LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122215\
Data File : BF084011.D
Aca On - 23 Dec 2015 1:57 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : G4916-03 20151214MGP223BRV93
ALS Vial : 20 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-BF122215.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

5.001 253 255 262 rBB 85702 92286 5.38% 0.792%
5.436 291 293 296 rBV 377937 494212 28.82% 4.243%
rBv 258678 294217 17.16% 2.526%
6.602 393 395 397 rBV 1114289 1002578 58.47% 8.608%
6.773 408 410 413 rBB 48235 47547 2.77% 0.408%
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6.830 413 415 417 rBV 272993 275986 16.10% 2.369%
6.979 426 428 431 rBvV 735484 944620 55.09% 8.110%
rBv 778224 738690 43.08% 6.342%
8.110 525 527 530 rBV 422637 371463 21.66% 3.189%
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1 8.190 532 534 536 rBB 25318 31330 1.83% 0.269%
11 9.093 611 613 616 rBvV 38185 32466 1.89% 0.279%
12 9.196 619 622 624 rBV 1242629 1631994 95.18% 14.012%
13 9.310 630 632 634 rVB 21856 21369 1.25% 0.183%
14 9.585 655 656 658 rvB 23149 17889 1.04% 0.154%
15 9.722 664 668 670 rBv2 25204 55384 3.23% 0.476%
16 9.790 670 674 678 rvv3 41314 93038 5.43% 0.799%
17 9.870 678 681 682 rvVv 413613 459510 26.80% 3.945%
18 9.893 682 683 686 rvv2 38816 66410 3.87% 0.570%
19 10.168 704 707 709 rBV 245559 289911 16.91% 2.489%
20 10.305 715 719 720 rVB3 15084 24950 1.46% 0.214%
21 10.351 720 723 725 rBV2 16411 20374 1.19% 0.175%
22 10.385 725 726 733 rVB5 8202 28025 1.63% 0.241%
23 10.568 740 742 744 rVvV 83892 93916 5.48% 0.806%
24 10.613 744 746 747 rVvv2 24048 28269 1.65% 0.243%
25 10.659 747 750 752 rvV 979250 1028055 59.96% 8.826%
26 10.693 752 753 755 rvV 51682 42567 2.48% 0.365%
27 10.773 759 760 765 rvB2 17379 31159 1.82% 0.268%
28 10.899 769 771 773 rVV 16014 18260 1.06% 0.157%
29 10.933 773 774 778 rVB 29290 30916 1.80% 0.265%
30 11.208 795 798 803 rBV 48429 60033 3.50% 0.515%
31 11.356 808 811 813 rBV 404732 465633 27.16% 3.998%
32 11.631 832 835 838 rvB 42204 57232 3.34% 0.491%
33 11.688 838 840 844 rvB2 14175 18093 1.06% 0.155%
34 11.836 851 853 856 rBV3 22264 26824 1.56% 0.230%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122215\

Data File : BF084011.D

Aca On - 23 Dec 2015 1:57

Operator : UM/SJ

3?22 le G4916-03 20151214MGP223BRVI3
ALS Vial =: 20 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF122215.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.894 856 858 863 rvB4 18592 34899 2.04% 0.300%
36 12.934 946 949 952 rBV 1344354 1714579 100.00% 14.721%
37 13.837 1026 1028 1036 rBV 59237 81274 4.74% 0.698%
38 13.985 1039 1041 1044 rVvVv2 375610 474875 27.70% 4._.077%
39 14.614 1094 1096 1099 rVB 60221 56725 3.31% 0.487%

40 15.414 1164 1166 1173 rBVY 227777 349913 20.41% 3.004%

Sum of corrected areas: 11647471
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122215\

Data File : BF084011.D

Aca On - 23 Dec 2015 1:57

Operator : UM/SJ

3?22 le 64916-03 20151214MGP223BRVI3
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF084011.D
1200000 6.60
1000000
800000 6.98 7.39
600000

400000 5.44

200000

5.00

o e L L

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084011.D

1200000
1000000 10.66
800000

600000

8.11 11.36

9.87
400000
10.17
200000 iﬁﬁ
105,
9.08 59 &g 121 gy
LB . %§}|g§93 100 10 %@g§ i Ij@%Q§§9
9.50

T
Time--> 8.00 8.50 9.00 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084011.D

1200000
1000000
800000
600000
400000, 13.99

15.41
200000

13.84 14.61

O L I S e e = S SER DT

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122215\

Data File : BF084011.D

Aca On - 23 Dec 2015 1:57

Operator : UM/SJ

3?22 le 64916-03 20151214MGP223BRVI3
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.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.

