LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110427.D

Aca On > 2 Nov 2018 22:19

Operator : JU/SJ

Sample : J5759-01 5X

Misc :

ALS Vial : 16 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF102318.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 2.257 25 29 46 rVB 75107 116279 16.16% 1.119%
2 5.181 522 526 535 rBV 21008 29885 4.15% 0.288%
3 5.569 588 592 605 rBV 623856 589205 81.88% 5.670%
4 6.569 759 762 780 rVB 621496 664116 92.29% 6.391%
5 6.722 784 788 795 rBV 741341 659216 91.61% 6.344%
6 6.951 824 827 840 rBV 543600 512616 71.24% 4.933%
7 7.110 850 854 866 rBV 580590 515067 71.58% 4_.957%
8 7.516 919 923 941 rBV 359218 392133 54.49% 3.774%
9 8.239 1042 1046 1063 rBVY 567555 636434 88.45% 6.125%
10 9.310 1224 1228 1238 rBV 701780 671607 93.33% 6.463%
11 9.704 1289 1295 1299 rVB 35031 34765 4.83% 0.335%
12 9.857 1318 1321 1327 rBvV2 10477 12114 1.68% 0.117%
13 9.998 1341 1345 1348 rBV 582953 576732 80.15% 5.550%
14 10.027 1348 1350 1356 rVB 38201 36480 5.07% 0.351%
15 10.204 1374 1380 1384 rBvV2 7965 12226 1.70% 0.118%
16 10.398 1410 1413 1419 rVB3 12010 14307 1.99% 0.138%
17 10.551 1435 1439 1444 rVB2 18495 19825 2.76% 0.191%
18 10.610 1444 1449 1451 rBvV 5485 8206 1.14% 0.079%
19 10.786 1475 1479 1485 rBvV 264140 263744 36.65% 2.538%
20 10.886 1492 1496 1501 rBv4 5347 8583 1.19% 0.083%
21 11.216 1548 1552 1554 rBV3 9146 10388 1.44% 0.100%
22 11.239 1554 1556 1563 rvv4 8244 12004 1.67% 0.116%
23 11.292 1563 1565 1569 rvVv 11623 13499 1.88% 0.130%
24 11.327 1569 1571 1579 rVvV3 12494 22395 3.11% 0.216%
25 11.386 1579 1581 1584 rVB 18133 14955 2.08% 0.144%

26 11.486 1594 1598 1600 rBV 555852 502629 69.85% 4._.837%
27 11.510 1600 1602 1609 rVvVv 321553 304163 42.27% 2.927%

28 11.563 1609 1611 1616 rVB 57370 61133 8.50% 0.588%
29 11.721 1634 1638 1642 rBV2 26397 37192 5.17% 0.358%
30 11.992 1680 1684 1686 rBV 44679 45974 6.39% 0.442%
31 12.015 1686 1688 1693 rVV 53912 53402 7.42% 0.514%
32 12.068 1694 1697 1699 rVvVv 21728 19604 2.72% 0.189%
33 12.104 1699 1703 1705 rBV2 67102 72978 10.14% 0.702%
34 12.121 1705 1706 1710 rVB 31134 28293 3.93% 0.272%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110427.D

Aca On > 2 Nov 2018 22:19

Operator : JU/SJ

Sample : J5759-01 5X

Misc :

ALS Vial : 16 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.163 1710 1713 1714 rBV3 9882 8414 1.17% 0.081%
36 12.280 1730 1733 1736 rBV 33051 32704 4._.54% 0.315%
37 12.315 1736 1739 1741 rVV 21149 17933 2.49% 0.173%
38 12.433 1756 1759 1762 rBV3 14202 14129 1.96% 0.136%
39 12.463 1762 1764 1766 rVB 12632 8655 1.20% 0.083%
40 12.486 1766 1768 1772 rVB4 13826 11002 1.53% 0.106%
41 12.539 1773 1777 1780 rBV2 34724 44617 6.20% 0.429%
42 12.627 1789 1792 1796 rBV4 23015 27186 3.78% 0.262%
43 12.704 1801 1805 1809 rBV 503948 425407 59.12% 4.094%
44 12.857 1829 1831 1833 rVB 17963 12953 1.80% 0.125%
45 12.933 1838 1844 1850 rBVY 427322 509007 70.74% 4._.899%
46 12.980 1850 1852 1857 rVB2 28129 31752 4.41% 0.306%
47 13.068 1863 1867 1870 rBVY 555444 520457 72.33% 5.009%
48 13.145 1878 1880 1881 rBV2 21352 17207 2.39% 0.166%
49 13.257 1893 1899 1904 rBV 54802 101876 14.16% 0.980%
50 13.327 1909 1911 1913 rVV 29354 22701 3.15% 0.218%
51 13.368 1914 1918 1921 rVV2 36308 48424 6.73% 0.466%
52 13.462 1931 1934 1936 rBV 32079 39642 5.51% 0.382%
53 13.492 1937 1939 1941 rVV 25255 26525 3.69% 0.255%

