LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05
Operator : JU/CG

Sample : M3685-01

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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125431.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.228 15 24 33 rVB 934877 1261283 28.49% 1.980%
2 5.128 512 517 527 rVB 201675 277441 6.27% 0.436%
3 5.522 579 584 587 rBV 4170505 4131681 93.34% 6.487%
4 6.528 746 755 758 rBV 3646278 4134793 93.41% 6.492%
5 6.881 812 815 819 rBV 1147853 1044974 23.61% 1.641%
6 7.298 881 886 895 rBv2 70511 100214 2.26% ©.157%
7 7.451 904 912 915 rBV 2787302 2746987 62.06% 4.313%
8 8.069 1013 1017 1027 rBV 448227 554145 12.52% 0.870%
9 8.169 1030 1034 1036 rBV 1542577 1293537 29.22% 2.031%
10 8.816 1137 1144 1146 rBV3 63916 97903 2.21% 0.154%
11  8.945 1162 1166 1169 rBv4 54372 96367 2.18% 0.151%
12 9.157 1199 1202 1204 rBvV3 81148 85734 1.94% 0.135%
13 9.245 1212 1217 1220 rBV 4817528 4426587 100.00% 6.950%
14  9.322 1226 1230 1232 rBV 314225 340274 7.69% 0.534%
15 9.580 1271 1274 1278 rBV3 129903 148853  3.36% 0.234%
16 9.627 1280 1282 1286 rBv2 509604 512050 11.57% 0.804%
17 9.692 1290 1293 1296 rVB3 269705 290118 6.55% ©.455%
18 9.739 1299 1301 1303 rVB2 181548 127565 2.88% 0.200%
19 9.786 1306 1309 1312 rBV2 8818609 879072 19.86% 1.380%
20 9.810 1312 1313 1315 rBV 263723 188983 4.27% 0.297%
21  9.833 1315 1317 1320 rVB 1057525 859916 19.43% 1.350%
22 9.874 1320 1324 1326 rBV 477574 577982 13.06% 0.907%
23 9.927 1330 1333 1336 rVB 1438788 1265940 28.60%  1.988%
24  9.957 1336 1338 1343 rBV3 576016 835812 18.88% 1.312%
25 10.263 1388 1390 1393 rVB 541077 422464 9.54% 0.663%

26 10.298 1393 1396 1399 rBV3 538604 613578 13.86%
27 10.333 1399 1402 1406 rBV2 1298047 1227148 27.72%
28 10.386 1409 1411 1417 rVB4 582981 819186 18.51%
29 10.727 1465 1469 1473 rBV 1995795 2648900 59.84%
30 11.457 1590 1593 1596 rVB 1911882 1709843 38.63%
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31 12.657 1794 1797 1800 rVB 3256684 3213788 72.60%
32 12.886 1833 1836 1841 rVB 2864987 3267208 73.81%
33 13.015 1855 1858 1861 rVB 2475137 2200612 49.71%
34 13.874 2002 2004 2009 rBV2 393859 581954 13.15%
35 13.921 2010 2012 2016 rVB 681465 640367 14.47%
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36 14.068 2033 2037 2040 rBV2 2074143 3001857 67.81%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05
Operator : JU/CG

Sample : M3685-01

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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.104 2040 2043 2049 rVB 2632895 2606502 58.88% 4.092%
38 14.180 2054 2056 2058 rVB 386067 265228 5.99% 0.416%
39 14.457 2101 2103 2106 rVB 459027 354016 8.00% ©.556%
40 14.551 2116 2119 2122 rBV2 411194 429561 9.70% 0©.674%
41 15.133 2212 2218 2221 rBV 2023441 3692190 83.41% 5.797%
42 15.233 2231 2235 2247 rVB 895333 1524052 34.43%  2.393%
43 15.439 2266 2270 2276 rVB 1256993 1703245 38.48% 2.674%
44 15.504 2276 2281 2286 rVV 1795212 2211716 49.96%  3.472%
45 15.562 2287 2291 2294 rVWW 657199 939265 21.22% 1.475%
46 15.598 2294 2297 2303 rVB2 534665 720383 16.27% 1.131%
47 16.004 2362 2366 2371 rBV2 351991 527132 11.91% ©.828%
48 17.068 2541 2547 2553 rBV2 631424 1210436 27.34% 1.900%
49 17.527 2619 2625 2634 rVB 441813 884194 19.97%  1.388%

