LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 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-BF061020.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 5.410 561 565 568 rBY 2250579 1976643 64.22% 6.191%
2 6.434 734 739 742 rBVY 2483501 2400272 77 .99% 7.518%
3 6.798 798 801 805 rBV 997546 725292 23.57% 2.272%
4 6.957 824 828 831 rBVY 2465574 2047909 66.54% 6.414%
5 7.363 892 897 900 rBVY 1884726 1634320 53.10% 5.119%
6 8.081 1013 1019 1026 rBvV 1302937 1086488 35.30% 3.403%
7 9.075 1185 1188 1191 rBvV2 66830 80450 2.61% 0.252%
8 9.157 1197 1202 1205 rBV 3442039 3077821 100.00% 9.640%
9 9.234 1212 1215 1219 rVB2 162908 152731 4 ._.96% 0.478%
10 9.439 1246 1250 1252 rBv4 65662 102790 3.34% 0.322%

11 9.498 1257 1260 1265 rBV 338754 387636 12.59% 1.214%
12 9.545 1265 1268 1272 rVV2 769647 727789 23.65% 2.279%
13 9.598 1275 1277 1281 rVB3 100644 129825 4.22% 0.407%
14 9.704 1292 1295 1297 rBvV2 197910 190549 6.19% 0.597%
15 9.728 1297 1299 1300 rVvVv 70999 53105 1.73% 0.166%

16 9.745 1300 1302 1305 rVB 490558 419844 13.64% 1.315%
17 9.786 1306 1309 1311 rBV3 106892 108892 3.54% 0.341%
18 9.833 1311 1317 1321 rBV 1032977 1140082 37.04% 3.571%
19 9.875 1322 1324 1331 rVV3 100446 146825 4.77% 0.460%
20 9.945 1334 1336 1340 rVB3 89656 92722 3.01% 0.290%

21 9.998 1342 1345 1346 rBvV 73997 69807 2.27% 0.219%
22 10.057 1353 1355 1359 rVB3 115379 133249 4_.33% 0.417%
23 10.098 1359 1362 1364 rBV 180692 203035 6.60% 0.636%
24 10.151 1369 1371 1373 rVV3 162888 171015 5.56% 0.536%
25 10.175 1373 1375 1377 rVB2 167618 129232 4._.20% 0.405%

26 10.204 1378 1380 1383 rBV3 149720 160046 5.20% 0.501%
27 10.245 1383 1387 1391 rVV2 544509 557985 18.13% 1.748%
28 10.398 1407 1413 1414 rBV4 192016 319779 10.39% 1.002%
29 10.475 1424 1426 1428 rBV2 201994 215471 7.00% 0.675%
30 10.539 1435 1437 1441 rBV4 201080 246443 8.01% 0.772%

31 10.580 1441 1444 1446 rBV3 390079 517817 16.82% 1.622%
32 10.628 1448 1452 1455 rBV 1479125 1572864 51.10% 4.926%
33 11.151 1539 1541 1548 rVB6 391760 512039 16.64% 1.604%
34 11.227 1553 1554 1561 rVB4 630268 937033 30.44% 2.935%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.322 1566 1570 1573 rBV 985894 1333835 43.34% 4.178%

36 11.675 1628 1630 1635 rBV5 531092 1079557 35.08% 3.381%
37 12.351 1743 1745 1746 rBV 327675 286187 9.30% 0.896%
38 12.557 1778 1780 1781 rBV2 322535 313002 10.17% 0.980%
39 12.910 1836 1840 1843 rVB 3034195 2662462 86.50% 8.339%
40 12.974 1849 1851 1859 rBV7 403494 1142849 37.13% 3.579%

41 13.957 2015 2018 2021 rVB 1084114 1004610 32.64% 3.146%
42 14.451 2099 2102 2105 rBVY 552328 480872 15.62% 1.506%
43 15.398 2259 2263 2272 rVB 875719 1196713 38.88% 3.748%

Sum of corrected areas: 31927887
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF120648.D

4000000

3000000

6.43 6.96
5.41

2000000 7.36

1000000 6.80

L

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF120648.D

4000000
9.16

3000000

10.63 11.32

2000000

8.08
1000000

O e e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF120648.D

4000000

3000000

2000000 13.96

15.40
14.45

1000000

o

T 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 19

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

9.23 2.68 ng 152731 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 86
2 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 52
3 Borinic acid. diethvl-. 3.3.5-tr... 208 C13H25B0 057387-76-5 38
4 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
5 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 000554-59-6 15

