LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040119\
Data File : BF113482.D

Acq On 1 Apr 2019 22:35

Operator : JU/SJ

Sample - K2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.328 547 551 573 rBvY 2258151 2498215 79.86% 7.702%
2 6.357 722 726 743 rBV 2515365 2730645 87.29% 8.418%
3 6.481 743 747 762 rVB 2841616 2668361 85.30% 8.226%
4 6.710 782 786 795 rBVY 777056 718578 22.97% 2.215%
5 6.863 808 812 827 rBV 2296503 2052996 65.63% 6.329%
6 7.269 877 881 897 rBV 1491315 1616674 51.68%  4.984%
7 7.992 1000 1004 1024 rBV 866694 948401 30.32% 2.924%
8 9.063 1182 1186 1199 rBV 3213939 3128353 100.00% 9.644%
9 9.186 1204 1207 1218 rVB 55363 68305 2.18% 0.211%
10 9.457 1250 1253 1262 rBVY 208016 208890 6.68% 0.644%

11 9.739 1297 1301 1314 rBV 1061566 1019051 32.57% 3.142%
12 10.528 1431 1435 1444 rBV 1755506 1760572 56.28% 5.428%
13 10.592 1444 1446 1453 rVV 61401 106436 3.40% 0.328%
14 10.657 1453 1457 1466 rVB6 22453 42769 1.37% 0.132%
15 11.080 1525 1529 1533 rBV4 26209 35816 1.14% 0.110%

16 11.216 1549 1552 1555 rBV 954528 973315 31.11% 3.001%
17 11.239 1555 1556 1563 rVV 425123 370833 11.85% 1.143%
18 11.292 1563 1565 1569 rVB 69467 71139 2.27% 0.219%
19 11.551 1606 1609 1616 rVB3 29439 35858 1.15% 0.111%
20 11.722 1634 1638 1640 rBV 136142 120781 3.86% 0.372%

21 11.751 1640 1643 1649 rVV3 291477 347501 11.11% 1.071%
22 11.827 1653 1656 1659 rVvVv 163486 198357 6.34% 0.612%

23 11.851 1659 1660 1667 rVB 101078 84070 2.69% 0.259%
24 12.016 1684 1688 1690 rBV 55123 59682 1.91% 0.184%
25 12.045 1690 1693 1697 rVB 54182 62918 2.01% 0.194%
26 12.163 1707 1713 1716 rBV2 45737 55070 1.76% 0.170%

27 12.269 1727 1731 1733 rBV 94151 102709 3.28% 0.317%
28 12.304 1733 1737 1743 rVV4 97005 184400 5.89% 0.568%
29 12.357 1743 1746 1750 rVB3 65884 77156 2.47% 0.238%
30 12.427 1754 1758 1762 rBV 574538 505048 16.14% 1.557%

31 12.533 1772 1776 1780 rBV3 57754 89379 2.86% 0.276%
32 12.616 1787 1790 1792 rBV 59189 57254 1.83% 0.177%
33 12.657 1792 1797 1799 rVvVv 606700 672806 21.51% 2.074%
34 12.674 1799 1800 1803 rVVv2 61312 56486 1.81% 0.174%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040119\
Data File : BF113482.D

Acq On 1 Apr 2019 22:35

Operator : JU/SJ

Sample - K2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519._M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.704 1803 1805 1810 rVB3 34563 49679 1.59% 0.153%

36 12.798 1817 1821 1824 rBV 3180558 2956606 94.51% 9.115%
37 12.874 1830 1834 1838 rBV3 71680 101271 3.24% 0.312%

38 12.963 1846 1849 1850 rBV2 61318 64608 2.07% 0.199%
39 12.980 1850 1852 1856 rVB 94224 96134 3.07% 0.296%
40 13.033 1858 1861 1862 rBVY 63915 54568 1.74% 0.168%
41 13.051 1862 1864 1867 rVB 46558 36068 1.15% 0.111%
42 13.086 1867 1870 1872 rBV 92910 87584 2.80% 0.270%
43 13.180 1883 1886 1888 rBVY 68932 56260 1.80% 0.173%
44 13.210 1888 1891 1895 rVB 76150 68512 2.19% 0.211%
45 13.339 1909 1913 1914 rBV3 29102 31948 1.02% 0.098%
46 13.374 1916 1919 1923 rVV 83722 83760 2.68% 0.258%
47 13.492 1937 1939 1943 rVB 72306 69983 2.24% 0.216%
48 13.598 1955 1957 1960 rBV 46396 47904 1.53% 0.148%
49 13.627 1960 1962 1964 rVB 57033 46190 1.48% 0.142%
50 13.651 1964 1966 1971 rBV2 36602 50625 1.62% 0.156%

