LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111317\

Data File : BF100512.D

Aca On : 13 Nov 2017 20:01 Instrument :

Operator : SJ/JU ?:'l\:gﬁ't:Sam ol

3§mple - 16301-15 5X e
isc _

ALS Vial : 18 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: BF100513.D
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 5.098 509 512 519 rVB 64693 61706 10.93% 0.752%
2 5.498 576 580 584 rBV 453069 380358 67.37% 4.633%
3 6.504 748 751 755 rBV 450570 393970 69.78% 4_.798%
4 6.657 773 777 780 rVB 511022 405431 71.81% 4.938%
5 6.722 785 788 791 rBB 8157 6785 1.20% 0.083%
6 6.892 813 817 820 rVB 576064 448371 79.42% 5.461%
7 7.045 839 843 846 rBV 390896 309962 54.90% 3.775%
8 7.422 899 907 908 rBV3 5732 7809 1.38% 0.095%
9 7.445 908 911 915 rVvVv 273381 229272 40.61% 2.792%
10 7.481 915 917 921 rVB 22667 17887 3.17% 0.218%
11 7.522 921 924 929 rBV4 4673 8546 1.51% 0.104%
12 7.916 988 991 995 rBV2 6703 8459 1.50% 0.103%
13 8.151 1028 1031 1032 rBV 25332 24930 4._.42% 0.304%
14 8.175 1032 1035 1038 rVvVv 709217 563951 99.89% 6.869%
15 8.228 1041 1044 1047 rVB2 18533 15524 2.75% 0.189%
16 8.463 1081 1084 1086 rBvV2 9353 8237 1.46% 0.100%
17 8.510 1088 1092 1096 rBv4 6529 8727 1.55% 0.106%
18 8.586 1102 1105 1108 rBV 20063 14861 2.63% 0.181%
19 8.722 1123 1128 1132 rBV 34407 35328 6.26% 0.430%
20 8.757 1132 1134 1137 rVB 30384 22276 3.95% 0.271%
21 8.886 1153 1156 1158 rVB 10867 8224 1.46% 0.100%
22 8.986 1169 1173 1177 rVB3 7151 9504 1.68% 0.116%
23 9.186 1205 1207 1213 rVB2 16917 11542 2.04% 0.141%
24 9.245 1213 1217 1220 rBV 550019 412390 73.05% 5.023%
25 9.322 1226 1230 1233 rBV 28732 27196 4.82% 0.331%
26 9.639 1280 1284 1287 rVB 80730 73035 12.94% 0.890%
27 9.786 1306 1309 1313 rBV 16869 17485 3.10% 0.213%
28 9.851 1313 1320 1324 rVB3 19527 25618 4 .54% 0.312%
29 9.927 1329 1333 1337 rVvVv 621606 540856 95.80% 6.587%
30 9.957 1337 1338 1342 rVB 25598 19472 3.45% 0.237%
31 10.127 1365 1367 1371 rVB2 13200 14106 2.50% 0.172%
32 10.169 1371 1374 1378 rBV3 7448 7317 1.30% 0.089%
33 10.351 1403 1405 1407 rVB 19321 13359 2.37% 0.163%
34 10.474 1423 1426 1430 rVB 29636 24673 4_.37% 0.301%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111317\

Data File : BF100512.D

Aca On : 13 Nov 2017 20:01 Instrument :

Operator : SJ/JU ?:'l\:gﬁ't:Sam ol

3§mple - 16301-15 5X e
isc _

ALS Vial : 18 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

35 10.563 1439 1441 1444 rBV2 16223 14887 2.64% 0.181%
36 10.639 1450 1454 1456 rBV 93282 83070 14.71% 1.012%
37 10.710 1463 1466 1470 rVvVv 223736 198090 35.09% 2.413%
38 10.757 1471 1474 1478 rVB 34333 28148 4._.99% 0.343%
39 10.839 1486 1488 1491 rVB2 19035 14036 2.49% 0.171%
40 11.021 1515 1519 1522 rBV4 7639 8862 1.57% 0.108%
41 11.151 1536 1541 1542 rBV4 6280 7491 1.33% 0.091%
42 11.169 1542 1544 1549 rVVv4 7559 10615 1.88% 0.129%
43 11.216 1549 1552 1555 rVv2 7242 8125 1.44% 0.099%
44 11.269 1558 1561 1564 rVV3 15464 15664 2.77% 0.191%
45 11.304 1564 1567 1571 rVB2 12986 18376 3.25% 0.224%

46 11.416 1582 1586 1588 rBV 557338 446525 79.09% 5.438%
47 11.439 1588 1590 1593 rVV 227748 161934 28.68% 1.972%

