A m/z 148.10 41.29%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #21796: Benzene, pentamethyl-
133
5000 RN AR A R R
148 9.40 9.60 9.80 10.00
9 105115 m/z 91.05 17.65%
0 15 27 39 5\]\- 6\5 7\7\ ‘ ‘\\\ ‘ Il
s R da 8 e 1% Be e
Abundance
133
" '9.40 9.60 9.80 10.00
5000 m/z 145.10 16.22%
148
, 15 27 39 55 g5 77 91 105 317
o7
mz-> 0 20 40 60 80 100 120 140 160
Abundance #21832: Benzene, 1-ethyl-2,4,5-trimethyl-
133 9.40 9.60 9.80 10.00
m/z 117.05 15.70%
5000
148
105 119
L sz ®soes 7 % 7|
R Y 'e'o'"'s'o""166"'156"'1&6"'1&6' 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078915.D

Aca On : 4 May 2015 13:34

Operator : TP/1Z

Sample : 6G1999-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Benzene, 1-(1-methylethenyl... Concentration Rank 13

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

9.96 5.58 ng 237905 Naphthalene-d8 8.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-(l-methvlethenvl)-2-(... 160 C12H16 005557-93-7 76
2 Benzene. 1-(1-methvlethenvl)-3-(... 160 C12H16 001129-29-9 70
3 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 70
4 1H-Indene. 2.3-dihvdro-4.5.7-tri... 160 C12H16 006682-06-0 64
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 64

Abundance Scan 768 (9.965 min): BF078915.D (-767) (-) m/z 145.10 100.00%
145
5000 160

9.60 9.80 10.00 10.20

(o} m/z 160.10 48.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29468: Benzene, 1-(1-methylethenyl)-2-(1-methylethyl)-
145
5000
9.60 9.80 10.00 10.20
91 117 128 160 m/z 118.10 40.71%
41 51 65 77 | 105 “
0”P”w”“P”w“”ﬁ”wumpnwuupnqnupuq””.”wuupnwmu,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
145
9.60 9.80 10.00 10.20
5000 160 m/z 117.10 28.05%
a1 91 105 17
15 27 51 65 77 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29441: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)- B
145 9.60 9.80 10.00 10.20
m/z 115.05 22 .99%
5000 160

91 105115 130

Obrprerrprrbtprrrperetepve ettt e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9. 60 9. 80 10.00 10.20

8270-BF043015.M Tue May 05 12:32:38 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078915.D

Aca On : 4 May 2015 13:34

Operator : TP/1Z

Sample : 6G1999-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.70 6.67 ng 335830 Acenaphthene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1(2HY-Naphthalenone. 3.4-dihvdro... 160 C11H120 014944-23-1 97
2 1(2H)-Naphthalenone. 3.4-dihvdro... 160 C11H120 001590-08-5 83
3 1(2H)-Naphthalenone. 3.4-dihvdro- 146 C10H100 000529-34-0 76

4 Homophthalimide 161 C9H7NO2 004456-77-3 68
5 1H-2-Benzothiopyran-4(3H)-one 164 C9H80S 004426-76-0 59
Abundance Scan 832 (10.696 min): BF078915.D (-828) (-) m/z 118.00 100.00%
118
90
160
5000 145
63 AIIIIIIIIIIIIIIIIII
39 5 77 103 129 177 10.40 10.60 10.80 11.00
0 m/z 90.10 79.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29365: 1(2H)-Naphthalenone, 3,4-dihydro-3-methyl-
118
90
160
5000 145 L o e
10.40 10.60 10.80 11.00
39 63 m/z 160.10 52.51%
2r S LT e ) B
Ol et e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
118
90 160 10.40 10.60 10.80 11.00
5000 m/z 145.10 47 .30%
131 145
27 39 51 63 77 103
O T T S R = = = TSI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20668: 1(2H)-Naphthalenone, 3,4-dihydro-
118 10.40 10.60 10.80 11.00
m/z 89.00 34 .55%
90 146
5000
131
0 . A Y W A
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00

8270-BF043015.M Tue May 05 12:32:39 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078915.D

Aca On : 4 May 2015 13:34

Operator : TP/1Z

Sample : 6G1999-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Naphthalene, 1,4-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.86 8.19 ng 412475 Acenaphthene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
2 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 96
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 846 (10.856 min): BF078915.D (-842) (-) m/z 156.10 100.00%

141 136

5000

10.60 10.80 11.00 11.20

(o} m/z 141.05 83.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27171: Naphthalene, 1,4-dimethyl-
156
141
5000
10.60 10.80 11.00 11.20
m/z 155.10 32.93%
77 115 1o
0 15 27 39 51 63 | 89 102 ‘ iy I H
,,,,,,,,,,,,,, SRERATAEL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
156
141 10.60 10.80 11.00 11.20
5000 m/z 153.10 16.18%

