LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100298.D

Aca On : 8 Nov 2017 18:16

Operator : SJ/JU

Sample : 16338-02 100X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.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 6.898 814 818 821 rBY 1360574 1072988 16.22% 1.524%
2 8.180 1032 1036 1039 rVvB 1754051 1424347 21.53% 2.023%
3 9.933 1329 1334 1338 rVvB2 1712147 1552300 23.46% 2.205%
4 10.604 1446 1448 1452 rVB 87661 67703 1.02% 0.096%
5 10.722 1465 1468 1470 rBV 108956 87381 1.32% 0.124%
6 10.904 1496 1499 1503 rBV 277611 243019 3.67% 0.345%
7 10.986 1510 1513 1515 rBV 741712 614259 9.28% 0.873%
8 11.010 1515 1517 1521 rVB 880150 659882 9.97% 0.937%
9 11.074 1525 1528 1531 rVB 939499 712084 10.76% 1.011%
10 11.186 1543 1547 1549 rBY 1455704 1149527 17.37% 1.633%
11 11.204 1549 1550 1553 rVB 132427 84247 1.27% 0.120%

12 11.369 1574 1578 1581 rBV 4254198 3686615 55.72% 5.237%
13 11.427 1583 1588 1591 rBV2 3856120 4417251 66.76% 6.275%
14 11.457 1591 1593 1597 rVB 2953943 2433094 36.77% 3.456%
15 11.521 1600 1604 1607 rVB 3042649 2545745 38.48% 3.616%

16 11.633 1618 1623 1626 rBV 3833711 3630782 54.88% 5.157%
17 11.657 1626 1627 1630 rVB 534702 289162 4._.37% 0.411%
18 11.716 1635 1637 1639 rVB2 114551 86096 1.30% 0.122%
19 11.745 1639 1642 1644 rBv2 107015 121396 1.83% 0.172%
20 11.810 1649 1653 1656 rBV 6104643 6616358 100.00% 9.398%

21 11.851 1656 1660 1663 rVV2 2633210 3896625 58.89%% 5.535%
22 11.880 1663 1665 1670 rVB 2633742 2401615 36.30% 3.411%
23 11.945 1670 1676 1679 rBV 2786462 2565898 38.78% 3.645%
24 11.974 1679 1681 1687 rBV5 114865 188042 2.84% 0.267%
25 12.057 1691 1695 1698 rBV 3005399 3092220 46.74% 4_.392%

26 12.086 1698 1700 1702 rVB 481864 359535 5.43% 0.511%
27 12.180 1713 1716 1720 rVB4 324992 401688 6.07% 0.571%
28 12.227 1720 1724 1727 rBV 4941751 4947405 74.78% 7.028%
29 12.286 1730 1734 1739 rBV4 557475 799330 12.08% 1.135%
30 12.374 1747 1749 1753 rVB5 194167 204851 3.10% 0.291%

31 12.416 1753 1756 1758 rBV2 461486 568202 8.59% 0.807%
32 12.445 1758 1761 1763 rVV3 401758 438679 6.63% 0.623%
33 12.527 1773 1775 1781 rVB3 341364 409481 6.19% 0.582%
34 12.627 1788 1792 1794 rBV2 879788 1214620 18.36% 1.725%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100298.D

Aca On : 8 Nov 2017 18:16

Operator : SJ/JU

Sample : 16338-02 100X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.680 1798 1801 1803 rVV2 430874 486350 7.35% 0.691%

36 12.704 1803 1805 1807 rVB 525244 391711 5.92% 0.556%
37 12.727 1807 1809 1811 rBV2 346237 265015 4.01% 0.376%
38 12.768 1814 1816 1818 rBV 498868 451135 6.82% 0.641%
39 12.792 1818 1820 1824 rBV3 333819 437323 6.61% 0.621%
40 12.851 1828 1830 1832 rBV2 596932 624965 9.45% 0.888%

41 12.963 1847 1849 1851 rBV2 469809 490626 7.42% 0.697%
42 13.010 1855 1857 1860 rVB2 695882 610091 9.22% 0.867%
43 13.039 1860 1862 1864 rBV3 371610 395566 5.98% 0.562%
44 13.180 1882 1886 1888 rVB2 507233 571661 8.64% 0.812%
45 13.398 1920 1923 1925 rBV3 393852 459964 6.95% 0.653%

46 13.451 1930 1932 1936 rVB4 454488 444008 6.71% 0.631%
47 13.492 1936 1939 1940 rBV3 543405 508233 7.68% 0.722%
48 13.721 1975 1978 1980 rBV5 463287 446844 6.75% 0.635%
49 13.745 1980 1982 1985 rBV2 573840 566647 8.56% 0.805%
50 13.798 1988 1991 1992 rBV3 407267 496984 7.51% 0.706%

