LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084809.D

Aca On : 4 Feb 2016 2:44

Operator =: SJ/1Z

Sample : H1312-03

Misc :

ALS Vial : 22 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-BF020116.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.144 176 180 184 rBvV2 62788 137433 2.31% 0.200%
2 4.841 239 241 250 rVB 1128992 1986282 33.40% 2.883%
3 5.287 277 280 282 rBVY 4833865 5233837 88.01% 7 .598%
4 5.950 335 338 340 rBY 2078364 2179520 36.65% 3.164%
5 6.110 349 352 355 rBV 55028 89681 1.51% 0.130%
6 6.339 369 372 374 rBVY 4397398 4966075 83.50% 7.209%
7 6.373 374 375 377 rVw 185167 192256 3.23% 0.279%
8 6.453 380 382 385 rVB 4523761 4850226 81.56% 7.041%
9 6.681 400 402 404 rBV 1244879 1100896 18.51% 1.598%
10 6.773 407 410 412 rVV 4242115 4698589 79.01% 6.821%
11 6.807 412 413 414 rVvV 82890 61601 1.04% 0.089%

12 6.841 414 416 419 rVB 4106603 3755535 63.15% 5.452%
13 7.116 434 440 445 rVB 78085 102943 1.73% 0.149%
14 7.253 449 452 454 rBV 2670712 3206535 53.92% 4 _.655%
15 7.367 458 462 467 rVvVv 44026 73249 1.23% 0.106%

16 7.722 489 493 495 rBvV2 108890 144714 2.43% 0.210%
17 7.882 505 507 509 rBvV 64245 69711 1.17% 0.101%
18 7.973 513 515 520 rVvB2 1635073 2138771 35.96% 3.105%
19 8.682 575 577 579 rBV 174339 162954 2.74% 0.237%
20 8.785 584 586 588 rvB 100597 89610 1.51% 0.130%

21 9.059 606 610 612 rBV 4950716 5947104 100.00% 8.633%
22 9.379 636 638 640 rBvV 58751 80835 1.36% 0.117%
23 9.447 642 644 647 rBvV 722609 748905 12.59% 1.087%
24 9.722 665 668 670 rBY 1791869 1694929 28.50% 2.460%
25 9.756 670 671 673 rVB 241304 178676 3.00% 0.259%

26 9.928 683 686 688 rBvV 211328 188380 3.17% 0.273%

27 10.133 701 704 706 rBvV2 35284 80442 1.35% 0.117%
28 10.168 706 707 709 rvB 103636 77258 1.30% 0.112%
29 10.270 714 716 718 rBV 270554 274397 4.61% 0.398%
30 10.385 724 726 728 rBV2 41638 60397 1.02% 0.088%
31 10.430 728 730 732 rVB 48340 69381 1.17% 0.101%

32 10.510 734 737 739 rBV 3422735 3545869 59.62% 5.147%
33 10.636 746 748 752 rVB 125715 155032 2.61% 0.225%
34 10.808 761 763 765 rBV 48693 92471 1.55% 0.134%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084809.D

Aca On : 4 Feb 2016 2:44

Operator =: SJ/1Z

Sample : H1312-03

Misc :

ALS Vial : 22 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.968 772 777 780 rBV6 34768 113134 1.90% 0.164%

36 11.093 786 788 793 rvB2 118325 210351 3.54% 0.305%
37 11.196 795 797 799 rBV 1152027 2149483 36.14% 3.120%
38 11.276 801 804 806 rvv 461892 428690 7.21% 0.622%
39 11.322 806 808 810 rvv2 148063 205395 3.45% 0.298%
40 11.436 814 818 819 rvv 170174 163257 2.75% 0.237%

41 11.505 822 824 828 rvv3 40644 103068 1.73% 0.150%
42 11.699 839 841 842 rBV 206174 195015 3.28% 0.283%
43 11.733 842 844 847 rvV 215354 325465 5.47% 0.472%
44 11.779 847 848 849 rvv 128503 96824 1.63% 0.141%
45 11.813 849 851 852 rvv 284658 335056 5.63% 0.486%

46 11.916 856 860 861 rBv4 50572 114834 1.93% 0.167%
47 11.939 861 862 864 rvB2 53763 60911 1.02% 0.088%
48 11.996 864 867 870 rBv2 108529 154559 2.60% 0.224%
49 12.053 870 872 876 rVB 301085 286249 4.81% 0.416%
50 12.145 878 880 882 rBvV 542802 510351 8.58% 0.741%