Abundance Scan 1214 (9.228 min): BF120648.D (-1212) (-) m/z 193.15 100.00%
[«
55 95 123 193

41
5000

L

208 8.80 9.00 9.20 9.40 9.60
m/z 95.10 80.45%

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

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene w
193
123 W
5000 69 95 109 B mamm e
137 8.80 9.00 9.20 9.40 9.60
‘ 151 m/z 123.05 78.83%
208
\ S Bt o
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
193
_r'_'_'_l—l_'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_'_'_f
8.80 9.00 9.20 9.40 9.60
5000 43 55 m/z 55.00 75.05%

109
69 g1 97

29 123
137149 163 179 207 222

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

Abundance #67806: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohex... s B e A BAR

123 193 8.80 9.00 9.20 9.40 9.60

m/z 109.10 62.63%
41
5000
67 83
55
29 109 | 147 208

S 20 ' Y B ot

m/z--> 20 40 60 80 100 120 140 160 180 200 220 8. 80 9.00 9. 20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Phenol, 2,6-bis(l1,1-dimethy... Concentration Rank 9

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

9.50 6.80 ng 387636 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(1l.1-dimethvlethvl)- 206 C14H220 000128-39-2 93
2 2H-Indenoll.2-blfuran-2-one. 3.3... 206 C13H1802 1000196-74-3 80
3 Phenol. 2.4-bis(1.1-dimethvlethvl)- 206 C14H220 000096-76-4 74
4 Ethvl 4-t-butvlbenzoate 206 C13H1802 005406-57-5 68
5 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 64

Abundance Scan 1260 (9.498 min): BF120648.D (-1257) (-) m/z 191.10 100.00%
191
5000
131 163 206
| 77 10?’115 | 147 175 | 9.20 9.40 9.60 9.80
0....,....,...'.,.-.-.'.',..l..,.-. bbb b Tm/z 206.15  21.89%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #66106: Phenol, 2,6-bis(1,1-dimethylethyl)-
191
5000 S UL LA R A
9.20 9.40 9.60 9.80
a 131 206 m/z 57.10 20.23%
15 2 “  iggus T w7 s |
o> 35 e ik i do e g6 Ho
Abundance
191
9.20 9.40 9.60 9.80
5000 a1 131 m/z 131.10 19.56%
91 145
28 S5 & 79 107 449 206
162173
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #66115: Phenol, 2,4-bis(1,1-dimethylethyl)- B S o e
191 9.20 9.40 9.60 9.80
m/z 192.10 14.18%
5000
o 206
41
miz--> '"'z'o""4'o'"'e'o""s'o"'ic')d"iéd"iid"iéd"iéd"'zéd"' 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 unknown9.70 Concentration Rank 16

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

9.70 3.34 ng 190549 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethyl... 208 C15H28 080655-44-3 78
2 4-1sopropvl-5.10-dimethvl-decali... 236 C15H2402 291278-94-9 22
3 Oxiranecarboxaldehvde. 3-methvl-... 168 C10H1602 016996-12-6 22
4 Cvclopropane carboxamide. 2-cvcl... 207 C13H21NO 331416-19-4 18
5 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 18

Abundance Scan 1294 (9.698 min): BF120648.D (-1292) (-) m/z 69.10 100.00%

41 109 193

5000

20855 9.40 9.60 9.80 10.00
m/z 109.10 91.05%

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

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95 109 R e AR
55 83 137 9.40 9.60 9.80 10.00
‘ 151 m/z 41.10 87.83%
208
S B W2 N s ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
41 109
137
55 R R B
69 95 9.40 9.60 9.80 10.00
5000 81 194 m/z 193.20 83.05%
179
123 151 165
221 236
L B B R B AR R ARE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36524: Oxiranecarboxaldehyde, 3-methyl-3-(4-methyl-3-pent...
41 69 9.40 9.60 9.80 10.00
m/z 55.10 71.78%
109
5000 82
55
I i
N O - S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.40 9.60 980 10. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 unknown9.75 Concentration Rank 8

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

9.75 7.37 ng 419844 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 43
2 (-)-trans-Pinane 138 C10H18 033626-25-4 35
3 6-Methvlphenanthridine 193 C14H1i1N 003955-65-5 22
4 9-Phenanthrenamine 193 C14H1i1N 000947-73-9 22
5 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 20