51 13.992 2022 2024 2026 rBV2 452662 357278 5.40% 0.507%
52 14.062 2033 2036 2041 rBV2 972566 1307887 19.77% 1.858%
53 14.233 2063 2065 2070 rVB4 531069 659833 9.97% 0.937%
54 14.409 2093 2095 2099 rVB3 911738 987595 14.93% 1.403%
55 14.586 2122 2125 2127 rBV 697724 797936 12.06% 1.133%

56 14.768 2153 2156 2161 rBV2 636832 891673 13.48% 1.267%
57 14.898 2175 2178 2186 rVB4 686260 1146208 17.32% 1.628%
58 15.098 2210 2212 2219 rVB3 471586 598357 9.04% 0.850%
59 15.551 2285 2289 2298 rVB 776510 1185297 17.91% 1.684%
60 16.280 2409 2413 2422 rVB 424002 815946 12.33% 1.159%

61 16.721 2483 2488 2496 rVB 583691 1022438 15.45% 1.452%

Sum of corrected areas: 70399998
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100298.D

Aca On : 8 Nov 2017 18:16

Operator : SJ/JU

Sample = 16338-02 100X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF100298.D

6.90

0
Time-->

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00

6.50

7.00

7.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF100298.D
1181

11.37
11.4311.63

p

8.18 9.93 11.19

10807229 || 11.20

b 1§79

12.23

Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

12.50

13.00 13.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF100298.D

16.28 16.72

Time-->

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

18.00

18.50

19.00

8270-BF110817.M Thu Nov 09 15:09:53 2017

Page: 3




Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100298.D

Aca On : 8 Nov 2017 18:16

Operator : SJ/JU

Sample = 16338-02 100X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzene, (1-methylundecyl)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.37 16.69 ng 3686620 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvlundecvl)- 246 C18H30 002719-61-1 97
2 Benzene. (l-methvinonvI)- 218 C16H26 004537-13-7 72
3 Benzene. (l-methvldecvI)- 232 C17H28 004536-88-3 72
4 Benzene. (1-methvldodecvl)- 260 C19H32 004534-53-6 72
5 Benzene, (1-methylheptyl)- 190 C14H22 000777-22-0 72
Abundance Scan 1578 (11.369 min): BF100298.D (-1574) (-) m/z 105.10 100.00%
105.1
5000
41.0 79.0 246.3 11.00 11.20 11.40 11.60
bt b e 204147 1167.0 1892 2182 0T ‘m/z 106.05  13.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #99254: Benzene, (1-methylundecyl)-
105.0
5000

11.00 11.20 11.40 11.60
m/z 91.05 11.07%

o 41.0 o0 790 | | 128.0147.0 168.0 207.0 246.0
< i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
105.0
11.00 11.20 11.40 11.60
5000 m/z 41.05 5.63%
16.0 410 79.0 1330 1610 1890 280
e NN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #87787: Benzene, (1-methyldecyl)-
105.0 11.00 11.20 11.40 11.60
m/z 246.30 5.13%
5000
ol_220 410 600 790 | | 128.0147.0 175.0 203.0 2320 A
B e i L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100298.D

Aca On : 8 Nov 2017 18:16

Operator : SJ/JU

Sample = 16338-02 100X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzene, (1-propyldecyl)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.52 11.53 ng 2545750 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-propvldecvl)- 260 C19H32 004534-51-4 95
2 Benzene. (l-propvlnonvl)- 246 C18H30 002719-64-4 80
3 Benzene. (l-propvloctvl)- 232 C17H28 004536-86-1 72
4 Benzene. (1-butvinonvl)- 260 C19H32 004534-50-3 53
5 Benzene, (1-propylheptadecyl)- 358 C26H46 002400-03-5 50
Abundance Scan 1604 (11.521 min): BF100298.D (-1600) (-) m/z 91.05 100.00%
91.0
5000
133.1
41.1 217.2 260.3 11.20 11.40 11.60 11.80
Obr bt el 1 (1611 1901 TS Y Tm/z 133.10  30.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111013: Benzene, (1-propyldecyl)-
91.0
5000
11.20 11.40 11.60 11.80
133.0 m/z 105.10 8.94%
0220 0 710 | 1130 M 161.0181.0 2170 2600
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
91.0
11.20 11.40 11.60 11.80
5000 m/z 92.10 8.76%
133.0
0 410 69.0 111.0 161.0 203.0 248.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #87786: Benzene, (1-propyloctyl)-
91.0 11.20 11.40 11.60 11.80
m/z 41.10 7.02%
5000
133.0
ol A0 850 | w19 1540 18?0 232.0
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 210 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100298.D