51 13.698 1971 1974 1977 rBV 151299 163826 5.24% 0.505%
52 13.851 1994 2000 2002 rBV2 1062592 1291799 41.29% 3.982%
53 13.874 2002 2004 2012 rVB 304338 294229 9.41% 0.907%
54 14.016 2025 2028 2031 rVB 162428 140668 4_50% 0.434%
55 14.233 2063 2065 2069 rVB 59171 54884 1.75% 0.169%

56 14.315 2076 2079 2084 rVB 237982 235522 7.53% 0.726%
57 14.610 2126 2129 2134 rBV 328379 299897 9.59% 0.925%
58 14.863 2168 2172 2178 rBV 190612 331452 10.60% 1.022%
59 14.921 2179 2182 2186 rVB 289256 315392 10.08% 0.972%
60 15.139 2216 2219 2224 rVV 112207 127498 4.08% 0.393%

61 15.198 2226 2229 2234 rVV 91312 122023 3.90% 0.376%
62 15.257 2235 2239 2251 rVB2 529453 992973 31.74% 3.061%

63 15.674 2305 2310 2315 rVB 174956 259823 8.31% 0.801%
64 16.133 2384 2388 2399 rVB 98530 177208 5.66% 0.546%

Sum of corrected areas: 32437718
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113482.D

Acq On 1 Apr 2019 22:35

Operator : JU/SJ

Sample - K2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF113482.D

6.48

6.36

5.33 6.86

6.71

7.27

0
Time-->

I
5.00 5.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF113482.D

10.53

9.74
7.99

9.46

@@%e

Time-->

10.00

10.50

11.00 11.50

12.00

T T
9.50 12.50

T
13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF113482.D

13.85
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113482.D

Acq On 1 Apr 2019 22:35

Operator : JU/SJ

Sample - K2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.48 Concentration Rank 1

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

6.48 74.27 ng 2668360 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 747 (6.481 min): BF113482.D (-743) (-) m/z 132.00 100.00%
32
5000 68
| 6 ‘ ' 6.20 'éha'k'é 60 6.80
54 75 104 . . . .
0 ..,....,....,...:l'!.‘.‘?,:'...6?...| B -1 M - | N m/z 68.00 41.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 Nt
5000 UL SRR R L
6.20 6.40 6.60 6.80
3 78 m/z 134.00 33.17%
1 33 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
'“l'“'l“L'w"w"“
6.20 6.40 6.60 6.80
5000 67 m/z 65.95 26.96%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 %
Abundance #14491: 5-Aminoindole TTT T T lkl L L L R

132 6.20 6.40 6.60 6.80
m/z 68.95 16.26%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113482.D

Acq On 1 Apr 2019 22:35

Operator : JU/SJ

Sample - K2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzenesulfonamide, 4-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.59 2.19 ng 106436 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide, 4-methyl- 171 C7HONO2S 000070-55-3 96
2 N-p-toluenesulfonyl-I-threonine, ... 363 C18H21NO5S 1000130-34-4 78
3 4-Toluenesulfonylmethyl isocyanide 195 C9H9NO2S 036635-61-7 38
4 N-Tosyloxy-2,2-bis(trifluorometh... 349 C11H9F6NO3S 038436-38-3 35
5 (O-p-Tosylisonitroso)malononitrile 249 C10H7N303S 020893-01-0 35
Abundance Scan 1446 (10.592 min): BF113482.D (-1444) (-) m/z 91.00 100.00%
o
5000
65 1551+ AL kﬁ\\\_‘
39 1‘ﬁ7 10.20 10,40 10.60 10.80 11.00
L | m/z 170.95 38.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #39306: Benzenesulfonamide, 4-methyl-
5000 AR AR AR AR R
65 155171 10,20 10.40 10.60 10.80 11.00
39 107 ‘ m/z 155.00 34.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
91
171 10.20 10.40 10.60 10.80 11.00
5000 65 155 m/z 65.00 28.02%
107
o a1 123139 187 211228245 274 296 319
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #57502: 4-Toluenesulfonylmethyl isocyanide e
o 10.20 10.40 10.60 10.80 11.00
m/z 107.00 16.61%
5000
6 155
39
131
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113482.D

