LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118549.D

Aca On : 13 Jan 2020 23:54

Operator :© JU

Sample : L1107-02 2X

Misc :

ALS Vial : 19 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-BF010820.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 5.010 493 497 505 rBV 137898 162900 12.74% 0.941%
2 5.434 566 569 583 rBV 792518 933494 72.99% 5.391%
3 6.457 740 743 762 rBV 921957 1008984 78.90% 5.827%
4 6.587 762 765 774 rVB 1222100 1171646 91.61% 6.767%
5 6.816 801 804 816 rVB 796396 642436 50.23% 3.710%
6 6.969 827 830 840 rBV 978149 886543 69.32% 5.120%
7 7.381 897 900 919 rBV 644894 576172 45.05% 3.328%
8 8.104 1019 1023 1032 rBV 928672 850138 66.47% 4.910%
9 9.175 1202 1205 1215 rBvV 1278405 1178943 92.18% 6.809%
10 9.575 1270 1273 1279 rVB 78847 66707 5.22% 0.385%
11 9.722 1295 1298 1304 rVB 39484 39804 3.11% 0.230%

12 9.863 1318 1322 1336 rVB 1074988 901376 70.48% 5.206%
13 10.657 1453 1457 1465 rBV 775157 695576 54 .39% 4.017%
14 11.351 1572 1575 1578 rBV 874274 817052 63.89% 4._.719%

15 11.380 1578 1580 1583 rVV 109410 94851 7.42% 0.548%
16 11.433 1586 1589 1591 rVvVv 45944 35013 2.74% 0.202%
17 11.598 1611 1617 1620 rBV3 21947 30527 2.39% 0.176%
18 11.857 1657 1661 1663 rBV 43031 47467 3.71% 0.274%
19 11.886 1663 1666 1670 rvv2 70042 80578 6.30% 0.465%
20 11.933 1670 1674 1677 rVV 38575 41465 3.24% 0.239%
21 11.969 1677 1680 1683 rVV 73164 80110 6.26% 0.463%
22 11.992 1683 1684 1690 rVB 40475 30673 2.40% 0.177%
23 12.086 1697 1700 1704 rBV6 17031 20394 1.59% 0.118%
24 12.151 1708 1711 1714 rVV 36428 31313 2.45% 0.181%
25 12.192 1716 1718 1722 rVB3 19108 15346 1.20% 0.089%
26 12.333 1739 1742 1744 rVB2 29343 28083 2.20% 0.162%
27 12.410 1752 1755 1757 rBV 76864 67053 5.24% 0.387%
28 12.439 1757 1760 1763 rVv4 27609 40978 3.20% 0.237%
29 12.463 1763 1764 1767 rVB2 33763 24795 1.94% 0.143%
30 12.504 1767 1771 1774 rBV3 35847 59334 4.64% 0.343%
31 12.574 1779 1783 1787 rBV 582706 493518 38.59% 2.850%
32 12.633 1791 1793 1795 rVv2 32035 31401 2.46% 0.181%
33 12.663 1795 1798 1802 rVB2 51261 67874 5.31% 0.392%
34 12.727 1807 1809 1811 rVB2 28365 18372 1.44% 0.106%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118549.D

Aca On : 13 Jan 2020 23:54

Operator :© JU

Sample : L1107-02 2X

Misc :

ALS Vial : 19 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-BF010820.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.757 1811 1814 1816 rBvV4 44329 43697 3.42% 0.252%
36 12.804 1819 1822 1828 rVB 621968 531522 41.56% 3.070%
37 12.857 1828 1831 1835 rVB2 40132 44413 3.47% 0.257%
38 12.939 1838 1845 1848 rBV 1458031 1234494 96.53% 7.130%
39 12.969 1849 1850 1854 rVB 35919 29743 2.33% 0.172%

40 13.021 1854 1859 1863 rBV3 75473 137166 10.73% 0.792%

41 13.133 1871 1878 1882 rBV3 82925 165602 12.95% 0.956%

42 13.198 1887 1889 1892 rBVY 31947 31990 2.50% 0.185%
43 13.239 1892 1896 1899 rBV2 85494 99708 7.80% 0.576%
44 13.333 1909 1912 1915 rBVY 50319 56206 4_.39% 0.325%
45 13.363 1915 1917 1920 rVV 52590 47832 3.74% 0.276%
46 13.651 1963 1966 1969 rBV 86842 76909 6.01% 0.444%
47 13.757 1981 1984 1986 rBVY 81537 76561 5.99% 0.442%
48 13.780 1986 1988 1990 rVB 68151 51001 3.99% 0.295%
49 13.810 1990 1993 1994 rBV 52307 48456 3.79% 0.280%

50 13.833 1994 1997 2000 rBV2 96333 105043 8.21% 0.607%
51 14.010 2022 2027 2029 rBV2 1083754 1278891 100.00% 7.386%
52 14.033 2029 2031 2034 rVB 407011 305881 23.92% 1.767%
53 15.057 2201 2205 2208 rBV 342591 451576 35.31% 2.608%
54 15.362 2254 2257 2263 rVB 177235 218148 17.06% 1.260%
55 15.427 2264 2268 2272 rVB 223075 294212 23.01% 1.699%

56 15.486 2274 2278 2282 rBV 562119 714407 55.86% 4.126%

Sum of corrected areas: 17314374
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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\BF011320\

BF118549.D

13 Jan 2020 23:54

Ju

L1107-02 2X

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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\BF011320\
Data File : BF118549.D