Aca On : 8 Nov 2017 18:16

Operator : SJ/JU

Sample = 16338-02 100X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzene, (1l-ethylundecyl)-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.63 16.44 ng 3630780 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-ethvlundecvl)- 260 C19H32 004534-52-5 94
2 Benzene. (l-ethvinonvl)- 232 C17H28 004536-87-2 80
3 Benzene. (l-ethvldecvl)- 246 C18H30 002400-00-2 80
4 Benzene. (1l-ethvloctv)- 218 C16H26 004621-36-7 80
5 Hexane, 3,4-diphenyl- 238 C18H22 005789-31-1 53

Abundance Scan 1622 (11.627 min): BF100298.D (-1618) (-) m/z 91.05 100.00%
91.0
5000 119.1
al 1471 1751 2040 2312 2603 11.40 11.60 11.80 12.00
S m/z 119.10 46.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111018: Benzene, (1-ethylundecyl)-
91.0
119.0
5000
11.40 11.60 11.80 12.00
m/z 105.10 13.18%
41.0
m/z--> 20 Jo éo 80 100 150 150 160 180 200 220 240 2éo '
Abundance
91.0
11.40 11.60 11.80 12.00
5000 119.0 m/z 41.10 13.00%
o 0 690 161.0 203.0 2320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99242: Benzene, (1-ethyldecyl)-
91.0 11.40 11.60 11.80 12.00
m/z 43.10 9.05%
119.0
5000
41.0
o 710 “ 1470 1750 2170 246.0

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

11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100298.D

Aca On : 8 Nov 2017 18:16

Operator : SJ/JU

Sample = 16338-02 100X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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, (1-pentylheptyl)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.85 17.64 ng 3896630 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-pentvlheptvl)- 246 C18H30 002719-62-2 80
2 Benzene. (l-pentvloctvl)- 260 C19H32 004534-49-0 72
3 Benzene. (l-propvinonvl)- 246 C18H30 002719-64-4 50
4 Benzene. (1-pentvlhexvl)- 232 C17H28 004537-14-8 50
5 Benzene, (1-butylhexyl)- 218 C16H26 004537-11-5 50
Abundance Scan 1660 (11.851 min): BF100298.D (-1656) (-) m/z 91.10 100.00%
911
5000
a1l oo 1119 1 16t1 203.2 2370 2743 3023 11.60 11.80 12.00 12.20
Obr et et e e ey e || m/z 105.10  18.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99252: Benzene, (1-pentylheptyl)-
91.0
5000
11.60 11.80 12.00 12.20
161.0 m/z 161.10 16.87%
. ‘4%0 650 | ‘11?0 | 189.0 24§0
m/z--> 20 40 éo 80 100 120 150 160 180 200 220 240 260 280 300
Abundance
91.0
11.60 11.80 12.00 12.20
5000 m/z 119.10 10.33%

161.0
410 490 119.0 189.0 010 260.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99250: Benzene, (1-propylnonyl)-
91.0 11.60 11.80 12.00 12.20
m/z 92.10 9.17%
5000
133.0
41.0
oL 0 es0 | | 1610 2030 2460
T e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100298.D

Aca On : 8 Nov 2017 18:16

Operator : SJ/JU

Sample = 16338-02 100X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzene, (1-butyloctyl)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.88 10.87 ng 2401620 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-butvloctvl)- 246 C18H30 002719-63-3 90
2 Benzene. (1l-butvlnonvl)- 260 C19H32 004534-50-3 90
3 Benzene. (1l-butvlheptvl)- 232 C17H28 004537-15-9 53
4 Benzene. (1-butvlhexvl)- 218 C16H26 004537-11-5 50
5 Benzene, (1-ethyldecyl)- 246 C18H30 002400-00-2 47
Abundance Scan 1665 (11.880 min): BF100298.D (-1663) (-) m/z 91.10 100.00%
91.1
5000
147.1
411 119.1 217.2 ﬂ“ 11.60 11.80 12.00 12.20
Ob et e e ok k0201892 T 2458 CTLS 1 Tm/z 147.10 22.92%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99245: Benzene, (1-butyloctyl)-
91.0
5000
11.60 11.80 12.00 12.20
147.0 m/z 105.10 15.86%
4.0 g9 | |1190 189.0 246.0
O e e T AR AR
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91.0
11.60 11.80 12.00 12.20
5000 m/z 92.10 9.00%
147.0
410 90 119.0 175.0 203.0 260.0
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87785: Benzene, (1-butylheptyl)-
91.0 11.60 11.80 12.00 12.20
m/z 41.10 8.56%
5000
147.0
. 410 gso | [119.0 17§0 2030 2320
miz-> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100298.D

