LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120738.D

Aca On 29 Jun 2020 20:14

Operator : JU/CG

Sample : L3128-04

Misc :

ALS Vial : 15 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 3.793 278 290 297 rBV 1489463 2127747 73.06% 10.076%
2 5.481 573 577 588 rBY 2230179 2085292 71.60% 9.875%
3 6.510 747 752 755 rBVY 2815535 2566415 88.12% 12.154%
4 6.798 797 801 806 rVB 935270 742785 25.50% 3.518%
5 6.957 823 828 831 rBVY 2741919 2365095 81.21% 11.200%

7.363 892 897 900 rBV 1977149 1737239 59.65% 8.227%
8.081 1015 1019 1022 rBV 1045338 841053 28.88% 3.983%
rBv4 56416 67699 2.32% 0.321%
8.539 1095 1097 1100 rVB3 98644 89249 3.06% 0.423%
8.616 1106 1110 1115 rBV7 100940 218968 7.52% 1.037%
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11 8.704 1122 1125 1128 rBV5 94759 156702 5.38% 0.742%
12 8.763 1132 1135 1139 rVV5 124282 208701 7.17% 0.988%
13 8.822 1142 1145 1147 rBV2 195331 197018 6.76% 0.933%
14 8.957 1165 1168 1171 rBV3 222454 315832 10.84% 1.496%
15 9.069 1185 1187 1190 rBV3 295815 331596 11.39% 1.570%

16 9.157 1198 1202 1206 rBV 2985163 2912378 100.00% 13.792%
17 9.234 1212 1215 1220 rBV4 535206 1059190 36.37% 5.016%
18 14.457 2099 2103 2109 rVvB2 1251081 1467589 50.39% 6.950%
19 14.998 2192 2195 2202 rVB 139944 226522 7.78% 1.073%
20 15.057 2202 2205 2207 rVB 76666 75095 2.58% 0.356%

21 15.292 2242 2245 2251 rVB 97595 129355 4.44% 0.613%
22 15.351 2252 2255 2260 rVvV 138281 174736 6.00% 0.827%
23 15.415 2262 2266 2278 rVB 392791 552428 18.97% 2.616%
24 15.845 2336 2339 2343 rVB 70670 89617 3.08% 0.424%
25 15.898 2345 2348 2355 rVB4 84350 137594 4.72% 0.652%

26 17.474 2611 2616 2625 rVB10 105644 240267 8.25% 1.138%

Sum of corrected areas: 21116162
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\

BF120738.D

29 Jun 2020 20:14

JU/CG

L3128-04

15 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120738.D

Aca On 29 Jun 2020 20:14

Operator : JU/CG

Sample : L3128-04

Misc :

ALS Vial : 15 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 1,3,5-Trimethyladamantane Concentration Rank 15

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

8.54 2.12 ng 89249 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Trimethvladamantane 178 C13H22 000707-35-7 64
2 1.2-Dimethvl-5-nitroadamantane 209 C12H19N0O2 006588-68-7 53
3 9H-Purin-6-amine.N.9-dimethvl- 163 C7HONS 002009-52-1 50
4 2-Propenal. 3-(2.6.6-trimethvl-1... 178 C12H180 004951-40-0 49
5 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 45

Abundance Scan 1097 (8.539 min): BF120738.D (-1095) (-) m/z 163.10 100.00%
163
5000 107
178 820 840 8.60 8.80
o} m/z 107.05 49.63%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #44120: 1,3,5-Trimethyladamantane
163
5000 107 A R R R
8.20 8.40 8.60 8.80
m/z 164.10 28.61%
5 67 79 8 121 135 149 | 178
0 S IIIII ||I|I|I S N E— II|II ..'.! T S AN | PO S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 |
Abundance
107 163
8.20 8.40 8.60 8.80
5000 m/z 41.10 21.90%
41 91
55 79
. 69 21 135 149
AN AR RARAE RARAS AL RALRA LA R LAY AL LAY LA R AR SRS LARAN LARRR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #33061: 9H-Purin-6-amine,N,9-dimethyl- B R R
163 8.20 840 8.60 8.80

m/z 95.10 17.98%

5000 107 134
42 80
\ 53 67 Ll 94 | 119 ‘ 148 |

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.20 8.40 8.60 8.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120738.D

Aca On 29 Jun 2020 20:14

Operator : JU/CG

Sample : L3128-04

Misc :

ALS Vial : 15 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 Cyclohexane, 1,2,3-trimethy... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8.62 5.21 ng 218968 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexane. 1.2.3-trimethvl-. (... 126 C9H18 001678-81-5 62
2 6-Tridecene. 7-methvl- 196 C14H28 024949-42-6 50

3 Cvclopentane. 1-butvl-2-ethvl- 154 C11H22 072993-32-9 49
4 3-Heptene. 2.6-dimethyl- 126 C9H18 002738-18-3 49
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 47

