LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120095.D

Aca On : 20 Apr 2020 23:13

Operator : MA/SJ

Sample : L2314-10 5X

Misc :

ALS Vial : 24 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-BF040820 .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 5.310 545 548 555 rBV 376328 371314 30.55% 3.082%
2 6.345 721 724 734 rBV 381322 361693 29.76% 3.002%
3 6.710 783 786 790 rBV 992133 813784 66.95% 6.755%
4 6.833 804 807 810 rBV3 15141 16898 1.39% 0.140%
5 6.869 810 813 816 rVB 399580 324361 26.69% 2.693%
6 7.275 878 882 887 rVvVv 314817 253692 20.87% 2.106%
7 7.316 887 889 894 rVB 15703 14276 1.17% 0.119%
8 7.998 1001 1005 1008 rBV 1260432 1044549 85.94% 8.671%
9 8.022 1008 1009 1012 rVB 45566 21131 1.74% 0.175%
10 8.598 1103 1107 1112 rBV 12940 13953 1.15% 0.116%
11 9.074 1184 1188 1191 rBV 643723 487500 40.11% 4_.047%
12 9.157 1198 1202 1207 rBv4 21449 34589 2.85% 0.287%
13 9.474 1252 1256 1261 rVB 93440 88118 7.25% 0.731%
14 9.616 1276 1280 1283 rBV 17659 19780 1.63% 0.164%
15 9.757 1297 1304 1307 rBV 1450417 1215443 100.00% 10.089%
16 9.863 1320 1322 1326 rVB2 20998 17222 1.42% 0.143%
17 9.951 1335 1337 1340 rVB2 14660 14487 1.19% 0.120%
18 10.192 1375 1378 1380 rBvV 26958 19537 1.61% 0.162%
19 10.380 1408 1410 1413 rVB 19820 15019 1.24% 0.125%
20 10.539 1434 1437 1445 rBV 300066 272753 22.44% 2.264%
21 10.669 1456 1459 1460 rBV3 23335 22908 1.88% 0.190%
22 10.727 1467 1469 1473 rBV 20396 20611 1.70% 0.171%
23 10.816 1481 1484 1486 rBV 23611 19123 1.57% 0.159%
24 10.839 1486 1488 1492 rVV 22781 21680 1.78% 0.180%
25 10.904 1496 1499 1502 rVB3 17041 16584 1.36% 0.138%
26 11.116 1533 1535 1537 rBV 21553 19610 1.61% 0.163%
27 11.145 1537 1540 1545 rVvB4 19744 23453 1.93% 0.195%
28 11.192 1545 1548 1552 rVB 20316 14693 1.21% 0.122%
29 11.239 1552 1556 1559 rBVY 1190510 1039540 85.53% 8.629%
30 11.327 1567 1571 1573 rBV2 23774 26268 2.16% 0.218%
31 11.351 1573 1575 1578 rBV3 11936 16557 1.36% 0.137%
32 11.539 1605 1607 1611 rVB 17997 14839 1.22% 0.123%
33 11.692 1631 1633 1639 rBV7 19447 30934 2.55% 0.257%
34 11.774 1644 1647 1651 rVvv4 49813 51352 4.22% 0.426%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120095.D

Aca On : 20 Apr 2020 23:13

Operator : MA/SJ

Sample : L2314-10 5X

Misc :

ALS Vial : 24 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-BF040820.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.851 1657 1660 1663 rBV5 16150 23119 1.90% 0.192%
36 11.951 1674 1677 1679 rBV2 18432 14976 1.23% 0.124%
37 12.186 1715 1717 1721 rVB5 18709 16572 1.36% 0.138%
38 12.339 1741 1743 1747 rVB 22148 20754 1.71% 0.172%
39 12.451 1759 1762 1765 rBV 40380 33499 2.76% 0.278%
40 12.621 1788 1791 1792 rBV3 24170 27085 2.23% 0.225%
41 12.680 1798 1801 1803 rBV 52740 43058 3.54% 0.357%

42 12.710 1803 1806 1810 rVV 115146 128348 10.56% 1.065%
43 12.827 1822 1826 1833 rBVY 510082 472740 38.89% 3.924%