Abundance Scan 1303 (9.751 min): BF120648.D (-1300) (-) m/z 193.20 100.00%
193
69 97
5000 41 55 109

83 123

137
208 9.40 9.60 9.80 10.00
m/z 97.10 52.81%

152 165176

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

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95 109 T
55 83 137 9.40 9.60 9.80 10.00
‘ 151 m/z 69.10 52.78%
208
S 0 I .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41 55 95
83 IIIIIIIIIIIIIIIIIIIIIII
67 9.40 9.60 9.80 10.00
5000 m/z 55.10 45 .06%
27
123
109 138
I T B B B B s B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55505: 6-Methylphenanthridine R mE T o R
193 9.40 9.60 9.80 10.00
m/z 109.10 44 .63%
5000
178
28 39 51 63 76 96 115195 139151 165 1€
e e R mE T o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9. 40 9.60 9. 80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 unknownl10.06 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.06 2.34 ng 133249 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propvn-1-ol. 3-(4-methvlphenvl)- 146 C10H100 016017-24-6 46
2 1H-Indene. 2.3-dihydro-5.6-dimet... 146 C11H14 001075-22-5 42
3 1H-Indene. 2.3-dihydro-4.7-dimet... 146 C11H14 006682-71-9 42
4 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 38
5 Naphth[1,2-bJoxirene, 1a,2,3,7b-... 146 C10H100 002461-34-9 38

Abundance Scan 1356 (10.063 min): BF120648.D (-1353 ( ) m/z 179.20 100.00%

5000

9.80 10.00 10.20 10.40
m/z 81.10 88.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21577: 2-Propyn-1-ol, 3-(4-methylphenyl)-
131 146
5000 LA L L L L L L LB LB
9.80 10.00 10.20 10.40
5163 ‘ 103 m/z 55.10 80.53%
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
131
 ERa
9.80 10.00 10.20 10.40
5000 146 m/z 189.15 72.65%
g 27 39 o1, 115
51 63 77 103
,,,,,,, R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl- R B e R
131 9.80 10.00 10.20 10.40
m/z 146.05 61.98%
5000 146

27 30 51 65 77 9l qg3 15 [

m/z--> 200 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 7 unknownl10.10 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.10 3.56 ng 203035 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-(chloromethvl)-1.3.5-... 168 C10H13ClI 001585-16-6 47
2 3-Chloro-N-isochroman-1-vimethvl... 253 C13H16CINO2 1000297-29-7 43
3 1.3-Benzenediol. O0-(4-ethvlbenzo... 336 C20H1605 1000345-53-5 43
4 1.2-Benzenediol. o-(2-chloroprop... 332 C18H17Cl104 1000325-96-9 43
5 Benzene, 1,1"-(1,1,2,2-tetrameth... 266 C20H26 000734-17-8 43
Abundance Scan 1362 (10.098 min): BF120648.D (-1359) (-) m/z 133.10 100.00%
133
5000
55 97 204 A N NN
7 11 159 9.80 10.00 10.20 10.40
L 2L m/z 55.10 23.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #36316: Benzene, 2-(chloromethyl)-1,3,5-trimethyl-
133
5000 S R USRS SRR
9. 80 10. oo 10 20 10. 40
168 m/z 97.10 23.59Y%
15 39 es 9 115
m/z--> 2'0 4'0 6|O 8IO 1(')0 120 140 1('30 180 200 220 240 260 280 3(')0 320 340
Abundance
133
'9.80 10.00 10.20 10.40
5000 m/z 41.10 18.75%
105
38 95 7 161 190 253
mﬁmm‘rwﬁwﬁwﬁwﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #173938: 1,3-Benzenediol, O-(4-ethylbenzoyl)-O'-(2-furoyl)- R R B
133 9.80 10.00 10.20 10.40
m/z 204.20 18.57%
5000
39 779 | 204 33
m/z--> 2'0 4'0 6|O 8|0 1(')0 120 140 1('30 180 200 220 240 260 280 3(')0 320 340 9. 80 10. 00 10 20 10. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 8 Naphthalene, 1,6,7-trimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

