LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113712.D

Aca On : 10 Apr 2019 22:51

Operator : JU/SJ

Sample : K2342-07 5X

Misc :

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF040319.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 5.298 542 546 572 rBV 350662 589169 50.56% 5.028%
2 6.334 719 722 739 rBV 370976 630723 54.12% 5.383%
3 6.451 739 742 757 rVB 594783 658182 56.48% 5.617%
4 6.675 777 780 792 rBV 679947 665948 57.14% 5.683%
5 6.834 803 807 823 rBV 472242 457626 39.27% 3.906%
6 7.245 874 877 894 rBV 234421 342861 29.42% 2.926%
7 7.963 995 999 1021 rBV 732540 848286 72.79% 7.240%
8 9.034 1178 1181 1194 rBV 447739 481912 41.35% 4.113%
9 9.434 1246 1249 1257 rBV 30649 38158 3.27% 0.326%
10 9.710 1292 1296 1314 rBV 813240 804183 69.01% 6.863%

11 10.504 1428 1431 1441 rBV 279633 333818 28.64% 2.849%
12 11.192 1544 1548 1551 rBV 850523 799589 68.61% 6.824%

13 11.275 1559 1562 1565 rVB 16708 17867 1.53% 0.152%
14 11.698 1630 1634 1636 rBV 18721 18401 1.58% 0.157%
15 11.727 1636 1639 1645 rVV 64565 79530 6.82% 0.679%
16 11.804 1649 1652 1655 rVV 30736 39020 3.35% 0.333%
17 11.827 1655 1656 1662 rVB 17824 17756 1.52% 0.152%
18 11.992 1679 1684 1689 rBV 16519 20588 1.77% 0.176%
19 12.245 1723 1727 1729 rBV 21548 20758 1.78% 0.177%
20 12.280 1729 1733 1735 rVV3 14435 16048 1.38% 0.137%
21 12.333 1738 1742 1750 rVB3 13978 23966 2.06% 0.205%
22 12.404 1750 1754 1759 rBV 335384 325242 27.91% 2.776%
23 12.516 1769 1773 1777 rBV6 12801 18854 1.62% 0.161%
24 12.557 1777 1780 1782 rVV 16264 14272 1.22% 0.122%
25 12.627 1787 1792 1799 rVvV 296362 377966 32.43% 3.226%
26 12.686 1799 1802 1807 rVB2 18499 24867 2.13% 0.212%
27 12.769 1809 1816 1825 rBV 532320 508265 43.61% 4 _.338%
28 12.851 1826 1830 1838 rVVv2 25415 42030 3.61% 0.359%
29 12.963 1846 1849 1853 rVB2 41593 45684 3.92% 0.390%
30 13.004 1853 1856 1858 rBV3 14767 16201 1.39% 0.138%
31 13.027 1858 1860 1862 rVV 30030 23308 2.00% 0.199%
32 13.063 1862 1866 1872 rVV3 39387 55422 4.76% 0.473%
33 13.157 1879 1882 1885 rBV 22901 24251 2.08% 0.207%
34 13.192 1885 1888 1891 rVvv4 20158 20465 1.76% 0.175%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113712.D

Aca On : 10 Apr 2019 22:51

Operator : JU/SJ

Sample : K2342-07 5X

Misc :

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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.345 1910 1914 1916 rBvV4 21270 25653 2.20% 0.219%
36 13.480 1934 1937 1939 rBV 20772 21929 1.88% 0.187%
37 13.580 1951 1954 1956 rBV2 32724 36177 3.10% 0.309%
38 13.633 1960 1963 1964 rBV 26399 27464 2.36% 0.234%

39 13.827 1991 1996 1999 rBV2 992059 1165385 100.00% 9.946%
40 13.851 1999 2000 2008 rVB 226417 173713 14.91% 1.483%

41 13.933 2012 2014 2018 rVB 27309 24714 2.12% 0.211%
42 13.986 2021 2023 2028 rVV3 39927 39242 3.37% 0.335%
43 14.216 2060 2062 2066 rBV2 40561 38462 3.30% 0.328%
44 14.292 2072 2075 2082 rBV4 69479 81076 6.96% 0.692%
45 14.586 2122 2125 2129 rVB 80016 81143 6.96% 0.693%

46 14.839 2165 2168 2171 rBV 159901 221527 19.01% 1.891%
47 14.892 2175 2177 2182 rVB2 101155 102154 8.77% 0.872%
48 15.121 2213 2216 2221 rVB 94233 103668 8.90% 0.885%
49 15.180 2223 2226 2230 rVB 132080 139833 12.00% 1.193%
50 15.233 2231 2235 2249 rVV 570614 809642 69.47% 6.910%

51 15.633 2300 2303 2309 rVB 67109 88690 7.61% 0.757%
52 16.610 2466 2469 2476 rVB2 78182 135709 11.64% 1.158%

Sum of corrected areas: 11717397
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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\BF041019\

BF113712.D

10 Apr 2019 22:51

JussJ

K2342-07 5X

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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\BF041019\
Data File : BF113712.D

