LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100920\
Data File : BF121910.D

Aca On : 9 Oct 2020 17:13

Operator : JU/CG

Sample > L4316-03 10X

Misc :

ALS Vial : 11 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-BF091020.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 5.381 556 560 577 rBV 103075 167267 13.02% 2.046%
2 6.404 731 734 753 rBV 102596 180837 14.07% 2.212%
3 6.757 790 794 804 rBV 645782 599870 46.68% 7.337%
4 7.322 887 890 899 rBV 89428 124766 9.71% 1.526%
5 8.039 1008 1012 1018 rBV 854174 724146 56.36% 8.857%
6 8.581 1100 1104 1106 rBV3 45818 59842 4 .66% 0.732%
7 8.663 1115 1118 1121 rBv4 44821 73105 5.69% 0.894%
8 8.875 1150 1154 1156 rBV3 61396 89611 6.97% 1.096%
9 8.992 1171 1174 1177 rBV3 66982 74851 5.83% 0.915%
10 9.028 1178 1180 1182 rBV 76924 70536 5.49% 0.863%

11 9.116 1191 1195 1199 rBvV 266871 301361 23.45% 3.686%
12 9.186 1204 1207 1211 rBV3 190031 254469 19.80% 3.112%
13 9.498 1258 1260 1262 rBV 130738 108246 8.42% 1.324%
14 9.551 1266 1269 1274 rVV5 223335 288835 22.48% 3.533%
15 9.657 1284 1287 1290 rBv4 204183 262684 20.44% 3.213%

16 9.704 1292 1295 1298 rVB3 348520 356046 27.71% 4 _355%
17 9.792 1308 1310 1314 rVB 851976 722970 56.26% 8.842%
18 10.127 1365 1367 1370 rBv2 222908 223396 17.39% 2.732%
19 10.198 1377 1379 1382 rBV2 354635 359641 27.99% 4 _.399%
20 12.333 1739 1742 1745 rVB 1293012 1284960 100.00% 15.716%

21 13.921 2008 2012 2015 rBV 653938 627772 48.86% 7.678%
22 14.404 2091 2094 2101 rVB 119762 124025 9.65% 1.517%

23 14.945 2183 2186 2188 rBV 54990 61309 4.77% 0.750%

24 14.998 2193 2195 2202 rVVv2 50496 62648 4 .88% 0.766%

25 15.057 2202 2205 2214 rVB6 51726 99851 7.77% 1.221%

26 15.292 2243 2245 2250 rVB 40391 48632 3.78% 0.595%

27 15.357 2251 2256 2266 rVB 609557 764091 59.46% 9.345%

28 15.774 2324 2327 2332 rVB2 46104 60449 4_.70% 0.739%
Sum of corrected areas: 8176216
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF100920\
Data File : BF121910.D

Aca On : 9 Oct 2020 17:13

Operator : JU/CG

Sample : L4316-03 10X

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091020.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: BF121910.D
4000000

3000000

2000000

1000000
6.76

e
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: BF121910.D
4000000

3000000

2000000

1000000

O T
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: BF121910.D
4000000

3000000
2000000

1000000 13.92

15.36
14.40 145806 15, 15.77

e e ——————_—— e e e

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121910.D

Aca On : 9 Oct 2020 17:13

Operator : JU/CG

Sample : L4316-03 10X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 unknown8.66 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
8.66 2.02 ng 73105 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2-Penta-2.4-dienvl-cvclohexvl)-... 180 C12H200 1000186-20-6 38
2 Furan-2-carboxvlic acid (cvano-d... 178 C9H10N202 1000297-46-7 35
3 1.3-Hexadiene. 3-ethvl-2-methvl-... 124 C9H16 074752-97-9 30
4 2-Butanone. 4-(5-methvl-2-furanvl)- 152 C9H1202 013679-56-6 27
5 1-(1-Propynyl)cyclohexanol 138 C9H140 000697-37-0 27