10.15 3.00 ng 171015 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 90
2 4.6.8-Trimethvlazulene 170 C13H14 000941-81-1 87
3 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 64
4 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 50
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 41
Abundance Scan 1371 (10.151 min): BF120648.D (-1369) (-) m/z 170.10 100.00%

155 170
5000 193
18 210 234 9.80 10.00 10.20 10.40

m/z 155.10 93.80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38370: Naphthalene, 1,6,7-trimethyl-
170

155

5000
9.80 10.00 10.20 10.40

m/z 69.10 60.30%

27 39 51 63 76 89 102 115 128 141 M H

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

Abundance
155 170
R AREEEEEE R
9.80 10.00 10.20 10.40
5000 m/z 83.10 56.80%
115128
27 39 51 63 77 89 102 141
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38376: Naphthalene, 2,3,6-trimethyl- R mE T o R
170 9.80 10.00 10.20 10.40
m/z 143.10 55.17%
155
5000

28 4153 71 8 102115128141 4 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40

8270-BF061020-M Fri Jun 19 07:07:51 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 9 unknownl10.20 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.20 2.81 ng 160046 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 59
2 Silane. chlorodiethvl(2-methvlpe... 222 C10H23CI0Si 1000363-79-1 30
3 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 27
4 2-(3-Chloro-propvl)-1.1-dimethvl... 200 C12H21ClI 1000191-45-6 15
5 Crotyl methacrylate 140 C8H1202 007376-45-6 15

Abundance Scan 1379 (10.198 min): BF120648.D (-1378) (-) m/z 55.10 100.00%
123
5000
207
22336 9.80 10.00 10.20 10.40 10.60
m/z 123.10 92 .39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95 109 R EEAREEEES ne e o
55 83 137 9.80 10.00 10.20 10.40 10.60
151 - m/z 193.20 85.15%
Al L T | 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
109 193
123 NN IR BN
9.80 10.00 10.20 10.40 10.60
5000 o m/z 97.10 84 .08%
151
43 55 95
29 0 137 | 163175 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone T
19 9.80 10.00 10.20 10.40 10.60
m/z 69.10 76.92%
123
5000
150
5
1527 4255 75 | 109 | 135 | 164 78|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.80 10.00 10,20 10.40 10.60

8270-BF061020-M Fri Jun 19 07:07:53 2020

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 10 unknownl10.25 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.25 9.79 ng 557985 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Fluorobenzoic acid. 2-ethvlcvc... 250 C15H19F02 1000279-04-9 47
2 4-Fluorobenzoic acid. phenvl ester 216 C13H9FO02 1000299-04-9 43
3 2-(2-Ethvl-1.3-dimethvl-cvclopen... 182 C12H220 1000186-82-4 43
4 4-Fluoro-N-(3-methoxv-5-tetrazol... 313 C15H12FN502 1000295-31-2 43
5 4-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 1000299-15-1 43
Abundance Scan 1388 (10.251 min): BF120648.D (-1383) (-) m/z 123.10 100.00%
123
5000
41 55 69 g1 95 109 207 VJ\JVMA/\/\J
137 161 169 18510 222234 10,00 10,20 10.40 10.60
m/z 207.20 36.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #102313: 3-Fluorobenzoic acid, 2-ethylcyclohexyl ester
123
o5 110
5000 LIS SULILE UL SURILE B
8l 10,00 10,20 10.40 10.60
55 69 m/z 69.10 32.94%
I \I‘m,M,‘\,II\H,\,I\,”llll‘nl1,,}‘}9,” I
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance
123
10,00 10,20 10.40 10.60
5000 m/z 95.10 28.80%
95
39 51 63 /0 216
m/z--> 25 4b eb 85 160 120 140 160 180 200 zéo 240
Abundance #47225: 2-(2-Ethyl-1,3-dimethyl-cyclopent-2-enyl)-propan-2-ol R RERREES RS
123 10.00 10.20 10.40 10.60
m/z 81.10 28.57%
5000
a1 109
43 5 67 ‘
PR L e e T
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240 10.00 1020 1040 1060