Aca On : 10 Apr 2019 22:51

Operator : JU/SJ

Sample : K2342-07 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 unknown6.45 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.45 19.77 ng 658182 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 742 (6.451 min): BF113712.D (-739) (-) m/z 131.90 100.00%
32
5000 68
96
47 5% 61 || 75 g 104 6.20 6.40 6.60 6.80
0..,....,....,....I'!...,'...,........,....,....,.':..,....,....,'...,.. m/z 68.00 40.63%
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
5000 T

6.20 6.40 6.60 6.80
78 m/z 133.90 31.74%

31
38
[ I

..,....,....,....,.!..,....,...!,...I,....,....,..I.,....,....,-!..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

6.20 6.40 6.60 6.80

o

5000 67 m/z 66.00 25.98%
41 97
‘ 53 117
S S| AR TR =720
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole —v—v—v—v—|—v—v—#|-
132 6.20 6.40 6.60 6.80

m/z 68.95 14 _.79%

5000
104
51 66 77
14 27 37 44> 58 | ' 8997 | 115
e N | N

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\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113712.D

Aca On : 10 Apr 2019 22:51

Operator : JU/SJ

Sample : K2342-07 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .59 2.00 ng 81143 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octadecane 254 C18H38 000593-45-3 86
5 2-methyloctacosane 408 C29H60 1000376-72-8 86
Abundance Scan 2126 (14.592 min): BF113712.D (-2122) (-) m/z 56.90 100.00%
57
85
5000
3 256 —
3 141 172 207 234 14.20 14.40 14.60 14.80 15.00
oAby m/z 71.00 75.35%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 AR DA BN B B
mmmmmmmmmm
m/z 85.00 58.77%
0 .| L . n ]l II AI || il 1469 197 225 253 282
m/z--> §o 1éo 260 2%0 360 3éo
Abundance #117638: Nonadecane
57
14:20 14.40 14.60 14.80 15.00
5000 85 m/z 43.00 49 .66%
29
0 \‘ L | | " JJ 1:1[3. 141 169 197 225 2§8
m/z--> §o 160 150 260 2%0 360 3%0
Abundance #141426: Heneicosane B B E e
57 14.20 14.40 14.60 14.80 15.00
m/z 55.00 33.00%
85
5000
29 113
oL L) J | JM1. 169 197 225 53 29
m/z--> % mo 1m 2& ﬁ) %o 3% mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113712.D

Aca On : 10 Apr 2019 22:51

Operator : JU/SJ

Sample : K2342-07 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.12 2.56 ng 103668 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 97
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
4 Pervlene 252 C20H12 000198-55-0 95
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
Abundance Scan 2216 (15.121 min): BF113712.D (-2213) (-) m/z 252.00 100.00%
282
5000
39 58 84101 e 158 179198 224 278 302 329 360 14.80 15.00 15.20 15.40
o} m/z 250.00 28.46%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #104217: Benzo[e]pyrene
282
5000

14.80 15.00 15.20 15.40
m/z 253.00  20.74%

125
50 74 99 146 174 200 224

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #104218: Benzo[a]pyrene
252
A LR Em s S
14.80 15.00 15.20 15.40
5000 m/z 125.00 14.03%
126
ol39 57 74 100, | 149 174 200 224 [
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #104227: Benz[e]acephenanthrylene e AREEEEEaSEE
252 14.80 15.00 15.20 15.40
m/z 125.90 11.54%
5000
126
ol39 63 83100, | 150 174 200 224 I R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 14. 80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113712.D

Aca On : 10 Apr 2019 22:51

Operator : JU/SJ

Sample : K2342-07 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.63 2.19 ng 88690 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 83
2 Eicosane 282 C20H42 000112-95-8 64
3 Hexacosane 366 C26H54 000630-01-3 64
4 Nonadecane 268 C19H40 000629-92-5 58
5 Nonane, l1-iodo- 254 C9H191 004282-42-2 58
Abundance Scan 2302 (15.627 min): BF113712.D (-2300) (-) m/z 57.00 100.00%
57
5000 85
40|y l| 1113 140 160 184 207 236 271 300 329 357 15.40 15.60 15.80 16.00
ot il e e e L e m/z 71.00 70.21%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 LR UL SULELL S U

15.40 15.60 15. 80 16. 00

29\ m/z 43.00 61.60%
113
o b g LTt e dor s B4
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
R B A
15.40 15.60 15.80 16.00
5000 m/z 85.00 47 .34%
85
29
o ".‘ | | ) 218 141 160 107 225 253 282
AT
m/z--> 50 100 150 200 250 300 350
Abundance #194492: Hexacosane R mEEEE RS S
57 15.40 15.60 15.80 16.00
m/z 55.00 24 _87%
85
5000
113 366
29 { ‘ J ‘ J \141 169 197 225 253 281 309 337 |
m/z--> 50 100 150 200 250 300 350 15.40 15. 60 15. 80 16. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF041019\
Data File : BF113712.D

Acq On : 10 Apr 2019 22:51

Operator : JU/SJ

Sample . K2342-07 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_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 .45 6.45 19.8 ng 658182 1 6.67 665948 20.0
Eicosane 14.59 2.0 ng 81143 6 15.23 809642 20.0
Benzo[e]pyrene 15.12 2.6 ng 103668 6 15.23 809642 20.0
Octadecane 15.63 2.2 ng 88690 6 15.23 809642 20.0
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