LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101218\
Data File : BF109848.D
Aca On : 12 Oct 2018 21:51 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J5314-03 DOCUMENTATION-20
ALS Vial : 24 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-BF100818 .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 4.899 475 478 492 rBV 43912 62732 3.49% 0.314%
2 5.316 545 549 573 rBVY 1274688 1511008 83.95% 7 .559%
3 6.345 720 724 741 rBV 1192296 1688899 93.83% 8.449%
4 6.463 741 744 769 rVB 1586675 1799882 100.00% 9.005%
5 6.693 780 783 806 rBV 404217 528246 29.35% 2.643%
6 6.851 806 810 836 rVB 1154107 1318200 73.24% 6.595%
7 7.257 876 879 909 rBV 788608 1098060 61.01% 5.493%
8 7.975 997 1001 1027 rBV 558719 670524 37.25% 3.355%
9 9.045 1180 1183 1197 rBvV 1520182 1608007 89.34% 8.045%
10 9.439 1247 1250 1259 rBV 140270 155596 8.64% 0.778%
11 9.722 1294 1298 1302 rBV 658613 624371 34.69% 3.124%
12 10.269 1388 1391 1396 rBvV2 15124 20118 1.12% 0.101%
13 10.510 1428 1432 1450 rBvV 659400 879433 48.86% 4 .400%
14 10.633 1450 1453 1460 rVvB4 19639 33995 1.89% 0.170%
15 10.945 1501 1506 1507 rBVv4 14082 20140 1.12% 0.101%
16 11.110 1530 1534 1538 rvVvB3 14970 21235 1.18% 0.106%

17 11.198 1546 1549 1551 rBV 450460 450594 25.03% 2.254%
18 11.222 1551 1553 1560 rVvVv 392339 473457 26.30% 2.369%
19 11.280 1560 1563 1573 rVB 79573 130014 7.22% 0.650%

20 11.457 1587 1593 1597 rBV10 14645 30678 1.70% 0.153%
21 11.704 1631 1635 1637 rBV 45767 54210 3.01% 0.271%
22 11.733 1637 1640 1646 rVVv2 87112 100530 5.59% 0.503%
23 11.780 1646 1648 1650 rBV 17243 19308 1.07% 0.097%
24 11.810 1650 1653 1656 rBV 79793 80556 4.48% 0.403%
25 11.998 1682 1685 1687 rBV 33697 37126 2.06% 0.186%
26 12.245 1724 1727 1730 rBV 44401 51674 2.87% 0.259%
27 12.286 1731 1734 1740 rVB4 34913 48088 2.67% 0.241%
28 12.333 1740 1742 1751 rVB3 29427 42288 2.35% 0.212%
29 12.410 1751 1755 1761 rBV 677325 754748 41.93% 3.776%
30 12.557 1778 1780 1784 rBV 19137 20498 1.14% 0.103%

31 12.633 1787 1793 1800 rBV 625209 778225 43.24% 3.893%
32 12.780 1814 1818 1826 rVB 1024079 1091561 60.65% 5.461%
33 12.851 1827 1830 1842 rVB4 45844 82942 4.61% 0.415%
34 12.945 1842 1846 1847 rBV2 33442 42134 2.34% 0.211%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101218\
Data File : BF109848.D
Aca On : 12 Oct 2018 21:51 Instrument :
Operator : JU/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : J5314-03 DOCUMENTATION-20
ALS Vial : 24 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-BF100818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.963 1847 1849 1855 rVB 74606 78065 4._.34% 0.391%
36 13.027 1858 1860 1864 rVV 40468 46671 2.59% 0.233%
37 13.069 1864 1867 1875 rVB2 58385 81688 4._.54% 0.409%
38 13.157 1880 1882 1885 rVB 32067 27099 1.51% 0.136%
39 13.192 1885 1888 1891 rBV 29529 36648 2.04% 0.183%
40 13.474 1934 1936 1941 rVB 33993 43436 2.41% 0.217%
41 13.580 1951 1954 1956 rBVY 42186 49741 2.76% 0.249%
42 13.604 1956 1958 1960 rVB 32417 30001 1.67% 0.150%

43 13.686 1969 1972 1981 rVB3 87085 129752 7.21% 0.649%
44 13.827 1989 1996 1999 rBV2 652354 991918 55.11% 4.962%
45 13.851 1999 2000 2009 rvvVv 298192 362201 20.12% 1.812%