Aca On : 8 Nov 2017 18:16

Operator : SJ/JU

Sample = 16338-02 100X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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, (1-propylnonyl)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.95 11.62 ng 2565900 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-propvlinonvI)- 246 C18H30 002719-64-4 80
2 Benzene. (l-propvloctvl)- 232 C17H28 004536-86-1 72
3 Benzene. (l-propvlheptadecvIl)- 358 C26H46 002400-03-5 59
4 Benzene. (1l-propvliheptvl)- 218 C16H26 004537-12-6 53
5 Benzene, (1-propyldecyl)- 260 C19H32 004534-51-4 53
Abundance Scan 1677 (11.951 min): BF100298.D (-1670) (-) m/z 91.05 100.00%
91.0
5000 1331
41.1 231.2 2743 11.60 11.80 12.00 12.20
Ol b g JOLL 203277 S m/z 133.10  37.99%
m/z--> 50 100 150 200 250 300 350
Abundance #99248: Benzene, (1-propylnonyl)-
91.0
5000
11.60 11.80 12.00 12.20
o 133.0 m/z 105.10 9.57%
0 \M L \‘ I I 1610 20‘30 24\60
m/z--> 50 100 150 200 250 300 350
Abundance
91.0
11.60 11.80 12.00 12.20
5000 m/z 92.10 8.83%
133.0
o 41.0 161.01890  232.0
m/z--> 50 100 150 200 250 300 350
Abundance #189641: Benzene, (1-propylheptadecyl)-
91.0 11.60 11.80 12.00 12.20
m/z 231.20 7.66%
5000 133.0
43.0
0 ‘{‘ | , | 161.0189.0217.0245.0274.0 3150 358.0
m/z--> 50 100 150 200 250 300 350 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100298.D

Aca On : 8 Nov 2017 18:16

Operator : SJ/JU

Sample = 16338-02 100X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 10 unknownl2.85 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.85 9.56 ng 624965 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Borinic acid. diethvl-. 4-acetvl... 204 C12H17B02 061142-59-4 38
2 4-Methvl-2.6-dihvdroxvauinoline 175 C10H9NO2 034982-01-9 35
3 N-Phenvlsuccinimide 175 C10H9NO2 000083-25-0 35
4 Benzene. 2-methvl-1.4-bis(l-meth... 176 C13H20 058502-85-5 15
5 2H-1,3-Benzimidazol-2-one, 1,3-d... 316 C15H16N402S 1000337-29-9 15
Abundance Scan 1830 (12.851 min): BF100298.D (-1828) (-) m/z 175.20 100.00%
175.2
91.0 119.1
5000
43.1 203.2
e 259.3 "2l60 1250 1300 1320
287.3 316.3 : : : :
0 ,....,”...'.',..'..,... I A | ,l.“...,..l.- ,....,...E?F’.-ﬁ.l...l,.~..-.,.-...,...},..'.3’.‘,‘.4.-.3 m/z 189.20 66.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64045: Borinic acid, diethyl-, 4-acetylphenyl ester
175.0
43.0
5000 LS BB BUREU BULIULE B
910 1190 0.0 12.60 12.80 13.00 13.20
. m/z 119.10 54 _.68%
L o
0 SNPOY|  WHNT17 I PU oeti t  —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
175.0
" 1260 12.80 13.00 13.20
5000 m/z 91.05 54 _.34Y%

147.0
39.0 65.0 91.0 118.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #41787: N-Phenylsuccinimide I a  BREEEEES B
175.0 12.60 12.80 13.00 13.20
m/z 161.10 51.50%
5000 119.0
55.0 93.0
| l 146.0
Y P O e S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.60 12.80 13. OO 13 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100298.D

Aca On : 8 Nov 2017 18:16

Operator : SJ/JU

Sample = 16338-02 100X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Oxalic acid, monoamide, mon... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.01 9.33 ng 610091 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. monoamide. monohvdr... 309 C18H19N302 339239-69-9 95
2 1H-Cvclopentall.31cvclopropall.2... 204 C15H24 013744-15-5 47
3 Pvridol3.2-dlpvrimidin-4(3H)-one... 161 C8H7N30 003303-26-2 46
4 Silane. dimethvl(2-octvloxv)prop... 246 C13H3002Si 1000346-83-9 38
5 Benzeneethanol, _beta.-methyl-4-___. 192 C13H200 036039-36-8 38
Abundance Scan 1857 (13.010 min): BF100298.D (-1855) (-) m/z 105.10 100.00%
105.1 161.1
5000
33. 189.2 R o o VI
4:6'1 701 M r L 25?-3 003 3444 1260 12.80 13.00 13.20 13.40
o N RS Y5 8 Y)Y SRS O s M m/z 161.10 96.27%
m/z--> 50 100 150 200 250 300 350
Abundance #152067: Oxalic acid, monoamide, monohydrazide, N-(2,5-dim...
77.0 161.0
118.0
5000{ 39.0 R SN BRI SURBLN B
12.60 12.80 13.00 13.20 13.40
m/z 175.20 37.77%
0 \h | | 1910 309.0
m/z--> 50 100 150 200 250 300 350
Abundance
161.0
amo  9LO 12,60 12.80 13.00 13.20 13.40
5000 m/z 141.10 33.73%
119.0
204.0
e L L I B L S WL B
m/z--> 50 100 150 200 250 300 350
Abundance #31829: Pyrido[3,2-d]pyrimidin-4(3H)-one, 2-methy!- AR EREmea B
161.0 12.60 12.80 13.00 13.20 13.40
m/z 119.10 23.04%
5000
42.0
a0 330
0 ﬁ‘J'“Jtl'qJ"l"" R L UL B LRI RSN SRS SUNRA
m/z--> 50 100 150 200 250 300 350 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100298.D