Sum of corrected areas: 63693036
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05
Operator : JU/CG

Sample : M3685-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF125431.D\data.ms
7000000
6000000
5000000

5.522

4000000 6.528

3000000 7.451

2000000

6.881
1000000| 2-228

5.128 7.298

SLALIN L L L  B L IR I B I B L B

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF125431.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05
Operator : JU/CG

Sample : M3685-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.228 24.14 ng 1261280 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 32
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
Abundance  Scan 24 (2.228 min): BF125431.D\data.ms (-15) (-) m/z 73.00 100.00%
73.0
5000 43.0 ]\\
e
‘ J 88.0 220 240 260
ol L 580 L 880wz 42.95  44.45%

m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 e
220 240 260
43.0

m/z 55.00 34.17%

27.0 ‘ 8%0
O T ‘ L ‘ T ““ T “ T \ \ ’ \ T \‘\ ’ L ‘ L ‘ LI
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol

73.0

220 240 2.60

5000 55.0 m/z 87.10 24.78%
39
0 I ‘ \ JL 88.0 1120 129.0
“““““ “““ T T T
m/z--> 0 20 40 80 100 120
Abundance #2245.Suane,teuanuﬂhyh S GHNEEE——
73.0 220 2.40 260

m/z 41.00 14.09%

5000
430

m/z--> 0 20 40 60 80 100 120 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05
Operator : JU/CG

Sample : M3685-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.128 5.31 ng 277441  1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 2-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 25
Abundance Scan 517 (5.128 min): BF125431.D\data.ms (-512) (-) m/z 43.00 100.00%
3.0
59.0
5000
‘ 83.0 101.0 4.80 5.00 5.20 5.40
Ol bl e e M/Z 59.00 62.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L B R I L R |
4.80 5.00 5.20 5.40
101.0 m/z 58.00 16.76%
31.0 N 83.0 |
O\\‘\\\\‘\\\‘\“‘\\\\‘\\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

4.80 5.00 5.20 5.40

5000 ITI/Z 101.00 15.60%
41.0
29.0 101.0
Oy Al 730 880 L
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- AR AR
59.0 4.80 5.00 5.20 5.40

m/z 41.00 8.54%

5000 41.0

29.
87.0

Ot et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05

Operator : JU/CG

Sample : M3685-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.069 8.57 ng 554145  Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 Methoxyacetic acid, heptyl ester 188 C10H2003 168920-36-3 50

Abundance Scan 1017 (8.069 min): BF125431.D\data.ms (-1013) (-) m/z 57.00 100.00%

57.0
5000
41.0

750 e
7.80 8.00 8.20 8.40
1010 1321
om_pr‘!u‘Jﬂ‘}mw“m“‘”;h““‘?’““1‘51”1‘ m/z 45.60  96.51%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L B R I R L
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00 33.73%

O T ‘ \‘H \ T ‘ H‘f T ‘! ‘HH\ T ‘1‘ ‘\‘ ‘ \‘ ‘1‘ \1\0}0‘.\0\1\]_\6‘0\1\312\0‘ L
miz--> 20 60 80 100 120 140
Abundance #10089 Ethylene glycol monoisobutyl ether
57.0

7.80 8.00 8.20 8.40

5000 m/z 55.95 16.68%
41.0
75.0
ool Ll e
m/z--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- R AR AR AL
45.0 7.80 8.00 8.20 8.40

m/z 75.00 15.62%

5000
89.0
29.0
0 H‘\ L T30 [ 1190 a0

m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05
Operator : JU/CG

Sample : M3685-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown9.322 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.322 5.38 ng 340274  Acenaphthene-d10 9.927

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 49
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
3 2H-Spiro[1-benzofuran-3,2'-[1,3]... 193 C1OH11NO3 1000387-33-4 35
4 Pyrazolo[5,1-c]-as-triazine-3-ca... 193 CE6H7N70 016111-78-7 27
5 Toxoflavin 193 C7H7N502 000084-82-2 25

