LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012015\

Data File : BF076993.D

Aca On : 21 Jan 2015 9:57 Instrument :

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

3?22'6 : gllll 06 RBDC6-011615

ALS Vial : 31 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-BF011415.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 1.441 29 31 37 rBv 32966 60284 5.05% 0.400%
2 4.024 254 257 264 rBV 56918 133558 11.20% 0.887%
3 4.984 339 341 353 rBV 348439 760319 63.75% 5.050%
4 5.305 364 369 375 rVB 45533 79940 6.70% 0.531%
5 7.339 544 547 551 rBV 427808 734783 61.61% 4.881%
6 7.419 551 554 561 rVB 498106 876417 73.48% 5.821%
7 7.910 594 597 601 rBV 110301 167648 14.06% 1.114%
8 8.231 622 625 629 rBV 379006 597846 50.13% 3.971%
9 9.213 707 711 714 rBV 324632 506929 42 .50% 3.367%
10 10.825 848 852 855 rBV 143665 240231 20.14% 1.596%
11 12.300 978 981 985 rVB 35525 61210 5.13% 0.407%

12 13.477 1080 1084 1087 rBV 590402 894437 75.00% 5.941%
13 14.540 1173 1177 1180 rBV 85429 125619 10.53% 0.834%
14 14.951 1209 1213 1216 rVB 175974 267154 22.40% 1.775%

15 15.397 1250 1252 1255 rVB 8991 14063 1.18% 0.093%
16 15.877 1290 1294 1301 rBV2 5097 13933 1.17% 0.093%
17 16.197 1319 1322 1325 rVB 10703 16195 1.36% 0.108%

18 16.586 1353 1356 1358 rBV 130664 190163 15.94% 1.263%
19 16.631 1358 1360 1363 rVV 409870 647875 54.32% 4 _.303%

20 17.294 1413 1418 1420 rBv4 8206 14900 1.25% 0.099%
21 17.740 1454 1457 1459 rBvV 238402 286251 24 .00% 1.901%
22 17.774 1459 1460 1463 rVB2 8841 11955 1.00% 0.079%
23 18.209 1496 1498 1500 rVB 53545 60931 5.11% 0.405%

24 18.369 1510 1512 1515 rBV 220969 224709 18.84% 1.493%
25 18.540 1525 1527 1530 rVB 108454 139534 11.70% 0.927%

26 18.620 1530 1534 1537 rBV3 10949 20122 1.69% 0.134%
27 18.734 1541 1544 1550 rBV 137507 208244 17.46% 1.383%
28 18.917 1558 1560 1564 rBV3 13618 26371 2.21% 0.175%

29 18.997 1564 1567 1570 rBV 698015 764833 64.13% 5.080%
30 19.089 1572 1575 1576 rBV 289004 398913 33.45% 2.650%

31 19.192 1582 1584 1586 rVB 294912 296017 24.82% 1.966%
32 19.260 1586 1590 1592 rVvVv 334571 530073 44.44% 3.521%
33 19.294 1592 1593 1595 rVB 47934 39163 3.28% 0.260%
34 19.420 1602 1604 1605 rBV 29597 48125 4._.04% 0.320%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012015\

Data File : BF076993.D

Aca On : 21 Jan 2015 9:57 Instrument :

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

3?22'6 : gllll 06 RBDC6-011615

ALS Vial : 31 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-BF011415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 19.454 1605 1607 1609 rVB 1113926 1192660 100.00% 7.922%