Aca On : 8 Nov 2017 18:16

Operator : SJ/JU

Sample = 16338-02 100X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl13.18 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.18 8.74 ng 571661 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Guanidino-4(3H)-auinazolinone 203 C9H9N50 062936-92-9 27
2 Glutarimide. N-(3-methviphenvI)- 203 C12H13NO02 1000360-92-6 25
3 2.6-Bis(l.1-dimethvlethvl)-4-i1so... 246 C17H260 005427-02-1 22
4 T1.2.51-Thiadiazolol3.4-Hlauinol... 203 C9H5N30S 059526-02-2 22
5 2H-1-Benzopyran-2-one, 7-(dimeth... 203 C12H13NO2 000087-01-4 22
Abundance Scan 1886 (13.180 min): BF100298.D (-1882) (-) m/z 231.20 100.00%
203.2231.2
175.2
s000] 431 119.1
11 273.3 = == SN
|‘ | | hl47 1| l | 33033584 | 1280 13.00 13.20 1340
oL, Il [ I 8 ISP VY T NP Y i m/z 203.20 90.15%
m/z--> 50 100 150 200 250 300 350
Abundance #63647: 2-Guanidino-4(3H)-quinazolinone
208.0
43.0 119.0
5000 AU RN B R
9.0 161.0 12.80 13.00 13.20 13.40
: m/z 175.20 59.83%
O||||||||||| - i‘::‘: ‘::::luuuu — T
m/z--> 50 100 150 200 250 300 350
Abundance
203.0
1750 12.80 13.00 13.20 1340
5000 107.0 m/z 43.10 49_11%
55.0 146.0
27.0
m/z--> " 50 100 150 200 250 300 350
Abundance #99204: 2,6-Bis(1,1-dimethylethyl)-4-isopropylidenecyclohe... A B o
231.0 12.80 13.00 13.20 13.40
m/z 119.10 48.34%
5000 189.0
57.0
I
0...,‘..‘..‘,‘.‘.'.‘.‘..“..‘.. ————— ——— e
m/z--> 50 100 150 200 250 300 350 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100298.D

Aca On : 8 Nov 2017 18:16

Operator : SJ/JU

Sample = 16338-02 100X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl14.23 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14.23 10.09 ng 659833  Chrysene-d12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzene. 1.4-diethvl-2-methvl- 148 C11H16 013632-94-5 27

2 Silane. diethvl(6-ethvloct-3-vlo... 302 C17H3802Si
3 Ethanone. 1-phenvl-2-phenvlsulfo... 274 C14H14N202S
4 1-Bromo-1.4.4a.5.8.8a-hexahvdron... 212 C10H13Br

1000363-01-5 16
1000269-86-8 14
1000192-97-4 14

5 Tolcapone 273 C14H11NO5 134308-13-7 11
Abundance Scan 2064 (14.227 min): BF100298.D (-2063) (-) m/z 57.10 100.00%
57.1
133.1 2873
5000
1.1
14.00 14.20 14.40 14.60
oL i L LA m/z 43.10 81.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #22797: Benzene, 1,4-diethyl-2-methyl-
133.0
5000 LA L L L L L L L LB
14.00 14.20 14.40 14.60
910 m/z 133.10 68.22%
39.0 |
o T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
133.0
R N R A REEEmmas
14.00 14.20 14.40 14.60
5000 030 273.0 m/z 117.10  64.08%
91.0 '
43.0 173.0
O T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #122400: Ethanone, 1-phenyl-2-phenylsulfonyl-, hydrazone L e e e
133.0 14.00 14.20 14.40 14.60
m/z 287 .30 60.70%
5000
77.0
274.0
oL 389 1| ‘t .. 1650 210.0 \
T L A o o o e e e e LA N B e e e e e o e o B R N R A REEEmmas
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF110817.M Thu Nov 09 15:10:00 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100298.D