51 12.202 882 885 886 rBv2 61861 84251 1.42% 0.122%
52 12.248 887 889 891 rBvV 101637 132256 2.22% 0.192%
53 12.339 895 897 901 rvB4 47595 87221 1.47% 0.127%

54 12.408 901 903 905 rBvV 983036 839918 14.12% 1.219%
55 12.453 905 907 910 rVB 686311 610178 10.26% 0.886%

56 12.636 920 923 924 rBV 806353 900190 15.14% 1.307%
57 12.796 934 937 939 rVB 4394979 5279078 88.77% 7.663%
58 12.854 939 942 946 rBv4 45710 100424 1.69% 0.146%
59 12.922 946 948 950 rvv 1196597 1023693 17.21% 1.486%
60 12.968 950 952 954 rVB 174852 181584 3.05% 0.264%

61 13.036 956 958 959 rBV 131330 157199 2.64% 0.228%
62 13.071 959 961 962 rBV 106986 132589 2.23% 0.192%
63 13.162 967 969 970 rVB 59833 60910 1.02% 0.088%
64 13.288 978 980 982 rvVv 161094 189340 3.18% 0.275%
65 13.368 985 987 992 rvv3 41501 119791 2.01% 0.174%

66 13.448 992 994 995 rvv2 47793 67725 1.14% 0.098%
67 13.482 995 997 1003 rVB5 75384 139892 2.35% 0.203%
68 13.585 1003 1006 1007 rBV 55082 91849 1.54% 0.133%

69 13.608 1007 1008 1013 rvv4 73283 161954 2.72% 0.235%
70 13.711 1015 1017 1024 rVVv2 219614 383262 6.44% 0.556%

71 13.836 1024 1028 1032 rVV2 1176231 1997272 33.58% 2.899%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084809.D

Aca On : 4 Feb 2016 2:44

Operator =: SJ/1Z

Sample : H1312-03

Misc :

ALS Vial : 22 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-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 13.928 1034 1036 1040 rVB2 58825 105372 1.77% 0.153%
73 14.214 1059 1061 1063 rVB 52806 66563 1.12% 0.097%
74 14.385 1075 1076 1078 rVB 152445 116757 1.96% 0.169%
75 14.591 1092 1094 1099 rBV3 78554 108680 1.83% 0.158%

76 14.831 1112 1115 1119 rBV 140078 259512 4_36% 0.377%
77 15.094 1136 1138 1141 rVV 88391 108190 1.82% 0.157%
78 15.151 1141 1143 1146 rVV 147692 175522 2.95% 0.255%
79 15.208 1146 1148 1155 rVB 837818 1013454 17.04% 1.471%

80 16.065 1221 1223 1230 rVB4 23915 68409 1.15% 0.099%

81 16.488 1257 1260 1264 rVV2 46825 90294 1.52% 0.131%

82 16.877 1291 1294 1299 rVB 37547 84031 1.41% 0.122%

83 17.185 1318 1321 1330 rVB5 20243 62085 1.04% 0.090%
Sum of corrected areas: 68886581
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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\BF020316\

BF084809.D

4 Feb 2016 2:44

SJ/1Z

H1312-03

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF084809.D

529
6.3

o

4.84 6.68

4.14 6.11

0
Time-->

4.50

5.00

5.50

Abundance

4000000

3000000

2000000

V.97

1000000

0

TIC: BF084809.D

10.51

9.72
12.92

T
Time--> 8.00

10.50 11.00 11.50

12.00

12.50

Abundance

4000000

3000000

2000000

13.84
1000000

3%1MF$M%M&1%&

TIC: BF084809.D

15.21

16.07 16.49 16.88 17.19

0
Time-->

14

17.50 18.00 18.50

16.50 17.00

.00 14.50

15.00 15.50 16.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084809.D

Aca On : 4 Feb 2016 2:44

Operator : SJ/1Z

Sample : H1312-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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-Pentene, 3,4-dimethyl-, (E)- Concentration Rank 12

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

4.14 2.50 ng 137433 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3.4-dimethvl-. (B)- 98 C7H14 004914-92-5 90
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 87
3 2-Pentene. 3.4-dimethvl- 98 C7H14 024910-63-2 86
4 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 86

