LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 height area % max. total
1 3.806 178 181 186 rBvY 76170 126126 2.00% 0.182%
2 4.617 247 252 254 rBV 914699 1809202 28.70% 2.609%
3 5.074 289 292 295 rBV 1304139 1785366 28.32% 2.575%
4 5.760 349 352 354 rBV 2187315 2102853 33.36% 3.033%
5 5.932 364 367 368 rBV 122411 145489 2.31% 0.210%
6 6.046 375 377 381 rvB 63348 64861 1.03% 0.094%
7 6.172 385 388 389 rBVY 1670892 1912721 30.34% 2.758%
8 6.194 389 390 393 rvv 956404 837300 13.28% 1.207%
9 6.274 394 397 400 rvB 1516279 1654588 26.25% 2.386%
10 6.389 406 407 409 rVvB 103211 89863 1.43% 0.130%

11 6.503 415 417 420 rBvV 347084 339145 5.38% 0.489%
12 6.594 422 425 427 rBV 657765 587777 9.32% 0.848%
13 6.629 427 428 429 rVvV 189691 188293 2.99% 0.272%
14 6.663 429 431 434 rVB 1339883 1248513 19.81% 1.801%
15 7.086 465 468 470 rBV 1222745 1412163 22.40% 2.037%

16 7.189 474 477 482 rVV3 30324 64123 1.02% 0.092%
17 7.509 500 505 506 rBvV 76299 128700 2.04% 0.186%
18 7.532 506 507 509 rvB 321870 249591 3.96% 0.360%
19 7.795 527 530 532 rvv 554124 546888 8.68% 0.789%

20 7.852 534 535 540 rvB2 86805 95638 1.52% 0.138%
21 7.932 540 542 544 rBV 78637 70957 1.13% 0.102%
22 8.595 599 600 603 rvB 53061 63286 1.00% 0.091%
23 8.880 622 625 627 rVB 1489824 1915140 30.38% 2.762%
24 9.200 651 653 654 rvv 98989 88856 1.41% 0.128%

25 9.269 658 659 662 rvv 211879 202569 3.21% 0.292%

26 9.395 668 670 672 rVB 134331 117450 1.86% 0.169%
27 9.532 680 682 684 rBvV 487269 466665 7.40% 0.673%
28 9.566 684 685 687 rvVv 248990 195936 3.11% 0.283%
29 9.738 698 700 702 rBV 153319 143691 2.28% 0.207%

30 9.943 716 718 721 rBV3 29982 71217 1.13% 0.103%
31 10.069 728 729 731 rVV 133451 173409 2.75% 0.250%
32 10.206 738 741 742 rVV3 48750 68260 1.08% 0.098%
33 10.229 742 743 747 rVvVv2 56847 89528 1.42% 0.129%

34 10.321 748 751 753 rvvV 1089156 1130039 17.93% 1.630%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.458 760 763 766 rvB2 67747 126601 2.01% 0.183%

36 10.618 774 777 778 rBV 53147 79399 1.26% 0.115%
37 10.709 781 785 786 rvv3 70960 103286 1.64% 0.149%
38 10.778 787 791 792 rVvv3 36166 85753 1.36% 0.124%
39 10.812 792 794 796 rVB 263405 236365 3.75% 0.341%
40 10.858 796 798 800 rBvV2 60321 85691 1.36% 0.124%

41 10.903 800 802 804 rBV 147472 182727 2.90% 0.264%
42 11.041 808 814 815 rBV2 1676176 2742729 43.51% 3.955%
43 11.075 815 817 819 rVB 341370 377231 5.98% 0.544%
44 11.132 819 822 824 rBV 879126 970578 15.40% 1.400%
45 11.235 828 831 833 rBv2 211842 307627 4._.88% 0.444%

46 11.338 838 840 842 rvB2 78194 99356 1.58% 0.143%
47 11.372 842 843 846 rBV3 90824 107492 1.71% 0.155%
48 11.498 852 854 856 rBvV 298232 486973 7.73% 0.702%
49 11.532 856 857 859 rvv 451926 460551 7.31% 0.664%
50 11.578 859 861 863 rvv2 709716 845084 13.41% 1.219%

51 11.612 863 864 869 rvB2 400538 547359 8.68% 0.789%
52 11.704 869 872 875 rBv3 197355 480657 7.63% 0.693%
53 11.761 875 877 878 rvB2 181045 193306 3.07% 0.279%
54 11.829 878 883 884 rBv2 343262 568410 9.02% 0.820%
55 11.852 884 885 889 rBv4 52460 118637 1.88% 0.171%

