LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124367.D

Acqg On : 17 Jun 2021 17:24
Operator : JU/CG

Sample : M2719-01 5X

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124367.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.404 561 564 575 rBv 102856 115481 37.06% 3.794%
2 6.428 736 738 749 rBV 111516 133369 42.80% 4.382%
3 6.781 795 798 8602 rBV 268057 221519 71.10% 7.278%
4 7.345 891 894 899 rBV 84610 66742 21.42%  2.193%
5 8.069 1013 1017 1020 rBV 357639 269767 86.58%  8.864%
6 9.145 1196 1200 1203 rBV 222358 172290 55.30% 5.661%
7 9.822 1312 1315 1319 rBV = 376669 311580 100.00% 10.238%
8 9.857 1319 1321 1324 rVB 4402 4099 1.32% 0.135%
9 10.251 1385 1388 1392 rVB 4363 4414 1.42% 0.145%
10 10.369 1404 1408 1413 rBB 4988 5576 1.79% 0.183%
11 10.616 1447 1450 1457 rVB 92757 80324 25.78% 2.639%
12 10.727 1466 1469 1470 rBV2 5934 5556 1.78% 0.183%
13 10.804 1480 1482 1488 rBV2 3518 4862 1.56% 0.160%
14 10.921 1497 1502 1505 rBV 2979 3719 1.19% 0.122%
15 11.e10 1513 1517 1521 rVB2 2746 3971 1.27% 0.130%
16 11.174 1540 1545 1549 rBV 6182 8415 2.70% 0.276%
17 11.210 1549 1551 1552 rBV2 7111 4574  1.47%  0.150%
18 11.310 1565 1568 1571 rBV 336031 294520 94.52% 9.677%
19 11.333 1571 1572 1575 rW 40044 29818 9.57% 0.980%
20 11.392 1579 1582 1585 rVB2 7832 7504 2.41% 0.247%
21 11.557 1605 1610 1611 rBV2 3524 3658 1.17% 0.120%
22 11.604 1615 1618 1620 rBV2 7179 6461 2.07% 0.212%
23 11.721 1637 1638 1644 rVB3 4436 4426 1.42% 0.145%
24 11.816 1651 1654 1657 rBV3 9954 10717 3.44% 0.352%
25 11.845 1657 1659 1661 rVV2 11018 9407 3.02% 0.309%
26 11.898 1665 1668 1670 rVVv2 7166 7453  2.39%  0.245%
27 11.927 1670 1673 1675 rVV2 16682 16196 5.20% 0.532%
28 11.951 1675 1677 1679 rVB2 10268 8518 2.73% 0.280%
29 12.010 1684 1687 1690 rBV3 8018 6447 2.07% 0.212%
30 12.051 1692 1694 1696 rVB2 7349 3980 1.28% 0.131%
31 12.068 1696 1697 1702 rVB3 3642 4421  1.42% 0.145%
32 12.116 1702 1705 1706 rBV2 6606 7826 2.51% 0.257%
33 12.192 1713 1718 1720 rBV5 5525 8223 2.64% 0.270%
34 12.239 1724 1726 1728 rBV 5412 4826 1.55% 0.159%
35 12.292 1733 1735 1737 rvv2 9340 7810 2.51% 0.257%
36 12.310 1737 1738 1743 rVB5 6020 6749 2.17% 0.222%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124367.D