Abundance Scan 180 (4.144 min): BF084809.D (-176) (-) m/z 55.10 100.00%
55 83
5000 43
98
I 207 380 400 420 4.40
e s m/z 83.10 95.02%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)-
55 83
41
5000 USSR SIS
27 98 3.80 4.00 4.20 4.40
0
15 ‘ 60 m/z 43.10 42 .75%
'“L|“”'T'“H|JL'Fl”'l'“'l'“'l'“'l'“'l'“'l'”'
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
55 83
380 4.00 420 440
5000 43 m/z 98.10 33.22%
98
29
67
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3291: 2-Pentene, 3,4-dimethyl- R e
55 83 3.80 4.00 4.20 4.40
m/z 39.10 28.77%
5000 4
27 98
LI SULLL IULELL S SURLEL WAL DL B B L B ey
m/z--> 200 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084809.D

Aca On : 4 Feb 2016 2:44

Operator : SJ/1Z

Sample : H1312-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.84 36.08 ng 1986280 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 241 (4.841 min): BF084809.D (-239) (-) m/z 43.05 100.00%
43
59
5000
1o 460 480 5.00 520
S ¥ Y Y- . NN B -y =" o - 3
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 5.00 520
m/z 101.10 18.03%
15 31 101
| 25 7 37, 53, 83
miz--> 5 % m k% & B % % 1% 1
Abundance
43
- " 4.60 480 5.00 520
5000 m/z 58.10 15.27%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T ...
50 460 4.80 500 5.20
m/z 41.10 9.08%
5000 41
31
| LT
T "|'}§'|' 'ﬂll""hl""lé?ukl' "ﬂl""l "j'l"'g?l""l'
m/z--> 10 20 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084809.D

Aca On : 4 Feb 2016 2:44

Operator : SJ/1Z

Sample : H1312-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 _alpha.-Pinene Concentration Rank 4

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

5.95 39.60 ng 2179520 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 94
2 Bicvclol4.1.01hept-3-ene. 3.7.7-... 136 C10H16 000498-15-7 91
3 1.4-Cvclohexadiene. 1-methvl-4-(... 136 C10H16 000099-85-4 91
4 Tricvclol2.2.1.0(2.6)1heptane. 1... 136 C10H16 000508-32-7 91
5 1S-.alpha.-Pinene 136 C10H16 007785-26-4 90

Abundance Scan 338 (5.950 min): BF084809.D (-335) (-) m/z 93.10 100.00%
<B
5000
77 N
|4|1 53 67 “ o |l 103 1T1 136 560 580 600 620
R Y NS 1 L2 N F AP N m/z 91.10 42.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15153: .alpha.-Pinene
93
5000 LA UL R RS B
5.60 5.80 6.00 6.20
0,
2‘7 ‘4‘1 e . H 105 12‘1 - m/z 92.10 37.18%
\ L il | | L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

93

5.60 5.80 6.00 6.20
5000 m/z 77.10 29._.49%

41 7 121 136
105

15 2 B0 | ea

mmmmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15330: 1,4-Cyclohexadiene, 1-methyl-4-(1-methylethyl)- B R

93 5.60 5.80 6.00 6.20

m/z 79.10 24 _.51%

5000 77
121 136

27 65 ‘ 105 ‘
" H\ 1158 ] sl

S S N IS U /W17 NSO SR S | S

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 580 600 6.20

8270-BF020116.-M Thu Feb 04 15:32:37 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084809.D

Aca On : 4 Feb 2016 2:44

Operator : SJ/1Z

Sample : H1312-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown6.45 Concentration Rank 1

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

6.45 88.11 ng 4850230 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 382 (6.453 min): BF084809.D (-380) (-) m/z 132.00 100.00%
5000 68
40 54 % J 620 6.40 6.60 6.80
7 ) . . .
Qe |sus | w/z 68.10  45.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 USSR S SRR S
6.20 6.40 6.60 6.80
m/z 134.00 33.28%

| oy |

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

Abundance
57 132
T e e e
74 6.20 6.40 6.60 6.80
5000 gg 116 m/z 66.05 29.67%
89 | 107 158 189
e o L o T S
mz--> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A EaEm e
132 6.20 6.40 6.60 6.80
m/z 69.10 19.44%
117
5000
a0 91
27 7 51 65 77 ‘ 105 ‘
,.h..f.NM.VW..JH.u:.,ﬂ..l\.P‘.,....,....,.... ettt e et
mz--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084809.D