36 19.615 1618 1621 1622 rBV3 8765 14273 1.20% 0.095%
37 19.672 1623 1626 1628 rVV 692827 866463 72.65% 5.755%
38 19.706 1628 1629 1631 rVB 23590 19757 1.66% 0.131%
39 19.752 1631 1633 1636 rBV 69805 98128 8.23% 0.652%
40 19.809 1636 1638 1640 rVB 26737 31370 2.63% 0.208%
41 19.969 1649 1652 1655 rVB 796177 834564 69.98% 5.543%
42 20.517 1696 1700 1707 rBV9 7924 28350 2.38% 0.188%
43 20.655 1709 1712 1715 rVB4 52174 74058 6.21% 0.492%
44 20.872 1729 1731 1733 rVB3 11629 15336 1.29% 0.102%
45 20.975 1739 1740 1743 rVB 28587 39919 3.35% 0.265%
46 21.238 1758 1763 1769 rBVY 290357 478011 40.08% 3.175%
47 21.375 1772 1775 1776 rBV 24553 40800 3.42% 0.271%
48 21.443 1778 1781 1784 rBVY 66407 89988 7.55% 0.598%
49 21.500 1784 1786 1788 rBV3 27314 38833 3.26% 0.258%
50 21.546 1788 1790 1793 rBvV4 10303 22269 1.87% 0.148%
51 21.626 1794 1797 1799 rBV3 13261 26736 2.24% 0.178%
52 21.718 1802 1805 1808 rVvv4 33509 74858 6.28% 0.497%
53 21.763 1808 1809 1813 rVV 68178 124510 10.44% 0.827%
54 21.866 1816 1818 1821 rVB4 31872 40278 3.38% 0.268%
556 21.969 1825 1827 1828 rBV2 16431 20901 1.75% 0.139%
56 22.003 1828 1830 1832 rBV 50949 73347 6.15% 0.487%
57 22.072 1832 1836 1838 rVVv2 45782 93265 7.82% 0.620%
58 22.220 1847 1849 1851 rBV2 21343 31446 2.64% 0.209%
59 22.255 1851 1852 1857 rVB2 50304 86811 7.28% 0.577%
60 22.518 1873 1875 1879 rVvB3 113118 148462 12.45% 0.986%
61 22.632 1883 1885 1886 rBV2 33516 51327 4_30% 0.341%
62 22.666 1886 1888 1892 rVB4 26381 33185 2.78% 0.220%
63 22.746 1893 1895 1899 rBV3 33804 87068 7.30% 0.578%

64 22.849 1899 1904 1905 rBV2 118786 272298 22.83% 1.809%
65 22.883 1905 1907 1913 rVB 228933 310563 26.04% 2.063%

66 23.101 1924 1926 1928 rBV3 32911 59991 5.03% 0.398%
67 23.478 1955 1959 1962 rBV4 65632 176305 14.78% 1.171%

Sum of corrected areas: 15054875
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\

Data File : BF076993.D

Aca On - 21 Jan 2015 9:57

Operator : 1Z / TP

ﬁ?ggle i g1111—06 RBDC6-011615
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF076993.D

1000000

800000

600000
7.42

400000 4.98 8.23

200000
7.91

4.02 5.30

400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
TIC: BF076993.D

1.44

150 200 250 3.00 3.50

0
Time-->
Abundance

1000000

800000

600000 13.48

16.63
400000

17.74 18.37

14.95
14.54

200000

10.83 16/59

18.5

18.2
17.29 1j{.77

12.30

15.40 15.8816.20

Ob

10.00 10.50 11.00 11.50 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
TIC: BF076993.D

Time-->
Abundance

19.45

1000000

19.97
800000

19.00 19.67

600000

400000

200000} g 73

w3l

19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00

0

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\

Data File : BF076993.D

Aca On - 21 Jan 2015 9:57

Operator : 1Z / TP

ﬁ?ggle i g1111—06 RBDC6-011615
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 9

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

4.02 15.93 ng 133558 1,4-Dichlorobenzene-d4 7.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 33
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 32
3 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 25
4 1-Butanol. 3-methoxv- 104 C5H1202 002517-43-3 25
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 23

Abundance Scan 257 (4.024 min): BF076993.D (-254) (-) 43.05 100.00%
43
59
5000
101
83 3.60 3.80 4.00 4.20 4.40
01 m/z 59.10 68.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R IR LI UL
59 360 3.80 4.00 420 4.40
m/z 101.00 21.85%
15 4 101
51 83
s A NN R SRR R BAARA N RN LAY EARR) LA AR RARAS AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
360 3.80 4.00 4.20 4.40
5000 m/z 58.10 18.18%
43
o 69 83 o 123 141 159
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4231: 3—Hydroxy—3—methy|—2—butanone LI B L L e
59 360 3.80 4.00 420 4.40
m/z 41.10 8.14%
5000 43
31
0 ]75 1 | ‘\ N 69 8\7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 3.60 3.80 4.00 420 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\