Acqg On : 17 Jun 2021 17:24
Operator : JU/CG

Sample : M2719-01 5X

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\SVOASRV\HPCHEM1\BNA_ F\METHODS\8270-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.368 1743 1748 1750 rBv4 14176 16255 5.22% 0.534%
38 12.404 1750 1754 1756 rVv4 15561 19336 6.21% 0.635%
39 12.427 1756 1758 1761 rVVv4 4977 7705 2.47% 0.253%
40 12.463 1763 1764 1767 rVV3 6326 5440 1.75% 0.179%
41 12.498 1767 1770 1772 rVV3 5563 6135 1.97% 0.202%
42 12.527 1772 1775 1780 rVB 50608 45077 14.47% 1.481%
43 12.668 1797 1799 1800 rBV2 4322 4021 1.29% 0.132%
44 12.680 1800 1801 1804 rVv3 8096 6165 1.98% 0.203%
45 12.710 1804 1806 1809 rVB4 7292 7415 2.38% 0.244%
46 12.757 1809 1814 1821 rBV2 50198 85191 27.34% 2.799%
47 12.815 1821 1824 1825 rBV3 11316 6805 2.18% 0.224%
48 12.845 1828 1829 1831 rBV 7324 5591 1.79% 0.184%
49 12.898 1834 1838 1841 rVV 211947 175081 56.19% 5.753%
50 12.968 1848 1850 1851 rBvV2 8634 8208 2.63% 0.270%
51 13.080 1863 1869 1872 rBV7 20381 32634 10.47% 1.072%
52 13.127 1872 1877 1879 rBV5 22444 24680 7.92% 0.811%
53 13.151 1879 1881 1883 rVB3 18441 12609 4.05% 0.414%
54 13.180 1885 1886 1887 rBV 13206 7445 2.39% 0.245%
55 13.345 1911 1914 1918 rVB6 12932 13896 4.46% 0.457%
56 13.445 1929 1931 1932 rBV2 10947 7716 2.48% 0.254%
57 13.474 1933 1936 1938 rVB2 22844 19700 6.32% 0.647%
58 13.610 1956 1959 1961 rVB4 12780 13172 4.23% 0.433%
59 13.633 1961 1963 1964 rBV2 10072 8565 2.75% 0.281%
60 13.774 1982 1987 1989 rBVe6 17615 27734 8.90% 0.911%
61 13.798 1989 1991 1996 rVV5 21259 27570 8.85% 0.906%
62 13.957 2012 2018 2021 rBV 262568 271332 87.08% 8.915%
63 13.986 2021 2023 2025 rVB3 27613 21448 6.88% 0.705%
64 14.115 2043 2045 2050 rVB5 30159 33098 10.62% 1.088%
65 15.421 2263 2267 2274 rVB2 151214 205046 65.81% 6.737%
66 16.998 2534 2535 2537 rBV2 17647 10097 3.24% 0.332%
67 17.268 2579 2581 2582 rBV2 13455 9124 2.93% 0.300%
68 17.568 2630 2632 2633 rBvV2 12530 10768 3.46% 0.354%
69 18.268 2749 2751 2752 rBV2 12101 7814 2.51% 0.257%
70 18.286 2752 2754 2755 rvv2 10841 5919 1.90% 0.194%
71 18.545 2796 2798 2799 rBV2 11050 9461 3.04% 0.311%
Sum of corrected areas: 3043471
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 17 Jun 2021 17:24
: M2719-01 5X

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
BF124367.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124367.D

Acqg On : 17 Jun 2021 17:24
Operator : JU/CG

Sample : M2719-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknownl3.080 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.080 2.41 ng 32634 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 3-chloro-N-(2-pyrid... 216 C12H9CIN2 029202-16-2 30
2 Benzenamine, 2-chloro-N-(3-pyrid... 216 C12H9CIN2 041855-59-8 25
3 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 16
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 16
5 6-Amino-8-bromopurine 213 C5H4BrN5 006974-78-3 14

Abundance Scan 1869 (13.080 min): BF124367.D\data.ms (-1863) (1  m/z 216.00 100.00%
.0
55.0 792 105.3

5000
I
‘ 13.00
AL m/z 105.30  82.78%

m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #74166: Benzenamine, 3-chloro-N-(2-pyridinylmethylene)
79.0 216.0
111.0
5000, 52,0 1540 189.0

13.00
m/z 55.00  81.23%

O' \\‘\\‘\\1‘\‘\\\\“’\\\‘\‘\\\\“\\“\\’\\\ ‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #74163: Benzenamine, 2-chloro-N-(3-pyridinylmethylene)
75.0 216.0

o

111.0 13 00
5000 m/z 79.20 79.43%
51.0 138.0
‘ ‘ ‘ 181.0
0 \‘\“ \\\v‘\\‘v SRAEN
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #74417: TH-Benzo[c]fluorene

216.0 13.00

m/z 215.10  76.95%

5000
108.0
. 820/ | 1290 || L) I

m/z--> 40 60 80 100 120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124367.D

Acqg On : 17 Jun 2021 17:24
Operator : JU/CG

Sample : M2719-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 unknownl3.774 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.774 2.04 ng 27734 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrazole-5-carboxamide, N-(4-... 345 C11H9FIN30 1000350-27-0 10
2 Pyrido[3,4-b]indole, 1,2,3,4-tet... 306 C19H18N202 331859-99-5 10
3 Benzene, 2-nitro-1-(phenylthio)-... 299 C13H8F3NO2S 000346-44-1 9
4 Methanone, (2-amino-5-chlorophen... 265 C13H9C12NO 002958-36-3 9
5 Butylphosphonic acid, 2-isopropo... 342 C18H3104P 1000315-05-0 9
Abundance Scan 1987 (13.774 min): BF124367.D\data.ms (-1982) (. m/z 57.00 100.00%
57.0
104.8 230.1
5000 » 0175.0
’ 64.9 306.0
345.¢ —— —
M ‘ 13.50 14.00
o m/z 71.25 63.75%
miz--> 50 100 150 200 250 300
Abundance #180198: 1H-Pyrazole-5-carboxamide, N-(4-fluorophenyl
235.0
5000 - AL
345.( 13.50 14.00
43.0 830 ' m/z 104.80  63.75%
‘ 121.0 180.0
0 \‘“! “‘H\h‘\‘“‘!‘ \“ H‘ \“\ \“ 1 1.\ T \H\ \“\ T ?\86\?\ T \“
miz-> 50 100 150 200 250 300
Abundance #149781: Pyrido[3,4-blindole, 1,2,3,4-tetrahydro-2-acetyl-
e —
13.50 14.00
5000 m/z 93.00 62.74%
144.0 247.0 306.0
770 ‘ 204.0 ‘ ‘
oL “;m }HW\HHL\‘ i ‘mw‘m i N‘h‘w\u‘ uh\ i ‘\‘H“L\“W 1“‘\ H\’ - \\\ ‘\\‘ e
miz--> 50 100 150 200 250 300
Abundance #143447: Benzene, 2-nitro-1-(phenylthio)-4-(trifluorometh —— —
235.0 13.50 14.00
7.0 m/z 230.10  62.53%
5000
40. 125.0 166.0 299.0
01.
P P O 1 1 TN Y
oL bl L or
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124367.D