Abundance Scan 1118 (8.663 min): BF121910.D (-1115) (-) m/z 95.10 100.00%
95

5000

8.40 8.60 8.80 9.00
m/z 55.10 44 _46%

o
m/z--> 20 40 60 80

120 140 160

180

100

Abundance #45628: (2-Penta-2,4-dienyl-cyclohexyl)-methanol
95
67
5000 LIS I L L L L L L
8.40 8.60 8.80 9.00
m/z 69.10 41 .49%
122 137 15212 180
04
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
95
R B Rl Bams
8.40 8.60 8.80 9.00
5000 39 m/z 41.10 39.98%
111
53
o 67 83 123 149 163 178
T T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10721: 1,3-Hexadiene, 3-ethyl-2-methyl-, (2)- L e L
6/7 95 8.40 8.60 8.80 9.00
124 m/z 151.15 38.70%
41 55
5000
81 109
29
O U.ﬂm..ﬁr,MM.MM.Uﬂ,.Mu.,U...,....,....,” et
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

8270-BF091020.M Mon Oct

12 12:53:35 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121910.D

Aca On : 9 Oct 2020 17:13

Operator : JU/CG

Sample : L4316-03 10X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 unknown8.87 Concentration Rank 11

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

8.87 2.47 ng 89611 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Undecvnoic acid. methvl ester 196 C12H2002 002777-66-4 37
2 Pentanoic acid. 3-methvl-. methv... 130 C7H1402 002177-78-8 27
3 2-Amino-3-methvl-4-pentvnoic acid 127 C6HONO2 089464-37-9 17
4 Butanoic acid. 3.3-dimethvl-. me... 130 C7H1402 010250-48-3 16
5 Methanamine, 1,1-bis(2,2-dimethy... 231 C13H29NO2 004909-78-8 16

Abundance Scan 1153 (8.869 min): BF121910.D (-1150) (-) m/z 55.00 100.00%
74
41 145
5000
860 8.80 9.00 9.0
(o} m/z 74.00 89.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58014: 10-Undecynoic acid, methyl ester
7
5000 55
41 g7 8.60 8.80 9.00 9.20
27 122 m/z 69.10 71.23%
. 7107 | 136 149 165 196
m/z--> 20 40 60 80 100 120 150 1éo 1éo 260
Abundance
74
860 8.80 9.00 9.0
5000 43 m/z 145.10 63.69%
59
15 29 99
o 87 115 130
m/z--> 25 Jo eb éo 160 150 150 1é0 1éo 260
Abundance #11770: 2-Amino-3-methyl-4-pentynoic acid
74 8.60 8.80 9.00 9.20
m/z 41.10 60.48%
5000
42 53
07 "NJMWM‘F?M'“k ﬂ"??'{}e'l%%7"l"' S N SR O RSN AR SR RN
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF091020.M Mon Oct 12 12:53:36 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121910.D

Aca On : 9 Oct 2020 17:13

Operator : JU/CG

Sample : L4316-03 10X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 unknown8.99 Concentration Rank 12

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

8.99 2.07 ng 74851 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvl-2-methvlenecvclohexane 110 C8H14 002808-75-5 46
2 Methvl ethvl cvclopentene 110 C8H14 019780-56-4 35
3 Trichloroacetic acid. 2-ethvlcvc... 272 C10H15CI1302 1000282-57-3 27
4 Cvclohexene. 3-ethvl- 110 C8H14 002808-71-1 25
5 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 25

Abundance Scan 1174 (8.992 min): BF121910.D (-1171) (-) m/z 81.10 100.00%
9%
5000 111 M
123135 19
8.60 8.80 9.00 9.20 940
(o} m/z 95.10 98.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6010: 1-Methyl-2-methylenecyclohexane
67 81 95
5000 41 RSN NS SRR
55 110 8.60 8.80 900 9.20 9.40
m/z 55.10 67 .15%
29
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
81
8.60 8.80 9.00 9.20 940
5000 67 9% m/z 41.10 53.55%
110
39
53
15 27
e A R R A L S RS SRR AR RS SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #120334: Trichloroacetic acid, 2-ethylcyclohexy! ester L R e o e R RE
81 8.60 8.80 9.00 9.20 9.40
110 m/z 69.10 49 .93%
69
5000
4 9 95
S 0 O - 5 - AN - SN 20 B it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.60 880 900 920 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121910.D

Aca On : 9 Oct 2020 17:13

Operator : JU/CG

Sample : L4316-03 10X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

" 9.19 7.04ang 254469  Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Decahvdro-4.4.8.9.10-pentamethyl... 208 C15H28 080655-44-3 83
2 Citronellvl isobutvrate 226 Cl1l4H2602 000097-89-2 27
3 Cvclohexane. 1-(cvclohexvImethyl... 208 C15H28 054934-92-8 22
4 Cvclopentane. l1-methyl-1-(2-meth... 138 C10H18 074764-47-9 15
5 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H16 069147-03-1 14