44 13.068 1865 1867 1869 rBV2 24266 16162 1.33% 0.134%
45 13.204 1885 1890 1892 rBV3 44219 70027 5.76% 0.581%
46 13.257 1896 1899 1901 rVV3 51450 47924 3.94% 0.398%
47 13.827 1992 1996 1998 rBV4 54137 84361 6.94% 0.700%

48 13.880 2001 2005 2012 rVV 1093183 1028952 84.66% 8.541%
49 14.127 2043 2047 2049 rBVY 99359 132325 10.89% 1.098%
50 14.151 2049 2051 2056 rvVv 104616 102611 8.44% 0.852%

51 14.198 2057 2059 2063 rVB 115073 112708 9.27% 0.936%
52 14.274 2068 2072 2074 rBV 329270 449478 36.98% 3.731%
53 14.333 2079 2082 2085 rVB 244480 201974 16.62% 1.677%
54 14.404 2091 2094 2095 rBV 191719 157905 12.99% 1.311%
55 14.515 2110 2113 2117 rVB 233841 187730 15.45% 1.558%

56 14.645 2131 2135 2140 rBV 299758 360774 29.68% 2.995%
57 14.709 2143 2146 2155 rVB 407149 478094 39.33% 3.969%
58 15.303 2243 2247 2252 rBV 528370 698557 57.47% 5.799%
59 15.386 2258 2261 2263 rBV3 84985 115968 9.54% 0.963%

60 16.074 2376 2378 2379 rBV2 55153 55201 4 .54% 0.458%

61 16.439 2438 2440 2444 rBV5 58811 99500 8.19% 0.826%

62 18.015 2707 2708 2714 rVB6 32234 33091 2.72% 0.275%

63 18.433 2774 2779 2780 rBvV4 48237 75073 6.18% 0.623%
Sum of corrected areas: 12046817
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120095.D

Aca On : 20 Apr 2020 23:13

Operator : MA/SJ

Sample : L2314-10 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF120095.D
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1400000 13.88

1200000
1000000
15.30
800000

600000

400000

200000

7

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

T
18.00 18.50

8270-BF040820.M Tue Apr 21 06:32:12 2020 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120095.D

Aca On : 20 Apr 2020 23:13

Operator : MA/SJ

Sample : L2314-10 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 2 Phenol, 4,4"-(1-methylethyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.71 2.49 ng 128348 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 95
2 2H.8H-Benzol1l.2-b:5.4-b"*1dipvran... 228 C14H1203 000553-19-5 64
3 4H-Pvrazolol5.1-cl1-1.4-benzodiaz... 213 C11H7N302 1000277-20-1 64
4 2.2-Bis-(4-hvxroxvphenvl)-butane 242 C16H1802 000077-40-7 53
5 2,4(1H,3H)-Pyrimidinedione, 1,3-... 228 C9H16N203Si 089447-84-7 53
Abundance Scan 1806 (12.710 min): BF120095.D (-1803) (-) m/z 213.05 100.00%
213
o ,[k\/¥
57 o1 119 228 ISR BN RN RN AR
41 71 135 165 198 12. 40 12. 60 12. 80 13 00
bk IRI9070P181198 | | 253 281300 o908 95 20.34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213

5000 LA L L L L L L LB
nmnmnmmm
° 119 228 m/z 228.10 15.15%
6? ﬂ 135 165
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
213
12.40 12.60 12.80 13.00
5000 m/z 214.05 13.02%
228

185
28 51 69 92106 128142157

mmmwww’mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71835: 4H-Pyrazolo[5,1-c]-1,4-benzodiazepine-4,10(5H)-dione
213