8270-BF061020-M Fri Jun 19 07:07:54 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 11 unknownl10.40 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.40 5.61 ng 319779 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. dithio-. S-methvl... 204 C9H160S2 015288-12-7 38
2 Trans-1-methvl-2-nonvl-cvclohexane 224 C16H32 1000371-47-8 35
3 Oxalic acid. cvclohexvimethvl no... 312 C18H3204 1000309-68-6 35
4 Oxalic acid. cvclohexvimethvl te... 382 C23H4204 1000309-69-0 35
5 Cyclohexane, (bromomethyl)- 176 C7H13Br 002550-36-9 30
Abundance Scan 1413 (10.398 min): BF120648.D (-1407) (-) m/z 97.10 100.00%
g7
55
5000
123135
10,00 10.20 1040 10.60 10.80
m/z 55.10 72.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64881: Carbonic acid, dithio-, S-methyl O-(2-methylcycloh...
97
55
5000 ULV
mmmmmmmmmm
4l o m/z 41.10 46.10%
69 204
I”"”'JlPM'WtJ““}P%I"”I'”'I”"""l"W"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55 97
10,00 10.20 1040 10.60 10.80
5000 6981 m/z 69.10 39.75%
109 123 137 165 224
m/z--> ﬁo 45 éo 85 100 150 150 1éo 180 200 220 240
Abundance #154594: Oxalic acid, cyclohexylmethyl nonyl ester A e o
97 10.00 10.20 10.40 10.60 10.80
55 m/z 135.10 32.06%
5000
43
85
m/z--> ﬁo 45 éo 85 100 150 150 1éo 180 200 250 240 1000 1020 1040 1060 1080

8270-BF061020-M Fri Jun 19 07:07:55 2020

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 12 unknownl10.47 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.47 3.78 ng 215471 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 22
2 2.3.4-Trifluorobenzoic acid. 1-c... 272 C14H15F302 1000282-58-0 22
3 Cvclopentanecarboxvlic acid. 3-m... 262 C17H2602 074793-59-2 14
4 1.5-Dimethvl-7.11-dithiaspirol5.... 216 C11H20S2 1000216-76-2 14
5 1H-Pyrrole, 1-pentyl- 137 C9H15N 000699-22-9 11
Abundance Scan 1425 (10.469 min): BF120648.D (-1424) (-) m/z 159.10 100.00%
149
137
5000
119
99 AR AR AR A
T ||| Gl ot ki 10.20 10.40 10.60 10.80
...,....,..'-.., RENERUFTE Y] ITT NI m/z 137.10 52.35Y%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #25430: Neopentylidenecyclohexane
69
5000 a1 R LR SRR LR S
55 10,20 10.40 10.60 10.80
27 m/z 81.10 41.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
159
1020 10.40 10.60 10.80
5000 96 m/z 69.10 38.53%
81
55 131
27 41 77 68 112 177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #112574: Cyclopentanecarboxylic acid, 3-methylene-, 1,7,7-... R EEEEE S
8 10.20 10.40 10.60 10.80
m/z 119.10 32.81%
5000 137
41 o5 109
7L Tedl ]
el e BB g 1R2 ) 193 181 210 | 247202
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,20 10.40 10.60 10.80

8270-BF061020-M Fri Jun 19 07:07:57 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 13 unknownl10.54 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.54 4.32 ng 246443 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinoxaline. 2-tert-butvl-. 4-oxide 202 C12H14N20 016007-51-5 46
2 1H-Pvrazol-3-amine. N.N-dimethyl... 187 C11H13N3 1000327-38-1 41
3 3.5-Diamino-6-chloropvrazine car... 187 C5H6CIN50 1000120-45-0 38
4 Hvdrazine. (2-chloro-4-nitrophen... 187 C6H6CIN302 055950-68-0 30
5 N-Benzylmaleimide 187 C11H9NO2 001631-26-1 25
Abundance Scan 1437 (10.539 min): BF120648.D (-1435) (-) m/z 187.10 100.00%
147
5000
200 NSRRI
214 oy 10.20 10.40 10.60 10.80
m/z 181.10 55.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62595: Quinoxaline, 2-tert-butyl-, 4-oxide
187
202
5000
10.20 10.40 10.60 10.80
169 m/z 41.10 39.88%
27 41 63 76 89 102 177129 14415&3 ‘\ d ‘
m/z--> ﬁo 45 éo 85 160 150 150 160 180 200 250 250
Abundance
187
10.20 10.40 10.60 10.80
5000 m/z 55.10 37.93%
172
158
77 117 143
0" 6 93 130
m/z--> ﬁo 45 éo 85 160 150 150 1éo 1é0 200 250 250
Abundance #51086: 3,5-Diamino-6-chloropyrazine carbamide R AR RRRE
43 187 10.20 10.40 10.60 10.80
m/z 157.10 36.15%
5000
170
66 116 142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 20 10. 40 10 60 10. 80

