LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042519\

Data File : BF113998.D

Aca On : 26 Apr 2019 00:24 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple : K2203-17 5X sl
isc _

ALS Vial : 25 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-BF042219 .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 5.510 578 582 600 rBV 355018 380799 29.56% 2.849%
2 6.510 749 752 772 rBV 419318 426753 33.13% 3.193%
3 6.663 774 778 788 rBV 501783 452419 35.12% 3.385%
4 6.892 814 817 827 rBV 694335 624294 48.47% 4.671%
5 7.051 840 844 852 rBV 430251 354396 27.51% 2.652%
6 7.451 908 912 918 rBV 248479 257507 19.99% 1.927%
7 8.175 1032 1035 1052 rBV 895673 872391 67.73% 6.527%
8 9.251 1214 1218 1230 rBV 565223 544766 42.29% 4_.076%
9 9.639 1282 1284 1291 rVB 45419 52227 4 ._.05% 0.391%
10 9.792 1307 1310 1317 rVB 19853 17603 1.37% 0.132%
11 9.933 1330 1334 1338 rBVY 1164592 1074318 83.40% 8.038%
12 10.480 1424 1427 1433 rVB 26649 26858 2.09% 0.201%
13 10.716 1463 1467 1480 rBvV 378133 395847 30.73% 2.962%
14 10.845 1484 1489 1493 rBV4 9485 14033 1.09% 0.105%
15 11.280 1557 1563 1566 rBvV5 8921 18658 1.45% 0.140%
16 11.310 1566 1568 1576 rvVB2 16174 18111 1.41% 0.136%

17 11.416 1582 1586 1588 rBV 1431045 1229763 95.47% 9.201%
18 11.439 1588 1590 1596 rVvVv 322150 284789 22.11% 2.131%

19 11.492 1596 1599 1602 rVB 73196 67256 5.22% 0.503%
20 11.645 1620 1625 1627 rBV 14306 17636 1.37% 0.132%
21 11.916 1668 1671 1673 rBV 42111 41916 3.25% 0.314%
22 11.945 1673 1676 1681 rVVv2 80160 94231 7.32% 0.705%
23 11.992 1681 1684 1687 rVV 23489 23831 1.85% 0.178%
24 12.027 1687 1690 1693 rVV 81667 92091 7.15% 0.689%
25 12.051 1693 1694 1698 rVB 34334 22705 1.76% 0.170%
26 12.210 1719 1721 1723 rBV 28814 24889 1.93% 0.186%
27 12.233 1723 1725 1730 rVB3 23176 24037 1.87% 0.180%
28 12.469 1760 1765 1767 rBV 35447 40147 3.12% 0.300%
29 12.504 1767 1771 1776 rVB3 34440 47117 3.66% 0.353%
30 12.551 1776 1779 1783 rBV2 27339 30944 2.40% 0.232%
31 12.627 1788 1792 1797 rBV 530797 480592 37.31% 3.596%
32 12.721 1805 1808 1811 rBV2 28145 26767 2.08% 0.200%
33 12.857 1825 1831 1836 rBV 419001 486091 37.74% 3.637%
34 12.916 1836 1841 1844 rVB2 19500 31281 2.43% 0.234%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042519\

Data File : BF113998.D

Aca On : 26 Apr 2019 00:24 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple : K2203-17 5X sl
isc _

ALS Vial : 25 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 :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF042219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.992 1851 1854 1863 rVB 769111 704482 54.69% 5.271%

36 13.074 1863 1868 1871 rBV3 33059 58050 4_.51% 0.434%
37 13.157 1880 1882 1884 rBV2 25394 27255 2.12% 0.204%
38 13.180 1884 1886 1890 rVB 69144 67764 5.26% 0.507%
39 13.233 1892 1895 1896 rBV 19142 20713 1.61% 0.155%
40 13.251 1896 1898 1900 rVB 46396 35961 2.79% 0.269%
41 13.286 1900 1904 1907 rBVZ2 49514 52827 4._.10% 0.395%
42 13.380 1917 1920 1923 rBV 20414 18730 1.45% 0.140%
43 13.410 1923 1925 1929 rBV2 24892 23405 1.82% 0.175%
44 13.568 1950 1952 1956 rBV2 22577 29710 2.31% 0.222%
45 13.686 1970 1972 1978 rVB 30129 36187 2.81% 0.271%
46 13.798 1988 1991 1994 rBV3 28724 39214 3.04% 0.293%
47 13.827 1994 1996 1998 rVvV 32236 29252 2.27% 0.219%
48 13.851 1998 2000 2004 rVv2 27362 40275 3.13% 0.301%
49 13.898 2005 2008 2012 rVB2 52537 60052 4.66% 0.449%