Abundance Scan 1208 (9.192 min): BF121910.D (-1204) (-) m/z 193.20 100.00%

55 g9 193
41 81
5000

208 8.80 9.00 9.20 9.40 9.60
0 m/z 55.10 87.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123

5000 69 95 109 i i e e T
55 83 137 8.80 9.00 9.20 9.40 9.60

m/z 69.10 81.88%

151

. 165 179 208

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

Abundance
69 81
43 % e
123 8.80 9.00 9.20 9.40 9.60
5000 55 m/z 81.10 70.62%
109
138
29
ol il il e e e e
mz-> 20 40 60 80 100 120 140 160 180 200

é

Abundance #67970: Cyclohexane, 1- (cyclohexylmethyl) 2-ethyl-, trans- T
1 55 8.80 9.00 9.20 9.40 9.60
69 m/z 41.10 69.89%
83
5000
o7 179
208
oy ....LW. ) N W T iy [ —
m/z--> 20 60 80 100 120 140 160 180 200 8. 80 9. OO 9. 20 9.40 9.60

8270-BF091020.M Mon Oct 12 12:53:39 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121910.D

Aca On : 9 Oct 2020 17:13

Operator : JU/CG

Sample : L4316-03 10X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 unknown9.50 Concentration Rank 9

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

9.50 2.99 ng 108246 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 43
2 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 40
3 S-Phenvl 5-(phenvithio)pentaneth... 302 C17H180S2 1000234-40-7 38
4 Silane. chlorodiethylhexvloxv- 222 C10H23CIl0Si 1000363-74-4 37
5 2-Anthracenamine 193 C14H1i1N 000613-13-8 35

Abundance Scan 1260 (9.498 min): BF121910.D (-1258) (-) m/z 193.20 100.00%
193
5000 69 123
41 o5
188 163 208 9.20 9.40 9.60 9.80
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
193
69 123
41
5000 95 AR LS S
9.20 9.40 9.60 9.80
188 m/z 69.10 46 .49%
b2 165 208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
193
'920 9.40 9.60 9.80
5000 55 m/z 41.10 36.78%
109
29 81
o 137 159175 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146306: S-Phenyl 5-(phenylthio)pentanethioate R R B
193 9.20 9.40 9.60 9.80
m/z 83.10 35.87%
5000 165
123
149
0"I"'W'M'LIL"Iu%%I%'?W""I”L'IJ'” "h'""I”"I"”I""P"?ﬁ%' AR RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121910.D

Aca On : 9 Oct 2020 17:13

Operator : JU/CG

Sample : L4316-03 10X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 unknown9.55 Concentration Rank 4

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

9.55 7-.99 ng 288835 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 2.5-dihvdro-2.2-dimethvl-_.. 180 C12H200 077822-53-8 49
2 2.2.6.8-Tetramethvl-7-oxatricvcl... 180 C12H200 1000187-83-6 43
3 3-Methoxv-6-methvl-6H-pvrazolol4... 165 C6H7N50 037526-57-1 41
4 4a.9a-Methano-9H-fluorene 180 Cl1l4H12 019540-84-2 38
5 Silane, trimethyl(2-methylphenoxy)- 180 C10H160Si 001009-02-5 38

Abundance Scan 1269 (9.551 min): BF121910.D (-1266) (-) m/z 57.10 100.00%
165
5000
221 AR SRR
205 236 9.20 9.40 9.60 9.80
01 m/z 165.10 99.39%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45669: Furan, 2,5-dihydro-2,2-dimethyl-5-(1-methylethenyl...
165
43
137
5000 AR AN R
69 o7 12 180 920 9.40 9.60 9.80
. 55 109 m/z 41.10 82.00%
Olululuuliiu'ullul'l |.|| ||I| f '|||||'|1|4|9| ||||“|||| P
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43
107 920 9.40 9.60 9.80
5000 6981 95 m/z 95.10 80.19%
122
55 187 165
. 21 4y X0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34458: 3-Methoxy-6-methyl-6H-pyrazolo[4,3-E][1,2,4]triazin e o e B
165 9.20 9.40 9.60 9.80
95 m/z 109.10 64.14%
5000 124 137 150
42
‘ 110
0h ...l‘..““ i NN S R SR P N S —
m/z-> 20 60 80 100 120 140 160 180 200 220 240 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121910.D