5
15 27 39 51 63 77 gg qo 128

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27164: Naphthalene, 2,3-dimethyl-
141 1%6 10.60 10.80 11.00 11.20
m/z 115.10 15.07%
5000
o e 7 115 128
ST S8 N Y N V¥ PV LSS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10 60 10 80 11. 00 11. 20

8270-BF043015.M Tue May 05 12:32:40 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078915.D

Aca On : 4 May 2015 13:34

Operator : TP/1Z

Sample : 6G1999-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Naphthalene, 1,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.94 7.28 ng 366442 Acenaphthene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
3 Naphthalene. 1.2-dimethvl- 156 C12H12 000573-98-8 96
4 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 95
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 95
Abundance Scan 853 (10.936 min): BF078915.D (-850) (-) m/z 141.05 100.00%
141
156
5000
15 ¢
51 63 77 10.60 10.80 11.00 11.20
o e 52 Loz | 167178190 T Ee 0 73.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27192: Naphthalene, 1,4-dimethyl-
141 156
5000
10.60 10.80 11.00 11.20
115 m/z 115.05 21.12%
0 3 5163 g1z " |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
141 156
10,60 10.80 11.00 11.20
5000 m/z 155.10 15.50%
115
27 39 51 83 76 g9 5 128
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27182: Naphthalene, 1,2-dimethyl-
141 156 10.60 10.80 11.00 11.20
m/z 128.10 13.54%
5000
115
76
L5 27 3951 8 P g9 agp | M |
m/z--> 20 40 60 80 100 120 140 160 180 10,60 10.80 11.00 11.20

8270-BF043015.M Tue May 05 12:32:41 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078915.D

Aca On : 4 May 2015 13:34

Operator : TP/1Z

Sample : 6G1999-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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, 1,4,6-trimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.51 4.77 ng 240125 Acenaphthene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 97
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 96
3 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 95
4 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 95
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 76
Abundance Scan 903 (11.508 min): BF078915.D (-901) (-) m/z 170.10 100.00%
155 170
5000
179 192 11.20 11.40 11.60 11.80
o m/z 155.10 89.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #36210: Naphthalene, 1,4,6-trimethyl-
155
170
5000
11.20 11.40 11.60 11.80
115 128 m/z 147.10 43.19%
63 77 141
ol— |4|0| I5J:||.| I \;‘I .‘l‘l“l‘8.‘9. .1|Q.2. .‘. I .“.‘ — ‘I“' ; ‘H‘l I .“.M. T
m/z--> 40 60 80 100 120 140 160 180
Abundance
155 170
1120 11,40 11.60 11.80
5000 m/z 153.10 21.73%
115 128
. 51 76 85 103 141
miz--> 0 60 8 100 120 140 160 180
Abundance #36209: Naphthalene, 1,4,5-trimethyl-
155 11.20 11.40 11.60 11.80
170 m/z 152.10 18.99%
5000
115 128 ‘
51 63 76 141
ol— .‘:’1. .“. ; I‘h" Iml\lul\ggl .]-lc‘).z. .‘. I .‘U — ‘I“' ; \l‘l I IHI‘ ‘. T
m/z--> 40 60 80 100 120 140 160 180 11.20 11.40 11.60 11.80

8270-BF043015.M Tue May 05 12:32:42 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078915.D

Aca On : 4 May 2015 13:34

Operator : TP/1Z

Sample : 6G1999-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Azulene, 4,6,8-trimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.65 4.86 ng 244581 Acenaphthene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene. 4.6.8-trimethvl- 170 C13H14 000941-81-1 96
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 89
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 76
4 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 64
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 64
Abundance Scan 915 (11.645 min): BF078915.D (-914) (-) m/z 155.10 100.00%
185 170
5000
40 105115 15g
91 139 181 11.40 11.60 11.80 12.00
of m/z 170.10 91.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36205: Azulene, 4,6,8-trimethyl- .
155 170
5000
11.40 11.60 11.80 12.00
m/z 161.10 39.65%
115 128
A S R (R
mz-> 20 40 60 80 100 120 140 160 180
Abundance
155 170
11/40 11.60 11.80 12.00
5000 m/z 153.05 22 .22%
39 51 63 76 g5 , 115 128 149
O R e e e B [ e e
mz-> 20 40 60 80 100 120 140 160 180
Abundance #36210: Naphthalene, 1,4,6-trimethyl-
155 11.40 11.60 11.80 12.00
170 m/z 148.10 19.54%
5000
115 128 141
63 77
0 |... |4|0| Iﬁ:lll I \;‘I .‘l‘ IHI‘8|9| .1|Q.2. ; ‘. I .“.‘. -‘|“- .‘H‘l I .“.M. T
m/z--> 20 40 60 80 100 120 140 160 180 11.40 11.60 11.80 12.00