8270-BF061020-M Fri Jun 19 07:07:58 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 14 unknownl1l1l.15 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.15 7.68 ng 512039 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanesulfonic acid. 2.7-dioxat... 234 C9H1405S 075568-59-1 44
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 38
3 4-Methvl-6-(tetrahvdropvran-2-vl... 212 C12H2003 064218-01-5 18
4 1-Cvclohexanol. 4-tert.butvl-1-m... 170 C11H220 1000163-45-0 15
5 Dodecane 170 C12H26 000112-40-3 15
Abundance Scan 1541 (11.151 min): BF120648.D (-1539) (-) m/z 57.10 100.00%

5000

10.80 11.00 11.20 11.40
m/z 43.10 73.34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89455: Methanesulfonic acid, 2,7-dioxatricyclo[4.3.1.0(3,...
55 33

137

5000

10 80 11. 00 11. 20 11.40
155 m/z 71.10 72.46%

190 219234

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
R B .
43 71 10.80 11.00 11.20 11.40
5000 85 m/z 55.10 62.06%
29 99
113 169
15 127 149 248
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #70893: 4-Methyl-6-(tetrahydropyran-2-yloxy)hex-4-enal R B .
85 10.80 11.00 11.20 11.40
m/z 41.10 56.29%
5000
41 55 111
il
ol \ \ \m | 128 154168 197212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 80 11. 00 11. 20 11.40

8270-BF061020-M Fri Jun 19 07:07:59 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 15 2-Methyl-3-(3-methyl-but-2-_.._. Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.23 14.05 ng 937033 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-3-(3-methvl-but-2-envl)... 222 C15H260 1000144-10-2 50
2 Borane. 2.3-dimethvl-2-butvl- (d... 196 C12H30B2 1000159-64-3 42
3 6-Hvdroxv-7-methvl-oct-3-enedith... 246 C12H220S2 083041-08-1 38
4 p-Menth-8(10)-en-9-ol. cis- 154 C10H180 015714-13-3 35
5 9-Undecenal, 2,10-dimethyl- 196 C13H240 1000131-85-9 30
Abundance Scan 1554 (11.227 min): BF120648.D (-1553) (-) m/z 69.10 100.00%
55 69
41 33 97
5000 111
125
5[ 17919520 gy T e T
i 247 : : :
il 261210 "m/z 55.10 86.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #79467: 2-Methyl-3-(3-methyl-but-2-enyl)-2-(4-methyl-pent-...
69
5000 LRI SN SULE IR
93 109 11,00 11.20 11.40 11.60
m/z 81.10 77 .79%
L \H \H 161 179 204 222

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

11.00 11.20 11.40 11.60
m/z 57.10 71.99%

83

5000 111

97
27 55

124139155 15, 196

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #98638: 6-Hydroxy-7-methyl-oct-3-enedithioic acid, isoprop... B s
43 9 95 11.00 11.20 11.40 11.60
11 203 m/z 83.10 69.86%
5000
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11. 20 11. 40 11. 60

8270-BF061020-M Fri Jun 19 07:08:00 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 16 2-Methyl-3-[(1S,2S5)-1,3,3-t... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.67 16.19 ng 1079560 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-3-1(1S.25)-1.3.3-trimet... 254 C16H3002 1000111-77-6 51
2 n-Nonenvlsuccinic anhvdride 224 C13H2003 028928-97-4 51
3 3-Ethvl-4.6-dimethvl-2.6-dioxo-4... 209 C8H11N502 1000312-00-2 42
4 1H-Indene. 1-(1.5-dimethvl-2-hex... 248 C18H32 054411-95-9 38

5 Imidazole, 4-methyl-5-[3,3,3-tri... 234 C10H13F3N20 1000129-15-8 35

Abundance Scan 1629 (11.669 min): BF120648.D (-1628) (-) m/z 55.10 100.00%

5000

159 R
208 234249264 g4 11.40 11.60 11.80 12.00

m/z 69.10 91.55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105770: 2-Methyl-3-[(1S,2S)-1,3,3-trimethyl-2-(2-hydroxye...
9 5