12.40 12.60 12.80 13.00
m/z 57.00 11.28%

5000

119

146
© 64y e
SIS - VR NPV NN N A N — S ——

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120095.D

Aca On : 20 Apr 2020 23:13

Operator : MA/SJ

Sample : L2314-10 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 3 Glutaric acid, butyl 1-(2,6... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.13 2.57 ng 132325 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glutaric acid. butvl 1-(2.6-difl... 328 C17H22F204 1000377-25-0 59
2 3.4-Difluorobenzoic acid. 3-tetr... 354 C21H32F202 1000338-60-6 59
3 l-napthvlacetic acid. 2.2.2-trif... 268 C14H11F302 1000376-56-3 50
4 2.4-Difluorobenzoic acid. 3.4-di... 302 C13H6CI2F202 1000357-60-3 50
5 3,4-Difluorobenzoic acid, 5-tetr... 354 C21H32F202 1000338-60-8 45
Abundance Scan 2047 (14.127 min): BF120095.D (-2043) (-) m/z 141.00 100.00%
141
5000
43 225 267 352 13.80 14.00 14.20 14.40
Ol L 2T ) 108 194 T 245 T L 302 827 T m/z 142.10 12.19%
miz--> 50 100 150 200 250 300 350
Abundance #167265: Glutaric acid, butyl 1-(2,6-difluorophenyl)ethyl ...
141
115
5000
13.80 14.00 14.20 14.40
a7 171 m/z 153.00 7.52%
18 %2 60 | l 189 254272 300 328
miz--> 50 100 150 200 250 300 350
Abundance
141
13:80 14.00 14.20 14.40
5000 m/z 225.20 7_47%
196
g9 57 8 18 159 213
miz--> 50 100 150 200 250 300 350
Abundance #116985: 1-napthylacetic acid, 2,2, 2-trifluoroethyl ester T
141 13.80 14.00 14.20 14.40
m/z 352.25 5.78%
5000
115 268
nm/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120095.D

Aca On : 20 Apr 2020 23:13

Operator : MA/SJ

Sample : L2314-10 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 4 Benzoic acid, 2,6-difluoro-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.20 2.19ng 112708  Chrysene-di2 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

enzoic acid. 2.6-difluoro-. 2-a... 276 C15H10F203 1000266-38-6 59
.4-Difluorobenzoic acid. 2.4-di... 352 C17H8CI2F202 1000331-58-5 45
4-Difluorobenzoic acid. 2.4-di... 352 C17H8CI2F202 1000331-64-4 45
phthalene. 1.1"-(1.2-ethanediv... 282 C22H18 015374-45-5 42

,4-Difluorobenzoic acid, 2,3,4,... 370 C13H4Cl14F202 1000360-56-4 42

Q .

Abundance Scan 2059 (14.198 min): BF120095.D (-2057) (-) m/z 141.00 100.00%
141
5000
43 0 g5 115 167 1?7 b10 244 276295 34 352 13.80 14.00 14.20 14.40 14.60
RO PR T Ll 210 29 27670 324 TV m/z 142.00  12.99%
m'z--> 50 100 150 200 250 300 350
Abundance #124182: Benzoic acid, 2,6-difluoro-, 2-acetylphenyl ester
141
13.80 14.00 14.20 14.40 14.60
13 m/z 197.10 12.62%
63
43 77 92 || | 158175 213 248 276
I o EEERCa e
mz--> 50 100 150 200 250 300 350
Abundance
141
e
13.80 14.00 14.20 14.40 14.60
5000 m/z 43.00 7.71%
113
63 85 183 211 352
e e — e e ]
mz--> 50 100 150 200 250 300 350
Abundance #185035: 3,4-Difluorobenzoic acid, 2,4-dichloronaphthyl-1 ... e o
141 13.80 14.00 14.20 14.40 14.60
m/z 153.05 7.01%
5000
113
43 63 g7 \ 183 211 352
T T = e e ] e It M
mz--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40 14.60

8270-BF040820.M Tue Apr 21 06:32:13 2020 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120095.D

Aca On : 20 Apr 2020 23:13

Operator : MA/SJ

Sample : L2314-10 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 5 2,4-Difluorobenzoic acid, 2... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.27 8.74 ng 449478 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Difluorobenzoic acid. 2.4-di... 352 C17H8CI2F202 1000331-58-5 50
2 Fumaric acid. 3-pentvl propvl ester 228 C12H2004 1000330-39-4 38
3 1-But-3-envlnaphthalene 182 C14H14 002489-88-5 38
4 4-(p-Ethoxvphenvlphosphinovl)-N-... 269 C13H20NO3P 093939-07-2 33
5 Naphthalene, 1-butyl- 184 C14H16 001634-09-9 33
Abundance Scan 2071 (14.268 min): BF120095.D (-2068) (-) m/z 141.00 100.00%
141
5000
43 167 239 352 14.00 14.20 14.40 14.60
ol 09 95115 | 0 10721977 267 293314334707 384 177 142.00 13.57%
m/z--> 50 100 150 200 250 300 350
Abundance #185034: 2,4-Difluorobenzoic acid, 2,4-dichloronaphthyl-1 ...
141
5000 LR BB BRI BRI B