Acq On 1 Apr 2019 22:35

Operator : JU/SJ

Sample - K2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 Phenanthrene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.72 2.48 ng 120781 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 98
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
4 Anthracene, l-methyl- 192 C15H12 000610-48-0 91
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
Abundance Scan 1638 (11.722 min): BF113482.D (-1634) (-) m/z 192.00 100.00%
192
5000
1 11.40 11.60 11.80 12,00
ol 111123 139 122 m/z 191.00 56.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192
5000
11.40 11.60 11.80 12.00
165 m/z 189.00 33.02%
94
0 27 39 51 63 82 7' 115126 139152 | 176 ||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
11.40 11.60 11.80 12.00
5000 m/z 190.00 16.03%
165
ol 15 27 39 51 63 83 96 115196 130 152 176
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192 11.40 11.60 11.80 12.00
m/z 193.00 15.13%
5000
165
0 27 39 50 63 74 86 96 115126 139152 | 176 |
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113482.D

Acq On 1 Apr 2019 22:35

Operator : JU/SJ

Sample - K2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Anthracene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.75 7.14 ng 347501 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
4 Phenanthrene, 1l-methyl- 192 C15H12 000832-69-9 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 86

Abundance Scan 1643 (11.751 min): BF113482.D (-1640) (-) m/z 192.00 100.00%

192

5000

11.40 11.60 11.80 12.00
m/z 191.00 56.18%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl-
1

5000
11.40 11.60 11.80 12.00

m/z 73.00 40.68%

165
8396 115 139152

63

ol NS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
B RN N A s
11.40 11.60 11.80 12.00
5000 m/z 42.95 39.03%
83 g5 165
ol 15 3952 70 115 139152 | 178
T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 \
Abundance #54749: Phenanthrene, 2-methyl- LB Ea o i e
192 11.40 11.60 11.80 12.00
m/z 60.00 35.47%
5000

165

26 39 63 82 96 115 139152
e T e
miz--> 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 : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113482.D

Acq On 1 Apr 2019 22:35

Operator : JU/SJ

Sample - K2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Anthracene, 9-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.83 4.08 ng 198357 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 55
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 50
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 50
4 Phenanthrene, 1l-methyl- 192 C15H12 000832-69-9 50
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 50
Abundance Scan 1656 (11.827 min): BF113482.D (-1653) (-) m/z 192.00 100.00%
192
5000
i 165 11.60 11.80 12.00 12.20
139 - - : :
o Uiz ol m/z 189.00 77.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54737: Anthracene, 9-methyl-
192
5000
11.60 11.80 12.00 12.20
m/z 189.95 64.71%
96 165
0 28 39 51 63 83 | 115126139152 | 176 H‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 191.00 63.10%
82 94 165
16 27 39 51 63 115126 139150 176
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192 11.60 11.80 12.00 12.20
m/z 94.60 25_47%
5000
165
ol 15 27 39 51 63 83 96 115106130 152 176 WM
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113482.D

Acq On 1 Apr 2019 22:35

Operator : JU/SJ

Sample - K2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenanthrene, 2,5-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.27 2.11 ng 102709 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 96
2 di-p-Tolylacetylene 206 C16H14 002789-88-0 96
3 9,10-Dimethylanthracene 206 C16H14 000781-43-1 91
4 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 91
5 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 91
Abundance Scan 1731 (12.269 min): BF113482.D (-1727) (-) m/z 206.10 100.00%
206
5000 191
89 101 165 12,00 12.20 12.40 12.60
76 152 178
0 39 51 63 115127 139 75 191 .00 45 700
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206
5000 191
12.00 12.20 12.40 12.60
g9 101 m/z 205.00 24 _.63%
27 39 51 63 /6 | \\h 115 127130 152 165 178 h‘ h“
m/z--> 20 40 60 80 100 120 140 1éo 180 200
Abundance
206
12,00 12.20 12.40 12.60
5000 m/z 189.00 23 .35%
191
o 39 51 63 76 89 102 115 152139 152 165 178
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66249: 9,10-Dimethylanthracene
206 12.00 12.20 12.40 12.60
m/z 207 .05 18.88%
5000 191
ol 15 27 39 51 63 76 89 103115127139 152 165178 i i
m/z--> 20 40 65 éo 160 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113482.D