Data File : BF076993.D

Aca On - 21 Jan 2015 9:57

Operator : 1Z / TP

ﬁ?ggle i g1111—06 RBDC6-011615
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 unknown7.42 Concentration Rank 1

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

7.42 104.55 ng 876417 1,4-Dichlorobenzene-d4 7.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 554 (7.419 min): BF076993.D (-551) (-) m/z 132.00 100.00%
32
5000 68 /\
96 D SRR RS LS B
40 54 7 g7 | 105 7.00 7.20 7.40 7.60 7.80
(o} T m/z 68.10 38.52%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 I AL I R
7.00 7.20 7.40 7.60 7.80
33 44 105 m/z 134.00 33.77%
O....|....6|0..70..§|0....|..:!-1.5|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 7.00 7.20 7.40 7.60 7.80
5000 og 116 m/z 66.00 27.60%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R EmmasmaEEE R
132 7.00 7.20 7.40 7.60 7.80
m/z 69.10 16.57%
5000 6
41 97
53
o e s L
N Y O S S A G
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\

Data File : BF076993.D

Aca On - 21 Jan 2015 9:57

Operator : 1Z / TP

ﬁ?ggle i g1111—06 RBDC6-011615
ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 Benzophenone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.59 13.29 ng 190163 Phenanthrene-d10 17.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 49
3 Benzovl isothiocvanate 163 C8H5NOS 000532-55-8 47
4 1-Propanone. 3-chloro-1-phenvl- 168 C9HOCIO 000936-59-4 47
5 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
Abundance Scan 1356 (16.586 min): BF076993.D (-1353) (-) m/z 105.00 100.00%
105
77
182
5000
51 S A W
152 16.20 16.40 16.60 16.80 17.00
ol M 03 87 )12 T 168 m/z 77.10 63.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44108: Benzophenone
105
77 182
5000 RIS SN SR B
16.20 16.40 16.60 16.80 17.00
o1 m/z 182.10 53.00%
o 27 39 | 63 ‘ 126 152
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
77 16.20 16.40 16.60 16.80 17.00
5000 m/z 51.00 25.73%
51
ol 14 27 39 65 o 125 154
miz--> 20 40 60 80 100 120 140 160 180
Abundance #31396: Benzoy! isothiocyanate A
105 16.20 16.40 16.60 16.80 17.00
77 m/z 181.10 9.29%
5000
51
0 27 38 | 62 | 88 | 131
LR L LR ML L LA UL L L UL AL AR AL
m/z--> 20 40 60 80 100 120 140 160 180 16.20 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\

Data File : BF076993.D

Aca On - 21 Jan 2015 9:57

Operator : 1Z / TP

ﬁ?ggle i g1111—06 RBDC6-011615
ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 o-Terphenyl Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.37 15.70 ng 224709 Phenanthrene-d10 17.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Terphenvl 230 C18H14 000084-15-1 96
2 6.6-Diphenvilfulvene 230 C18H14 002175-90-8 93
3 Naphthalene. 2-stvrvl- 230 C18H14 002039-70-5 89
4 Naphthacene. 5.12-dihvdro- 230 C18H14 000959-02-4 64
5 Pyrene, 1,3-dimethyl- 230 C18H14 064401-21-4 58
Abundance Scan 1512 (18.369 min): BF076993.D (-1510) (-) m/z 230.10 100.00%
0
5000
101113 202 800 18.20 18.40 18.60
63 88 152 165176 189 18.00 18.20 18.40 18.60
O or 22 12 126 139 e m/z 229.10  64.82%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #76470: o-Terphenyl
230
5000 RN LA BN U B
18.00 18.20 18.40 18.60
215 m/z 215.10 37.96%
1114 202
27 39 51 63 76 88 J L 126139152165176189 deih ]
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
230
18.00 18.20 18.40 18:60
5000 m/z 228.10 35.92%
215
101 113 152 202
39 51 g3 77 g3 128139 165176189
O T o o o
mz-> 20 40 60 8 100 120 140 160 180 200 220
Abundance #76484: Naphthalene, 2- Styryl LI L L L L L B
230 18.00 18.20 18.40 18.60
m/z 226.10 20.33%
5000
114
39 51 63 77 g8 128139 12163 176 189
o} T
mz-> 20 40 60 80 100 120 140 160 180 200 220 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\