Abundance Scan 1230 (9.322 min): BF125431.D\data.ms (-1226) (-) m/z 193.15 100.00%
198.2

55.0
9.1 1231
5000
B RRRRURASEES
1511 9.00 9.20 9.40 9.60
0! % m/z 55.00  73.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
123.0
5000 69.0 95.0 T T T T T
9.00 9.20 9.40 9.60
m/z 95.10 62.58%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
198.0
R AARRRRRRERRasE
123.0 9.00 9.20 9.40 9.60
5000 m/z 123.10 58.66%
150.0
95.0
olazo B2 00 | L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67622: 2H-Spiro[1-benzofuran-3,2'-[1,3]dioxolane]-5-am T T T T
105.0 193.0 9.00 9.20 9.40 9.60
m/z 69.00 55.46%
- MM\/J
O' LTY_Y_Y_Y—‘ \\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05
Operator : JU/CG

Sample : M3685-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 5 Naphthalene, 2,3-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.580 2.35 ng 148853  Acenaphthene-die 9.927

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 90
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 90
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 70
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 70

Abundance Scan 1274 (9.580 min): BF125431.D\data.ms (-1271) (-) m/z 156.05 100.00%
15p.1

5000

193.2

-

A

41.0 69.0

=
9.50

0 m/z 141.00 80.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0
5000 T
9.50
m/z 123.10  49.63%
6.0 115.0
0 \\\‘2\7\.(\)\“?\]‘.\'9“}\‘\“\‘;‘HH‘\H‘H\‘}‘\ \“‘H‘M‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33160: Naphthalene, 1,4-dimethyl-
156.0
T \
9.50
5000 ITI/Z 109.10 39.93%
115.0
510 /7.0 ‘
BRSSP MMM ) N | E——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33135: Naphthalene, 1,3-dimethyl- —— ‘
156.0 9.50

m/z 193.20  32.04%

5000
oo 1150
B P el

m/z--> 20 40 60 80 100 120 140 160 180 200 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05
Operator : JU/CG

Sample : M3685-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 6 unknown9.627 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.627 8.09 ng 512050 Acenaphthene-d10 9.927

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 40
3 1H-Indole, 2-phenyl- 193 C14H11N 000948-65-2 25
4 Acetylene, 1-(2-aminophenyl)-2-p... 193 C14H11N 1000380-73-4 22
5 1-Anthracenamine 193 C14H11N 000610-49-1 22

Abundance Scan 1282 (9.627 min): BF125431.D\data.ms (-1280) (-) m/z 193.20 100.00%
198.2

69.1
41.0
5000 951 1231
T e
‘ ‘ ‘ 1520 ‘ 9.50 10.00
O bbb bl ) 13520 ] 21810 69,10 64.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
198.0
123.0
5000 e —
150.0 9.50 10.00
. 95.0 ‘ m/z 55.00 55.94%
42.
O \]-\7\-‘(\)‘\\\“\\\‘\’6\9\.\0\‘}\\‘i‘\\‘\\‘1\\\‘\\‘\\‘\\\\‘\\ ‘\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti
69.0 193.0
: 123.0 —_— —
41.0 9.50 10.00
5000 95.0 m/z 41.00 52.67%
: 00 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68096: 1H-Indole, 2-phenyl- — —
193.0 9.50 10.00
m/z 83.05 46.96%
- mw
165.0
90.0
5140 300 630 7 11501390
R LR e e AR AR —r P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF081821.M Mon Sep 13 04:20:32 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05
Operator : JU/CG

Sample : M3685-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 7 Cyclohexane, 1-methyl-4-(1-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.692 4.58 ng 290118  Acenaphthene-die 9.927

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18 001124-27-2 56
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 45
3 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 30
4 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 018968-23-5 25
5 1H-Indole, 2-phenyl- 193 C14H11IN 000948-65-2 18

Abundance Scan 1293 (9.692 min): BF125431.D\data.ms (-1290) (-) m/z 193.15 100.00%
198.2

109.1

5000

=

T —
9.50 10.00
m/z 109.10 70.40%

ol 18.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #19538: Cyclohexane, 1-methyl-4-(1-methylethylidene)-
95.0