Aca On : 9 Oct 2020 17:13

Operator : JU/CG

Sample : L4316-03 10X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 unknown9.66 Concentration Rank 5

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

9.66 7.27 ng 262684 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1"-T3-(2-cvclope... 304 C22H40 055255-85-1 45
2 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 38
3 1-Hexvl-1-nitrocvclohexane 213 C12H23N02 118252-09-8 38
4 (2Z2.4BE)-3.7.11-Trimethvl-2.4.10-... 206 C15H26 172549-29-0 35
5 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 35

Abundance Scan 1288 (9.663 min): BF121910.D (-1284) (-) m/z 69.10 100.00%
41
5000
| 940 9.60 9.80 10.00
Ot m/z 55.10 95.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148323: Cyclopentane, 1,1'-[3-(2-cyclopentylethyl)-1,5-pe...
M 69
5000 L I R LN B
9.40 9.60 9.80 10.00
m/z 41.10 72.07%
221 241 263278 304

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
69
e  RRRaS Bam
9.40 9.60 9.80 10.00
5000 41 109 137 m/z 83.10 68.87%
152
. 15 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71861: 1-Hexyl-1-nitrocyclohexane e  RRRaS Bam
55 83 9.40 9.60 9.80 10.00
m/z 97.10 56.75%
5000 111
167
3
‘ ‘ 127
L e o U MR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.40 9.60 9.80 10.00

8270-BF091020.M Mon Oct 12 12:53:42 2020 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121910.D

Aca On : 9 Oct 2020 17:13

Operator : JU/CG

Sample : L4316-03 10X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 8 unknown9.70 Concentration Rank 3

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

9.70 9.85 ng 356046 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 45
2 1.6-Heptadiene. 2.5.5-trimethvl- 138 C10H18 062238-28-2 30
3 2-Pentene. 3-ethvl-4.4-dimethvl- 126 C9H18 053907-59-8 30

4 Cvclopentanecarboxvlic acid. 4-t... 296 C19H3602
5 Cyclopentanecarboxylic acid, 3-p... 324 C21H4002

1000280-58-6 27
1000280-59-1 27

Abundance

m/z

41.10 100.00%

5000

0!

Scan 1294 (9.698 min): BF121910.D (-1292) (-)
9 193

Jtit

9.40 9.60 9.80 10.00

m/z 55.10 92 .23%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
55 69 83 i
5000 41 LIS L L L L L L L L LB
11 153 9.40 9.60 9.80 10.00
29 m/z 193.20 88.29%
0 126 139 167 lf?l 224
- T L TTr T T I L I 1T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41
69 B B e
55 9.40 9.60 9.80 10.00
5000 95 m/z 69.10 87.49%
2t T 123
ot M W | Y e - 2 —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11611: 2-Pentene, 3-ethyl-4,4-dimethy!l- T
55 69 97 9.40 9.60 9.80 10.00
a4l m/z 97.10 76.30%
5000
29 111
126
AL
o T L o = IS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00

8270-BF091020.M Mon Oct 12 12:53:43 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121910.D

Aca On : 9 Oct 2020 17:13

Operator : JU/CG

Sample : L4316-03 10X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 unknownl10.13 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.13 6.18 ng 223396 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Citronellvl isobutvrate 226 Cl1l4H2602 000097-89-2 43
2 Cvclopropane carboxamide. 2-cvcl... 207 C13H21NO 331416-19-4 42
3 Butanoic acid. 3-methvl-. 3.7-di... 240 C15H2802 068922-10-1 38
1-(2-FurvD-4.4.4-trifluoro-1.3-... 206 C8H5F303 000326-90-9 35
5 1,1,1-Trifluoro-4-(2-furyl)-4-hy... 206 C8H5F303 015788-03-1 35
Abundance Scan 1367 (10.127 min): BF121910.D (-1365) (-) m/z 55.10 100.00%

4

5000

9.80 10.00 10.20 10.40
m/z 69.10 99.31%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82773: Citronellyl isobutyrate
9 81
43 95