5.00 6.69 ng 92286 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 255 (5.001 min): BF084011.D (-253) (-) m/z 43.10 100.00%
43
59
5000
101
| 83 460 4.80 5.00 5.20 5.40
Ol el el m/z 59.10 67.62%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [TTTT T T T pTT
59 460 4.80 5.00 5.20 5.40
m/z 101.10 28.81%
15 4 101
0 ‘ | Ll 51 \‘ 83 ‘
LR LA AR LA RRARS RARRE SRR ARREE RUARA RERAN RLAAN SRR RAASH SARSH LA SARL
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.10 16.52%
68
0 50 126 142
L LR R A R AR AR RLAN RARRA RRARS RN LAY LAY LAY LA LALLS N
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #205: Acetone T e B
43 460 4.80 5.00 5.20 5.40
m/z 41.10 10.01%
5000
15
58
0 2 A 2\\? 1
RS LRARNRRARN RARAA RARAS RARRN RARRASRARE SRARN RAREARRRAS LRSS RAASS UARSS UARAN RARRY SR U S SR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122215\

Data File : BF084011.D

Aca On - 23 Dec 2015 1:57

Operator : UM/SJ

3?22 le 64916-03 20151214MGP223BRVI3
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.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 2 unknown6.60 Concentration Rank 1

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

6.60 72.65 ng 1002580 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
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 395 (6.602 min): BF084011.D (-393) (-) m/z 132.00 100.00%
32
5000 o8
0 4500 || 75 gy 108 620 oh G0 6B 750
e T 1 K m/z 68.10 36.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I I I UL
6.20 6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.95%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 24.10%
41 97
53 . 117
ol 34 60 89 | 105 124
wwmmﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A RARas RS S
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 16.08%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122215\

Data File : BF084011.D

Aca On - 23 Dec 2015 1:57

Operator : UM/SJ

3?22 le 64916-03 20151214MGP223BRVI3
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.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 4 unknown9.72 Concentration Rank 10

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

9.72 2.41 ng 55384 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Biphenvlene 152 C12H8 000259-79-0 38
2 Acenaphthvlene 152 C12H8 000208-96-8 27
3 1.4-Benzenediol. 2.3.5-trimethvl- 152 C9H1202 000700-13-0 16
4 2.6-Dimethoxvtoluene 152 C9H1202 005673-07-4 16
5 1,2,4-Triazole, 3-trifluoromethy... 152 C3H3F3N4 025979-00-4 16

Abundance Scan 668 (9.722 min): BF084011.D (-664) (-) m/z 152.10 100.00%
182
5000 105 134 176
43 63 77 91 119 161 AR RN AR
| | | 9.40 9.60 9.80 10.00
o} NS N A m/z 134.10 42.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24336: Biphenylene
152
A
5000 AR RN A
9.40 9.60 9.80 10.00
m/z 176.10 42 .58%
63 6 126
b 28 2% P 8w
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
152
940 9.60 9.80 10.00
5000 m/z 105.10 40.34%
63 6 126
ol 27 3 o1 S 8 e o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24854: 1,4-Benzenediol, 2,3,5-trimethyl- LS o N
182 9.40 9.60 9.80 10.00
137 m/z 133.10 29.92%
5000
53 4 9 g 109 123
o) M— S B I‘WI |‘.Hl‘. Ml\l ; ‘IH\; I .‘H. .‘l‘H. ; ""‘| ; .‘ ‘. S B
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122215\