Acq On 1 Apr 2019 22:35

Operator : JU/SJ

Sample - K2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 unknownl12.30 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.30 3.79 ng 184400 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(4,5-Dimethyl-6H-thiopyran-2-y... 204 C9H10F20S 1000318-25-0 46
2 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 42
3 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 38
4 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 38
5 Pyrene, 4,5,9,10-tetrahydro- 206 C16H14 000781-17-9 30

Abundance Scan 1736 (12.298 min): BF113482.D (-1733) (-) m/z 206.05 100.00%
5000
12.00 12.20 12.40 12.60
01 m/z 189.00 50.33%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #64845: 1-(4,5-Dimethyl-6H-thiopyran-2-yl)-2,2-difluoro-et...
189
204
5000 91
125 12.00 12.20 12.40 12.60
139 0
51 65 77 110 ‘ 153 m/z 57.00 35.79%
OIIIII‘IH‘\\\‘H H\ l||||H|||‘l|||‘|||‘|“|‘|‘|||||||h||||||||
miz--> 20 80 100 120 140 160 180 200
Abundance
206
12.00 12.20 12.40 12.60
5000 m/z 83.00 28 .34%
g 102 191
76
ol 27 39 51 63 115126 139 152 165 178
mz-> 20 40 60 80 100 120 140 160 180 200 '
Abundance #64599: Naphthalene, 2—pheny|— TT [T T T T[T T T T[T T T T [TroT
204 12.00 12.20 12.40 12.60
m/z 203.90 26 .82%
5000
101
o 51 63 16 H | 115126 139150 163 176 189 H
miz-> 20 40 65 80 100 120 140 160 1§o 200 ' 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113482.D

Acq On 1 Apr 2019 22:35

Operator : JU/SJ

Sample - K2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 11H-Benzo[a]fluoren-11-one Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.70 2.54 ng 163826 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 89
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 64
3 Hexacosane 366 C26H54 000630-01-3 50
4 Octadecane 254 C18H38 000593-45-3 45
5 Heptadecane 240 C17H36 000629-78-7 43
Abundance Scan 1974 (13.698 min): BF113482.D (-1971) (-) m/z 57.00 100.00%
57
230
5000 85
113 200 13.40 13.60 13.80 14.00
150 174 : . . .
N B O D O O I m/z 230.00 76.78%
m/z--> 50 100 150 200 250 300 350
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230
5000
13.40 13.60 13.80 14.00
101 200 m/z 71.00 62.87%
0 ‘5‘0 . 7\\5 \‘ u“ 122 1$O 1K4 \M\
m/z--> 50 100 150 200 250 300 350
Abundance
57
13.40 13.60 13.80 14.00
5000 85 m/z 43.00 62.26%
113 155
o 137 | 183 o705
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane L L L L L B BB
57 13.40 13.60 13.80 14.00
m/z 85.00 46.17%
5000 85
29 ‘ i 13 14
oh L d LT MY 160 197 225 253 295 373 %67
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113482.D

Acq On 1 Apr 2019 22:35

Operator : JU/SJ

Sample - K2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.02 2.18 ng 140668 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 87
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87

Abundance Scan 2029 (14.021 min): BF113482.D (-2025) (-) m/z 57.00 100.00%

57

5000 85

8

”» e A
113 13.80 14.00 14.20 14.40

| 191,169 194215 274 295
NI B L 21425 m/z 71.00  66.95%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