&

67.0

5000 T

—
138.0 9.50 10.00
41.0 ‘ ) m/z 95.10 66.45%

‘ [N
‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
1938.0

o

%

— —
123.0 9.50 10.00

5000 69.0 950 m/z 55.00 56.53%
151.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68153: 4-Amino-N-hydroxypyrazolo[3,2-c][1,2,4]triazine- —— ——

193.0 9.50 10.00
m/z 69.05 50.31%

o

%

95.0
5000
67.0
40.0 146.0
O‘“‘M?'O e e
miz—> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF081821.M Mon Sep 13 04:20:33 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05
Operator : JU/CG

Sample : M3685-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 8 unknown9.874 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.874 9.13 ng 577982  Acenaphthene-d10 9.927

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenediamine, 4-methoxy- 138 C7H10N20 000615-05-4 47
2 Cyclopentene, 1,3-dimethyl-2-(1-... 138 C1@H18 061142-32-3 46
3 Imidazolidin-2-one, 1-(2-fluorob... 208 C1OH9FN202 1010310-62-2 43
4 o-Fluoroacetophenone 138 C8H7FO 000445-27-2 43
5 Ethanone, 1-(4-fluorophenyl)- 138 C8H7FO 000403-42-9 43

Abundance Scan 1324 (9.874 min): BF125431.D\data.ms (-1320) (-) m/z 123.10 100.00%

128.1
193.2
— ——
152.0 9.50 10.00
o 2211 /7 95.10  51.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19781: 1,3-Benzenediamine, 4-methoxy-
128.0
5000 — ——
95.0 9.50 10.00
m/z 55.00 50.20%
15.0 41.0 67.0 ‘ |
O \\‘\‘\\\\h’h\‘\‘w\‘\u\\w\\\\‘\\‘\\‘\\\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19540: Cyclopentene, 1,3-dimethyl-2-(1-methylethyl)-
.0
81.0
— ——
9.50 10.00
5000 m/z 109.10 49.,27%
41.0
ol e JAl bl e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84425: Imidazolidin-2-one, 1-(2-fluorobenzoyl)- — —
1238.0 9.50 10.00
m/z 41.00 45.91%
5000 95.0
180.0 208.0
42.0 .
0 ,69'4)152-0‘ S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF081821.M Mon Sep 13 04:20:34 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05
Operator : JU/CG

Sample : M3685-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 9 unknownl1®.263 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

10.263 6.67 ng 422464  Acenaphthene-d10 9.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 35
2 3-Buten-2-one, 4-(4-hydroxy-2,2,... 224 C13H2003 038274-01-0 35
3 5,6,7,7-Tetramethyl-octa-3,5-die... 180 C12H200 1000190-70-9 27
4 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 27
5 2-(4-Fluorobenzoylamido)thiazole 222 C1OH7FN20S 313376-92-0 25

Abundance Scan 1390 (10.263 min): BF125431.D\data.ms (-1388) (- m/z 55.00 100.00%

5.0 128.1
81.1 193.2
5000
7 T
‘ IF 222.2 10.00 10.50
01 u‘\“““i‘“‘,‘!‘\”h‘HH‘\“HH‘H‘\‘\‘\HJH‘“HH‘\ m/z 123.10  98.50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
1938.0

é

5000 55.0
109.0 10.00 10.50

20.0 810 m/z 193.20 69.39%
137 0
\M‘ 1l \ \‘M H‘ i1 \ N H 222.0

‘\\\\‘\\1\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104168: 3-Buten-2-one, 4-(4-hydroxy-2,2,6-trimethyl-7-c

o

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #54894: 5,6,7,7-Tetramethyl-octa-3,5-dien-2-one
123.0 10.00 10.50

m/z 109.10 67.12%

1238.0
10.00 10.50
5000 m/z 69.10 68.86%
43.0
0 67.0 950 | 14901750 208.0
Tt e e e
—— —

43.0
5000

96.0
180.0

I ‘ ‘H‘ | H\ MH | g 1470

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

;

o

8270-BF081821.M Mon Sep 13 04:20:35 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05

Operator Ju/caG

Sample : M3685-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 10 unknownl®.298 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.298 9.69 ng 613578  Acenaphthene-die 9.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-(2-Hydroxyethyl)-1,2,5,5-tetra... 238 C16H300 1010298-97-4 43
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 43
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 25
4 1-Anthracenamine 193 C14H11N 000610-49-1 25
5 [1,1'-Biphenyl]-4-acetonitrile 193 C14H11IN 031603-77-7 11