Data File : BF076993.D

Aca On - 21 Jan 2015 9:57

Operator : 1Z / TP

ﬁ?ggle i g1111—06 RBDC6-011615
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 unknownl8.54 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.54 9.75 ng 139534 Phenanthrene-d10 17.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 3-methvlene-4-(1.2-... 132 Cl10H12 068377-81-1 46
2 Tricvclol8.2.2.2(4.7)1hexadeca-4... 236 C17H160 000729-30-6 42
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 41
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 38
5 Benzene, l-butenyl-, (E)- 132 C10H12 001005-64-7 38
Abundance Scan 1527 (18.540 min): BF076993.D (-1525) (-) m/z 104.10 100.00%
9
5000
78 R BN BULRS R o
39 51 65 “ 18.20 18.40 18.60 18.80
0 R U PR PO W m/z 91.00 96.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13639: Cyclohexene, 3-methylene-4-(1,2-propadieny!)-
9
117
5000 AR AR UL IR B
39 T os | 181 18.20 18.40 18,60 18.80
27 51 65 ‘ ‘ m/z 117.00  73.96%
ool \‘m, . )T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
104
18.20 18.40 18.60 18.80
5000 m/z 115.10 39.08%
236
78
5163 | o 132144
O R B e B R R m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13603: Benzene, 2-ethenyl-1,4-dimethyl- e e
18.20 18.40 18.60 18.80
m/z 92.00 30.51%
5000
o7 3951 65 77
o} A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1820 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\

Data File : BF076993.D

Aca On - 21 Jan 2015 9:57

Operator : 1Z / TP

ﬁ?ggle i g1111—06 RBDC6-011615
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.73 14.55 ng 208244 Phenanthrene-d10 17.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 59
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1544 (18.734 min): BF076993.D (-1541) (-) m/z 60.00 100.00%
3
5000 k
18140 18.60 18.80 19.00
0 m/z 73.00 90.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o,
5000 SRR AR UUSUEEE
mmmmmmmm
m/z 57.05 83.97%
. I “\ f }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 150 160 180 200 220 240 260
Abundance
60 73
43 AR UL SUNRRE
18.40 18.60 18.80 19.00
5000 129 m/z 43.10 78.47%
29 87 185
115 228
Ls 101 143 171 199212
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #65562: Tridecanoic acid B B A L B
43 60 78 18.40 18.60 18.80 19.00
m/z 55.05 73.89%
5000 - e
‘ T? o 115 ‘ 71 214
0---|-‘---U-‘--”-”‘-”‘H‘|U--:h---‘-|----]]4:3-:-'--57--‘--|-‘--1-98---‘- IBEEENEREREE N AR EEEEEEEEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076993.D

Aca On : 21 Jan 2015 9:57

Operator =: 1Z / TP

Sample : G1111-06

Misc S

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC Library :
TIC Integration Parameters:

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

Peak Number 12 Tricyclo[8.2.2.2(4,7)]hexad... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.19 20.68 ng 296017 Phenanthrene-d10 17.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol8.2.2.2(4.7)1hexadeca-4... 236 C17H160 000729-30-6 87
2 1.2.4-0Oxadiazole. 5-(2-methvlphe... 236 C15H12N20 054494-15-4 46
3 1H-1.2.4-Triazol-1-amine. 3.5-di... 236 C14H12N4 034985-93-8 38
4 2H-Inden-2-one. 1.3-dihvdro- 132 C9H80 000615-13-4 30
5 3-Phenylthiolane,S,S-dioxide 196 C10H1202S 016766-64-6 27