&

5000 85 LA L L L L L LB
13. 80 14. OO 14. 20 14. 40
m/z 43.00 55.70%
29
L h I i ‘Jlﬁ3“lﬂl 169 197 225 253 295 323 367
e R
m/z--> 50 100 150 200 250 300 350
Abundance
57
B R e
85 13.80 14.00 14.20 14.40
5000 m/z 85.00 47.03%
29 113
0 141 169 197 225 253 296
e T o e L e
m/z--> 50 100 150 200 250 300 350
Abundance #83030: Tridecane, 6-propyl- R e
43 13.80 14.00 14.20 14.40
71 m/z 41.00 21.95%
} 99 126 154 183
0 S S S O Y . ——
m/z--> 50 100 150 200 250 300 350 13. 80 14. OO 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113482.D

Acq On 1 Apr 2019 22:35

Operator : JU/SJ

Sample - K2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .32 3.65 ng 235522 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Tetracosane 338 C24H50 000646-31-1 83
3 Docosane 310 C22H46 000629-97-0 83
4 2-methyloctacosane 408 C29H60 1000376-72-8 83
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 2080 (14.321 min): BF113482.D (-2076) (-) m/z 57.00 100.00%
57
5000
13 254 14.00 14.20 14.40 14.60
141 : - : :
ol ,I.J.- A ML ae0n0211 | ar7 s0s37 37 ot G 6wy,
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 AP AR DA DR
mmmmmmmm
m/z 43.00 62.61%
29 113
0 ol ‘ H\ h h‘ u‘ “1?1 169 197 225 253 296
m/z--> §0 160 1éo 260 2éo 360 3éo 400
Abundance
57
14.00 14.20 14.40 14.60
5000 P m/z 85.00 53.40%
29
o 113 141 169 197 225 253 281 309 338
m/z--> §0 160 1%0 260 250 300 3éo 400
Abundance #153223: Docosane e e AR A
57 14.00 14.20 14.40 14.60
m/z 55.00 20.72%
113
ol Ly T, 188 211 239 267 310
m/z--> 5'0 1(')0 1&'30 2(')0 250 300 3&'30 400 14. oo 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113482.D

Acq On 1 Apr 2019 22:35

Operator : JU/SJ

Sample - K2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecane, l-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.61 6.04 ng 299897 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Tridecane, l-iodo- 310 C13H271 035599-77-0 93
3 Eicosane 282 C20H42 000112-95-8 93
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2129 (14.610 min): BF113482.D (-2126) (-) m/z 57.00 100.00%
g7
5000 85
113 141 14.20 14.40 14.60 14.80 15.00
I ,I. LA |77, 11160 188 07225 256 280 309329350 | 7o 7160 67.18%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR DAL B BN
mmmmmmmmmm
m/z 43.00 62.62%
29 113
0 \‘ Al ‘\ “\ ‘hw h‘ u‘ { 1?1 ! 169 197 225 253 296
m/z--> 56 100 1%0 260 2%0 360 3%0
Abundance
57
14.20 14140 14.60 14.80 15.00
5000 85 m/z 85.00 49 .75%
28
183
I e - T S
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane L B e A
57 14.20 14.40 14.60 14.80 15.00
m/z 55.00 21.33%
5000
85
29
o | w | 113 141 160 197 225 253 262
m/z--> 5'0 1(')0 150 2(')0 251,0 300 3&1,0 14. 20 14. 40 14 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113482.D

Acq On 1 Apr 2019 22:35

Operator : JU/SJ

Sample - K2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzo[e]pyrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.14 2.57 ng 127498 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 98
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 96
4 Perylene 252 C20H12 000198-55-0 95
5 Benzo[a]pyrene 252 C20H12 000050-32-8 91

Abundance Scan 2219 (15.139 min): BF113482.D (-2216) (-) m/z 252.00 100.00%
252
5000

125 14.80 15.00 15.20 15.40

m/z 250.00 29.29%

ol39 57 85 10 159178 200 224 276 298 331 351

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360

Abundance #104217: Benzo[e]pyrene
252
5000
14.80 15.00 15.20 15.40
125 m/z 253.00 21.38%
oL 50 74 99 | 146 174 200 224
T T [ e T e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance
252
R REER NS SRR R e B
14.80 15.00 15.20 15.40
5000 m/z 124.90 15.78%
126
74 99 200 224