Abundance Scan 1396 (10.298 min): BF125431.D\data.ms (-1393) (-  m/z 193.20 100.00%
198.2

69.1 123.1
5000 41.0 97.1

3

e e
157.1 182 pg 1 10.00 10.50

, < m/z 69.10  57.96%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #121308: 1-(2-Hydroxyethyl)-1,2,5,5-tetramethyl-cis-deca
198.0

o

0

41.0

i

69.0

5000 T —
10.00 10.50
m/z 123.10 57.49%
238.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
69.0 193.0
' 123.0 T ‘ T T ‘ T
41.0 10.00 10.50
5000 95.0 m/z 55.00 52.87%
ol bl L 1520 MM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance

5000

55.0

29.0
\h‘ |

81.0

#101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
1

93.0

109.0

1791650

222.0

— —
10.00 10.50
m/z 81.05 48.60%

°

h

0
m/z-->

20 40 60 80 100 120 140 160 180 200 220 240

8270-BF081821.M Mon Sep 13 04:20:35 2021

T T
10.00 10.50

Page:

13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05
Operator : JU/CG

Sample : M3685-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 11 unknown1©.333 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.333  19.39 ng 1227150  Acenaphthene-d10 9.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diallyldivinylsilane 164 C1OH16Si 119901-88-1 47
2 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17NO2 1000306-89-3 38
3 1-(4-Fluorophenyl)-2-(methoxymet... 222 C12H11FO3 1000388-14-4 38
4 Glyoxal monoxime, 2-(4-fluorophe... 167 C8H6FNO2 017628-74-9 38

5 N-[1-(4-Chlorobenzyl)-2-oxoazepa... 374 C20H20C1FN202 1000481-70-9 37

Abundance Scan 1402 (10.333 min): BF125431.D\data.ms (-1399) (-  m/z 123.10 100.00%

1281 '
55.0
5000 81.1
207.2
— —
10.00 10.50
0hn J“h‘u“““ ““““,15‘1‘1 AOL bl 2441 m/z ss.e0  53.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39581: Diallyldivinylsilane
128.0
95.0
5000 — e
58.0 10.00 10.50
‘ ‘ m/z 69.10 45.93%
O ‘\\\\“‘H\\\‘\\‘\\"}\\“\‘\\‘\\“\‘\\\"\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83752: Pentanamide, N-(4-methoxyphenyl)-
123.0
— —
10.00 10.50
5000 ITI/Z 109.10 44 ,00%
207.0

29.0 570 950 165.0 ‘

R A AARARERERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #101081: 1-(4- FIuorophenyI) 2-(methoxymethylidene)but:
123. 10.00 10.50

m/z 81.10  39.89%

o

¥

95.0

5000
43.0

%

222.0
69 M I 1490 1790
SNBSS Wit S VNS A i R R AN

— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

o

8270-BF081821.M Mon Sep 13 04:20:36 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05
Operator : JU/CG

Sample : M3685-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 12 unknownl®.386 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.386 12.94 ng 819186  Acenaphthene-die 9.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 43
2 Propanamide, N-(4-ethoxyphenyl)- 193 C11H15N02 019314-14-8 38
3 Diethyl 1-(carbethoxy)ethylphosp... 238 C9H1905P 1000306-25-7 30
4 formamide, N-(4-butoxyphenyl)- 193 C11H15N02 1000400-28-0 27
5 1-(2,4-Diethoxyphenyl)propan-1-one 222 C13H1803 1000410-44-8 25
Abundance Scan 1411 (10.386 min): BF125431.D\data.ms (-1409) (-  m/z 137.05 100.00%
55.0 137.1
109.1
193.2
5000 81.1
222.2 — e
H ‘ JT65.1 _ 10.00 10.50
0o db AL WM Ml :“wwpu‘h il b 12482 s 55 00 88.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti
193.0
69.0 123.0
41.0
5000 — —
98.0 10.00 10.50
m/z 109.10 83.00%
0 \H“‘H‘\‘H“ \‘\H\\“L\\\“‘]_\E\-)\Z\-R T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67782: Propanamide, N-(4-ethoxyphenyl)-
108.0 137.0
— —
193.0 10.00 10.50
5000 m/z 41.00 68.18%
52.0 81.0
12 L I Y N ST A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #121592: Diethyl 1-(carbethoxy)ethylphosphonate — ——
109.0 193.0 10.00 10.50
137.0 1650 /z 193.20  62.74%
29.0 81.0 . m/z . . o0
5000
56.0
i | =
O\Mﬂ\N«JMHLHuMVHMWH\MHMMLHWMAMMM\M\JM\H “ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF081821.M Mon Sep 13 04:20:37 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05
Operator : JU/CG