56 11.921 889 891 892 rBvV 236923 253683 4.02% 0.366%
57 11.944 892 893 897 rvB2 170993 277717 4.41% 0.401%
58 12.024 897 900 901 rBV 1583156 1655718 26.27% 2.388%
59 12.081 901 905 907 rvB4 218859 262005 4.16% 0.378%
60 12.138 909 910 912 rVB 173237 151929 2.41% 0.219%

61 12.172 912 913 915 rBV 240329 343426 5.45% 0.495%
62 12.218 915 917 919 rBV 1698642 1855830 29.44% 2.676%
63 12.275 919 922 924 rVV 1874204 2416972 38.34% 3.486%
64 12.355 927 929 931 rBV 403638 432815 6.87% 0.624%
65 12.446 934 937 939 rBV 1506562 2138887 33.93% 3.085%

66 12.595 944 950 951 rBV 1289806 1925405 30.54% 2.777%
67 12.618 951 952 954 rvB2 158669 212353 3.37% 0.306%
68 12.721 959 961 962 rBV 966578 1099770 17.45% 1.586%
69 12.766 962 965 968 rvB3 286868 744616 11.81% 1.074%
70 12.835 968 971 972 rBV 167142 226671 3.60% 0.327%

71 12.869 972 974 975 rBV 243523 296826 4.71% 0.428%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 12.892 975 976 978 rVB 654626 605062 9.60% 0.873%
73 12.984 980 984 986 rBv2 1332915 1787742 28.36% 2.578%
74 13.098 990 994 996 rBvV2 548602 1008252 16.00% 1.454%
75 13.155 996 999 1003 rvv3 868757 1692104 26.84% 2.440%

76 13.418 1012 1022 1024 rBV5 1453505 6303524 100.00% 9.090%
77 13.532 1026 1032 1035 rVV2 1909011 6255761 99.24% 9.022%
78 13.635 1038 1041 1042 rVvVv 733317 1153033 18.29% 1.663%
79 13.669 1042 1044 1045 rVV 1223821 2013536 31.94% 2.904%
80 13.704 1045 1047 1049 rVB 1119200 1557916 24.72% 2.247%

81 13.989 1070 1072 1074 rBV2 187768 288553 4._.58% 0.416%
82 14.641 1126 1129 1134 rVB 577224 1167009 18.51% 1.683%
83 14.927 1152 1154 1156 rVB 442482 568170 9.01% 0.819%
84 15.875 1234 1237 1242 rVB3 237868 554263 8.79% 0.799%
85 16.150 1258 1261 1265 rVB 217076 418486 6.64% 0.604%

86 16.493 1288 1291 1297 rVB 146058 281979 4_.47% 0.407%

Sum of corrected areas: 69342028
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/I1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081266.D

2500000
5.76

2000000

6.17
6.27

1500000
6.66
5.07 7.09

1000000 4.62 6.1

6 7.79

500000 6. 753
63
3.81 5.9 4 6.3 751 [.8%3
N . ﬂ?o 7.19
0

rp——————rrr———rtr A U A N A Mo A e

1 T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.5l 7.00 7.50 8.00
Abundance TIC: BF081266.D

1353

2500000 12.28 13,4580
12.92

2000000 o |13 1298

8.88

1500000

1000000

500000

o A /) ~ AN\
Qb ft et I St e e

T
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF081266.D

2500000

2000000

1500000

1000000

15.88 16.15

16.49
500000

e

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/I1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.62 106.69 ng 1809200 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17

Abundance Scan 252 (4.617 min): BF081266.D (-247) (-) m/z 43.10 100.00%
a3
59
5000
101 ISR SR S L
420 4.40 4.60 4.80 5.00
o Bl Sl eo 8 | 759,10 60.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 ISR S S
420 4.40 4.60 4.80 5.00
m/z 101.10 15.89%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
420 440 460 480 500
5000 41 m/z 58.10 15.24%
31
69 87
15 53 98
e S S S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- ,....,....,....,....,./.\
59 420 4.40 4.60 4.80 5.00
m/z 41.10 9.03%
5000
a1 101
15 31 ‘ 53 69 83
0"w"'w'”'W"“whh'w'm‘b"“w"w'“'w"'w"“l' INNEBLSRANE SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 420 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/I1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 2 _alpha.-Pinene Concentration Rank 1

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

5.76 124.01 ng 2102850 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 94
2 Bicyclo[3.1.1]hept-2-ene, 2,6,6-... 136 C1l0H16 002437-95-8 94
3 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1l0H16 000508-32-7 91
4 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH16 004889-83-2 91
5 3-Carene 136 C10H16 013466-78-9 90