O‘Wﬁwquwwwmmwrrwwrm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360

Abundance #104227: Benz[e]acephenanthrylene R A REER R
252 14.80 15.00 15.20 15.40
m/z 125.95 12 .36%
5000
126
039 63 83100, | 150 174 200 224 I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 14. 80 15. OO 15 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113482.D

Acq On 1 Apr 2019 22:35

Operator : JU/SJ

Sample - K2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecanol, 2-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.67 5.23 ng 259823 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 86
3 Heptadecane 240 C17H36 000629-78-7 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Tridecane 184 C13H28 000629-50-5 80
Abundance Scan 2309 (15.668 min): BF113482.D (-2305) (-) m/z 57.00 100.00%
57
5000 85 J H A
L AR SUNLE SR B
141 266 15.40 15.60 15.80 16.00
N 1] L7 109 197 225246209286 308326347 | n77 71.00  67.54%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L B BULELL BRI UL
mmmmmmmm
m/z 43.00 53.78%
29 113
0 \‘ “\ h H\ ‘hw h‘ u‘ { 1ﬁ1\16‘9 197 225 253 296
m/z--> §o 160 1%0 200 250 300 3éo
Abundance
57
' 15.40 15.60 15.80 16.00
5000 85 m/z 85.00 49 .90%
L 13 141 59 211
m/z--> o 'go' - ﬁdo" "150" "200" "250" "300" "350
Abundance #94344: Heptadecane LI L LB N L B
57 15.40 15.60 15.80 16.00
m/z 55.00 20.46%
5000 85 VNJ\AWHWWMNM/\MMWWNJ%WM“jh
29
s g 0 1o oo 2o a0 3o ' 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113482.D

Acq On 1 Apr 2019 22:35

Operator : JU/SJ

Sample - K2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.13 3.57 ng 177208 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 2-methyloctacosane 408 C29H60 1000376-72-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 87
Abundance Scan 2387 (16.127 min): BF113482.D (-2384) (-) m/z 57.00 100.00%
57
13 4 15.80 16.00 16.20 16.40
172 224 250 280 303 329 : : : :
ol AL ,..||| b J2 200203 20 PO, 3% ‘m/z 71.00 65.51%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 AR AR U DU AR
15. 80 16. oo 16 20 16.40
29 m/z 43.00 53.92%
ol L [ 141 (169 197 225 254
m/z--> 55 160 150 260 2%0 300 3%0 '
Abundance
57
15.80 16.00 16.20 16.40
5000 85 m/z 85.00 50.32%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #141426: Heneicosane BB AREE B
57 15.80 16.00 16.20 16.40
m/z 55.00 25.59Y%
85
>0 W
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 ' 1580 1600 1620 1640 '

8270-BF032519.M Wed Apr 03 16:33:44 2019 Page: 17



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040119\
Data File : BF113482.D

Acq On 1 Apr 2019 22:35

Operator : JU/SJ

Sample - K2182-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : 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]
unknown6 .48 6.48 74.3 ng 2668360 1 6.71 718578 20.0
Benzenesulfonamid... 10.59 2.2 ng 106436 4 11.22 973315 20.0
Phenanthrene, 2-m... 11.72 2.5 ng 120781 4 11.22 973315 20.0
Anthracene, 2-met... 11.75 7.1 ng 347501 4 11.22 973315 20.0
Anthracene, 9-met... 11.83 4.1 ng 198357 4 11.22 973315 20.0
Phenanthrene, 2,5... 12.27 2.1 ng 102709 4 11.22 973315 20.0
unknown12 .30 12.30 3.8 ng 184400 4 11.22 973315 20.0
11H-Benzo[a]fluor... 13.70 2.5 ng 163826 5 13.85 1291800 20.0
Hexacosane 14.02 2.2 ng 140668 5 13.85 1291800 20.0
Heneicosane 14.32 3.6 ng 235522 5 13.85 1291800 20.0
Tridecane, 1l-iodo- 14.61 6.0 ng 299897 6 15.26 992973 20.0
Benzo[e]pyrene 15.14 2.6 ng 127498 6 15.26 992973 20.0
Tridecanol, 2-eth... 15.67 5.2 ng 259823 6 15.26 992973 20.0
Octadecane 16.13 3.6 ng 177208 6 15.26 992973 20.0
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