Sample : M3685-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 13 Cyclopenta[cd]pyrene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

13.874 3.88 ng 581954 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta[cd]pyrene 226 C18H10 027208-37-3 81
2 benzenamine, 4-(2-benzothiazolyl)- 226 C13H1@N2S 1000400-93-4 64
3 .beta.-Carboline, 7-methoxy-1,2-... 226 C14H14N20 006519-18-2 58
4 9H-Thioxanthen-9-one, 2-methyl- 226 C14H100S 015774-82-0 53
5 Benzene, [4-(3-ethynylphenyl)-1,... 226 C18H10 1000115-87-3 42

Abundance Scan 2004 (13.874 min): BF125431.D\data.ms (-2002) (1  m/z 226.10 100.00%
1

226.
5000
— —
571 113.0 601 h 085 1 13.50 14.00
ol oL L 1691 . 28513282368. ., 224.00 21.82%
m/z--> 50 100 150 200 250 300 350
Abundance #107261: Cyclopenta[cd]pyrene
226.0
5000 = —
13.50 14.00
m/z 227.10 17.66%
113.0
oh_ 740 | 174.0 ﬂh‘
T ‘ T T ‘ T T T T ‘ L ‘ T 1T T ‘ T T T T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #106596: benzenamine, 4-(2-benzothiazolyl)-
226.0
= =
13.50 14.00
5000 m/z 225.10  15.27%
108.0
63.0
Ot 1080 |
miz--> 50 100 150 200 250 300 350
Abundance  #106839: .beta.-Carboline, 7-methoxy-1,2-dimethyl- — T
226.0 13.50 14.00
m/z 113.00 11.26%
183.0
5000
42.0 113.0
ok “ ih el ui‘ “H\“h‘ lh ‘\h‘ \N “\“\‘h\“ L ““ B Bamanan e o T
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF081821.M Mon Sep 13 04:20:38 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05
Operator : JU/CG

Sample : M3685-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 14 11H-Benzo[a]fluoren-11-one Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.921 4.27 ng 640367 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 87
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 83
3 4-Isothiazolecarbonitrile, 3,5-b... 230 C8H1ON2S3 024135-13-5 59
4 m-Terphenyl 230 C18H14 000092-06-8 50
5 p-Terphenyl 230 C18H14 000092-94-4 47

Abundance Scan 2012 (13.921 min): BF125431.D\data.ms (-2010) (-  m/z 230.10 100.00%

230.1
5000
=
57.1 g71 1741 H 14.00
ol dd M [, 28372701 | | 275181123493 ., jpp.00  21.37%
mlz--> 50 100 150 200 250 300 350
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 T
14.00
101.0 m/z 202.10 20.28%
O T ‘\ i639 “ ““ ‘137 917‘“ M T ’ T T T ’ L ‘ 1
miz--> 5 100 200 250 300 350
Abundance #111820.7H—BenzWe]anﬂwacen—7—one
230.0
—r
14.00
5000 m/z 231.10  16.16%
101.0
4.0
Jros | amoo| |
_— R T A R R
miz-> 50 100 150 200 250 300 350
Abundance  #112000: 4-Isothiazolecarbonitrile, 3,5-bis(ethylthio)- P
230.0 14.00
m/z 57.10 12.93%
50000 41 p 169.0
109.0
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05
Operator : JU/CG