Aca On : 8 Nov 2017 18:16

Operator : SJ/JU

Sample = 16338-02 100X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Silane, dimethyl(2,2,2-tric... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.41 15.10 ng 987595 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. dimethvl(2.2.2-trichloro... 404 C17H35CI302Si 1000347-56-9 11
2 Benzonitrile. 3-ethoxv- 147 C9HONO 025117-75-3 11
3 Benzenesulfonic acid. 4-methvl-.... 330 C18H22N202S 1000327-63-8 11
4 4-Methvlbenzoic acid. proparavl ... 174 C11H1002 1000325-59-9 11
5 4-Methylbenzoic acid, 2,4-dichlo... 330 C18H12C1202 1000331-36-9 10
Abundance Scan 2095 (14.409 min): BF100298.D (-2093) (-) m/z 57.10 100.00%
57.1 105.1
5000
15.3 LRI BN ISR UM B
] l 357.4 400.4 14.00 14.20 14.40 14.60 14.80
ob b pl iy m/z 105.10 96.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #213521: Silane, dimethyl(2,2,2-trichloroethoxy)tridecyloxy-
57.0
97.0
5000 U SR BRI SURBLR
ﬂmmm 14.00 14.20 14.40 14.60 14.80
2870 m/z 43.10 87 .82%
OI\\I\IMI\HH\ \\“\:H?O M ‘2370‘..“.|....|....|....
m/z--> 50 100 250 300 350 400
Abundance
119.0
14.00 14.20 14.40 14.60 14.80
5000 m/z 119.10 87 .73%
64.0
0"'I""I""I""""""""I""I""
m/z--> 50 100 150 200 250 300 350 400
Abundance #169074: Benzenesulfonic acid, 4-methyl-, N'-[(E)-1-phenyl... A B o
117.0 14.00 14.20 14.40 14.60 14.80
m/z 71.10 74 .23%
5000{ 41.0
770 175.0
o Jii. | 2240 %89 3300
m/z--> 50 100 1&1,0 200 250 300 350 400 14.00 14.20 14.40 14.60 14.80

8270-BF110817.M Thu Nov 09 15:10:01 2017 Page: 14



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100298.D

Aca On : 8 Nov 2017 18:16

Operator : SJ/JU

Sample = 16338-02 100X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl4.59 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .59 12.20 ng 797936 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adenosine. N(6)-TI4-chlorobenzvl1... 418 C18H19CIN604 152918-24-6 27
2 1H-Dicvcloheptle.alisoindole-1.3... 287 C18H25N02 051624-46-5 18
3 3-Amino-4-(2-thienvl)thienol2.3-... 287 C12H5N3S3 1000266-35-9 14
4 Benzene. (1-bromo-3-iodobutvl)- 338 C10H12Brl 1000327-27-0 14
5 Silane, dimethyl(2-pentyloxy)dec... 302 C17H3802Si 1000346-86-2 12
Abundance Scan 2126 (14.592 min): BF100298.D (-2122) (-) m/z 105.10 100.00%
105.1 259.3
57.1
5000
147.1  203.2
L ts 3574 aaa | 1420 1940 1480 1480 1500
Obrtbpll ol Ll : m/z 259.30 94.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #218354: Adenosine, N(6)-[4-chlorobenzyl]-4'-[N-methylcarb...
125.0 259.0
58.0
5000 R BN B S R
14.20 14.40 14.60 14.80 15.00
89.0 02.0 m/z 57.10 67 .85%
224.0 418.0
o | 160010567 T | 34030
m/z--> 50 100 150 200 250 300 350 400
Abundance
287.0
231.0 R SRR S SR B
91.0 189.0 14.20 14.40 14.60 14.80 15.00
5000 m/z 287.30 63.38%
55.0 145.0
0"I""I""I""""""""I""I""
m/z--> 50 100 150 200 250 300 350 400
Abundance #133327: 3-Amino-4-(2-thienyl)thieno[2,3-b]thiophene-2,5-d... B AR B
287.0 14.20 14.40 14.60 14.80 15.00
m/z 43.10 59.49%
5000
JL750 840 1339 1720 2100°%2°,
m/z--> 50 100 1&'30 200 250 300 350 400 14:20 14.40 14.60 14.80 15.00

8270-BF110817.M Thu Nov 09 15:10:01 2017 Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100298.D

Aca On : 8 Nov 2017 18:16

Operator : SJ/JU

Sample = 16338-02 100X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl14.77 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.77 13.64 ng 891673 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tolcapone 273 C14H11NO5 134308-13-7 38
2 Benzamide. N-(3-chlorophenvl)-2-... 245 C14H12CINO 1000307-00-4 18
3 Benzhvdrazide. 4-methvl-N2-(5.5-... 304 C16H20N204 1000264-15-6 16
4 Benzene. 1-(bromomethvl)-4-(l-me... 212 C10H13Br 073789-86-3 16
5 N-(4-Chlorophenyl)-2-methylbenza... 245 C14H12CINO 065492-63-9 14
Abundance Scan 2156 (14.768 min): BF100298.D (-2153) (-) m/z 119.10 100.00%
118.1
5000
14.40 14.60 14.80 15.00
(o} m/z 105.10 T74.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121656: Tolcapone
119.0
273.0
5000 RN BRI BRI SO
14.40 14.60 14.80 15.00
650 182.0 m/z 273.30 65.74%
0'"i““-’lVl““l"“'\??qql'J"l""l""l""l
m/z--> 50 100 150 200 250 300 350 400
Abundance
119.0
14.40 14.60 14.80 15.00
5000 m/z 43.10 52.84%
245.0
02'6"0'|6'5.'0"| T '|'1?99|' LA DAL UL SURLEL L SUR L
m/z--> 50 100 150 200 250 300 350 400
Abundance #147800: Benzhydrazide, 4-methyl-N2-(5,5-dimethyl-1,2,4-tr... A BT o e
118.0 14.40 14.60 14.80 15.00
m/z 57.10 50.74%
5000
570 259.0
0 ‘ by 1720 2200 | 3040
miz-> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100298.D