14,00 14.20 14.40 14.60
m/z 154.00 5.68%

113
63 85 | 183 211 352
— T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
141
T T T
14.00 14.20 14.40 14.60
5000 m/z 239.15 5.13%
70 99 169
43 118 199
— T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #47321: 1-But-3-enylnaphthalene
141 14.00 14.20 14.40 14.60
m/z 43.10 5.00%
5000
115 182
3063 89 | | 164 |
e LA e o o e o T T T T R EERERE SRR R
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120095.D

Aca On : 20 Apr 2020 23:13

Operator : MA/SJ

Sample : L2314-10 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF040820.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl14.33 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14 .33 3.93 ng 201974 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glvcine. N-(2.6-difluorobenzovl)... 313 C16H21F2NO3 1000314-44-4 38
2 Naphthalene. 1.1"-(1l.2-ethanediv... 282 C22H18 015374-45-5 36
3 Fumaric acid. 3-pentvl propvl ester 228 C12H2004 1000330-39-4 36
4 Naphthalene. 2.2"-(1.2-ethanediv... 282 C22H18 021969-45-9 36
5 2-Naphthaleneethanol 172 C12H120 001485-07-0 12
Abundance Scan 2081 (14.327 min): BF120095.D (-2079) (-) m/z 141.00 100.00%
141
5000
197
43 115 352 14.00 14.20 14.40 14.60
668 1>, | 108 | 216238 268 25 329 5 m/z 142.10 15.38%
m/z--> 50 100 150 200 250 300 350
Abundance #155363: Glycine, N-(2,6-difluorobenzoyl)-, heptyl ester
141
5000 L L B B B
170 14.00 14.20 14.40 14.60
216 m/z 197.05 11.41%
29 S/ 759313 | | 197 | 943 313
m/z--> 50 100 150 260 250 300 350
Abundance
141
14.00 14.20 14.40 14.60
5000 m/z 43.05 6.13%
115
39 63 91 163 189 224 252
m/z--> 50 100 150 200 250 300 350
Abundance #84058: Fumaric acid, 3-pentyl propy! ester N LA M e
141 14.00 14.20 14.40 14.60
m/z 154.00 5.94%
5000
70 99117 169
264, 1, | | | || 187
m/z--> 50 100 150 200 250 300 350 14.00 14.20 1440 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120095.D

Aca On : 20 Apr 2020 23:13

Operator : MA/SJ

Sample : L2314-10 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 7 Naphthalene, 1-(2-methylpro... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.40 3.07ng 157905  Chrysene-d12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2.4-Difluorobenzoic acid. 2.4-di... 352 C17H8CI2F202

2 Naphthalene.

1-(2-methvipropvIl)- 184 C14H16

3 3.4-Difluorobenzoic acid. 2.4-di... 352 C17H8CI2F202

4 Naphthalene.,

1-butvl-

184 C14H16

5 D-Alanine, N-(3,4-difluorobenzoy... 341 C18H25F2NO3

1000331-58-5 59
016727-91-6 59
1000331-64-4 45
001634-09-9 38
1000348-36-3 36

Abundance Scan 2093 (14.398 min): BF120095.D (-2091) (-) m/z 141.00 100.00%
141
5000
43 183 14.00 14.20 14.40 14.60 14.80
81 115 166 243 309 352 : : : : :
88 L T L300 ) 213 293262261 309 332922369 n/z 142.00  16.35%
m/z--> 50 100 150 200 250 300 350
Abundance #185034: 2,4-Difluorobenzoic acid, 2,4-dichloronaphthyl-1 ...
141
14.00 14.20 14.40 14.60 14.80
113 m/z 183.10 12.33%
63 85 | 183 211 352
—T 77—
m/z--> 50 100 150 200 250 300 350
Abundance
141
A B o I
14.00 14.20 14.40 14.60 14.80
5000 m/z 43.10 10.18%
184
115
41 76 165
—— T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #185035: 3,4-Difluorobenzoic acid, 2,4-dichloronaphthyl-1 ... T
141 14.00 14.20 14.40 14.60 14.80
m/z 184.10 6.69%
5000
113
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120095.D