Sample : M3685-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 15 Benz[a]anthracene, 8-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.457 2.36 ng 354016 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benz[a]anthracene, 8-methyl- 242 C19H14 002381-31-9 89
2 Benz[a]anthracene, 2-methyl- 242 C19H14 002498-76-2 89
3 Chrysene, 3-methyl- 242 C19H14 003351-31-3 89
4 Triphenylene, 2-methyl- 242 C19H14 001705-84-6 81
5 Chrysene, 6-methyl- 242 C19H14 001705-85-7 81

Abundance Scan 2103 (14.457 min): BF125431.D\data.ms (-2101) (-} m/z 242.10 100.00%

242.1
5000
e
63.0 llfle 187.1 ' 1450
0b 030 bRl L 2872 3363 381 7 539,10 26.74%
m/z--> 50 100 150 200 250 300 350
Abundance #126461: Benz[a]anthracene, 8-methyl-
242.0
5000 T
14.50
121.0 m/z 241.10 24.21%
O T \\52‘-\0\ T T ‘ T \1\8?.P\“\“\‘ ‘ T 1T ‘ T 1T ‘ T T T
m/z--> 50 100 150 200 250 300 350
Abundance #126464: Benz[a]anthracene, 2-methyl-
242.0
e
14.50
5000 m/Z 243.10 20.96%
121.0
oL 630 | | 16302020
I e e T
miz--> 50 100 150 200 250 300 350
Abundance #126435: Chrysene, 3-methyl- —
242.0 14.50
m/z 119.60 14.86%
5000
121.0
39.0 79.0 | 163.0202.0 “\‘
e T A e e —
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05
Operator : JU/CG

Sample : M3685-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 16 9H-Cyclopenta[a]pyrene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.551 2.86 ng 429561 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Cyclopenta[a]pyrene 240 C19H12 050861-05-7 60
2 1-Heptacosanol 396 C27H560 002004-39-9 38
3 Heptadecane, 9-(2-cyclohexylethyl)- 350 C25H50 025446-35-9 38
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 30
5 n-Tetracosanol-1 354 C24H500 000506-51-4 30

Abundance Scan 2119 (14.551 min): BF125431.D\data.ms (-2116) (- m/z 240.10 100.00%
57.0 240.1

5000

[ N \
! ‘ o 410: e
0Ly “ i \Hw ‘ by

1 b M 29218872 | /7 57.85  93.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #124000: 9H-Cyclopenta[a]pyrene
240.0
5000 —
14.50
119.0 m/z 55.00 88.21%
O 630 ﬂh 1870‘ alll
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol
57.0
N
1110 14.50
5000 ’ ITI/Z 239.10 76.89%
oL dhwﬁ‘hm;950237028003220 378.0
4 “““ P e T T
miz--> 50 100 150 200 250 300 350 400
Abundance #259998: Heptadecane, 9-(2-cyclohexylethyl)- 7 ‘
55.0 14.50
m/z 83.10 71.90%
5000 7.0
237.0
ol AL ‘““‘\u‘“}wu‘8‘1‘0_““““2‘79‘0_‘3‘46“"9”"H .
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05
Operator : JU/CG

Sample : M3685-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 17 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.233 32.45 ng 1524050 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 94
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 86
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 86
4 Benzo[a]pyrene 252 C20H12 000050-32-8 86
5 Perylene 252 C20H12 000198-55-0 68

Abundance Scan 2235 (15.233 min): BF125431.D\data.ms (-2231) (1  m/z 252.05 100.00%

25p.1
5000
57.0
97.1 i S
‘ “ H ‘ ‘ 4391 2000 15.00 15.50
ob Ll i (3391 2000, | 20313363 3854 ., 57 09 31.41%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 — —
15.00 15.50
m/z 250.05  28.88%
125.0
0390 83.0 | 2000, |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #138563: BenzolKk]fluoranthene
252.0
—r— —
15.00 15.50
5000 ITI/Z 253.10 25.67%
126.0
o ol weo |
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzo[b]fluoranthene = T
252.0 15.00 15.50
m/z 55.00  25.44%
o \/NK/Jka\
126.0
0300 870 | 200 | R
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05
Operator : JU/CG

Sample : M3685-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 18 Perylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.439 36.27 ng 1703250 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
3 Benzo[a]pyrene 252 C20H12 000050-32-8 93
4 Perylene 252 C20H12 000198-55-0 90
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90