Abundance Scan 352 (5.760 min): BF081266.D (-349) (-) m/z 93.10 100.00%
93
5000
77
41 UL I I o o
|| 53 67 |86 105 121 oo 5.40 5060 5.80 6.00
Obrrprrrrprrer bbb il e Wl 88 ML P Tm/z 91.10  44.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15153: .alpha.-Pinene
93
5000 LSRR SRR U IR
77 540 560 5.80 6.00
41 m/z 92.10 37.51%
27 ‘ ‘ 53 67 ‘ ‘ 105 121 136
0.w”.w”Jﬁ”.4&.¢ﬂh§%ﬂ,”Jf””,ﬂnlﬂm,”””.”“.hp.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
540 560 580 6.00
5000 39 m/z 77.10 32.53%
- 77
53 67 105 121
) 15 %6 136
mmmmmmwmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15321: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl-
93 540 560 5.80 6.00
m/z 79.10 26 .80%
5000
41 79
121
N O Y
0"w%?l“j“'”'N“'ﬁU“l“mﬁ'“lkgﬁwl“l”bw'“'v'”l“'w'“ UAARAS AR LA RRARE N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/I1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Camphene Concentration Rank 19

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

5.93 8.58 ng 145489 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Camphene 136 C10H16 000079-92-5 94
2 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1l0H16 018172-67-3 59
3 1,3,6-Heptatriene, 2,5,5-trimethyl- 136 C10H16 029548-02-5 58
4 _beta.-Pinene 136 C10H16 000127-91-3 58
5 Cyclohexene, 1l-methyl-5-(1-methy... 136 C10H16 013898-73-2 52

Abundance Scan 367 (5.932 min): BF081266.D (-364) (-) m/z 93.10 100.00%
9B
121
5000 79
41 67 107 A
53 IR ARSELARAE LRSS AR
” | ‘l | Il 136 5.60 5.80 6.00 6.20
Obrrprrrrrrrrr et e e ot il el b | m/ZZ 121.10 59.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15134: Camphene
93
121
41
5000 67 9 IR AR U AR
- 107 5.60 5.80 6.00 6.20
53 136 m/z 79.10 40.02%
o ..,....,....,....,....,....,....,....,....,...1.(,)9... T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
560 580 6.00 620
5000 a1 m/z 91.10 34 .95%
69 79
27 53 121
oL 15 62 107 136
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15249: 1,3,6-Heptatriene, 2,5,5-trimethyl- T R T e
g3 5.60 5.80 6.00 6.20
m/z 67.10 30.20%
5000 79 1w
4l 107
29 55 67
T
0'W'“W'“W'”ﬁ'”WM”W“MW'“”““WELW“JM'”“l”W'JW'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/I1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 unknown6.27 Concentration Rank 5

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

6.27 97.57 ng 1654590 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 397 (6.274 min): BF081266.D (-394) (-) m/z 132.10 100.00%
132
68
5000
4 5 ‘ |75 g ® e 600 620 640 660
Obrrprrrrprree el e 87 L Tl 215 W Tm/z 68.10  53.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97 A
5000 RS NAREE SR LR U
6.00 6.20 6.40 6.60
31 70 m/z 66.10 35.43%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 600 620 640 6.60
5000 m/z 134.10 31.55%
78
31 55 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- B i REma
132 6.00 6.20 6.40 6.60
m/z 69.10 21.65%
5000

63 o0 104
15 28 39 52 ) 77 N 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/I1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 7

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

6.59 34.66 ng 587777 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
2 Benzene, 1-methyl-4-(1-methyleth... 134 C10H14 000099-87-6 95
3 Benzene, 1-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 425 (6.594 min): BF081266.D (-422) (-) m/z 119.10 100.00%
119
5000
9 134 Y A W
4 51 65 77 103 | 6.20 6.40 6.60 6.80 7.00
Obrrr e e e b e e bbb - M/ 91.10 28.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14400: Benzene, 1-methyl-3-(1-methylethyl)-
119
5000 SRERL SRR SRS S
91 6.20 6.40 6.60 6.80 7.00
— 134 m/z 134.10 23.60%
51
"'P%?'P'??I”'J””"””"Imt'I”'tl”"I”"Tﬂ?'l'htl'”'l'”'l'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
620 640 6.60 6.80 7.00
5000 m/z 117.10 14 .92%
91
134
. 15 27 39 51 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14405: Benzene, 1-methyl-2-(1-methylethyl)- R
119 6.20 6.40 6.60 6.80 7.00
m/z 120.10 9.81%
5000
134
15 27 ¥ 51 65 77 103
0"w'mw'““w'Jﬂ'“N“'w““w'HMVH'm'“V““lJJJE?g'“w'“' RN AR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