46 13.933 2011 2014 2019 rVB 52886 59273 3.29% 0.297%
47 14.216 2060 2062 2065 rBVY 43392 42286 2.35% 0.212%
48 14.298 2074 2076 2080 rBV3 34041 44277 2.46% 0.222%
49 14.592 2124 2126 2129 rBVY 35079 34298 1.91% 0.172%

50 14.839 2164 2168 2176 rBV 228370 433016 24.06% 2.166%
51 14.933 2182 2184 2190 rBV 29456 32932 1.83% 0.165%
52 15.116 2211 2215 2221 rVB 110701 162835 9.05% 0.815%
53 15.174 2221 2225 2230 rBV 164980 221012 12.28% 1.106%
54 15.227 2230 2234 2247 rVB2 264660 470624 26.15% 2.354%
55 16.580 2459 2464 2471 rBV 62886 147563 8.20% 0.738%

56 16.986 2528 2533 2546 rBV 41566 133963 7.44% 0.670%

Sum of corrected areas: 19988376
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101218\
: BF109848.D

: 12 Oct 2018 21:51

: Ju/sd

: J5314-03

24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF100818_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

DOCUMENTATION-20

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF109848.D

5.32

4.90

6.35

46

6.85

6.69

7.26

0
Time-->

B =
5.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF109848.D

9.72 10.51

7.97

10.27

12.78

1

Time-->

11.00 11.50

I
10.00 10.50

12.00

12.50

13.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF109848.D

13.83

Time-->

16.50

17.00

15.50 16.00

T
13.50 14.00

14.50 15.00

I
17.50

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101218\

Data File : BF109848.D

Aca On : 12 Oct 2018 21:51

Operator : JU/SJ

ﬁ?ggle i J5314-03 DOCUMENTATION-20
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.90 2.38 ng 62732 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
5 3-0Octanol 130 C8H180 000589-98-0 25

Abundance Scan 478 (4.899 min): BF109848.D (-475) (-) m/z 43.00 100.00%
a3
59
5000
101 ||l|llll|llll|llll"|\l‘l—/:‘-l-—
| 83 | 4.60 4.80 5.00 5.20
o T | MM | N N EN— m/z 59.10 55.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 ISR SR L S
4.60 4.80 5.00 5.20
59 m/z 101.10 20.14%
0 21 31, 53,|| o7 778 a1 I
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 460 480 5.00 520
5000 m/z 58.10 14.67%
29 101
o 15 Y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417: 3-Hexanol
59 4.60 4.80 5.00 5.20
m/z 41.00 10.83%
5000 31 43 3
0 25L\ 37\“H 53|, 67 84 101
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101218\

Data File : BF109848.D

Aca On : 12 Oct 2018 21:51

Operator : JU/SJ

ﬁ?ggle i J5314-03 DOCUMENTATION-20
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 2 unknown6.46 Concentration Rank 1

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

6.46 68.15 ng 1799880 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 743 (6.457 min): BF109848.D (-741) (-) m/z 132.00 100.00%
132
5000 68 J
54 ‘ 75 % 104 " 620 6.40 6.60 6.80
62
0 .,....,...!!'!.‘.‘?,!!.., |,....,..5.‘.7,....,....1,??..,...., berr |'m/z 68.05 48.67%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS ARSE RAREE AR R
6.20 6.40 6.60 6.80
31 78 m/z 66.00 32.91%
38
0'I”'WL”WP!”JL'W'“!P'“I“'W'”'P'”I”'W'”'Ih”l”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
" 620 6.40 6.60 6.80
5000 m/z 134.00 31.26%
33 am o g7 105
0 w....PL..,”..?%..ﬁQ...l..Zﬁ.?ﬁ,..ﬂ.“... }}ﬁl""l“"l'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5—l\/IethyI—Z—pyridyl)acetonitrile LA LA L L BB

132 6.20 640 660 680
m/z 69.05 20.24%

5000
92
65
39 105
AT T A |
B R R o I AN B b e e e R R

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

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101218\

Data File : BF109848.D

Aca On : 12 Oct 2018 21:51

Operator : JU/SJ

ﬁ?ggle i J5314-03 DOCUMENTATION-20
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 7
R.T. EstConc Area Relative to ISTD R.T.
11.70 2.41 ng 54210 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
2 1H-Cvclopropall'lphenanthrene.la.... 192 C15H12 000949-41-7 91
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 91
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 91
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90