Abundance Scan 1584 (19.192 min): BF076993.D (-1582) (-) m/z 91.10 100.00%
91 104
5000 117 145 236
39 51 65 || 131 165 178 193 207 18.80 19.00 19.20 19.40 19.60
0,”..“..w..”,.. - ST NI ML SRS m/z 104.10 90.31%
m/z--> 20 40 100 120 140 160 180 200 220 240
Abundance #79991. T||cycIo[8.2.®2.2(4,7)]he><adeca 4,6,10,12,13,15-hex...
104
2000 236 18.80 19.00 19.20 19.40 19.60
78 130 m/z 145.05 45_.98%
. L6 | 8 | ‘
mz-> 20 40 60 80 100 150 140 160 180 200 230 240
Abundance
104
18:80 19.00 19.20 19.40 19.60
5000 o1 236 m/z 117.10 43.68%
39 51 64 77 119 133
N R S UL S S RS SR SRS LA SRR R
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79675: 1H-1,2,4-Triazol-1-amine, 3,5-diphenyl-
104 18.80 19.00 19.20 19.40 19.60
m/z 236.20 39.57%
5000
236
77
o 51 | 89 | 118 133 ‘
miz-> 20 40 60 80 100 150 14'10 160 180 200 220 240 18.80 19.00 19.20 19.40 19.60

8270-BF011415.M Wed Jan 21 12:40:12 2015

RBDC6-011615
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\

Data File : BF076993.D

Aca On - 21 Jan 2015 9:57

Operator : 1Z / TP

ﬁ?ggle i g1111—06 RBDC6-011615
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 unknownl19.45 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

19.45 83.33 ng 1192660 Phenanthrene-d10 17.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione. 2-ethvl- 236 C16H1202 000084-51-5 49
2 11H-Cvcloheptalalnaphthalen-11-o0... 236 C17H160 058111-76-5 43
3 9.10-Anthracenedione. 2.3-dimethvl- 236 C16H1202 006531-35-7 38
4 Germacr-4-en-12-oic acid. 6.alph... 236 C15H2402 025861-62-5 30
5 9H-Fluorene, 3-methyl- 180 C14H12 002523-39-9 25

Abundance Scan 1607 (19.454 min): BF076993.D (-1605) (-) " m/z 236.20 100.00%

236
167180

5000 193

115
41 g3 77 91403 207 221 19.20 19.40 19.60 19.80

0 m/z 180.10 65.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79901: 9,10-Anthracenedione, 2-ethyl-
236
5000 LIS L L L L L L L LB
165 193 221 19.20 19.40 19.60 19.80
m/z 178.10 61.01%
178 208

26 39 51 63 77 89 104 126139152 ﬂ L

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

Abundance
236
194 22 SNSRI £ SN |
19.20 19.40 19.60 19.80
5000 178 m/z 167.10 58.28%
152 165
207
o) JNEEEEEEARASSMSAL h MESSVA  M S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79912: 9,10-Anthracenedione, 2,3-dimethyl-  Ramm e R,
236 19.20 19.40 19.60 19.80
m/z 165.05 54.92%
5000 165
178 193 208221
o284 60 77 89 104 197139192 | \\‘ L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\
Data File : BF076993.D

Aca On : 21 Jan 2015 9:57

Operator =: 1Z / TP

Sample : G1111-06

Misc S

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Carbamazepine Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.67 36.25 ng 866463 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbamazepine 236 C15H12N20 000298-46-4 60
2 Benzene. 1.1"-cvclohexvlidenebis- 236 C18H20 021113-55-3 52
3 9.10-Anthracenedione. 2.3-dimethvl- 236 C16H1202 006531-35-7 35
4 1-Formvlanthraauinone 236 C15H803 091323-92-1 27
5 Anthracene, 9,10-dihydro-9-methy... 236 C18H20 110551-72-9 22
Abundance Scan 1626 (19.672 min): BF076993.D (-1623) (-) m/z 236.20 100.00%
193 236
178
5000
115

41 77 91 128 19.40 19.60 19.80 20.00

o 63 108 140 207 221 m/z 193.10  89.04%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 =240
Abundance #79771: Carbamazepine
193
5000 LA L L L LB L L LN
236 19.40 19.60 19.80 20.00
165 m/z 178.10 69.04%
ol 16 28 4 6375 96 113126139152 | 177 M\ 207219 |
R L A e S e AR SR an
m/z--> 20 40 60 80 100 120 140 160 180 200 220 =240
Abundance
193 236
S Rmman n
19.40 19.60 19.80 20.00
5000 m/z 167.10 58.59%
o1 115 167180
. n 77103 10 1m2 206
i R aa E e B R e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79912: 9,10-Anthracenedione, 2,3-dimethyl- e ARES Rmmay L