8270-BF043015.M Tue May 05 12:32:43 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078915.D

Aca On : 4 May 2015 13:34

Operator : TP/1Z

Sample : 6G1999-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 1-Isopropenylnaphthalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.87 11.63 ng 585687 Acenaphthene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Isopropenvlnaphthalene 168 C13H12 001855-47-6 76
2 1.17-Biphenvl. 2-methvl- 168 C13H12 000643-58-3 60
3 Naphthalene. 2-(1l-methvlethenvl)- 168 C13H12 003710-23-4 59
4 Naphthalene. 1-(2-propenvl)- 168 C13H12 002489-86-3 50
5 1,1"-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 49
Abundance Scan 935 (11.874 min): BF078915.D (-930) (-) m/z 168.10 100.00%
168
153
5000
82 o 115 154139 11,60 11.80 12,00 12.20
0 m/z 153.05 71.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34868: 1-Isopropenylnaphthalene
153
168
5000
11.60 11.80 12.00 12.20
m/z 167.10 58.38%
oL 27 3 5L 84y B gy 1us126 139 ) |
mz-> 20 40 60 8 100 120 140 160 180
Abundance
168
11.60 11.80 12.00 12.20
5000 m/z 165.10 42 .55%
153
83
0 28 39 51 63 73 102 115 128 141
mz-> 20 40 60 8 100 120 140 160 180
Abundance #34882: Naphthalene, 2-(1-methylethenyl)-
168 11.60 11.80 12.00 12.20
m/z 152.10 38.96%
5000 153
128
oL 15 27 39 51 63 738 101 115 | 141 | I
m/z--> 20 40 60 80 100 120 140 160 180 ' 11.60 11.80 12.00 12.20

8270-BF043015.M Tue May 05 12:32:44 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078915.D

Aca On : 4 May 2015 13:34

Operator : TP/1Z

Sample : 6G1999-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Benzene, (1-methyl-1-butenyl)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.03 17.23 ng 873803 Phenanthrene-d10 12.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1-methvl-1-butenvl)- 146 C11H14 053172-84-2 53
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 47
3 Benzene. (2-chloro-2-butenvl)- 166 C10H11ClI 054411-12-0 43
4 1-Naphthalenecarboxvlic acid. 5.... 176 C11H1202 004242-18-6 42
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 40

Abundance Scan 949 (12.034 min): BF078915.D (-946) (-) m/z 131.10 100.00%
131
5000 176
oL 115 158
39 51 63 77 11.80 12.00 12.20 12.40
0 A48 b 290 206 Tz 176.10 49.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20719: Benzene, (1-methyl-1-butenyl)-
131
91
5000
146 11.80 12.00 12.20 12.40
39 51 77 115 m/z 115.05 34 .85%
27 ‘ 63 103 ‘ ‘
0 ”1§| .‘...‘l‘. .‘:‘.,“l“. .“l“‘luu‘lul“k‘...“l .‘Hl.lu“...l....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
" 11.80 12.00 12.20 12.40
5000 m/z 158.10 27 .54%
146
o1 118
27 39 51 65 77 104
O T T T T T T T T T
miz--> 20 40 60 8 100 120 140 160 180 200
Abundance #32911: Benzene, (2-chloro-2-butenyl)-
131 11.80 12.00 12.20 12.40
m/z 91.10 25.16%
5000 91
115 166
39 91 g5 45
0 ..1.5,.‘...“,..“:‘.,“l‘..‘.“,..‘:.1,?;3..‘.,.‘l“l.,.l.‘g.l.,.‘l..,....,.... R
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40

8270-BF043015.M Tue May 05 12:32:44 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078915.D

Aca On : 4 May 2015 13:34

Operator : TP/1Z

Sample : 6G1999-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Tridecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.67 4.23 ng 214377 Phenanthrene-d10 12.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Pentadecanoic acid 242 C15H3002 001002-84-2 52
Abundance Scan 1092 (13.668 min): BF078915.D (-1090) (-) m/z 73.00 100.00%
43 50 7B
5000 129
85
97 213 Tror[rrrrrrrrprrrrprorrr
YO | 143157171185 o 027 256 13.40 13.60 13.80 14.00
0 m/z 43.05 87 .54Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
60 73
43
5000 LN BN SRR BRI R
29 anmnmmm
115 2 171 214 m/z 60.00  82.90%
0 ,....,.....,....,....,....ﬁ%?}??....1§?}97.... S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 o 73
13.40 13.60 13.80 14.00
5000{ 29 m/z 57.10 73.90%
129
85 256
. 98 115 143157171185199213227239
m/z--> ﬁo Jo éo éo 160 150 110 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid B A R e S
60 78 13.40 13.60 13.80 14.00
43 m/z 55.10 72.47%
5000 129
185 228
8 115 | 1435171
Ol ||||||| \M‘ ?‘ H‘ MI\ |‘||fl-|5|7|||| |‘||1|99||2:|L|3||‘||||||||| S — S —
m/z--> 20 80 100 120 140 160 180 200 220 240 260 13. 40 13 60 13. 80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078915.D