Abundance Scan 2270 (15.439 min): BF125431.D\data.ms (-2266) (.  m/z 252.10 100.00%

252.1
5000
125.0 15.50
ol 740 il 1980, | 2961 347.0 410. ./, 259,19  28.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzole]pyrene
252.0
5000 T
15.50
m/z 253.10 21.73%
125.0
039.0 83.0 | | 200.0, |
\\‘\\\\’\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzolb]fluoranthene
252.0
=
15.50
5000 ITI/Z 125.00 11.04%
126.0
039.0 83.0 | ‘\‘ 2000 ||
e B L B e e I S e B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzol[a]pyrene —
252.0 15.50
m/z 126.00 8.83%
5000
126.0
oL 740 [ 2000
T T e e —
m/z--> 50 100 150 200 250 300 350 400 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05
Operator : JU/CG

Sample : M3685-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 19 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.003 11.22 ng 527132 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Tricosane, 2-methyl- 338 C24H50 001928-30-9 89
3 Tricosane 324 (C23H48 000638-67-5 86
4 Hexacosane 366 C26H54 000630-01-3 78
5 Octacosane 394 (C28H58 000630-02-4 76

Abundance Scan 2366 (16.003 min): BF125431.D\data.ms (-2362) (- m/z 57.00 100.00%
57.0

266.1 — |
16.00
ol ‘L, L H‘ Liff01831225.1 u“m 3120 3652 /7 71.10  57.44%
miz--> 50 100 150 200 250 300 350 400
Abundance #158597: Nonadecane
57.0
5000 —
16.00
m/z 43.00 56.42%
0 \‘ | ‘ H\ L H‘ | ]“.4‘1918‘3 022502680
\\’\\\‘\\\\‘\\\\’\\\!‘\T\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #246491: Tricosane, 2-methyl-
43.0
T \
16.00
5000 ITI/Z 85.10 42 .80%
5.0
ol | | | 127.0169.0211.0253.0°%% %3380
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #229643: Tricosane 7
57.0 16.00
m/z 55.00 22.30%
5000 WW/UM
9.0
324.0
L oo
IR 1 I i S I e
m/z--> 50 100 150 200 250 300 350 400 16.00

8270-BF081821.M Mon Sep 13 04:20:44 2021

Page:

22



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91021\
Data File : BF125431.D

Acqg On : 10 Sep 2021 19:05
Operator : JU/CG

Sample : M3685-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.228 24.1 ng 1261280 1 6.886 1044970 20.0
2-Pentanone, 4-... 5.128 5.3 ng 277441 1 6.886 1044970 20.0
Ethanol, 2-(2-b... 8.069 8.6 ng 554145 2 8.169 1293540 20.0
unknown9.322 9.322 5.4 ng 340274 3 9.927 1265940 20.0
Naphthalene, 2,... 9.580 2.4 ng 148853 3 9.927 1265940 20.0
unknown9.627 9.627 8.1 ng 512050 3 9.927 1265940 20.0
Cyclohexane, 1-... 9.692 4.6 ng 290118 3 9.927 1265940 20.0
unknown9.874 9.874 9.1 ng 577982 3 9.927 1265940 20.0
unknown10.263 10.263 6.7 ng 422464 3 9.927 1265940 20.0
unknown10.298 10.298 9.7 ng 613578 3 9.927 1265940 20.0
unknown10.333 10.333 19.4 ng 1227150 3 9.927 1265940 20.0
unknown10.386 10.386 12.9 ng 819186 3  9.927 1265940 20.0
Cyclopenta[cd]p... 13.874 3.9 ng 581954 5 14.074 3001860 20.0
11H-Benzo[a]flu... 13.921 4.3 ng 640367 5 14.074 3001860 20.0
Benz[a]anthrace... 14.457 2.4 ng 354016 5 14.074 3001860 20.0
9H-Cyclopenta[a... 14.551 2.9 ng 429561 5 14.074 3001860 20.0
Benzo[e]pyrene 15.233 32.5 ng 1524050 6 15.562 939265 20.0
Perylene 15.439 36.3 ng 1703250 6 15.562 939265 20.0
Nonadecane 16.003 11.2 ng 527132 6 15.562 939265 20.0
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