6 19.40 19.60 19.80 20.00

m/z 180.10 55.46%

5000

178 193 208,

60 77 89 104 197139152

og 41

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 19.40 19.60 19.80 20.00

8270-BF011415.M Wed Jan 21 12:40:14 2015

RBDC6-011615

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\

Data File : BF076993.D

Aca On - 21 Jan 2015 9:57

Operator : 1Z / TP

ﬁ?ggle i g1111—06 RBDC6-011615
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 unknown22.25 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
22.25 5.59 ng 86811 Perylene-di12 22.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracvclol3.3.1.1(3.7).0(2.91d... 159 C11H13N 1000217-13-8 38
2 Tricvclol6.6.0.0(3.6)1tetradeca-... 186 C14H18 1000151-40-9 22
3 Benzene. 6-heptvnvl- 172 C13H16 056293-02-8 14
4 Cvclohexene. 3-methvlene-4-(1.2-... 132 C10H12 068377-81-1 10
5 2,9-Heptadecadiene-4,6-diyn-8-ol... 244 C17H240 050816-77-8 10
Abundance Scan 1852 (22.255 min): BF076993.D (-1851) (-) m/z 91.00 100.00%
il
117
5000 55 159
318 HRR ISR IR BN B
3 ; || 1 191207 233 261276 22.00 22.20 22.40 22.60
0 bl m/z 117.05 64 .01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #29052: Tetracyclo[3.3.1.1(3,7).0(2,9)]decane-2-carbonitrile
117
56
39
5000 LS SURBLLN SN BN B
91 159 22100 2220 22.40 22.60
m/z 55.10 40.56%
ol 20 7 143
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
91 117
22,00 22.20 22.40 22.60
5000 m/z 104.10 39.93%
= 143
65
. 159 186
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #37564: Benzene, 6-heptynyl-
il 22.00 22.20 22.40 22.60
m/z 159.10 37.29%
5000
129
41 65 157172
0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\

Data File : BF076993.D

Aca On - 21 Jan 2015 9:57

Operator : 1Z / TP

ﬁ?ggle i g1111—06 RBDC6-011615
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 unknown22.52 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.52 9.56 ng 148462 Perylene-d12 22.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecene. 1.2-diphenvl- 318 C24H30 115977-56-5 47
2 Coronene. 1.2.2a.3.4.4a.5.6.6a.7... 318 C24H30 125379-41-1 38
3 4-Methvl-2-(2-nitro-5-piperidin-... 364 C20H20N403 1000294-85-7 38
4 8-Methoxv-11-T3-methvlbutvl1-11H... 318 C21H22N20 155249-60-8 35
5 Vanadium, (.eta.-5-pentamethylcy... 318 C20H27V 1000157-67-2 30
Abundance Scan 1875 (22.518 min): BF076993.D (-1873) (-) m/z 318.30 100.00%
318
5000 167
22.20 22,40 22.60 22.80
0! m/z 167.10 44 .01%
m/z--> 50 100 150 200 250 300 350
Abundance #127304: Cyclododecene, 1,2-diphenyl-
318
o1 205
5000 UV AR RUARRR
22.20 22.40 22.60 22.80
115 m/z 178.10 36.68%
oL |“.6“? Ly H\ H\ J‘H \I\ b ‘u \HH \\‘\ \ 233 261 290| A
m/z--> 50 100 150 200 250 300 350
Abundance
318
22.20 22.40 22.60 22.80
5000 m/z 55.10 34.31%
290
0 28 55 79 117138 165 205 22924725
m/z--> 55 160 1éo 200 250 300 3%0
Abundance #146273: 4-Methyl-2-(2-nitro-5-piperidin-1-yl-phenyl)-2H-p.... R R REEmE R
318 22.20 22.40 22.60 22.80
m/z 193.10 32.17%
5000
ol 41 76 102 130 159178 205 234 262 288 | 364
m/z--> % ﬁo 150 200 250 300 :& nmnmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\

Data File : BF076993.D

Aca On - 21 Jan 2015 9:57

Operator : 1Z / TP

ﬁ?ggle i g1111—06 RBDC6-011615
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 Pentadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