Data File : BF084011.D

Aca On - 23 Dec 2015 1:57

Operator : UM/SJ

3?22 le 64916-03 20151214MGP223BRVI3
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.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 5 Cyclohexanone, 2-(2-propenyl)- Concentration Rank 6

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

9.79 4_.05 ng 93038 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 2-(2-propenvl)- 138 C9H140 000094-66-6 52
2 Hexahvdro-pentalene-1.6-dione 138 C8H1002 090953-74-5 49
3 Benzene. 1.3-dimethoxv- 138 C8H1002 000151-10-0 49
4 Bicvclol3.3.11nonan-2-one 138 C9H140 002568-17-4 47
5 2-Furaldehyde dimethyl hydrazone 138 C7H10N20 014064-21-2 46

Abundance Scan 674 (9.790 min): BF084011.D (-670) (-) m/z 138.10 100.00%
38
5000 94
67 153
42 108 /
55 77 BRI IR UL BN B
124 9.40 9.60 9.80 10.00 10.20
0 m/z 94.10 50.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16915: Cyclohexanone, 2-(2-propenyl)-
41 67 94
79 109 138
5000 54
9.40 9.60 9.80 10.00 10.20
123 m/z 67.10 35.95%
S ] | O SN NS S S—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
138
9.40 9.60 9.80 10.00 10.20
5000 m/z 153.10 34.76%
55
68 g3 109
28 39
0 9 123
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 A
Abundance #16673: Benzene, 1,3-dimethoxy- T R L S

138 9.40 9.60 9.80 10.00 10.20
m/z 108.05 26 .55%

5000
78 95 109
15 28 ‘\4\1 ?\2 ‘H‘ L \M‘ \‘ 123 \

e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122215\
Data File : BF084011.D

Aca On : 23 Dec 2015 1:57

Operator : UM/SJ

Sample : 6G4916-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.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 6 (1-(Methylthio)ethyl)benzene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.17 12.62 ng 289911 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1-(Methvithio)ethvl)benzene 152 C9H12S 013125-70-7 78
2 Phenol. o-T(.alpha.-methvlbenzvl... 262 C14H1403S 029634-38-6 78
3 Benzene. (l-nitroethvl)- 151 C8H9NO2 007214-61-1 78
4 Ether. p-methvlbenzvl vinvl 148 C10H120 026437-10-5 78
5 Benzene, 1-(bromomethyl)-4-methyl- 184 C8H9Br 000104-81-4 72

Abundance Scan 707 (lod)168 min): BF084011.D (-704) (-) m/z 105.10 100.00%
105
5000
79 II""I""I""I"'A'II
51 65 || 150 9.80 10.00 10.20 10.40
O L o L S e m/z 79.10 16.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #24932: (1-(Methylthio)ethyl)benzene
105
5000
9.80 10.00 10.20 10.40
79 152 m/z 77.05 14.29%
oL 27 Sles | 9o || 121137
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
105
‘%—v‘%‘ﬁ‘?‘v—q—v—v—v—v—p—v—ﬁ—p—
9.80 10.00 10.20 10.40
5000 m/z 103.10 13.07%
0 51 64 " 91 124 142 262
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23715: Benzene, (1-nitroethyl)- —A e
105 9.80 10.00 10.20 10.40
m/z 106.10 8.43%
5000
77
51
0..W?K.,”qu”J“?%,M.w.”.“.” T Y| R N D NN W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122215\