8270-BF081715.M Fri Aug 28 13:27:35 2015 S Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/I1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
6.63 11.10 ng 188293 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16 005989-54-8 90
2 Bicyclo[2.2.1]heptane, 1,7,7-tri... 138 C10H18 000464-15-3 64

o

3 1,4-Pentadiene 68 C5H8 000591-93-5 52
4 Limonene 136 C10H16 000138-86-3 42
5 2,3-Pentadiene, 2,4-dimethyl- 96 C7H12 001000-87-9 38
Abundance Scan 428 (6.629 min): BF081266.D (-427) (-) m/z 67.05 100.00%
o
g %
41
5000 53
138
| Ul | | |J|| 1?7 173 | 6.20 6.40 6.60 6.80 7.00
et ol e e Tm/z 68.05  81.33%

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

Abundance #15340: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)-
68
5000 93 |||||||||I|\||||||||||||
39 79 620 6.40 6.60 6.80 7.00
27 m/z 95.10 71.89%
‘ 107 121 136
0 \‘ ‘H\ \‘ ‘ \\ ‘\H ‘ | \‘\ ‘ |
L o o o LI B o e S R R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
95
IR e e e
6.20 6.40 6.60 6.80 7.00
5000 m/z 81.10 64.77%
41
55 67 81 123 4a3g
109
Ot e e T T T T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #426: 1,4-Pentadiene
6 6.20 6.40 6.60 6.80 7.00
m/z 41.10 52.13%
5000 39 53
27 ‘
0.w”Jw.”.L.”,”.w.”.“.”,”.w.”.“.”,”.w.”.“.”,”.
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-BF081715.M Fri Aug 28 13:27:36 2015 S

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/I1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Cyclohexanemethanol, _.alpha... Concentration Rank 18

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

7.53 9.13 ng 249591 Naphthalene-d8 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 000498-81-7 78
2 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 007322-63-6 78
3 2-Hydroxy-2,5-dimethyl-hept-6-en... 156 C9H1602 1000192-55-8 45
4 Butane, 2-methoxy-3-methyl- 102 C6H140 062016-49-3 39
5 4-0-Acetyl-2,5-di-0-methyl-3,6-d... 215 C10H17NO4 1000101-80-3 39

Abundance Scan 507 (7.532 min): BF081266.D (-506) (-) m/z 59.10 100.00%
59
5000
e
43 81 123 7.20 7.40 7.60 7.80
O 0SS 82 i 97105 15 4T L "m/z 55.10  11.02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #27052: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-
59
5000 AR L UL L
7.20 7.40 7.60 7.80
m/z 43.10 8.20%
o 29 4 5 67 Bl 96 109 123 141
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
R LRI L RS L
7.20 7.40 7.60 7.80
5000 m/z 58.05 8.17%
o 31 4l o 67 81 % 199 123 141
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #27718: 2-Hydroxy-2,5-dimethyl-hept-6-en-3-one e mmmras L
59 7.20 7.40 7.60 7.80
m/z 41.10 7 .45Y%
5000
43 98
o 8L ™ og | %9 8391 | 113 123 141
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 720 740 7.60 7.80

8270-BF081715.M Fri Aug 28 13:27:38 2015 S Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/I1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Phenol, 3-(2-phenylethenyl)... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

12,02 12.07ng 1655720  Phenanthrene-d10 11.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phenol, 3-(2-phenylethenyl)-, (E)- 196 C14H120 017861-18-6 94

2 Phenol, 4-(2-phenylethenyl)- 196 C14H120 003839-46-1 91
3 Phenol, 4-(2-phenylethenyl)-, (E)- 196 C14H120 006554-98-9 76
4 Methanone, diphenyl-, hydrazone 196 C13H12N2 005350-57-2 52
5 Dibenz[c,e]oxepin, 5,7-dihydro- 196 C14H120 001136-22-7 49
Abundance Scan 900 (12.024 min): BF081266.D (-897) (-) m/z 196.10 100.00%
196
5000 165 177

152
3951 76 89 102115 139

209 226239 256

o e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260

177
150165
27 39 51 76 89 102115197139

Abundance #53597: Phenol, 3-(2-phenylethenyl)-, (E)-
196
5000
165177
152
T 76 B lisnze | |
0 ,....,....,.‘...,....,.... R e B AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
196
5000