Aca On : 4 May 2015 13:34

Operator : TP/1Z

Sample : 6G1999-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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, butyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.78 6.31 ng 342259 Chrysene-di12 16.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 87
3 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 35
4 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 32
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 30

Abundance Scan 1189 (14.777 min): BF078915.D (-1187) (-) m/z 56.10 100.00%
56
5000
129 239 257
3 || ”| l 157 185 213 a1 14.40 14.60 14.80 15.00
Obrrrprrrel el el l'l-........,:...-,..=.,.'...,...'.,....,....'....,....,...., m/z 57.10 55.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124071: Hexadecanoic acid, buty| ester
56
5000 AR AR AR
a1 257 mmmmmmmm
3 129 239 m/z 43.10 38.65%
oL ‘ | h H‘ " H\l 2 157 185 2 e ‘ 283 312
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280 360
Abundance
56
14.40 14.60 14.80 15.00
5000 41 m/z 41.10 34.12%
73
. 971151 157 185 213 239257 Lo 3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45608: Decane, 2,2,3-trimethyl- A REEE RS
57 14.40 14.60 14.80 15.00
m/z 55.10 28.73%
5000
41
85 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. 40 14. 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078915.D

Aca On : 4 May 2015 13:34

Operator : TP/1Z

Sample : 6G1999-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 20 Octadecanoic acid, butyl ester Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
15.67 4.26 ng 231106 Chrysene-di12 16.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 n-Butvl mvristate 284 C18H3602 000110-36-1 90
3 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 38
4 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 38
5 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 38

Abundance Scan 1267 (15.668 min): BF078915.D (-1265) (-) m/z 56.05 100.00%
56
5000 J\_
| I

73
o 129
157 185 55 241 267285

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
5000
29 129
285
185 267
L 2 g = g e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

15.40 15.60 15.80 16.00

m/z 57.10 57 .88%

-

15.40 15. 60 15. 80 16.00

m/z 43.05 45 _.52%

%

56
R R AR RS B
15.40 15.60 15.80 16.00
5000 m/z 41.10 37.67%
229
73
101 129 185 211 284
o 39 157 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #6552: 1-Hexene, 2,5-dimethyl- R B LA M e e
56 15.40 15.60 15.80 16.00
m/z 55.05 30.95%
112
77 95
0 ﬂ”Lu S —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

15.40 15. 60 15. 80 16.00

8270-BF043015.M Tue May 05 12:32:47 2015

Page: 20



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050415\

Data File : BF078915.D

Acq On > 4 May 2015 13:34 Instrument :
Operator : TP/1Z BNA_F

Sample - 61999-05 ClientSampleld :
Misc : OWL-C7-GW.
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
Butane, 2-methoxy... 1.84 35.5 ng 1034120 1 7.36 581745 20.0
unknown7 .06 7.06 65.1 ng 1892450 1 7.36 581745 20.0
Naphthalene, 1,2,... 9.18 5.2 ng 219518 2 8.94 853227 20.0
Benzo[b]thiophene. .. 9.52 5.5 ng 232613 2 8.94 853227 20.0
Benzene, pentamet. .. 9.63 4.3 ng 182463 2 8.94 853227 20.0
Benzene, 1-(1-met... 9.96 5.6 ng 237905 2 8.94 853227 20.0
1(2H)-Naphthaleno... 10.70 6.7 ng 335830 3 11.11 1007180 20.0
Naphthalene, 1,4-... 10.86 8.2 ng 412475 3 11.11 1007180 20.0
Naphthalene, 1,3-... 10.94 7.3 ng 366442 3 11.11 1007180 20.0
Naphthalene, 1,4,... 11.51 4.8 ng 240125 3 11.11 1007180 20.0
Azulene, 4,6,8-tr... 11.65 4.9 ng 244581 3 11.11 1007180 20.0
1-Isopropenylnaph... 11.87 11.6 ng 585687 3 11.11 1007180 20.0
Benzene, (1-methy... 12.03 17.2 ng 873803 4 12.96 1014030 20.0
Tridecanoic acid 13.67 4.2 ng 214377 4 12.96 1014030 20.0
Hexadecanoic acid... 14.78 6.3 ng 342259 5 16.29 1085460 20.0
Octadecanoic acid... 15.67 4.3 ng 231106 5 16.29 1085460 20.0
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