48 11.492 1596 1599 1601 rVB 56082 47466 8.41% 0.578%
49 11.521 1601 1604 1607 rBV3 7136 7793 1.38% 0.095%
50 11.639 1618 1624 1628 rBV2 14044 20186 3.58% 0.246%
51 11.698 1631 1634 1638 rVB2 10476 11264 2.00% 0.137%
52 11.916 1666 1671 1674 rBV 29055 33238 5.89% 0.405%
53 11.945 1674 1676 1680 rVB 38002 31605 5.60% 0.385%
54 11.992 1680 1684 1687 rBV 21467 21672 3.84% 0.264%
55 12.027 1687 1690 1693 rVV 47084 54620 9.67% 0.665%
56 12.051 1693 1694 1697 rVV 17474 9363 1.66% 0.114%
57 12.104 1700 1703 1708 rVB3 10045 10687 1.89% 0.130%
58 12.210 1718 1721 1723 rBV 20976 16681 2.95% 0.203%
59 12.233 1723 1725 1731 rVB6 11586 13557 2.40% 0.165%
60 12.316 1736 1739 1742 rBV 24748 19701 3.49% 0.240%
61 12.392 1749 1752 1754 rBV2 8720 8986 1.59% 0.109%
62 12.463 1761 1764 1766 rBV 24093 21725 3.85% 0.265%
63 12.504 1766 1771 1776 rVV6 27957 47405 8.40% 0.577%
64 12.551 1776 1779 1784 rVB3 13316 14005 2.48% 0.171%
65 12.627 1788 1792 1795 rBV 352015 283885 50.28% 3.458%
66 12.668 1797 1799 1801 rVVv2 20961 15970 2.83% 0.195%
67 12.727 1806 1809 1811 rVvv4 8975 12668 2.24% 0.154%
68 12.780 1815 1818 1820 rVV 18826 17255 3.06% 0.210%
69 12.804 1820 1822 1825 rVv4 8298 9188 1.63% 0.112%

70 12.857 1825 1831 1837 rVV 305769 325133 57.59% 3.960%
71 12.910 1837 1840 1844 rVB3 16056 23270 4.12% 0.283%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111317\

Data File : BF100512.D

Aca On : 13 Nov 2017 20:01 Instrument :

Operator : SJ/JU gﬁgiéamlem'

agmp le - 16301-15 5X e
isc _

ALS Vial : 18 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

72 12.992 1851 1854 1862 rVB 326118 348921 61.80% 4_.250%
73 13.068 1864 1867 1872 rBvV4 22706 39874 7.06% 0.486%
74 13.127 1875 1877 1880 rBV4 10812 12539 2.22% 0.153%
75 13.180 1880 1886 1889 rBV 44669 65968 11.68% 0.803%
76 13.221 1890 1893 1895 rVV3 17414 14810 2.62% 0.180%
77 13.251 1895 1898 1900 rVv2 33674 29878 5.29% 0.364%
78 13.286 1901 1904 1907 rVv2 30147 31562 5.59% 0.384%
79 13.345 1913 1914 1916 rBV2 11201 9238 1.64% 0.113%
80 13.380 1918 1920 1923 rVV 18131 15020 2.66% 0.183%
81 13.410 1923 1925 1928 rVV2 17975 19024 3.37% 0.232%
82 13.562 1948 1951 1954 rBV2 23065 26607 4.71% 0.324%
83 13.833 1994 1997 1999 rVB 22458 17134 3.03% 0.209%
84 13.857 1999 2001 2004 rBVZ2 21873 30459 5.40% 0.371%
85 13.892 2004 2007 2010 rVVv3 31476 35987 6.37% 0.438%

86 14.051 2030 2034 2037 rBV2 485421 564558 100.00% 6.876%
87 14.080 2037 2039 2046 rVB 119270 105761 18.73% 1.288%
88 15.098 2209 2212 2215 rBV 81283 112117 19.86% 1.366%
89 15.468 2272 2275 2281 rVB 65132 88399 15.66% 1.077%
90 15.533 2282 2286 2297 rVB2 240647 372311 65.95% 4 _535%

Sum of corrected areas: 8210480
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111317\
BF100512.D

13 Nov 2017 20:01

SJ/JU

16301-15 5X

18 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
700000

600000

500000

400000

300000

200000

100000

TIC: BF100513.D

6.89

6.66
5.50 6.50

5.10 k

7.05

7.45

Or—
Time-->

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.