Abundance Scan 1634 (11.698 min): BF109848.D (-1631) (-) m/z 192.10 100.00%

5000

5 165
110 123 137 150 176

11.40 11.60 11.80 12.00

39 51 63 74 gg °

0 m/z 191.10 60.03%
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 189.10 34_.26%
oL 27 30 51 63 8 |I 115126 139 152 | 176
e B o L e e e B i e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192
11.40 11.60 11.80 12.00
5000 m/z 193.10 20.29%
165
ol 27 39 51 63 73 83 9 106115126 139 152 | 176 \‘
e T i o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl- SRR ¥ N B ———
192 11.40 11.60 11.80 12.00
m/z 190.10 16.96%
5000

e

165
27 39 50 63 74 86 96 115126 139 152 | 176

|
m/z--> 20 40 60 80 100 120 140 160 180 200 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101218\

Data File : BF109848.D

Aca On : 12 Oct 2018 21:51

Operator : JU/SJ

ﬁ?ggle i J5314-03 DOCUMENTATION-20
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.81 3.58 ng 80556 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 81
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 68
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 38
4 Meaastiamatrienone 190 C13H180 038818-55-2 18
5 3,5-Dichlorobenzoic acid 190 C7H4CI1202 000051-36-5 16
Abundance Scan 1653 (11.810 min): BF109848.D (-1650) (-) m/z 189.10 100.00%

5000

165

11.40 11.60 11.80 12.00 12.20

39 51 63 74 113 139150 203

of m/z 190.05 97 .03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
94 11.40 11.60 11.80 12.00 12.20
m/z 192_.10 45 _59%
0 27 3950 63 81 | 110122 137 150 163 178
s e e e i s B e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189
11.40 11.60 11.80 12.00 12.20
5000 m/z 191.10 37 .59%
94
81 ‘ 163 ‘w
o) JRBRSESEENENEEESSSR L NN MIMES MMM | NN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole) A PR T T T T T
189 11. 40 11. 60 11. 80 12. 00 12 20
m/z 94_.50 25.30%
5000
42 122 o 175
14 27 | 53 66 go 95107 | 134 148 162 7

m/z--> 20 40 60 80 100 120 140 160 180 200 11. 40 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101218\

Data File : BF109848.D

Aca On : 12 Oct 2018 21:51

Operator : JU/SJ

ﬁ?ggle i J5314-03 DOCUMENTATION-20
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 9
R.T. EstConc Area Relative to ISTD R.T.
12.25 2.29 ng 51674 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 96
2 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 93
3 Naphthalene. 1.2-dihvdro-4-phenvl- 206 C16H14 007469-40-1 93
4 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 93
5 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 93

Abundance Scan 1728 (12.251 min): BF109848.D (-1724) (-) m/z 206.10 100.00%

5000

A
LI e

12.00 12.20 12.40 12.60

152 165 1

101 115 129

0 m/z 191.10 39.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206
5000 191 LA I L B L L L LB
12.00 12.20 12.40 12.60
g0 101 m/z 189.05 26.62%
oL 27 39 51 63 T8 115127139 152 165 178
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206
12.00 12.20 12.40 12.60
5000 101 m/z 205.10 24.34%
102
89
ol 15 27 39 51 63 7 1| 115126 130 152 165 178 | Hh‘\
IR B e e o o B e L B o o o |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66280: Naphthalene, 1,2-dihydro-4-phenyl-
206 12.00 12.20 12.40 12.60
m/z 207.10 17.24%
191
5000 91
128
65 178
39 51 63 76 102 115 152 H
o152 P T g e I u”..., TP A
m/z--> 20 40 60 100 120 140 160 180 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101218\

Data File : BF109848.D

Aca On : 12 Oct 2018 21:51

Operator : JU/SJ

ﬁ?ggle i J5314-03 DOCUMENTATION-20
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknownl2.29 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.29 2.13 ng 48088 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(4.5-Dimethvl-6H-thiopvran-2-v... 204 C9H10F20S 1000318-25-0 43
2 3H-1.2-Dithiole-3-thione. 5-tert... 204 C8H12S3 013120-76-8 38
3 Pvrene. 4.5.9.10-tetrahvdro- 206 C16H14 000781-17-9 30
4 3.4-Dihvdrocoumarin, 4.4.7.8-tet... 204 C13H1602 040614-36-6 30
5 4-Bromo-2-methyl-2H-pyrazole-3-c... 204 C5H5BrN202 1000300-50-8 27
Abundance Scan 1735 (12.292 min): BF109848.D (-1731) (-) m/z 57.05 100.00%
57 189204
71
5000
4 101
| 12413 169 12.00 12.20 12,40 12.60
Ol e m/z 204.10 96 .48%