Aca On : 4 Feb 2016 2:44

Operator : SJ/1Z

Sample : H1312-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 2

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

6.77 85.36 ng 4698590 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-4-(l-methvleth... 134 C10H14 000099-87-6 95
2 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
3 Benzene. 1-methvl-2-(l-methvleth... 134 C10H14 000527-84-4 94
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91

Abundance Scan 410 (6.773 min): BF084809.D (-407) (-) m/z 119.10 100.00%
119
5000
91 134
e
4 51 65 77 103 6.40 6.60 6.80 7.00
..,....,....,....','....,....,..'..,...'.,.8.4..,:-...,.':-.1.}9.'.|:I..1.2]7,..'..,... m/z 134.10 27.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14399: Benzene, 1-methyl-4-(1-methylethyl)-
119
5000 USRI SRS L I I
91 6.40 6.60 6.80 7.00
- 134 m/z 91.10 26.77%
39
'W'%?'P'??I”"w'”'?%'?ﬁ'U'W"JIP"'I”"??E'I'”Ll'”'l'”'l'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
6.40 6.60 680 7.00
5000 m/z 117.10 15.62%
91
134
wwwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 i
Abundance #14404: Benzene, 1-methyl-2-(1-methylethyl)- S REamnrE B
119 6.40 6.60 6.80 7.00

m/z 120.05 10.43%

5000

134
91

41 65 77
2r - stesy 1 127

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084809.D

Aca On : 4 Feb 2016 2:44

Operator : SJ/1Z

Sample : H1312-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Phenanthrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.73 3.03 ng 325465 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 96
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
3 1H-Cvclopropal llphenanthrene.la.... 192 C15H12 000949-41-7 95
4 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 94
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93

Abundance Scan 844 (11.733 min): BF084809.D (-842) (-) m/z 192.10 100.00%

192

5000
3050 63 83 % 115128130151 0 11Ul o0 57 11.40 1160 11.80 12.00 _
0 m/z 191.10 58.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50623: Phenanthrene, 1-methyl-
192
5000

11.40 11.60 11.80 12.00
m/z 189.10  29.26%

165
27 3950 63 74 85 96 115126139 152 | 176

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

192

11.40 11.60 11.80 12.00
5000 m/z 193.10 16.15%

165
27 3950 63 82 96 115126139152 | 176

m/z--> 20 40 60 80 100 120 140 160 18IO 200 220
Abundance #50641: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro- R ama B S
192 11.40 11.60 11.80 12.00

m/z 190.10 15.62%

5000

165
27 39 51 63 83 9 115156139152 | 176 \M

T
180 200 220 11.40 11.60 11.80 12.00

|
m/z--> 20 40 60 80 100 120 140 160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084809.D

Aca On : 4 Feb 2016 2:44

Operator : SJ/1Z

Sample : H1312-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.81 3.12 ng 335056 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 60
2 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 30
3 Anthracene. 1-methvl- 192 C15H12 000610-48-0 30
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 25
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 25

Abundance Scan 851 (11.813 min): BF084809.D (-849) (-) m/z 189.10 100.00%
149
5000
1 11.40 11.60 11.80 12.00 12.20
63
39 51 63 75 111 126139152 204 224 245 m/z 190.10 99 41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #49338: 4H-Cyclopenta[def]phenanthrene
190
5000 U RN R R Rl
11.40 11.60 11.80 12.00 12.20
95 m/z 192.10 62.44%
27 43 63 81 | 11119413715063175 |
m/z--> 20 Jo 60 86 100 120 140 160 180 200 220 240
Abundance
192
11:40 11.60 11.80 12.00 12.20
5000 m/z 191.10 47 .57%
165
26 395163 77 96 115,57139150 | 177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50617: Anthracene, 1-methyl-
192 11.40 11.60 11.80 12.00 12.20
m/z 94.50 20.74%
5000
82 165
18 395163 | \\ 115127139152 | 177 |
m/z--> 20 40 60 86 100 120 140 160 180 200 220 240 1140 11.60 11.80 12.00 12.20

8270-BF020116.-M Thu Feb 04 15:32:40 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084809.D