123

9.80 10.00 10.20 10.40
m/z 41.10 91.69%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
41 69
R REEE R
9.80 10.00 10.20 10.40
5000 55 95 m/z 57.10 66.64%
81
. 110 124 139157164 178 192 297
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94176: Butanoic acid, 3-methyl-, 3,7-dimethyl-6-octeny! este R R mamEE
69 82 95 9.80 10.00 10.20 10.40
57 123 m/z 95.10 65.26%
5000
41
109 138 M
o
0.“..whah\...,”. S M SN
m/z--> 20 40 60 100 120 140 160 180 200 220 240 9. 80 10. 00 10 20 10. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121910.D

Aca On : 9 Oct 2020 17:13

Operator : JU/CG

Sample : L4316-03 10X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 2,4,6-Trimethyl-2-(4-methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.20 9.95 ng 359641 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.6-Trimethvl-2-(4-methvl-pent... 206 C14H220 1000193-58-6 50
2 Cvclopentane. 1-methvl-1-(2-meth... 138 C10H18 074764-47-9 43
3 2-Pvrimidinamine. 4.6-dimethvl- 123 C6HON3 000767-15-7 38
4 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 38
5 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H1803 080114-28-9 30
Abundance Scan 1379 (10.198 min): BF121910.D (-1377) (-) m/z 123.10 100.00%
123
5000 41 55 gg 8l o= 109 LM\]\)WM¢k,Jﬂrnﬂk«’“’"'Jﬂﬁ/mJ
9.80 10.00 10.20 10.40 10.60
0 m/z 81.10 46.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66127: 2,4,6-Trimethyl-2-(4-methyl-pent-3-enyl)-2H-pyran
1
5000 43 R U DU LR BN
9. 80 10 00 10. 20 10. 40 10 60
109 m/z 109.10 43 .84%
| ‘ ‘| o 9 " | 137149 163 7 191 206
miz--> "'zb""4b"'eb"' "'ic')c')"izo"i46"ieé"isé"éoé"ééé"é&d
Abundance
81 123
95
41 67 A BN UM SN B
9.80 10.00 10.20 10.40 10.60
5000 55 m/z 41.10 43.51%
27 138 kJ\waﬂﬂﬁﬁvﬂmﬂf“/Apfpﬂfﬂﬂvu
109
G L R R LS B LA N SRR RS RN SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10130: 2-Pyrimidinamine, 4,6-dimethyl- A EEEEE B
123 9.80 10.00 10.20 10.40 10.60
m/z 55.10 43.18%
5000 43 9% \ﬂmJNVWIJWNﬁAAJ”“fVJﬁJVW/NN
67
15 % kL
0..‘.|.‘.. H m |“|||H‘||||||||||||||||||||||||||||||||||||| R BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 980 1000 1020 1040 1060
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121910.D

Aca On : 9 Oct 2020 17:13

Operator : JU/CG

Sample : L4316-03 10X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Octacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.33 20.00 ng 1284960 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Hexadecane 226 C16H34 000544-76-3 86
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 1741 (12.327 min): BF121910.D (-1739) (-) m/z 57.10 100.00%
57
5000 8 _Ju‘j\\,\\
ISRV BN SUURE
o..J,...--|“ w220 0268 802 m/z 71.10 76.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85 UL AR BN IR
12,00 12.20 12.40 12.60
29 m/z 43.10 53.76%
13 41
ol L, L 169 197 1225 253 281 309 337 365 394
m/z--> 50 100 1éo 200 250 300 350 400
Abundance
57
85 12.00 12.20 12.40 12,60
5000 m/z 85.10 49_.12%
113
. 29 141 169 197 225 253 282 \’\/J\’\’\
mz-> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R a R mamEE L
57 12.00 12.20 12.40 12.60
m/z 99.10 20.24%
5000 85
113 14
oL2) i |77, 141 169 197 225 253 281 309 337 365 393 422
L L L B L L L L L L L I L L L L IUARSLA A AL A
m/z--> 50 100 150 200 250 300 350 400 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121910.D