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

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
0
3 110 | 153 m/z 189.10  79.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64748: 3H-1,2-Dithiole-3-thione, 5-tert-butyl-4-methyl-
189
204 12.00 12.20 12.40 12.60
5000 m/z 71.05 56.85%
115
H 139 162
0 M” \\ M H‘\\ \ \ bl | I ‘ H i
ey A e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66270: Pyrene, 4,5,9,10-tetrahydro- I EAmEmEEE RS
12.00 12.20 12.40 12.60
m/z 43.00 52.88%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. OO 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101218\

Data File : BF109848.D

Aca On : 12 Oct 2018 21:51

Operator : JU/SJ

ﬁ?ggle i J5314-03 DOCUMENTATION-20
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknownl3.69 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.69 2.62 ng 129752 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 46
2 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 41
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 30
4 Benzo(a)phenazine 230 C16H10N2 000225-61-6 30
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 25
Abundance Scan 1973 (13.692 min)::k BF109848.D (-1969) (-) m/z 230.10 100.00%
230
57
5000 83
11 200
140 174 258 501 13.40 13.60 13.80 14.00
0 e S o o m/z 57.05 59.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230
5000 LRI UL UL UL UL
1340 13.60 13.80 14.00
101 200 m/z 43.10 52.97%
L5 5, j 122 150174 ]
mz> Ol w0 a0 2o a0 s abo
Abundance #86246: 7H-Benz[de]anthracen-7-one
230
13.40 13.60 13.80 14.00
5000 202 m/z 83.10 49 _.29%

27 50 74 101155 150174

m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate I EAmEmEEE RS

57 13.40 13.60 13.80 14.00

m/z 55.05  47.98%
83
5000
111
29 169
oL dd Al ‘ 1139 210 238 283 434

m/z--> 50 100 150 200 250 300 350 400 13. 40 13 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101218\

Data File : BF109848.D

Aca On : 12 Oct 2018 21:51

Operator : JU/SJ

ﬁ?ggle i J5314-03 DOCUMENTATION-20
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.12 6.92 ng 162835 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 93
2 Pervlene 252 C20H12 000198-55-0 90
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
4 Benzolalovrene 252 C20H12 000050-32-8 81
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 76
Abundance Scan 2216 (15.121 min): BF109848.D (-2211) (-) m/z 252.10 100.00%
282
5000
i s 127 1 172 108 224 278 14.80 15.00 15.20 15.40
o} m/z 250.10 31.22%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
282
5000

14.80 15.00 15.20 15.40
m/z 253.10  19.54%

125
50 63 83 99112 146 174 200 224

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104215: Perylene
252
14.80 15.00 15.20 15.40
5000 m/z 125.10 12.58%
126
o.27 50 99113 | 150 174 198211224238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104229: Benz[e]acephenanthrylene e AREEEEEaSEE
252 14.80 15.00 15.20 15.40
m/z 126.00 10.15%
5000
126
113
0 63 83 1007 ‘H 150 174 200 224 MH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF101218\

Data File : BF109848.D

Acq On : 12 Oct 2018 21:51

Operator : JU/SJ

3?22'6 i J5314-03 DOCUMENTATION-20
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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]
2-Pentanone, 4-hy... 4 .90 2.4 ng 62732 1 6.69 528246 20.0
unknown6 .46 6.46 68.2 ng 1799880 1 6.69 528246 20.0
Phenanthrene, 2-m... 11.70 2.4 ng 54210 4 11.20 450594 20.0
4H-Cyclopenta[def... 11.81 3.6 ng 80556 4 11.20 450594 20.0
Phenanthrene, 2,5... 12.25 2.3 ng 51674 4 11.20 450594 20.0
unknownl12 .29 12.29 2.1 ng 48088 4 11.20 450594 20.0
unknownl13.69 13.69 2.6 ng 129752 5 13.83 991918 20.0
Benzo[e]pyrene 15.12 6.9 ng 162835 6 15.23 470624 20.0
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