11.40 11.60 11.80 12.00
m/z 43.10 76.74%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69
41 IIIIIIIIIIIIIIIIIIIIIII
11.40 11.60 11.80 12.00
5000 109124 m/z 41.10 71.25%
26 % 149 168 195p09224
12
wrvmmmﬁmﬁmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68790: 3-Ethyl-4,6-dimethyl-2,6-dioxo-4,5,6,7-tetrahydro-... R EEEEE S
81 11.40 11.60 11.80 12.00
m/z 57.10 70.06%
5000
43 96 181
124 209
u w L
l |
,,,,,,,,,,, S RdBanamEEEy B B L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11. 60 11. 80 12. 00

8270-BF061020-M Fri Jun 19 07:08:01 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 17 2-Dodecen-1-yl(-)succinic a... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.35 4.29 ng 286187 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Dodecen-1-vI(-)succinic anhvdride 266 C16H2603 019780-11-1 50
2 Hexadecane-1.2-diol 258 C16H3402 006920-24-7 46
3 2-Methvloctadecan-7.8-diol 300 C19H4002 1000130-91-8 38
4 Trispirol4.2.4.2.4.2.Theneicosane 288 C21H36 1000152-80-8 38
5 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 30
Abundance Scan 1745 (12.351 min): BF120648.D (-1743) (-) m/z 55.10 100.00%
95
5000 e

145 163 207992
o 9 179 241 T A N BRI
| 56271 288304320 12.00 12.20 12.40 12.60
m/z 69.10 78.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115650: 2-Dodecen-1-yl(-)succinic anhydride

69

5000

12.IOO 12.I20 12.I40 12!60
m/z 95.10  76.82%

149166181 209 237 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

43 | 69 97

227 12.00 12.20 12.40 12.60
5000 m/z 83.10 73.97%
125

27 153 180 208

TWWWWWWTWWTW

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #144959: 2-Methyloctadecan-7,8-diol R B .
12.00 12.20 12.40 12.60

m/z 43.10 73.56%

5000

171
152 201 991

249 267283300
R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.00 12.20 12.40 12.60

8270-BF061020-M Fri Jun 19 07:08:03 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 18 Trispiro[4.2.4.2.4_2_]henei... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.56 4.69 ng 313002 Phenanthrene-d10 11.32

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trispirol4.2.4.2_.4_2_.1Theneicosane 288 C21H36 1000152-80-8 83

2 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 64

3 2.6-Octadiene. 3.7-dimethvl-1-(2... 194 C13H220 139694-23-8 60
4 E-9-Methvl-8-tridecen-2-ol. acetate 254 C16H3002 1000131-35-6 60

5 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 55
Abundance Scan 1781 (12.563 min): BF120648.D (-1778) (-) m/z 55.10 100.00%

g1 97
5000 165
125 191
4 143 209 AR BUL B B
3 226 252269585 1 30 12.20 12.40 12,60 12.80
' i m/z 41.10 72.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #134781: Trispiro[4.2.4.2.4.2.]heneicosane
97
67

5000

12.20 12.40 12.60 12.80
m/z 97.10 69.11%

259 288
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance
69 97
R EE R E s
12.20 12.40 12.60 12.80
s000] AL m/z 83.10 68.51%
153
126 181 224
wrmmmwﬂwmﬁmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #56400: 2,6-Octadiene, 3,7-dimethyl-1-(2-propenyloxy)- R EE R E s
41 69 12.20 12.40 12.60 12.80
m/z 69.10 66.05%
5000
123
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 19 9-Undecenoic acid, 2,6,10-t... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.97 22.75 ng 1142850 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Undecenoic acid. 2.6.10-trimet... 226 C14H2602 1000131-86-2 55
2 10-Undecenoic acid. 2-hvdroxv-. ... 214 C12H2203 055030-55-2 47
3 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 46
4 Hexadecanoic acid. 2-hvdroxv-. m... 286 C17H3403 016742-51-1 46
5 Hexadecane-1,2-diol 258 C16H3402 006920-24-7 45
Abundance Scan 1850 (12.969 min): BF120648.D (-1849) (-) m/z 55.10 100.00%

5000

12.60 12.80 13.00 13.20
m/z 43.10 77.33%

218 540257275 296 323

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82805: 9-Undecenoic acid, 2,6,10-trimethyl-
69