Acqg On : 17 Jun 2021 17:24
Operator : JU/CG

Sample : M2719-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 unknownl3.798 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.798 2.03 ng 27570 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 3-methyl- 310 C22H46 006418-47-9 38
2 Eicosane 282 C20H42 000112-95-8 38
3 Cyclohexane-1-carboxylic acid, 3... 324 C17H2406 138972-20-0 35
4 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 35
5 Nonacosane 408 C29H60 000630-03-5 35
Abundance Scan 1991 (13.798 min): BF124367.D\data.ms (-1989) (- m/z 57.10 100.00%
57.1
5000
189.4
115.2 —— —
150.2 ‘ 24‘44 342. 13.50 14.00
ol Ll [[TEN VI L mz 7110 76.07%
miz-> 50 100 150 200 250 300
Abundance #153226: Heneicosane, 3-methyl-
57.0
5000 —r ——
281.0 13.50 14.00
m/z 85.15 37.50%
[ L] 110180 2250 |
05 \H‘“\“\‘ \M‘\““ / \“\ ‘\“‘\‘\ \‘\“ T \‘\.‘\ ‘“\ T \‘\ T T
miz--> 50 100 150 200 250 300
Abundance #129493: Eicosane
57.0
T o
13.50 14.00
5000 m/z 55.00 35.92%
990 282.0
‘ ‘ 1410 183.0 2250
0 Ay ‘ | ‘u“ ‘w“\“H‘ ‘\“ | \‘ \‘ \‘ ‘\‘ ‘\‘ ‘\ ‘\‘ \ P ‘\‘ P
miz--> 50 100 150 200 250 300
Abundance #164103: Cyclohexane-1-carboxylic acid, 3-[3-(2-furyl)-1- — ——
71.0 13.50 14.00
m/z 43.00 32.87%
5000
221.0
1650
115.0 293.0
0 ‘3‘3‘ [ M M‘ H\H Jh h\ UL \\uu A L “‘ } \‘ . ‘\" N —— —
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF060321.M Fri Jun 18 13:29:26 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124367.D

Acqg On : 17 Jun 2021 17:24
Operator : JU/CG

Sample : M2719-01 5X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknownl14.115 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.115 2.44 ng 33098 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Chloro-2-nitrobenzotrifluoride 225 C7H3C1F3NO2 000118-83-2 10
2 Propionic acid, 4-(isobutoxycarb... 265 C14H19NO4 349488-64-8 10
3 DL-Di-ethyl-2,3-dibromo succinate 330 C8H12Br204 000608-82-2 9
4 3-(2-Ethoxycarbonyl-ethyl)-4-met... 253 C13H19NO4 043142-35-4 7
5 1,2,3,4,7,7a-Hexahydro-2,4,7-tri... 179 C11H17NO 006878-83-7 5
Abundance Scan 2045 (14.115 min): BF124367.D\data.ms (-2043) (- m/z 57.05 100.00%
57.0
5000
99.1 e e
‘ “ 169:3506.0 2481 2991 357. 14.00 14.50
0 W “‘h”w J“‘M”U I - m/z 43.00 41.36%
mlz--> 50 100 150 200 250 300 350
Abundance #82030: 5-Chloro-2-nitrobenzotrifluoride
30.0 179.0
5000 75.0 225.0 T T
132. 14.00 14.50
m/z 55.05 35.68%
0l— “‘Ml”‘”‘ \“M‘u\m‘\“‘h“ ‘}M\‘\H‘\ ‘ “\ “\ ‘\“u‘ ‘\“ e
miz--> 50 100 150 200 250 300 350
Abundance #114647: Propionic acid, 4-(isobutoxycarbonylamino)phe
57.0
—— —
14.00 14.50
5000 m/z 71.00 24.00%
120.0
‘ ‘165-0 209.0 265.0
bbb L R0 00
miz--> 50 100 150 200 250 300 350
Abundance #169573: DL-Di-ethyl-2,3-dibromo succinate —— ——
29.0 14.00 14.50
m/z 40.90 18.68%
5000 99.0
L 179.0
o bl 1oy assd | 2210290 3000 I
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124367.D

Acqg On : 17 Jun 2021 17:24
Operator : JU/CG

Sample : M2719-01 5X

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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|
unknownl13.080 13.080 2.4 ng 32634 5 13.957 271332 20.0
unknownl13.774 13.774 2.0 ng 27734 5 13.957 271332 20.0
unknown13.798 13.798 2.0 ng 27570 5 13.957 271332 20.0
unknown14.115 14.115 2.4 ng 33098 5 13.957 271332 20.0
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