Data File : BF084011.D

Aca On - 23 Dec 2015 1:57

Operator : UM/SJ

3?22 le 64916-03 20151214MGP223BRVI3
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.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 7 Benzene, 1l-methyl-2-(1-meth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.57 4.09 ng 93916 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-2-(1l-methvleth... 134 C10H14 000527-84-4 90
1-(2-Methoxv-1-methvlethvl)-2-me... 164 C11H160 1000210-02-1 83
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 78
4 Benzene. l1-methvl-4-(1-methvleth... 134 C10H14 000099-87-6 78
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 78
Abundance Scan 742 (10.568 min): BF084011.D (-740) (-) m/z 119.10 100.00%
119
5000
91
39 51 65 77 104 189 10.20 10.40 10.60 10.80
o} B I e e e m/z 91.05 26.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14406: Benzene, 1-methyl-2-(1-methylethyl)-
119
5000 AR AR
134 10.20 10.40 10.60 10.80
01 m/z 117.10 17.87%
15 27 41 51 65 77 103
I N L e T A T D P r e e
Abundance
119
10.20 10.40 10.60 10.80
5000 m/z 120.10 11.52%
91
45 132 164
o 36 55 O 7 103 150
RN IR SR UL S UL SN B UURLELALA S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14365: Benzene, 2-ethyl-1,4-dimethyl- B Rmam R A -
119 10.20 10.40 10.60 10.80
m/z 115.10 7.89%
5000
134
91
ol 15 27 39 51 65 1T ] S
m/z--> 20 45 éo 80 100 120 150 160 180 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122215\

Data File : BF084011.D

Aca On - 23 Dec 2015 1:57

Operator : UM/SJ

3?22 le 64916-03 20151214MGP223BRVI3
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.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 8 unknownll.21 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.21 2.58 ng 60033 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(1l-ethenvl-1.3-pro... 222 C17H18 061141-97-7 47
2 Benzaldehvde. 4-(1-phenvl-2-prop... 238 C16H1402 1000277-56-1 43
3 trans-Cinnamvl bromide 196 C9OH9Br 026146-77-0 43
4 1.4:5.8-Dimethanobiphenvlene. 1.... 184 C14H16 001624-13-1 43
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 42
Abundance Scan 798 (11.208 min): BF084011.D (-795) (-) m/z 117.05 100.00%
7
5000
10.80 11.00 11.20 11.40 11.60
0! m/z 115.10 46 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71148: Benzene, 1,1'-(1-ethenyl-1,3-propanediyl)bis-
117
5000
g1 10.80 11.00 11.20 11.40 11.60
m/z 120.10 35.22%
0 27 3? 5}‘ ﬁS ZF “ 1?3 | 131 147 177 191 207 222
m/z--> ﬁo Jo eb 85 160 120 150 160 180 200 250 250
Abundance
117
INDUNARSRARAR AR R
10.80 11.00 11.20 11.40 11.60
5000 m/z 133.10 25.55%
65 91
0 3951 977 105 | 131 152165178 238
m/z--> ﬁo Jo eb 85 160 150 150 1éo 1éo 200 250 250
Abundance #53970: trans-Cinnamy| bromide
117 10.80 11.00 11.20 11.40 11.60
m/z 79.05 22.64%
5000
91
oL 15 27 % 8183 77 | 105 || 129 169 196
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 200 22'0 24'10 10.80 11. oo 11. 20 11.40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122215\

Data File : BF084011.D

Aca On - 23 Dec 2015 1:57

Operator : UM/SJ

3?22 le 64916-03 20151214MGP223BRVI3
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.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 9 unknownll1l.63 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.63 2.46 ng 57232 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenvilcvclohexanone 174 C12H140 001444-65-1 46
2 2-T(Ethvlamino)methvllindole 174 C11H14N2 099840-48-9 43
3 1H-Indole-3-methanamine. N.N-dim... 174 C11H14N2 000087-52-5 35
4 6-Indolizinecarboxamide. 2-methvl- 174 C10H10N20 022380-20-7 35
5 Benzo [f]-1,5-diazabicyclo[3.2.2... 174 C11H14N2 007092-76-4 25
Abundance Scan 835 (11.631 min): BF084011.D (-832) (-) m/z 130.10 100.00%
130 174
5000 117 144
o 7 91 103 189
51 11.40 11.60 11.80 12.00
0 SN 7R m/z 174.00 83.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38646: 2-Phenylcyclohexanone
130
5000 117 14 AR R AR Ras AR A
91 104 11.40 11.60 11.80 12.00
. m/z 117.05 47 .14%
o35 27 T O e L e |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
130
174 " 1140 11.60 11.80 12.00
5000 m/z 144.10 41 .81%
118
0 42 56 gg '/ 89 103 145 157
miz-> 20 40 60 80 100 120 140 160 180 i
Abundance #38622: 1H-Indole-3-methanamine, N,N-dimethyl- - e
130 11.40 11.60 11.80 12.00
m/z 189.10 33.48%
5000
174
44
o | 58 77 87 103 117 | 142 157 w .
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 1&'30 11.'40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122215\