41

5000 97 LA LI L L L L L L L L L B}
12.60 12.80 13.00 13.20

m/z 69.10  71.17%
bl

125 152

180 208

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41 95
69 L B o
12.60 12.80 13.00 13.20
5000 155 m/z 95.10 69.56%
137
113
182, 45214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl- L B o
69 97 12.60 12.80 13.00 13.20
m/z 57.10 68.49%
5000 4l
153
126 181 224
L B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061820\
Data File : BF120648.D

Aca On : 18 Jun 2020 18:08

Operator : JU/CG

Sample : L3034-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 20 Strychnidin-10-one, 2,3-dim... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .45 9.57 ng 480872 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Strvchnidin-10-one. 2.3-dimethox... 410 C23H26N205 017301-81-4 72
2 Ferrocene. 1.1".3.3"-tetrakis(1l.... 410 C26H42Fe 001317-17-5 58
3 3-Acetvl-1-(3.4-dimethoxvphenvIl)... 410 C23H26N205 090140-65-1 45
4 9-Chloro-4.5-dihvdro-4-I3.4.5-tr... 410 C22H19CIN204 1000212-48-1 42
5 Stigmasta-4,6,22-trien-3.beta.-ol 410 C29H460 096737-58-5 40
Abundance Scan 2102 (14.451 min): BF120648.D (-2099) (-) m/z 410.25 100.00%
410
57
5000

14.20 14.40 14.60 14.80
13 233 307 \
ol L 9L 1151 .Ef I 1 ,211. 33 265 073353863791 ) | "m/z 57.10 54.03%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215621: Strychnidin-10-one, 2,3-dimethoxy-, 19-oxide

410

NS

5000 363 AR RS e N
14.20 14.40 14.60 14.80

m/z 411.35 30.81%

203 208 256 280 308 335
m/z--> 50 100 150 200 250 300 350 400
Abundance
410
s B ma
14.20 14.40 14.60 14.80
5000 m/z 395.25 27 .80%
266 338
29 56 105 134 162 198 233 308 380
T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215623: 3-Acetyl-1-(3,4-dimethoxyphenyl)-5-ethyl-7,8-dime... T EASENREEES ma
410 14.20 14.40 14.60 14.80
m/z 190.15 12.33%
5000 367
326
43 165 190 2 L “{ ] »vw~vwd-~ﬂ~»~JL-~«~vun-—»wv
T e e e . R B B Bt
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061820\
Data File : BF120648.D

Acq On : 18 Jun 2020 18:08

Operator : JU/CG

Sample - L3034-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061020.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]
Decahydro-4,4,8,9... 9.23 2.7 ng 152731 3 9.83 1140080 20.0
Phenol, 2,6-bis(1... 9.50 6.8 ng 387636 3 9.83 1140080 20.0
unknown9.70 9.70 3.3 ng 190549 3 9.83 1140080 20.0
unknown9.75 9.75 7.4 ng 419844 3 9.83 1140080 20.0
unknown10.06 10.06 2.3 ng 133249 3 9.83 1140080 20.0
unknown10.10 10.10 3.6 ng 203035 3 9.83 1140080 20.0
Naphthalene, 1,6,... 10.15 3.0 ng 171015 3 9.83 1140080 20.0
unknown10.20 10.20 2.8 ng 160046 3 9.83 1140080 20.0
unknown10.25 10.25 9.8 ng 557985 3 9.83 1140080 20.0
unknown10.40 10.40 5.6 ng 319779 3 9.83 1140080 20.0
unknown10.47 10.47 3.8 ng 215471 3 9.83 1140080 20.0
unknown10.54 10.54 4.3 ng 246443 3 9.83 1140080 20.0
unknownl1l.15 11.15 7.7 ng 512039 4 11.32 1333840 20.0
2-Methyl-3-(3-met... 11.23 14.1 ng 937033 4 11.32 1333840 20.0
2-Methyl-3-[(1S,2... 11.67 16.2 ng 1079560 4 11.32 1333840 20.0
2-Dodecen-1-yI(-)... 12.35 4.3 ng 286187 4 11.32 1333840 20.0
Trispiro[4.2.4.2. ... 12.56 4.7 ng 313002 4 11.32 1333840 20.0
9-Undecenoic acid... 12.97 22.8 ng 1142850 5 13.96 1004610 20.0
Strychnidin-10-on... 14.45 9.6 ng 480872 5 13.96 1004610 20.0
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