Aca On : 20 Apr 2020 23:13

Operator : MA/SJ

Sample : L2314-10 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 8 2,3-Difluoropropiophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.52 3.65 ng 187730 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Difluoropropiophenone 170 C9H8F20 1000342-82-9 50
2 Fumaric acid. 3-pentvl propvl ester 228 C12H2004 1000330-39-4 50
3 Naphthalene. 1l-propvl- 170 C13H14 002765-18-6 50
4 3.5-Difluoropropiophenone 170 C9H8F20 135306-45-5 50
5 Nonanoic acid, 2,3,4,6-tetrachlo... 370 C15H18Cl1402 1000360-67-4 38
Abundance Scan 2114 (14.521 min): BF120095.D (-2110) (-) m/z 141.00 100.00%
141
169
5000
0 81 105 197221241262281300323 3T2372 14.20 4.40 1160 14.80
— 9. 1 R L 197 221241 2028130 T 182 | "m/z 169.10  66.49%
m/z--> 50 100 150 200 250 300 350 r
Abundance #38971: 2,3-Difluoropropiophenone
141
113 14.20 14.40 14.60 14.80

63 m/z 170.10 19.31%

27 | 170
m/z--> 50 100 150 200 250 300 350
Abundance
141

14.20 14. 40 14. 60 14.80

5000 m/z 352.25 14.01%
70 99 169
43 118 199
— T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #38362: Naphthalene, 1-propyl-
141 14.20 14.40 14.60 14.80

m/z 142 .00 11.64%

5000

170
115

28 63 g9 |
T T T ‘I I IJIKI T I T T T HI T T T I T T T T T T T T T T T T I T T T T

T _'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

ML‘
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120095.D

Aca On : 20 Apr 2020 23:13

Operator : MA/SJ

Sample : L2314-10 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 9 1,5-Bis(naphthalen-1-yl)pen... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.64 10.33 ng 360774 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Bis(naphthalen-1-vI)pentane-... 352 C25H2002 1000210-52-9 72
2 Pvridine. 2-phenvl- 155 C11H9N 001008-89-5 53
3 Ethvl 1-(3-hvdroxvbutvl)-2-oxocv... 270 C15H2604 110288-16-9 53
4 1.2-Cvclohexanedicarboxvlic acid... 340 C20H3604 1000339-42-9 53
5 1,3-Benzenediol, 0-(2,6-difluoro... 404 C24H14F204 1000345-52-7 45
Abundance Scan 2134 (14.639 min): BF120095.D (-2131) (-) m/z 155.10 100.00%
155
5000
43 128 352 14.40 14.60 14.80 15.00
Ol a 33102 75| | 181 207 231251 289 315333",° 378 177 156.05  16.83%
m/z--> 50 100 150 200 250 300 350
Abundance #185527: 1,5-Bis(naphthalen-1-yl)pentane-1,5-dione
1(
127
5000 RN UL B UL I
14.40 14.60 14.80 15.00
m/z 141.00 10.91%
55 77 180 32
o /1101 ) | 198 225 256 278296 334 [
m/z--> 50 100 150 200 250 300 350
Abundance
155
14.40 14.60 14.80 15.00
5000 m/z 153.10 7.19%
_— 7 103 127
m/z--> 50 100 150 200 250 300 350
Abundance #119073: Ethyl 1-(3-hydroxybutyl)-2-oxocyclooctane-1-carbo... R
155 14.40 14.60 14.80 15.00
m/z 43.10 7.01%
41
109127
5000 81
‘ ‘ 179 224
LAl Lo i asero I
m/z--> 50 100 150 200 250 300 350 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120095.D

Aca On : 20 Apr 2020 23:13

Operator : MA/SJ

Sample : L2314-10 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 10 Ethyl 1-(3-hydroxybutyl)-2-_._. Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.71 13.69 ng 478094 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Ethvl 1-(3-hvdroxvbutvl)-2-oxocv... 270 C15H2604 110288-16-9 50