Aca On : 13 Jan 2020 23:54

Operator :© JU

Sample : L1107-02 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.01 5.07 ng 162900 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 497 (5.010 min): BF118549.D (-493) (-) m/z 42.95 100.00%
43
59
5000
101
4.60 4.80 5.00 520 5.40
83
ot b & 2T n/7 59.10  61.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR LA SRR
59 4.60 4.80 5.00 520 5.40
m/z 101.00 27 .83%
15 4 101
83
Ottt e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
50
460 480 500 520 540
5000 M m/z 58.10 15.18%
o [l s 126 14
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4035: 2,3-Butanedione, monooxime e e
43 4.60 4.80 5.00 520 5.40
m/z 41.00 9.11%
5000
101
15 58
L | Teo e |
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118549.D

Aca On : 13 Jan 2020 23:54

Operator :© JU

Sample : L1107-02 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 unknown6.59 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.59 36.48 ng 1171650 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
Abundance Scan 766 (6.592 min): BF118549.D (-762) (-) m/z 132.00 100.00%
132
5000
68
0 % J 620 6.40 6.60 6.80 7.00
40 54 - - : : :
ol A8 yee 27 Tz 134.00  33.44%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

5000

620 6.40 660 6.80 7.00
m/z 68.10 30.97%

o T T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 R R o e R n
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 20.48%
31 51
T 79
ottt
m/z--> 4 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 96.00 13.30%
5000 98 116
SUSNSSSSE WU NOPH ¥ A SO i SOCA | SHSUSSSISN NSSS_——
m/z--> 40 60 100 120 140 160 180 200 6. 20 6.40 6. 60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118549.D

Aca On : 13 Jan 2020 23:54

Operator :© JU

Sample : L1107-02 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 Pyrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.02 2.15 ng 137166 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 83
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 76
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 76
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 72
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 59
Abundance Scan 1859 (13.021 min): BF118549.D (-1854) (-) m/z 216.10 100.00%
216
5000
94 189
51 150 240 287 12.80 13.00 13.20 13.40
ol 72 L 425133.77169 g 2T (320390 7721510 77.84%
m/z--> 50 100 150 200 250 300 350
Abundance #74411: Pyrene, 1-methyl-
216
5000

12.80 13.00 13.20 13.40
m/z 213.00 25.57%

95 189
oL14 39 63 | (122139 163 | Il
1t
m/z--> 50 100 150 200 250 300 350
Abundance #74422: 11H-Benzo[b]fluorene
216
12.80 13.00 13.20 13.40
5000 m/z 189.10 13.66%
108
———
m/z--> 50 100 150 200 250 300 350
Abundance #74424: Fluoranthene, 2-methyl- N B e e
216 12.80 13.00 13.20 13.40
m/z 217.05 12.77%
5000
108
oL 436381 | a0 e 1
—— T
m/z--> 50 100 150 200 250 300 350 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118549.D

Aca On : 13 Jan 2020 23:54

Operator :© JU

Sample : L1107-02 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 Fluoranthene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.13 2.59 ng 165602 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 94
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 93
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 90
4 Pvrene. 2-methvl- 216 C17H12 003442-78-2 87
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
Abundance Scan 1877 (13.127 min): BF118549.D (-1871) (-) m/z 216.05 100.00%
216
5000
107 0163 18 [l o3a0ss 087 aos 355 12.80 13.00 13.20 13.40
o} ey m/z 215.05 83.78%
m/z--> 50 100 150 200 250 300 350
Abundance #74411: Pyrene, 1-methyl-
216
5000 ISRV RN BN B
12.80 13.00 13.20 13.40
95 m/z 213.10 23.50%
189
ol14 39 63 | 122 163 | |
m/z--> 50 100 150 200 250 300 350
Abundance #74424: Fluoranthene, 2-methyl-
216
12.80 13.00 13.20 13.40
5000 m/z 217.15 15.62%
108
oL a3 6381 | | e |
m/z--> 50 100 150 200 250 300 350
Abundance #74422: 11H-Benzo[b]fluorene
216 12.80 13.00 13.20 13.40
m/z 107.40 14.41%
5000
108
m/z--> 50 100 150 200 250 300 350 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011320\
Data File : BF118549.D

Aca On : 13 Jan 2020 23:54

Operator :© JU

Sample : L1107-02 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010820.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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.36 6.11 ng 218148 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 97
3 Benzolalpvrene 252 C20H12 000050-32-8 97
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 97
5 Perylene 252 C20H12 000198-55-0 89

Abundance Scan 2257 (15.362 min): BF118549.D (-2254) (-) m/z 252.10 100.00%

252
5000

15.00 15.20 15.40 15.60

125
55 74 100, | 145 172 200 224 276 302323343 368 402

oo S e e D e m/z 250.10 29.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60
m/z 253.10 20.68%

125
50 74 99 , | 146 174 200 224

v+t 1ty
m/z--> 50 100 150 200 250 300 350 400
Abundance #104224: Benzo[k]fluoranthene
252
R S e e A
15.00 15.20 15.40 15.60
5000 m/z 125.00 12.22%
126
0 74 99, | 200 224
— T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene R AR EamEE T
252 15.00 15.20 15.40 15.60
m/z 126.00 10.49%
5000
126
0 50 74 100, | 149 174 200 224
— T e R e e AR
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF011320\
Data File : BF118549.D

Acq On : 13 Jan 2020 23:54

Operator : JU

Sample : L1107-02 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010820.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... 5.01 5.1 ng 162900 1 6.82 642436 20.0
unknown6 .59 6.59 36.5 ng 1171650 1 6.82 642436 20.0
Pyrene, 1l-methyl- 13.02 2.1 ng 137166 5 14.01 1278890 20.0
Fluoranthene, 2-m... 13.13 2.6 ng 165602 5 14.01 1278890 20.0
Benzo[e]pyrene 15.36 6.1 ng 218148 6 15.49 714407 20.0
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