Aca On : 4 Feb 2016 2:44

Operator : SJ/1Z

Sample : H1312-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 18-Norabietane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.05 2.66 ng 286249 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 18-Norabietane 262 C19H34 1000293-16-6 91
2 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 43
3 Cvclopentane. 2-ethvlidene-1.1-d... 124 C9H16 056324-66-4 35
4 8-Hexadecvne 222 C16H30 019781-86-3 35
5 1-Octadecyne 250 C18H34 000629-89-0 35
Abundance Scan 872 (12.053 min): BF084809.D (-870) (-) m/z 109.10 100.00%

5000

-

11.80 12.00 12.20 12.40
m/z 95.10 64.07%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95827: 18-Norabietane

i%

11,80 12.00 12.20 12.40
m/z 81.10 59.84%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 109
69 I REAREBEEESE
11.80 12.00 12.20 12.40
5000 m/z 55.10 45.78%
95
123
27
56 | 82 138
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #10389: Cyclopentane, 2-ethylidene-1,1-dimethyl- R A BAR T e  S
109 11.80 12.00 12.20 12.40

m/z 82.05 43.01%

5000

%

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

8270-BF020116.-M Thu Feb 04 15:32:41 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084809.D

Aca On : 4 Feb 2016 2:44

Operator : SJ/1Z

Sample : H1312-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknownl2.14 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.14 4.75 ng 510351 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoxazole. 5-methvl-4-phenvl- 159 C10H9NO 023253-49-8 38
2 2(1H)-Ouinolinone. hvdrazone 159 C9HON3 015793-77-8 27
3 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 030316-36-0 25
4 2.3.4-Trifluorobenzoic acid. pen... 240 C12H7F302 1000292-55-3 25
5 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 021693-51-6 22
Abundance Scan 880 (12.145 min): BF084809.D (-878) (-) m/z 159.10 100.00%
1%9
5000 241
185
h 4 %6 1080 o0 1220 20
...,....,l.ﬂelf?',' L 1Q4 || lhp |||..| il .'ﬂ.,.'.'l.l.gg.l..l.,....,l....ll.. m/z 241.20  47.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28999: Isoxazole, 5-methyl-4-phenyl-
117 159
43
89
5000 63 104 1180 12.00 12.20 1240
1afA4 m/z 185.10 32.36%
7
i+ \I\”\‘ ”hlllllll\‘“” R ARRRaEEESSEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
129 159
11,80 12.00 12.20 12.40
5000 144 m/z 117.05 23.93%
102115
28 51 75 89
m/z--> 25 45 65 50 160 150 150 160 180 200 220 250 2éo
Abundance #38739: Naphthalene, 1,2,3,4-tetrahydro-1,6,8-trimethy!-
159 11.80 12.00 12.20 12.40

m/z 43.10 18.51%

5000

18 174
15 % s1ea77 91 US|

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

8270-BF020116.-M Thu Feb 04 15:32:42 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084809.D

Aca On : 4 Feb 2016 2:44

Operator : SJ/1Z

Sample : H1312-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Phenanthrene, 1-methyl-7-(1... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.92 10.25 ng 1023690 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl-7-(1-meth... 234 C18H18 000483-65-8 98
2 2-1sopropvl-10-methvlphenanthrene 234 C18H18 066552-97-4 94
3 Phenanthrene. 2.4.5.7-tetramethvl- 234 C18H18 007396-38-5 89
4 2.5-Diphenvl-2.4-hexadiene 234 C18H18 016819-47-9 72
5 Ethanone, 1-(4,6-dihydroxy-2,3,5... 234 C13H1404 021987-07-5 58
Abundance Scan 948 (12.922 min): BF084809.D (-946) (-) m/z 219.10 100.00%
219
234
5000
204
101 19 12.60 12,80 13.00 13.20
89 165 : - : :
o 39 6376 117 139122 m/z 234.20 56.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78744: Phenanthrene, 1-methyl-7-(1-methylethyl)-
2

5000

12.60 12.80 13.00 13.20
m/z 204.05  35.42%

102
139152165177

63 76 89 117

15 27 41

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
219 234
R R SRR
12.60 12.80 13.00 13.20
5000 m/z 203.10 29.30%
204
89 102 189
39 51 63 76 117 139152165177
T T T T e T [T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78730: Phenanthrene, 2,4,5,7-tetramethyl-
234 12.60 12.80 13.00 13.20
219 m/z 202.10 22 .14%
5000
204
101 189
6376 8 | W7 ispresyzy | || \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.60 12.80 13.00 13.20