2 Thiophene-2-carboxvlic acid. 5-f... 156 C6H403S 1000306-77-9 38
3 1.2-Benzenediol. 0-(3-cvclopentv... 388 C25H2404 1000330-48-6 33
4 1.6-Anhvdro-2.3-0-isopropvlidene... 316 C15H2805Si 1000364-42-4 14
5 Mandelamide, N-(l-naphthylethyl)- 305 C20H19NO2 344875-77-0 10
Abundance Scan 2146 (14.709 min): BF120095.D (-2143) (-) m/z 155.10 100.00%
145
5000
43 128 352 14.40 14.60 14.80 15.00
Oy 83 105728| [ | 107210 250 276 302324 “'372394 426 | 175 156 10  27.40%
miz--> 50 100 150 200 250 300 350 400
Abundance #119073: Ethyl 1-(3-hydroxybutyl)-2-oxocyclooctane-1-carbo...
155
41 o 127
5000 14,40 14.60 14.80 15.00
m/z 141.10 13.91%
179 224
J"' LY S '??%"'I L UL SR
miz--> 50 100 150 200 250 300 350 400
Abundance
155
14.40 14.60 14.80 15.00
5000 m/z 352.30 7.83%
111
59
miz--> 50 100 150 200 250 300 350 400
Abundance #206788: 1,2-Benzenediol, O-(3-cyclopentylpropionyl)-O*-(1...
155 14.40 14.60 14.80 15.00
m/z 153.10 6.01%
5000
127
55 77 107 | | 264 388
miz--> 50 100 150 200 250 300 350 400 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120095.D

Aca On : 20 Apr 2020 23:13

Operator : MA/SJ

Sample : L2314-10 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 11 unknownl5.39 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.30  3.32ng 115068  Perylene-diz 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Acetamide. N-cvcloheptvl-2-T3-(t... 380 C22H24N202S 1000315-92-9 14
2 4H-3.1-Benzoxazin-4-one. 6-chlor... 263 C12H6CINO2S 073314-31-5 12
3 3-lodo-benzoic acid N"-(thiophen... 372 C12H9IN202S 331421-25-1 10

4 Fumaric acid. monoamide. N-(2-Ffl... 377 C22H32FNO3 1000345-38-5 10
5 17-(1,5-Dimethylhexyl)-10,13-dim... 386 C27H460 000566-51-8 10
Abundance Scan 2262 (15.392 min): BF120095.D (-2258) (-) m/z 57.00 100.00%

5000 g3 113

327

15.00 15.20 15.40 15.60 15.80
m/z 43.10 76.28%

267 300 380400

m/z--> 50 100 150 200 250 300 350 400
Abundance #202445: Acetamide, N-cycloheptyl-2-[3-(thiophene-2-carbon...
111
55
5000 240 IIIIIIIIIIIIIIIIIIIIIII
15.00 15.20 15.40 15.60 15.80
380 m/z 55.05 74.12%
34|u bty | 1pL,158 184 212 284
gl e o ot o e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
111
s e A B S
15.00 15.20 15.40 15.60 15.80
5000 m/z 113.05 51.50%
39 263
63 83 140 180 219,50
e A G e L A o
m/z--> 50 100 150 200 250 300 350 400
Abundance #197747: 3-lodo-benzoic acid N*-(thiophene-2-carbonyl)-hyd... A B R e
111 15.00 15.20 15.40 15.60 15.80
m/z 83.00 47 .87%
5000 231
39 76 203 372
A .‘\ g 135 171 ’ 262
e e e LN M2 B
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120095.D

Aca On : 20 Apr 2020 23:13

Operator : MA/SJ

Sample : L2314-10 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 12 unknownl6.44 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.44 2.85 ng 99500 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 tert-Butvl(5-i1sopropvl-2-methvlp... 264 C16H280Si

2 _alpha.-Tetralol. 2-amino-5.6-di... 223 C12H17NO3 059516-48-2 15

1000367-02-3 15

3 (Acridin-9-vlamino)-acetic acid.... 280 C17H16N202 1000318-17-7 14
4 Acetamide. N-T2.2.2-trifluoro-1-... 318 C11H9F7N20 1000351-05-1 14
5 1-(3,4-Methylenedioxyphenyl)-2-p... 207 C11H13NO3 1000121-45-7 11
Abundance Scan 2440 (16.439 min): BF120095.D (-2438) (-) m/z 55.00 100.00%
55
95 207
5000