54 14.133 2043 2048 2051 rBV2 597071 719577 100.00% 6.925%
55 14.157 2051 2052 2056 rVB 162812 129179 17.95% 1.243%

56 14.239 2064 2066 2068 rBV2 32283 26227 3.64% 0.252%
57 15.204 2227 2230 2233 rBV 85075 121457 16.88% 1.169%
58 15.527 2282 2285 2292 rVB 65807 89044 12.37% 0.857%

59 15.592 2293 2296 2300 rVvV 95107 118699 16.50% 1.142%
60 15.656 2304 2307 2311 rVB 226666 293865 40.84% 2.828%

Sum of corrected areas: 10390788
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\

BF110427.D
2 Nov 2018 22:19
JussJ
J5759-01 5X
16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110427.D

Aca On : 2 Nov 2018 22:19

Operator : JU/SJ

Sample : J5759-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.26 4_.54 ng 116279 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 37
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 1.4-Butanediamine 88 C4H12N2 000110-60-1 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 29 (2.257 min): BF110427.D (-25) (-) m/z 73.05 100.00%
73.0
5000 43.0
55.0 871
‘ 2.202.30 2.40 2.50 2.60 2.70
Ol bbbt el e ey M/Z 43.05 43.70%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000
430 550 2.202.30 2.40 2.50 2.60 2.70
‘ 87.0 m/z 55.00 31.54%
27.0
0'"|""|"J””"'JJ!J"|“"'F%q'IL"'|""|"'%q%9"|
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0
450 55.0 2.20 2.30 2.40 2.50 2.60 2.70
5000 ' m/z 87.10 26 .04%
270
15.0 \\\ “ , 810
0"w"'w'"w"'w"'w'"w"'w"'w"'w"'w"'w
m/z--> 10 40 50 70 80 90 100
Abundance #734: N- Ethylformamide
3d.0 2.202.30 2.40 2.50 2.60 2.70
73.0 m/z 71.10 12.10%
5000
44.0 58.0
wo Il
0"w'”'“"l'"'W“mlw'"w"'w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110427.D

Aca On : 2 Nov 2018 22:19

Operator : JU/SJ

Sample : J5759-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.72 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.72 25.72 ng 659216 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 N-(-3.4-Methvlenedioxvohenvlisop... 267 C17H17NO2 1000378-96-6 12
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
Abundance Scan 788 (6.722 min): BF110427.D (-784) (-) m/z 132.00 100.00%
13%.0
5000 68.1
40.0 540 9.0 640 6.60 6.80 7.00
0 R B m/z 68.10 36.90%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 BAAAEAN SRR SRR AR

6.40 6.60 6.80 7.00
m/z 134.00 31.68%

310 510
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
T EAEREE RS
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.17%
41.0 97.0
‘ ‘ 117.0
ol ol B L Ll
m/z--> 40 60 80 100 120 140 160 180 K
Abundance #52379: Tranylcypromine-propionyl s B B B R
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 14_.17%
74.0
5000 98.0 116.0
o i L D a0 amo
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110427.D

Aca On : 2 Nov 2018 22:19

Operator : JU/SJ

Sample : J5759-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 4 Phenanthrene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.02 2.12 ng 53402 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 90
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 90
3 Anthracene. 1-methvl- 192 C15H12 000610-48-0 90
4 1H-Cvclopropal l'lphenanthrene.la.... 192 C15H12 000949-41-7 90
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 81