Abundance
700000

600000

500000

400000

300000

200000

100000

.92
0

TIC: BF100513.D

9.93
9.25 11.42

10.71 11.44

9,64 16 149
];h. ")c-' 224608 6%

D

==
Time--> 8.00

8 E-523 8845&2@@7%! 999 915

8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

.32 1 "l 9%01_3;10 ‘&)7 hr 66341 .1 m.} 52840 yl“%‘h‘,ﬁuﬁ‘n % R

13.00 13.50

Abundance
700000

600000
500000
400000
300000
200000

)

100000

TIC: BF100513.D

14.05

15.53

15.10
15.

9

Or—
Time-->

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111317\
Data File : BF100512.D

Aca On : 13 Nov 2017 20:01

Operator : SJ/JU

Sample : 16301-15 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 4

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

5.10 2.75 ng 61706 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 512 (5.098 min): BF100512.D (-509) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 HRBE RS LR UL
| 83.0 | 4.80 5.00 5.20 5.40
o) SRV N A RSSOV | RS G MM S m/z 59.10 55.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R I LA L A
59.0 480 500 520 540
0,
150 a0 1010 m/z 101.10 17.32%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
480 500 520 540
5000 m/z 58.00 14 .56%
101.0
15.0 270 71.0
56.0 86.0
e S S S SULIULS SUSIL IS IULILS SULI LS SIS I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e A
43.0 4.80 5.00 5.20 5.40
m/z 41.00 9.12%
5000
101.0
150 310 | %80 g9 g0
miz--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111317\
Data File : BF100512.D

Aca On : 13 Nov 2017 20:01

Operator : SJ/JU

Sample : 16301-15 5X

Misc :

ALS Vial : 18 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 unknown6.66 Concentration Rank 1

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

6.66 18.08 ng 405431 1,4-Dichlorobenzene-d4 6.89
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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 778 (6.663 min): BF100512.D (-773) (-) m/z 132.00 100.00%
132.0
5000
68.1
401 540 | 9.0 6.40 6.60 6.80 7.00
Ol e prer e e e bt el | M/Z 134.00 33 30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IS LR A UL L
6.40 6.60 6.80 7.00
2.0 510 m/z 68.10 29.90%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 660 6.80 7.00
5000 67.0 m/z 66.00 18.57%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole  Ea o R ARE R
132.0 6.40 6.60 6.80 7.00
m/z 96.00 12.32%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111317\
Data File : BF100512.D

Aca On : 13 Nov 2017 20:01

Operator : SJ/JU

Sample : 16301-15 5X

Misc :

ALS Vial : 18 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 4 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.64 3.07 ng 83070 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 49
3 Azobenzene 182 C12H10N2 000103-33-3 47
4 Methvl benzilate 242 C15H1403 000076-89-1 47
5 Benzoylformic acid 150 C8H603 000611-73-4 43
Abundance Scan 1454 (10.639 min): BF100512.D (-1450) (-) m/z 105.00 100.00%
105.0
182.1
77.0
5000
51.0 I L.......”
152.0 10.40 10.60 10.80 11.00
Ob e X0 120 m/z 182.10 65.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105.0
.0 182.0 AL
5000 URIRR RN SUNLILN BRI SR
0 10.40 10.60 10.80 11.00
oL m/z 77.00 56.21%
o270 \ A 126.0 1520 I
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
. " 1040 10,60 1030 1100
5000 770 ' m/z 51.00 26.73%
51.0
o 27.0 91.0 127.0  154.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #47125: Azobenzene — e e —
71.0 10.40 10.60 10.80 11.00
m/z 181.10 13.75%
182.0
5000
51.0 105.0
oL 270 o0 | 1280 1920 ‘
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111317\
Data File : BF100512.D

Aca On : 13 Nov 2017 20:01

Operator : SJ/JU

Sample : 16301-15 5X

Misc :

ALS Vial : 18 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.03 2.45 ng 54620 Phenanthrene-d10 11.42
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 50
3 Methvl diselenide 190 C2H6Se2 007101-31-7 45
4 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 40
5 5-Thiazolecarboxamide, 4-amino-2... 189 C5H7N30S2 1000338-08-9 27

Abundance Scan 1690 (12.027 min): BF100512.D (-1687) (-) m/z 189.05 100.00%
189.1
5000
945 165.0 11.80 12.00 12.20 12.40
39.0 81.0 110.0 137.1 . . . .
o,....,..?‘??....,"-.-..".,....,....,....,l.'...,.-|. m/z 190.10 86.32%
mz--> 20 40 60 80 100 120 140 160 180
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.80 12.00 12.20 12.40
' m/z 192.10 44 _87%
0 390 630 780 || 1100 1370 1630 Il
miz--> 20 40 60 80 100 120 140 160 180 '
Abundance
189.0
11.80 12.00 12.20 12.40
5000 m/z 191.10 42 _.39%
94.0
163.0
L L SO L L UL UL SR UL S
mz--> 20 40 60 80 100 120 140 160 180
Abundance #53209: Methyl diselenide
93.0 190.0 11.80 12.00 12.20 12.40
m/z 187.00 21.20%
175.0
5000
1600‘ ‘
0|....|....|...H‘ H‘H H“ ....|....|....|....|
mz--> 20 40 60 140 160 180 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111317\
Data File : BF100512.D