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

Abundance #53598: Phenol, 4-(2-phenylethenyl)-, (E)-
196

5000

177
27 39 63 76 89 101151713912 \\ hm |

B . R NN

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

AN
LI B

11.80 12.00 12.20 12.40

m/z 195.10 50.96%

11.80 12.00 12.20 12.40

m/z 165.10 41.77%

11.80 12.00 12.20 12.40

m/z 177.10 36 .59%

11.80 12.00 12.20 12.40

m/z 167.10 29.37%

11.80 12.00 12.20 12.40

8270-BF081715.M Fri Aug 28 13:27:39 2015 S

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/I1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.28 17.62 ng 2416970 Phenanthrene-d10 11.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10,18-Bisnorabieta-5,7,9(10),11,... 238 C18H22 006566-19-4 99
2 12-Azabicyclo[9.2.2]pentadecan-1... 223 C14H25NO 1000191-26-7 70
3 4,47 -Diisopropylbiphenyl 238 C18H22 018970-30-4 60
4 Anthracene, 1,4-dimethoxy- 238 C16H1402 013076-29-4 58
5 3,4"-Diisopropylbiphenyl 238 C18H22 061434-46-6 53
Abundance Scan 922 (12.275 min): BF081266.D (-919) (- m/z 223.20 100.00%
223
238
5000 181
152 210 12.00 12.20 12.40 12.60

89 104

41 55 69 128

0 264 m/z 238.20 58.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81281: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223

181 238

5000 165 B AN o
195 12. OO 12. 20 12. 40 12. 60

m/z 181.15 46.34%

55 oo 81 104 1231371ﬁ2 ‘ H 210 |
I MRSE—IN YA W TSes NS S B ) RS T -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
97 223
43 56 12.00 12.20 12.40 12.60
5000 60 g | 112 m/z 165.10 30.77%
126
29 140 166180194
153 208
R L o WM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81270: 4,4'-Diisopropylbipheny! e L B B B N B
223 12.00 12.20 12.40 12.60
238 m/z 195.20 30.69%
5000

104
27 43 63 77 o1 | 119 13915216° 181794207

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

o

12.00 12.20 12.40 12.60

8270-BF081715.M Fri Aug 28 13:27:41 2015 S

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/I1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 unknownl2.36 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

12.36 7.51 ng 432815 Chrysene-di12 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 44
2 Phenanthrene, 2-methoxy- 208 C15H120 013837-48-4 38
3 Phenanthrene, 3-methoxy- 208 C15H120 000835-06-3 38
4 Phenanthrene, 1-methoxy- 208 C15H120 000834-99-1 38
5 Phenanthrene, 4-methoxy- 208 C15H120 015638-06-9 35

Abundance Scan 929 (12.355 min): BF081266.D (-927) (-) m/z 208.10 100.00%

43 208
57 73

5000

12.00 12.20 12.40 12.60

0 m/z 43.10 87.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid
73
43
5000 LA L L L L L L L L L
12.00 12.20 12.40 12.60
29 m/z 57.10 76.83%
oL15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
208
165 —
12.00 12.20 12.40 12.60
5000 m/z 73.05  72.75%
193

88 104 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61674: Phenanthrene, 3-methoxy- A i e e
12.00 12.20 12.40 12.60

m/z 60.00 70.33%

:

5000

:

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60

8270-BF081715.M Fri Aug 28 13:27:42 2015 S Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/I1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 4-[2-(4-Hydroxy-phenyl)-vin... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.72 19.08 ng 1099770 Chrysene-d12 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-[2-(4-Hydroxy-phenyl)-vinyl]-b... 240 C15H1203 152027-61-7 52
2 Benzenamine, 4-[2-(4-nitrophenyl._.. 240 C14H12N202 004629-58-7 50
3 9H-Carbazole, 9-ethyl-3-nitro- 240 C14H12N202 000086-20-4 45
4 [1,1°-Biphenyl]-4,4"-diamine, 3,... 240 C16H20N2 054827-17-7 43
5 Benzene, 1,1"-(1,2-ethenediyl)bi... 240 C16H1602 004705-34-4 38

Abundance Scan 961 (12.721 min): BF081266.D (-959) (-) m/z 240.20 100.00%

240
5000 165

209
9194 224 12.40 12.60 12.80 13.00

51 76 91 115 1351
ol 1255 276 ' "'m/z 165.10 44_87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82348: 4-[2-(4-Hydroxy-phenyl)-vinyl]-benzoic acid
240
5000 LA L L L L L L LB L |
165 12.40 12.60 12.80 13.00
195 m/z 239.20 41.94Y%
. 39 6377 97 115 139 | 179 ‘ 09223
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
240
12.40 12.60 12.80 13.00
5000 m/z 152.10 20.55%

165 193
210
39 63 89 115939 151 179 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82175: 9H-Carbazole, 9-ethyl-3-nitro- R B RS
225240 12.40 12.60 12.80 13.00
m/z 209.10 17.61%
5000 19