Aca On : 8 Nov 2017 18:16

Operator : SJ/JU

Sample = 16338-02 100X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl14.90 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .90 19.34 ng 1146210 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1-Cvclohexvl-1H-benzoimidazol-5... 287 C16H21N302 1000310-00-5 35
2 4-(2-Carbamovl-2-cvano-1-methvlv... 273 C14H15N303 1000311-98-1 25
3 2-Butenoic acid. 3-I(tert-butvld... 330 C16H3403Si2 091998-38-8 16
4 2.4-di-sec-butvlphenol. trifluor... 302 C16H21F302 1000376-41-8 14
5 Pregnan-18-ol, (5.alpha.)- 304 C21H360 056053-09-9 11
Abundance Scan 2178 (14.898 min): BF100298.D (-2175) (-) m/z 287.30 100.00%
57.1 105.1 87.3
5000
414.4 14.60 14.80 15.00 15.20
o 3213 3183 m/z 273.30 97.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #133716: (1-Cyclohexyl-1H-benzoimidazol-5-yl)carbamic acid...
287.0
5000 132.0 e
5.0 14.60 14.80 15.00 15.20
214.0 m/z 105.10 95.19%
0.0 \ 177.0 |
0 .‘.“l“‘.“.‘%.'l“‘...‘.‘l“k.“..|‘.‘.‘. -“|‘----|----|----|----|
m/z--> 50 100 150 200 250 300 350 400
Abundance
184.0 273.0
14.60 14.80 15.00 15.20
5000 120.0 228.0 m/z 57.10 89.47%
65.0
L U L B WL WL B L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #168924: 2-Butenoic acid, 3-[(tert-butyldimethylsilyl)oxy]... R R e R
278.0 14.60 14.80 15.00 15.20
73.0 147.0 m/z 43.10 75.10%
5000
199.0
0 ?%3“Ht'L"%%ﬁq “h"“ 'L" "|"{"?%%q DAL BUR L AL SUMRRE S SULRA
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF110817.M Thu Nov 09 15:10:03 2017 Page: 17



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100298.D

Aca On : 8 Nov 2017 18:16

Operator : SJ/JU

Sample = 16338-02 100X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl15.10 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.10 10.10 ng 598357 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cobaltocene. 1.1"-diacetvl- 273 C14H14Co002 073249-54-4 38
2 3.3.6.6.9-Pentamethvl-3.4.5.6.7.... 288 C18H2403 019225-63-9 38
3 Pvrazole. 5-(3-indolvD)-3-(4-tol... 273 C18H15N3 1000262-38-0 38
4 Pvrazololl.5-alpvrimidine. 6.7-d... 273 C18H15N3 186956-30-9 38
5 Benzamide, 2,4,6-tris(1,1-dimeth... 393 C27H39NO 016420-52-3 38
Abundance Scan 2212 (15.098 min): BF100298.D (-2210) (-) m/z 273.30 100.00%
278.3
133.1
5000
43.1
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
315.3 4.4 14.80 15.00 15.20 15.40
oL, |‘ | | -'l A 11812002237, | | Fo” 8578 MES 1 Thn777133.10  58.87%
m/z--> 100 150 200 250 300 350 400
Abundance #121674: Cobaltocene, 1,1'-diacetyl-
273.0
5000 LN SIS FUMILILE BURILL B
202.0 14. 80 15. oo 15 20 15. 40
59.0 124.0 : m/z 119.10 51.98%
02|7;0|\|||||\| H“.]]{G.O.O.“.l‘..l‘.........|....|....
m/z--> 50 100 150 200 250 300 350 400
Abundance
273.0
14.80 15.00 15.20 15.40
5000 m/z 105.10 46.79%
217.0
0 41.0 770 1150 010
mz-> 50 100 150 200 250 300 350 400
Abundance #122023: Pyrazole, 5-(3-indolyl)-3-(4-tolyl)- T
278.0 14. 80 15. 00 15. 20 15. 40

m/z 43.10 30.73%

5000 136.0
91.0
39.0

0 Jx ol iL.‘JMM“\mﬂ o 1899 " ﬂ (1
R A N

m/z--> 50 100 150 200 250 300 350 400 14. 80 15. 00 15 20 15. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100298.D