Abundance Scan 1689 (12.021 min): BF110427.D (-1686) (-) m/z 192.10 100.00%

1

5000

11.80 12.00 12.20 12.40
m/z 191.10 60.96%

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

Abundance #54746: Phenanthrene, 1-methyl-
192.0
5000
11.80 12.00 12.20 12.40
165.0 m/z 189.05 30.56%
0 39.0 63.0 g81.0 96.0 1150 139.0
I o o B T I B I o IR B i o e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54737: Anthracene, 9-methyl-
192.0
11.80 12.00 12.20 12.40
5000 m/z 193.10 18.83%
96.0 165.0
0 390 630 g10 | 1150 139.0 " Al
I o o o I I LA A0 B O B o o o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54741: Anthracene, 1-methyl-
192.0 11.80 12.00 12.20 12.40
m/z 190.10 15.54%
5000
165.0
oL 270 63.0 810960 1150 1390 T
A o B o o B e B B o A0 BB B B B o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110427.D

Aca On : 2 Nov 2018 22:19

Operator : JU/SJ

Sample : J5759-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.10 2.90 ng 72978 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 62
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 62
3 2-Chloro-1-(2-propvnv)-1H-benzi... 190 C10H7CIN2 080276-19-3 47
4 3-(Trifluoromethoxv)benzaldehvde 190 C8H5F302 052771-21-8 43
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 37

Abundance Scan 1702 (12.098 min): BF110427.D (-1699) (-) m/z 192.10 100.00%
190.1
5000
94.9 165.1
1150 137.1 11.80 12.00 12.20 12.40
0 m/z 189.05 92 .88%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.80 12.00 12.20 12.40
' m/z 190.10 86.92%
o 390 630780 || 1100 137.0 1630 |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
T DA AR
11.80 12.00 12.20 12.40
5000 m/z 191.10 65.62%
94.0
163.0
0I""I”"I"'WM"tI"”I'"'I'”'I""PHM'I"”
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #52824: 2-Chloro-1-(2-propynyl)-1H-benzimidazole
190.0 11.80 12.00 12.20 12.40
129.0 m/z 165.10 22 .70%
155.0
5000 90.0
39.0
63.0
mz-> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110427.D

Aca On : 2 Nov 2018 22:19

Operator : JU/SJ

Sample : J5759-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 11H-Benzo[b]fluorene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.26 2.83 ng 101876 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 94
2 Pvrene. 1-methvl- 216 C17H12 002381-21-7 90
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 90
4 Pvrene. 2-methvl- 216 C17H12 003442-78-2 76
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 76
Abundance Scan 1900 (13.262 min): BF110427.D (-1893) (-) m/z 216.05 100.00%
216.1
5000
107.3
43.1 69.0 189.1 13.00 13.20 13.40 13.60
0 1301 23z m/z 215.10  77.32%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74418: 11H-Benzo[b]fluorene
216.0
5000

13.00 13.20 13.40 13.60
m/z 213.00 20.23%

107.0
28.0 50.0 81.0 139.0 163.0 189.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74412: Pyrene, 1-methyl-
216.0
13.00 13.20 13.40 13.60
5000 m/z 217.10 16.83%
94.0 189.0
o 39.0 63.0 122.0 163.0
I Rama e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74424: Fluoranthene, 2-methyl- e
216.0 13.00 13.20 13.40 13.60
m/z 107 .30 14 _.29%
5000
108.0
0 51.0 810 139.0 163.0 1830
I Rama e AR I BEEEE EE L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110218\
Data File : BF110427.D

Acq On > 2 Nov 2018 22:19

Operator : JU/SJ

Sample : J5759-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.26 4.5 ng 116279 1 6.96 512616 20.0
unknown6.72 6.72 25.7 ng 659216 1 6.96 512616 20.0
Phenanthrene, 1-m... 12.02 2.1 ng 53402 4 11.49 502629 20.0
4H-Cyclopenta[def... 12.10 2.9 ng 72978 4 11.49 502629 20.0
11H-Benzo[b]fluorene 13.26 2.8 ng 101876 5 14.13 719577 20.0
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