45 69 g7 113 139 164 | 194510

Orrrrr et e b et R SEnanate sl

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

8270-BF081715.M Fri Aug 28 13:27:44 2015 S Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/I1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 11H-Benzo[b]fluorene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.77 12.92 ng 744616 Chrysene-di12 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 94
2 Pyrene, 1l-methyl- 216 C17H12 002381-21-7 93
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 83
Abundance Scan 965 (12.766 min): BF081266.D (-962) (-) m/z 216.20 100.00%
216
5000
43 81 107 12.40 12.60 12.80 13.00
59 137 165 189 253
O<WWW%WWLULM m/z 215.20  83.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67032: 11H-Benzo[b]fluorene
216
108
5000
12.40 12.60 12.80 13.00
m/z 213.10 21.34%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216
R AN B i o R B
12.40 12.60 12.80 13.00
5000 m/z 217.20 18.83%
95 189
14 39 63 110 134 163

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67036: Fluoranthene, 2-methyl- R e e
12.40 12.60 12.80 13.00

m/z 43.10 9.98%

5000

108

123139 163 189
——
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00

8270-BF081715.M Fri Aug 28 13:27:45 2015 S Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/I1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Naphthalene, decahydro-1,1,... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.89 10.50 ng 605062 Chrysene-di2 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-1,1,4a-tr... 272 C20H32 000511-02-4 72
2 Bicyclo[4.3.0]nonane, 7-methylen... 204 C15H24 1000156-11-9 59
3 Bicyclo[5.2.0]nonane, 4-methylen... 204 C15H24 1000159-38-2 43
4 Cyclohexene, 4-(1,5-dimethyl-1,4.__ 204 C15H24 017627-44-0 27
5 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 25
Abundance Scan 976 (12.892 min): BF081266.D (-975) (-) m/z 257.30 100.00%
1 257
55

107121

5000
147161

3

218
73288 12.60 12.80 13.00 13.20

0 m/z 91.10 93.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #101996: Naphthalene, decahydro-1,1,4a-trimethyl-6-methyle...
257
5000 TTT LIS S N I TT T T

I I I I
a1 272 12.60 12.80 13.00 13.20
o 81 105119 149 ! m/z 93.10 82.17%

13519 175 201,46
o2 242
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
81
S e o = S
12.60 12.80 13.00 13.20
s00 107, m/z 55.10 80.90%
161
27 67 189
o 204

mmwmmmwmwm

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

Abundance #58751: Bicyclo[5.2.0]nonane, 4-methylene-2,8,8-trimethyl-... B RRREE R
1 12.60 12.80 13.00 13.20

m/z 95.10 78 .29%

5000

:

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20

8270-BF081715.M Fri Aug 28 13:27:47 2015 S Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/I1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 9-Borabicyclo[3.3.1]nonane,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.98 31.01 ng 1787740 Chrysene-d12 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Borabicyclo[3.3.1]nonane, 9-(2... 226 C16H23B 067753-90-6 74
2 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 297758-19-1 64
3 Benzenamine, N-[(4-nitrophenyl)m._.. 226 C13H10N202 000785-80-8 46
4 Imidazole, 5-methyl-4-trifluorom... 226 C11H9F3N2 081769-66-6 46
5 1-Ethyl-4-methoxy-9H-pyrido[3,4-... 226 C14H14N20 026585-14-8 43

Abundance Scan 984 (12.984 min): BF081266.D (-980) (-) m/z 226.15 100.00%

5000 165

12.60 12.80 13.00 13.20

ol L%% m/z 165.10 51.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73962: 9-Borabicyclo[3.3.1]nonane, 9-(2-phenylethyl)-
1 226

5000 | BBLLILE BNLENL L L LB L L B
12.60 12.80 13.00 13.20
m/z 225.20 42 .11%
143 169185
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
226
12.60 12.80 13.00 13.20
5000 m/z 152.10 19.67%
oL 3 57 77 98113158 154165183198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73559: Benzenamine, N-[(4-nitrophenyl)methylene]- T T
226 12 60 12. 80 13. 00 13. 20

m/z 194.10 18.02%

5000
” 179
104
51
ol28 | 127 192 195210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20