16.20 16.40 16.60 16.80

m/z 57.00 93.61%

m/z--> 50 100 150 200 250 300 350
Abundance #114128: tert-Butyl(5-isopropyl-2-methylphenoxy)dimethylsilan
207

5000

16.20 16. 40 16. 60 16. 80

m/z 43.00 85.61%

m/z-->
Abundance
207
R R o
16.20 16.40 16.60 16.80
5000 43 180 m/z 207.00 58.24%
91
66 115" 161
i B A B e e T B A B
m/z--> 50 100 150 200 250 300 350
Abundance #127503: (Acridin-9-ylamino)-acetic acid, ethyl ester R EEEES
207 280 16.20 16.40 16.60 16.80
m/z 95.10 54.10%
5000
180
103
m/z--> 50 100 150 200 250 300 350 16.20 16. 40 16. 60 16. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120095.D

Aca On : 20 Apr 2020 23:13

Operator : MA/SJ

Sample : L2314-10 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 13 unknownl18.43 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.43 2.15 ng 75073 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Benzolalauinoxalin-2-vl-propio... 252 C15H12N202 025470-39-7 18
2 4-Allvl-5-furan-2-vI-2.4-dihvdro... 207 C9H9N30S 1000300-01-3 14
3 2-Hvdroxvchalcone 224 C15H1202 000644-78-0 14
4 Silane. trimethvlI5-methvl-2-(1-... 222 C13H220Si 055012-80-1 14
5 1,2-Benzenediol, 3,5-bis(l,1-dim... 222 C14H2202 001020-31-1 14
Abundance Scan 2779 (18.433 min): BF120095.D (-2774) (-) m/z 57.10 100.00%
57
207
5000 97
115 147
A ; 170 224 247 ,eq 305 341 N
18.20 18.40 18.60 18.80
il m/z 207.00 76.48%

T
m/z--> 50 100 150 200 250 300 350

Abundance #103870: 3-Benzo[g]quinoxalin-2-yl-propionic acid
247
5000 252 LA B L L L L I
126 18.20 18.40 18.60 18.80
152 47 m/z 71.10 66.61%
s 51, P 18 | 23
el b g o b e S
m/z--> 50 100 150 200 250 300 350
Abundance
207
Al EREEEEET S
41 18.20 18.40 18.60 18.80
5000 94 m/z 55.00 64 .36%
119
64 147 174
— A e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #81116: 2-Hydroxychalcone Al EREEEEET S
207 18.20 18.40 18.60 18.80
m/z 69.10 61.42%
105 147 224
5000 77
51 ‘ \ ‘ 178
LR 1 L2 PR NP 0 R — S —
m/z--> 50 100 150 200 250 300 350 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF042020\
Data File : BF120095.D

Acq On : 20 Apr 2020 23:13

Operator : MA/SJ

Sample : L2314-10 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.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]
Phenol, 4,4"-(1-m... 12.71 2.5 ng 128348 5 13.88 1028950 20.0
Glutaric acid, bu... 14.13 2.6 ng 132325 5 13.88 1028950 20.0
Benzoic acid, 2,6... 14.20 2.2 ng 112708 5 13.88 1028950 20.0
2,4-Difluorobenzo... 14.27 8.7 ng 449478 5 13.88 1028950 20.0
unknownl14 .33 14.33 3.9 ng 201974 5 13.88 1028950 20.0
Naphthalene, 1-(2... 14.40 3.1 ng 157905 5 13.88 1028950 20.0
2,3-Difluoropropi... 14.52 3.6 ng 187730 5 13.88 1028950 20.0
1,5-Bis(naphthale... 14.64 10.3 ng 360774 6 15.30 698557 20.0
Ethyl 1-(3-hydrox... 14.71 13.7 ng 478094 6 15.30 698557 20.0
unknown15.39 15.39 3.3 ng 115968 6 15.30 698557 20.0
unknownl16 .44 16.44 2.9 ng 99500 6 15.30 698557 20.0
unknown18.43 18.43 2.1 ng 75073 6 15.30 698557 20.0
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