Data File : BF084011.D

Aca On - 23 Dec 2015 1:57

Operator : UM/SJ

3?22 le 64916-03 20151214MGP223BRVI3
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.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 10 1-Nonadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.84 3.42 ng 81274 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 90

Abundance Scan 1028 (13.837 min): BF084011.D (-1026) (-) m/z 83.10 100.00%

5000

125
139153167 13.60 13.80 14.00 14.20
m/z 57.10 93.07%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
7

5000
13.60 13.80 14.00 14.20

125 m/z 97.10 86.21%

0 139154168182196210224238 266
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83
97 13.60 13.80 14.00 14.20
5000 m/z 55.10 85.48%
29 111
125
o 139153167181196 224
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)- T
1360 13.80 14.00 14.20
m/z 43.05 80.47%
97
5000
125
o 139153167182196210224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122215\

Data File : BF084011.D

Aca On - 23 Dec 2015 1:57

Operator : UM/SJ

3?22 le 64916-03 20151214MGP223BRVI3
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.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 11 unknownl4.61 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.61 2.39 ng 56725 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. di... 390 C24H3804 027554-26-3 30
2 4-Nitrobenzoic acid. cvclobutvl ... 221 C11H11NO4 070335-00-1 27
3 Acetic acid. [4-(4-methvl-1-pipe... 262 C14H18N203 346699-90-9 22
4 9-(2".2"-Dimethvlpropanoilhvdraz... 576 C30H42CI12N403 1000111-04-6 16
5 9-t-Butyltricyclo[4.2.1.1(2,5)]d... 224 C14H2402 1000186-30-2 16
Abundance Scan 1096 (14.614 min): BF084011.D (-1094) (-) m/z 70.10 100.00%
70 149
112 261
5000 57 167
41 4 LI L
|| || LY 132 279 14.20 14.40 14.60 14.80 15.00
o M— | m/z 149.00 86.69%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #154183: 1,2-Benzenedicarboxylic acid, diisooctyl ester
149
5000 U B B B B
57 167 1420 14.40 14.60 14.80 15.00
71 m/z 261.20 53.92%
H ‘ “ J 104\ 132 | 279
0 ”.qn”..”l:.”..h,”“,”...“..“..“...”..“,“”,”
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
70
14.20 14.40 14.60 14.80 15.00
5000 m/z 112.10 51.38%
4% gz 112 120
0 27 97 134 167 193
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95485: Acetic acid, [4-(4-methyl-1-piperazinylcarbonyl)ph... e
70 14.20 14.40 14.60 14.80 15.00
m/z 83.10 38.63%
5000
43 5 8 9 121
o d‘ ol | 134150163178191205218233247262
miz-> 20 40 eb éo 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122215\

Data File : BF084011.D

Acq On = 23 Dec 2015 1:57

Operator : UM/SJ

3?22 le - 64916-03 20151214MGP223BRV93
ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.00 6.7 ng 92286 1 6.83 275986 20.0
unknown6 .60 6.60 72.7 ng 1002580 1 6.83 275986 20.0
unknown9.72 9.72 2.4 ng 55384 3 9.87 459510 20.0
Cyclohexanone, 2-... 9.79 4.0 ng 93038 3 9.87 459510 20.0
(1-(Methylthio)et... 10.17 12.6 ng 289911 3 9.87 459510 20.0
Benzene, l-methyl... 10.57 4.1 ng 93916 3 9.87 459510 20.0
unknownll.21 11.21 2.6 ng 60033 4 11.36 465633 20.0
unknownll.63 11.63 2.5 ng 57232 4 11.36 465633 20.0
1-Nonadecene 13.84 3.4 ng 81274 5 13.99 474875 20.0
unknownl4 .61 14.61 2.4 ng 56725 5 13.99 474875 20.0

8270-BF122215_.M Wed Dec 23 17:56:19 2015 Page: 14