8270-BF081715.M Fri Aug 28 13:27:48 2015 S Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/I1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 1-Phenanthrenecarboxylic ac... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.10 17.49 ng 1008250 Chrysene-d12 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenanthrenecarboxylic acid, 1... 314 C21H3002 001235-74-1 87
2 Benzaldehyde, 3-[4-(1,1-dimethyl... 254 C17H1802 069770-23-6 38
3 Indole, 3-imidazolo[2,1-b]Jthiazo... 239 C13HIN3S 292855-05-1 38
4 N-Phenyl-N"-(4-N,N-dimethylamino... 239 C15H17N3 1000222-18-6 32
5 N-(Benzo[1,3]dioxol-5-yImethylen... 239 C15H13NO2 007402-58-6 32
Abundance Scan 994 (13.098 min): BF081266.D (-990) (-) m/z 239.20 100.00%
239
5000
a 91 109 129 A e e
155173 197 257 299 12.80 13.00 13.20 13.40
o 2 b 218 8IS L sz 91.10  21.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125210: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10,10...
239
5000 L MR SULN SRR IR
43 12:80 13.00 13.20 13.40
314 m/z 109.10 21.15%
‘ 59 o1 117 141357173 197213 255 20t
0 ...l....|...‘.‘|..‘..|..‘..|.‘..U|.N‘. “‘...“‘ Al SN 4 M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
239
12:80 13.00 13.20 13.40 |
5000 m/z 41.10 20.72%

41 77 105
15 57 133 153 183 211 255

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81636: Indole, 3-imidazolo[2,1-b]thiazole-5-yl- s R B
239 12.80 13.00 13.20 13.40
m/z 55.10 20.62%
5000
o 45 63 88 Iizo, 15 186 2}1 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 80 13. 00 13 20 13. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/I1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Cyclodecene, 3-bromo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.16 29.35 ng 1692100 Chrysene-d12 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclodecene, 3-bromo- 216 C10H17Br 056325-56-5 60
2 (3S,4R,5R,6R)-4,5-Bis(hydroxymet... 170 C10H1802 1000099-24-3 53
3 cis,trans-2-Ethylbicyclo[4.4.0]d... 166 C12H22 066660-38-6 46
4 cis,trans-3-Ethylbicyclo[4.4.0]d... 166 C12H22 066660-41-1 46
5 4a(2H)-Naphthalenemethanol, octa... 168 C11H200 099992-19-5 41

Abundance Scan 999 (13.155 min): BF081266.D (-996) (-) m/z 121.10 100.00%

1

5000

:

12.80 13.00 13.20 13.40
m/z 81.10 79.30%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66481: Cyclodecene, 3-bromo-
81

E

5000

12:80 13.00 13.20 13.40
m/z 95.10 67.79%

152 172 189

218

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
121
A R
93 12.80 13.00 13.20 13.40
5000 a7 m/z 41.10 65.95%
152
0 26 170 _/dﬁhfj\/q«/ﬁj\xvvﬂ//\f/«x\/
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #33335: cis, trans-2-Ethylbicyclo[4.4.0]decane R e  REREE
137 12.80 13.00 13.20 13.40
81 m/z 55.10 63.56%
5000 67
166
6
0 SJ | ‘ Ul 1“'1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 80 13. OO 13 20 13. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/I1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Kaur-16-en-18-oic acid, (4.... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.42 109.34 ng 6303520 Chrysene-di12 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Kaur-16-en-18-oic acid, (4.beta.)- 302 C20H3002 020316-84-1 70
2 1,3,6,10-Dodecatetraene, 3,7,11-... 204 C15H24 026560-14-5 38
3 5,10-Pentadecadiyn-1-ol 220 C15H240 064275-50-9 30
4 Pyridine, 3,5-dimethyl- 107 C7HON 000591-22-0 25
5 Pyridine, 2,5-dimethyl- 107 C7HON 000589-93-5 25
Abundance Scan 1022 (13.418 min): BF081266.D (-1012) (-) m/z 105.10 100.00%
105
79 !
55
133
5000 187 241
39 159 257 281 ARV BN BN RN
213 303 308 13.00 13.20 13.40 13.60 13.80
o m/z 91.10 95 _.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #118774: Kaur-16-en-18-oic acid, (4.beta.)-

E

13.00 13.20 13.40 13.60 13.80
m/z 79.10 78.05%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41
93 A BEEasEEam S
69 13.00 13.20 13.40 13.60 13.80
5000 119 m/z 119.10 77.66%
0 135 161 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #69505: 5,10-Pentadecadiyn-1-ol EEaE mEE s
o 13.00 13.20 13.40 13.60 13.80
41 m/z 81.10 65.35%
119
177
145161
o \ 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. OO 13. 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/I1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Butanoic acid, 2-(cyano)(2,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.53 108.51 ng 6255760 Chrysene-d12 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 001740-19-8 94
2 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 90
3 Butanoic acid, 2-(cyano)(2,4,6-t_... 300 C17H20N203 1000267-71-7 76
4 Kaura-9(11),16-dien-18-oic acid,... 300 C20H2802 022338-67-6 64
5 3-Quinolinecarboxylic acid, 4-hy... 285 C13H10F3NO3 023851-84-5 47
Abundance Scan 1032 (13.532 min): BF081266.D (-1026) (-) m/z 239.20 100.00%
39
285 j/\J\_Aw&N
5000 197
141
N a1 | 13.20 13.40 13.60 13.80
o it ! .||.u ""---1- A ES, 285 | 1319340 | 7 585,30 54.78%