Aca On : 13 Nov 2017 20:01

Operator : SJ/JU

Sample : 16301-15 5X

Misc :

ALS Vial : 18 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 unknownl2.50 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.50 2.12 ng 47405 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(4.5-Dimethvl-6H-thiopvran-2-v... 204 C9H10F20S 1000318-25-0 25
2 5.160I17.2"1:8.1311"".2""1-Dibenz... 408 C32H24 005672-97-9 22
3 I1.1"-Biphenvl1-2-o0l. 3-chloro- 204 C12H9CIO0 000085-97-2 22
4 [1.17-Biphenvl-4-0l1. 2-chloro- 204 C12H9CIO0 023719-22-4 14
5 Pyrimidine, 2-chloro-4-methyl-6-... 204 C11H9CIN2 032785-40-3 14
Abundance Scan 1770 (12.498 min): BF100512.D (-1766) (-) m/z 57.00 100.00%
57.0
206.1
5000
1.0 1250 1630 S ——
||| | 12.20 12.40 12.60 12.80
1 e || M/z  43.10  71.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64845: 1-(4,5-Dimethyl-6H-thiopyran-2-yl)-2,2-difluoro-et...
189.0
5000 91.0 LR SRR U BN SULE
1250 12.20 12.40 12.60 12.80
39.0 ' m/z 206.10 70.09%
ol Lo ||
0||!‘i““l““‘l‘“‘l“”l‘l‘l‘|“l|‘|“|“|‘||l‘llllll T
m/z--> 50 100 150 200 250 300 350 400
Abundance
204.0
12.20 12.40 12.60 12.80
5000 m/z 41.05 66 .46%
39.0 gg.0 101.0 1520 313.0 408.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #64065: [1,1'"-Biphenyl]-2-ol, 3-chloro- R R R
204.0 12.20 12.40 12.60 12.80
m/z 85.10 58.27%
139.0
5000 69.0
IGFO
bl | L1
m/z--> 50 100 150 200 250 300 350 400 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111317\
Data File : BF100512.D

Aca On : 13 Nov 2017 20:01

Operator : SJ/JU

Sample : 16301-15 5X

Misc :

ALS Vial : 18 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 Pyrene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.18 2.34 ng 65968 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 2-methvl- 216 C17H12 003442-78-2 86
2 Pvrene. 1l-methvl- 216 C17H12 002381-21-7 83
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 81
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 80
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64
Abundance Scan 1886 (13.180 min): BF100512.D (-1880) (-) m/z 216.10 100.00%
216.1
5000
410 670 g709 0 1290 1502 1891 240.0 12.80 13.00 13.20 13.40
o} m/z 215.10 76.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74413: Pyrene, 2-methyl-
216.0
5000
95.0 12.80 13.00 13.20 13.40
m/z 213.05 19.96%
189.0
0 53.0 74.0 ‘J 122.0 1630 | |
m/z--> 20 40 60 85 160 120 140 160 180 200 220 240
Abundance
216.0
12.80 13.00 13.20 13.40
5000 m/z 217.05 16.82%
95.0 189.0
] EECSURNE: SAVRNR A MU 2 R - S | S—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74422: 11H-Benzo[b]fluorene
216.0 12.80 13.00 13.20 13.40
m/z 107.40 10.85%
5000
108.0
0 57.0 .| 1390 1630 189.0 A
m/z--> 20 40 60 80 100 120 140 1('30 180 200 220 240 12.80 13.00 13.20 13.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111317\
Data File : BF100512.D

Acq On : 13 Nov 2017 20:01

Operator : SJ/JU

Sample : 16301-15 5X

Misc :

ALS Vial : 18 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]
2-Pentanone, 4-hy... 5.10 2.8 ng 61706 1 6.89 448371 20.0
unknown6 .66 6.66 18.1 ng 405431 1 6.89 448371 20.0
Benzophenone 10.64 3.1 ng 83070 3 9.93 540856 20.0
4H-Cyclopenta[def... 12.03 2.5 ng 54620 4 11.42 446525 20.0
unknown12 .50 12.50 2.1 ng 47405 4 11.42 446525 20.0
Pyrene, 2-methyl- 13.18 2.3 ng 65968 5 14.06 564558 20.0
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