Aca On : 8 Nov 2017 18:16

Operator : SJ/JU

Sample = 16338-02 100X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl6.28 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.28 13.77 ng 815946 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 35
2 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 32
3 2.4.7-Pteridinetriamine. 6-methvl- 191 C7HON7 017539-50-3 27
4 Anthracene. 9-butvl- 234 C18H18 001498-69-7 27
5 Thiazole, 2-amino-4-(p-aminophen... 191 C9HIN3S 003673-53-8 25
Abundance Scan 2413 (16.280 min): BF100298.D (-2409) (-) m/z 191.15 100.00%
191.2
5000 95.1
9 371 716106 1620 16,40 16,60
383.4 : : : :
ol 245.2278.1309.3 349.2 418.3 n/z 177 .15  47.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191.0
5000 LR B SN LN B
57.0 16.00 16.20 16.40 16.60
107.0 149.0 m/z 95.10 40.56%
O...‘l‘.‘.‘.‘.Ml“‘.‘.“.“‘.‘i‘.‘.“‘..|‘.... T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
95.0 A PN SRR BN B
16.00 16.20 16.40 16.60
5000 430 m/z 81.10 39.01%
135.0
o 2220 2640 3030 3600
mz-> 50 100 150 200 250 300 350 400
Abundance #53953: 2,4,7-Pteridinetriamine, 6-methyl- R ERAEEREE S e
191.0 16.00 16.20 16.40 16.60
m/z 123.10 30.82%
5000
43.0 150.0
0 'fht?q HI%}%Q"l”M”'l | LAY AL UL UL WU A PR SRR BN B
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100298.D

Aca On : 8 Nov 2017 18:16

Operator : SJ/JU

Sample = 16338-02 100X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 28-Nor-17.alpha.(H)-hopane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.72 17.25 ng 1022440 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 56
2 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 47
3 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 46
4 Propenamide. 3-(3.4-dimethoxvphe... 313 C18H19N04 339165-72-9 38
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 38

Abundance Scan 2488 (16.721 min): BF100298.D (-2483) (-) m/z 191.20 100.00%
191.2
e e MA_/\\\
55.1 37.1 N S
397.4 16.40 16.60 16.80 17.00
0 812 2882 3422 m/z 95.10 40.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191.0
5000 UL B S DU
109.0 16,40 16.60 16.80 17.00
49.0 m/z 81.10 33.22%
L) | | 200
0...|....|“.‘.“.”‘.k.‘.”.“‘.‘...‘lluuuluuuu|...“.‘|....
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
16,40 16.60 16.80 17.00
5000 m/z 69.10 28.23%
ae 91.0 e J\\*\MK“W
e L L L L UL UL WAL
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone T
191.0 16.40 16.60 16.80 17.00
m/z 123.10 26.55%
5000{28.0
950 1350
0 ‘ JFMA'LEJ" AL DAL DAL EL AL DU BUREL RN AR SRR
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110817\
Data File : BF100298.D

Acq On : 8 Nov 2017 18:16

Operator : SJ/JU

Sample : 16338-02 100X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzene, (1-methy... 11.37 16.7 ng 3686620 4 11.42 4417250 20.0
Benzene, (1-propy... 11.52 11.5 ng 2545750 4 11.42 4417250 20.0
Benzene, (l1-ethyl... 11.63 16.4 ng 3630780 4 11.42 4417250 20.0
Benzene, (1-penty... 11.85 17.6 ng 3896630 4 11.42 4417250 20.0
Benzene, (1-butyl... 11.88 10.9 ng 2401620 4 11.42 4417250 20.0
Benzene, (1-propy... 11.95 11.6 ng 2565900 4 11.42 4417250 20.0
unknownl12 .85 12.85 9.6 ng 624965 5 14.06 1307890 20.0
Oxalic acid, mono... 13.01 9.3 ng 610091 5 14.06 1307890 20.0
unknownl13.18 13.18 8.7 ng 571661 5 14.06 1307890 20.0
unknownl14 .23 14.23 10.1 ng 659833 5 14.06 1307890 20.0
Silane, dimethyl(... 14.41 15.1 ng 987595 5 14.06 1307890 20.0
unknownl14 .59 14.59 12.2 ng 797936 5 14.06 1307890 20.0
unknownl14 .77 14.77 13.6 ng 891673 5 14.06 1307890 20.0
unknownl14 .90 14.90 19.3 ng 1146210 6 15.55 1185300 20.0
unknown15.10 15.10 10.1 ng 598357 6 15.55 1185300 20.0
unknownl16 .28 16.28 13.8 ng 815946 6 15.55 1185300 20.0
28-Nor-17.alpha.(... 16.72 17.3 ng 1022440 6 15.55 1185300 20.0
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