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

Abundance #117819: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10,10...
285
239
5000 LI L L L LB L BN |
43 13.20 13.40 13.60 13.80
17 41, 197 m/z 197.20 42.01%
o1 ‘ 301
N IR A - T - s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
285
239
13.20 13.40 13.60 13.80
5000 m/z 141.10 26.85%
197
141
oL27 43 g9 91 115 © 159 181 3 | 255 | 301
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117578: Butanoic acid, 2-(cyano)(2,4,6-trimethylphenylami... R E mE e e
239 13.20 13.40 13.60 13.80
m/z 43.10 20.88%
43
5000 285
o1 183
212 255
65 115, 156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 20 13. 40 13. 60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/I1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 unknownl5.88 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.88 19.51 ng 554263 Perylene-d12 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(Fench-2-yl)fenchane 274 C20H34 1000105-83-1 43
2 _.beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 42
3 2-Bromomethyl-1-isopropenyl-3-me... 216 C10H17Br 1000187-07-8 38
4 1H-Indene, 1-(1,5-dimethyl-2-hex... 248 C18H32 054411-95-9 35
5 Naphthalene, 1-(1,1-dimethylethy... 194 C14H26 056292-64-9 32
Abundance Scan 1237 (15.875 min): BF081266.D (-1234) (-) m/z 191.20 100.00%
191
N o0 1550 1500 1550
21759257278 397 . . . .
ol 23 38 309 m/z 81.10 76.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #103107: 2-(Fench-2-yl)fenchane
8
137
5000 L SR I I B
15.60 15.80 16.00 16.20
109 m/z 95.10 57.68%
193
ob s \“ M “ h‘l""“‘l""I'2'7"1'|""|""|"
m/z--> 50 150 200 250 300 350 400
Abundance
191
15.60 15.80 16.00 16.20
5000/ 28 m/z 137.15 39.35%
135 163
69 95
0"'I""I""I""""""""I""I"
m/z--> 50 100 150 200 250 300 350 400
Abundance #66484: 2-Bromomethyl-1-isopropenyl-3-methyl-cyclopentane L e  EEmmms
81 15.60 15.80 16.00 16.20
137 m/z 69.10 37.68%
41
175
0..{.;‘{..‘1 JJL . ||u||2(|)1||||||||| T B RS REaEE T
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082815\
Data File : BF081266.D

Acq On : 28 Aug 2015 6:45

Operator : UM/1Z

Sample - G3430-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.62 106.7 ng 1809200 1 6.50 339145 20.0
-alpha.-Pinene 5.76 124.0 ng 2102850 1 6.50 339145 20.0
Camphene 5.93 8.6 ng 145489 1 6.50 339145 20.0
unknown6 .27 6.27 97.6 ng 1654590 1 6.50 339145 20.0
Benzene, 1-methyl. .. 6.59 34.7 ng 587777 1 6.50 339145 20.0
Cyclohexene, 1-me... 6.63 11.1 ng 188293 1 6.50 339145 20.0
Cyclohexanemethan. . . 7.53 9.1 ng 249591 2 7.79 546888 20.0
Phenol, 3-(2-phen... 12.02 12.1 ng 1655720 4 11.01 2742730 20.0
10,18-Bisnorabiet. .. 12.28 17.6 ng 2416970 4 11.01 2742730 20.0
unknownl12 .36 12.36 7.5 ng 432815 5 13.65 1153030 20.0
4-[2-(4-Hydroxy-p... 12.72 19.1 ng 1099770 5 13.65 1153030 20.0
11H-Benzo[b]fluorene 12.77 12.9 ng 744616 5 13.65 1153030 20.0
Naphthalene, deca... 12.89 10.5 ng 605062 5 13.65 1153030 20.0
9-Borabicyclo[3.3... 12.98 31.0 ng 1787740 5 13.65 1153030 20.0
1-Phenanthrenecar... 13.10 17.5 ng 1008250 5 13.65 1153030 20.0
Cyclodecene, 3-br... 13.16 29.4 ng 1692100 5 13.65 1153030 20.0
Kaur-16-en-18-oic... 13.42 109.3 ng 6303520 5 13.65 1153030 20.0
Butanoic acid, 2-... 13.53 108.5 ng 6255760 5 13.65 1153030 20.0
unknownl15.88 15.88 19.5 ng 554263 6 14.97 568170 20.0

8270-BF081715.M Fri Aug 28 13:27:56 2015 S Page: 24