8270-BF020116.-M Thu Feb 04 15:32:43 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084809.D

Aca On : 4 Feb 2016 2:44

Operator : SJ/1Z

Sample : H1312-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 1-Octadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.71 3.84 ng 383262 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 93
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 91
3 1-Tetracosanol 354 C24H500 000506-51-4 91
4 11-Tricosene 322 C23H46 052078-56-5 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 87

Abundance Scan 1017 (13.711 min): BF084809.D (-1015) (-) m/z 57.10 100.00%

87 83

5000

3

13.40 13.60 13.80 14.00
m/z 55.10 88.00%

139157 182199218235 259 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #89783: 1-Octadecene
57

%

83

5000

13.40 13.60 13.80 14.00
m/z 43.10 85.12%

139 168 196 224 252

8

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
69 IIIIIIIIIIIIIIIIIIIIIII
97 13.40 13.60 13.80 14.00
5000 m/z 83.10 85.11%
123
141 166 196 222 og9
mﬁmmmmmﬁwrmmﬁrrﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol R R ma AR
43 13.40 13.60 13.80 14.00
m/z 69.10 68.26%
- ] /\AA/\/\MKW\/_
18
| L e 140 168 196 238 266 308 336

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13 80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084809.D

Aca On : 4 Feb 2016 2:44

Operator : SJ/1Z

Sample : H1312-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Tetradecanamide Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .59 2.14 ng 108680 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 80
2 Silane. hexvl- 116 C6H16Si 001072-14-6 38
3 trans-2.7-Dimethvl-4_6-octadien-... 154 C10H180 1000281-69-5 38
4 Butanamide 87 C4H9NO 000541-35-5 35
5 N-lIsopropoxy-2-isopropoxycarbony... 201 C10H19NO3 1000283-33-1 22
Abundance Scan 1094 (14.591 min): BF084809.D (-1092) (-) m/z 59.00 100.00%
59

5000

_F::===,_

14.20 14.40 14.60 14.80 15.00
m/z 72.10 63.65%

128142 157171185199 217 239254 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74437: Tetradecanamide
59
5000

14.20 14.40 14.60 14.80 15.00
m/z 55.10 44.17%

“ | 86100114128142156170184108 227
“w.”w.“w.”w.”w.”w.”w.”..”..”..”..”..”w.”w.

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
R B R
14.20 14.40 14.60 14.80 15.00
5000 m/z 43.10 35.08%
og 43 86
15 100114
W‘W’wmﬁwwwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25575: trans-2,7-Dimethyl-4,6-octadien-2-ol I RREEEEEES T
59 14.20 14.40 14.60 14.80 15.00
81 m/z 41.10 33.81%
96
5000
43
| [l 121 139154
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14 20 14. 40 14. 60 14. 80 15. 00

8270-BF020116.-M Thu Feb 04 15:32:45 2016 Page: 16



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020316\
Data File : BF084809.D

Acq On : 4 Feb 2016 2:44

Operator : SJ/1Z

Sample : H1312-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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-Pentene, 3,4-di... 4.14 2.5 ng 137433 1 6.68 1100900 20.0
2-Pentanone, 4-hy... 4.84 36.1 ng 1986280 1 6.68 1100900 20.0
-alpha.-Pinene 5.95 39.6 ng 2179520 1 6.68 1100900 20.0
unknown6 .45 6.45 88.1 ng 4850230 1 6.68 1100900 20.0
Benzene, 1l-methyl... 6.77 85.4 ng 4698590 1 6.68 1100900 20.0
Phenanthrene, 1-m... 11.73 3.0 ng 325465 4 11.21 2149480 20.0
4H-Cyclopenta[def... 11.81 3.1 ng 335056 4 11.21 2149480 20.0
18-Norabietane 12.05 2.7 ng 286249 4 11.21 2149480 20.0
unknownl2.14 12.14 4.8 ng 510351 4 11.21 2149480 20.0
Phenanthrene, 1-m... 12.92 10.3 ng 1023690 5 13.84 1997270 20.0
1-Octadecene 13.71 3.8 ng 383262 5 13.84 1997270 20.0
Tetradecanamide 14.59 2.1 ng 108680 6 15.21 1013450 20.0
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