Aca On : 9 Oct 2020 17:13

Operator : JU/CG

Sample : L4316-03 10X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Strychnidin-10-one, 2,3-dim... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.40 3.95 ng 124025 Chrysene-di12 13.92
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 Stiamasta-4.6.22-trien-3.alpha.-ol 410 C29H460 1000103-93-1 50
4 24(S)-Ethvl-3.alpha..5.alpha.-cv... 410 C29H460 1000105-21-7 49
51,1%:2",1""-Terphenyl, 3",4"-dim... 410 C32H26 020143-37-7 42
Abundance Scan 2093 (14.398 min): BF121910.D (-2091) (-) m/z 57.10 100.00%
57
410
5000
162 190 LA P I S B
0....1,-...'.“,-4]'.-7 'I o oA SO m/z 410.30  76.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215621: Strychnidin-10-one, 2,3-dimethoxy-, 19-oxide
410
5000 363 LRI AR ISR SN B

14.00 14.20 14.40 14.60 14.80
m/z 411.30 23.63%

203 5,g 256280 35 335

0
m/z--> 50 100 150 200 250 300 350 400
Abundance
410
R B RN B
14.00 14.20 14.40 14.60 14.80
5000 m/z 395.30 22.61%
266 338
0 29 56 105 134 162 198 233 308 380
m/z--> 50 100 150 200 250 300 350 400
Abundance #215915: Stigmasta-4,6,22-trien-3.alpha.-ol R L
410 14.00 14.20 14.40 14.60 14.80
m/z 41.10 18.12%
55
5000
109 4
M I 253
0 A ”‘ “mm‘”‘ e e
m/z--> O 200 250 300 350 400 14. OO 14 20 14. 40 14.60 14.80

8270-BF091020.M Mon Oct 12 12:53:48 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121910.D

Aca On : 9 Oct 2020 17:13

Operator : JU/CG

Sample : L4316-03 10X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Heptadecyl heptafluorobutyrate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.06 2.61 ng 99851 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 81
2 n-Nonadecanol-1 284 C19H400 001454-84-8 76
3 1-Heptacosanol 396 C27H560 002004-39-9 76
4 17-Pentatriacontene 491 C35H70 006971-40-0 74
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 74

Abundance Scan 2206 (15.062 min): BF121910.D (-2202) (-) m/z 57.10 100.00%
s7 97
5000
] N
164 192 203 265 318 14.80 15.00 15.20 15.40
Of—r m/z 43.10 94 .62%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83
5000 LN SR BN SUULL IR
111 14.80 15.00 15.20 15.40
29 m/z 97.10 92.09%
oL L ‘ [139 169 510238 983 434
m'z--> 0 éo 160 1éo 200 250 300 350 400
Abundance
43 83
14,80 15.00 15.20 1540
5000 m/z 69.10 85.83%
111
ol18 139 168 195 238 266
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol B EERR Bam e L
57 |97 14.80 15.00 15.20 15.40
m/z 55.10 83.71%
5000
125
o 290 11 " Li ¢1?3_181 209 236 264 292 320 350 378
m'z--> 0 éo 100 150 200 250 300 350 400 14,80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF100920\
Data File : BF121910.D

Acq On : 9 Oct 2020 17:13

Operator : JU/CG

Sample > L4316-03 10X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091020.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]
unknown8 .66 8.66 2.0 ng 73105 2 8.04 724146 20.0
unknown8 .87 8.87 2.5 ng 89611 2 8.04 724146 20.0
unknown8 .99 8.99 2.1 ng 74851 3 9.79 722970 20.0
Decahydro-4,4,8,9... 9.19 7.0 ng 254469 3 9.79 722970 20.0
unknown9 .50 9.50 3.0 ng 108246 3 9.79 722970 20.0
unknown9 .55 9.55 8.0 ng 288835 3 9.79 722970 20.0
unknown9 .66 9.66 7.3 ng 262684 3 9.79 722970 20.0
unknown9.70 9.70 9.8 ng 356046 3 9.79 722970 20.0
unknown10.13 10.13 6.2 ng 223396 3 9.79 722970 20.0
2,4,6-Trimethyl-2_.. 10.20 9.9 ng 359641 3 9.79 722970 20.0
Octacosane 12.33 20.0 ng 1284960 4 11.29 1284960 20.0
Strychnidin-10-on... 14.40 4.0 ng 124025 5 13.92 627772 20.0
Heptadecyl heptaf... 15.06 2.6 ng 99851 6 15.36 764091 20.0

8270-BF091020.M Mon Oct 12 12:53:49 2020 Page: 16