22.75 5.61 ng 87068 Perylene-di12 22.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 60
2 Heptadecane 240 C17H36 000629-78-7 49
3 Tridecane 184 C13H28 000629-50-5 47
4 Tetradecane. l-i1odo- 324 C14H29l 019218-94-1 47
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 47

Abundance Scan 1895 (22.746 min): BF076993.D (-1893) (-) m/z 57.10 100.00%

57
5000

22.40 22.60 22.80 23.00

111127142 165180 212 237252

0 m/z 71.10 50.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64574: Pentadecane
57
85
5000 4 LI L B L
22.40 22.60 22.80 23.00
m/z 43.10 50.02%
ol e e 22
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
B B e e RN
22.40 22.60 22.80 23.00
m/z 85.10 37.62%
5000 41 85

113 141 169 196211 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45540: Tridecane S EEa e RS R
57 22.40 22.60 22.80 23.00
m/z  69.10 20.91%
5000
4
85
0 I 1 ‘ \‘ \‘ Al 113 141 184
e e e e e e e e e I B EE BEE E
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 22. 40 22 60 22. 80 23. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012015\

Data File : BF076993.D

Aca On - 21 Jan 2015 9:57

Operator : 1Z / TP

ﬁ?ggle i g1111—06 RBDC6-011615
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 20 unknown23.48 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.48 11.35 ng 176305 Perylene-d12 22.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluorene-9-carbonitrile 191 C14H9N 001529-40-4 43
2 Cvclopropene. 3-bromo-1.2-diphenvl- 270 C15H11Br 029559-17-9 35
3 Cvclopentene. 1-isopropvl-4.5-di... 138 C10H18 007712-74-5 22
4 _beta.-iso-Methvl i1onone 206 C14H220 1000285-40-2 22
5 p-Menth-2-en-9-o0l, trans- 154 C10H180 1000151-16-0 22
Abundance Scan 1959 (23.478 min): BF076993.D (-1955) (-) m/z 191.10 100.00%
o5 191
5000
222 553 773 203 318 720 2340 2360 2950
0 m/z 95.10 80.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #49881: 9H-Fluorene-9-carbonitrile
191
5000 LIS UL UL BRSNS

23 20 23. 40 23 60 23. 80
m/z 55.10 70.88%

164
39 63 82 193 139

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
191
R R EEEE e a s
23.20 23.40 23.60 23.80
5000 m/z 81.05 70.54%

95 165 270
39 63 49 114 139 207 225 245

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #16371: Cyclopentene, 1-isopropyl-4,5-dimethy!- RS BE
95 23.20 23.40 23.60 23.80
m/z 69.10 61.02%
5000 123

d M‘W‘“u \ 1?9

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 23 20 23. 40 23 60 23. 80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012015\

Data File : BF076993.D

Acq On : 21 Jan 2015 9:57

Operator - 1Z / TP

3?22'6 i g1111-06 RBDC6-011615
ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
Quant Title : 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... 4.02 15.9 ng 133558 1 7.91 167648 20.0
unknown? .42 7.42 104.6 ng 876417 1 7.91 167648 20.0
Benzophenone 16.59 13.3 ng 190163 4 17.74 286251 20.0
o-Terphenyl 18.37 15.7 ng 224709 4 17.74 286251 20.0
unknownl18.54 18.54 9.8 ng 139534 4 17.74 286251 20.0
n-Hexadecanoic acid 18.73 14.6 ng 208244 4 17.74 286251 20.0
Tricyclo[8.2.2.2(... 19.19 20.7 ng 296017 4 17.74 286251 20.0
unknown19 .45 19.45 83.3 ng 1192660 4 17.74 286251 20.0
Carbamazepine 19.67 36.3 ng 866463 5 21.24 478011 20.0
unknown22 .25 22.25 5.6 ng 86811 6 22.88 310563 20.0
unknown22 .52 22.52 9.6 ng 148462 6 22.88 310563 20.0
Pentadecane 22.75 5.6 ng 87068 6 22.88 310563 20.0
unknown23.48 23.48 11.4 ng 176305 6 22.88 310563 20.0
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