50 14.051 2029 2034 2037 rBV2 1169308 1288108 100.00% 9.638%

51 14.074 2037 2038 2042 rVB 160553 127531 9.90% 0.954%

52 14.163 2050 2053 2055 rBV 24190 20877 1.62% 0.156%
53 14.221 2060 2063 2065 rVVv2 36570 35667 2.77% 0.267%
54 14.274 2069 2072 2075 rBV2 18666 25379 1.97% 0.190%
55 14.527 2113 2115 2120 rVB3 42587 49737 3.86% 0.372%
56 14.839 2166 2168 2172 rVB 50339 46381 3.60% 0.347%
57 15.104 2209 2213 2216 rBV 160619 231729 17.99%% 1.734%
58 15.186 2224 2227 2230 rBV 60355 62652 4._86% 0.469%

59 15.409 2262 2265 2272 rVB 94683 125315 9.73% 0.938%
60 15.474 2272 2276 2282 rVB 133112 172347 13.38% 1.289%

61 15.545 2282 2288 2291 rBV 786164 1056648 82.03% 7.906%

62 16.021 2365 2369 2375 rBV 45184 71240 5.53% 0.533%

63 17.027 2535 2540 2550 rVB2 67097 152655 11.85% 1.142%

64 17.856 2676 2681 2686 rBV9 23723 58331 4_.53% 0.436%
Sum of corrected areas: 13365537
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042519\
Data File : BF113998.D

Aca On : 26 Apr 2019 00:24

Operator : JU/SJ

Sample : K2203-17 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF113998.D
1400000

1200000

1000000

800000
6.89

600000
6.51 7.05
400000 551
7.45
200000

S

T [
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF113998.D
1400000 11.42

1200000 9.93

1000000
8.17

800000 12.99

600000 9.25 12.63
400000 10.72 1

200000

9.6
i 49,79 k 10/(48 10.85 ﬂlﬁ et

A
T LI B T T T T T T T

o e S L e e

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF113998.D
1400000

14.05
1200000

1000000 15.54
800000
600000
400000

| o7 1510 se
200000 A4gp, 1453 1484 °:19 Ehj 16.02 17.03
838.3-;5?1" LA 17.86
I

¥

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

i

T
18.00 18.50

8270-BF042219.M Fri Apr 26 15:53:25 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042519\
Data File : BF113998.D

Aca On : 26 Apr 2019 00:24

Operator : JU/SJ

Sample : K2203-17 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 unknown6.66 Concentration Rank 1

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

6.66 14.49 ng 452419 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 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 777 (6.657 min): BF113998.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.0
40.0 540 9.0 J " 640 6.60 680 7.00
0 Lo m/z 68.00 42 .71%
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 UL R RS R
6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.72%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
" 640 6.60 680 7.00
5000 67.0 m/z 66.00 26.18%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propiony! S e AR
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.00 16.60%
74.0
5000 9go 1160
oL—— I "‘l - ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ L —— ?-5|80| —— |]|-8|9.|0|
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\BF042519\
Data File : BF113998.D

Aca On : 26 Apr 2019 00:24

Operator : JU/SJ

Sample : K2203-17 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.41 2.37 ng 125315 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Pervlene 252 C20H12 000198-55-0 96
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
4 Benzolalovrene 252 C20H12 000050-32-8 95
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
Abundance Scan 2265 (15.409 min): BF113998.D (-2262) (-) m/z 252.10 100.00%
25p.1
5000
55.0 82.0 12?0154 1 189.9 224.0 2011 3281 3652 -->:0015.20 15.40 15.60 15.80
O e A A I e T e e e m/z 250.00 28.24%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
25p.
5000

15.00 15.20 15.40 15.60 15.80
m/z 253.10 21.56%

125.0
o 63.0 98.0, | 1740 2240
— A1
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
252.0
B ARARS AT e e
15.00 15.20 15.40 15.60 15.80
5000 m/z 125.00 14.61%
125.0
o170 500 830 | 1740 2240
e
m/z--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]acephenanthrylene Al B mEE s S
252.0 15.00 15.20 15.40 15.60 15.80
m/z 125.90 10.55%
5000
126.0
0 51.0 83.0 ‘ﬂ 1740 2240 ‘H
— 7
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF042519\
Data File : BF113998.D

Acq On : 26 Apr 2019 00:24

Operator : JU/SJ

Sample : K2203-17 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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]
unknown6 .66 6.66 14.5 ng 452419 1 6.89 624294 20.0
Benzo[e]pyrene 15.41 2.4 ng 125315 6 15.54 1056650 20.0
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