Abundance Scan 1111 (8.622 min): BF120738.D (-1106) (-) m/z 135.10 100.00%
69 5
5000 __NAAMﬁJﬁA/”“”VﬁjMﬁVﬂ
R B
8.20 840 8.60 8.80 9.00
0 m/z 69.10 88.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11637: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3...
41 69
111
27
5000 [TrTIr[rrrr[rrrrprrrrpro
83 126 8.20 840 860 880 9.00
m/z 41.10 55.37%
o ...|',..!.,....,....,....,....,.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 69
41 e S S A A
11 820 840 860 880 9.00
5000 83 m/z 111.10 54 .68%
126
97 196
o} MRS S N S N L A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27081: Cyclopentane, 1-butyl-2-ethyl- R EEEmaE
69 8.20 840 8.60 8.80 9.00
m/z 55.05 51.23%
55
5000 41
111
‘ 84 ‘ 126
P R T O S [ PO o
m/z--> 20 40 60 80 100 120 140 160 180 200 8. 20 8. 40 8. 60 8. 80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120738.D

Aca On 29 Jun 2020 20:14

Operator : JU/CG

Sample : L3128-04

Misc :

ALS Vial : 15 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 unknown8.70 Concentration Rank 13

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

8.70 3.73 ng 156702 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 35
2 Furan-2-carboxvlic acid (cvano-d... 178 C9H10N202 1000297-46-7 30

1-T4-Hvdroxymethvl-5-(2-mercapto... 272 C11H16N204S 128453-39-4 27
4 5.7-Octadien-4-one. 2.6-dimethvl... 152 C10H160 003588-18-9 18
5 N*"-[3,5-Dibromo-2-(2-furoyloxy)b... 534 C21H16Br2N205 1000225-91-9 14
Abundance Scan 1124 (8.698 min): BF120738.D (-1122) (-) m/z 95.10 100.00%
5000 a~v,nNVMf\NNVﬁJdVVf“IwifmA/
180 IR LR L S
104 8.40 8.60 8.80 9.00
0 m/z 151.10 65.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #24832: 1,4 Benzodioxan-6-amine
151
95
5000
8.40 8.60 8.80 9.00
67 m/z 81.00 47 .06%
41
0...,?1.4..h|.L.?%..!...}2%%??...|............ RRREERERSERESRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
95
840 8.60 880 9.00
5000 39 m/z 55.00 41 .77%
111
53
o 67 81 120 149163178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #120389: 1-[4-Hydroxymethyl-5-(2-mercaptoethyl)tetrahydrof... N s B e
a1 95 8.40 8.60 8.80 9.00
69 m/z 67.00 29.80%
| ngvaVfJJNWmWJWM/
5000
27 55
0 e Amw s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8h0 860 880 960
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120738.D

Aca On 29 Jun 2020 20:14

Operator : JU/CG

Sample : L3128-04

Misc :

ALS Vial : 15 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 unknown8.76 Concentration Rank 10

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

8.76 4.96 ng 208701 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. ethvl hex-2-vn-4-... 274 C16H1804 1000315-19-0 27
2 4(1H)-Pteridinone. 2-amino-7-met... 177 C7H7N50 013040-58-9 22
3 trans-.beta.-lonone 192 C13H200 000079-77-6 22
4 3-Buten-2-one. 4-(2.6.6-trimethv... 192 C13H200 014901-07-6 22
5 1-Naphthalenamine, 4-chloro- 177 C1OH8CIN 004684-12-2 16

Abundance Scan 1134 (8.757 min): BF120738.D (-1132) (-) m/z 177.10 100.00%
55 117
41 97 149
5000
71 83 121
165
135 || 10 8.40 8.60 8.80 9.00
ol TP TN U m/z 55.10 79.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #122730: Phthalic acid, ethyl hex-2-yn-4-yl ester
149
5000 177 USRS SR SRR B
8.40 8.60 8.80 9.00
m/z 97.10 58.79%
. 39 5365 9 104 131 | 191 228 246
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240
Abundance
177
840 8.60 880 9.00
5000 m/z 41.10 55.79%
43
108
) 66 80 93 122136150
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54598: trans-.beta.-lonone e EE B EE RS
177 8.40 8.60 8.80 9.00
m/z 149.10 53.33%
5000 43
77 %% 105 121 0140160 | 102
0.?-.5“2.9.."‘.... Lty “\ .‘EM H\ ‘M‘.‘.“lluu‘ ‘I"""I"" AR REREEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120738.D

Aca On 29 Jun 2020 20:14

Operator : JU/CG

Sample : L3128-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 unknown8.82

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
8.82 4.69 ng 197018 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Acrvilonitrvl-2.2.6.6-tetrameth... 192 C12H20N2

1N

2 1-Pentvn-3-ol.

3 2H-1-Benzopvran. 3.4.4a.5.6.8a-h... 194 C13H220
4 2

53

3.4-dimethvl- 112 C7H120

077376-88-6 22
001482-15-1 22
041678-32-4 18
085136-08-9 18
019781-32-9 18

m/z 179.20 100.00%

-

8.40 8.60 8.80 9.00 9.20

m/z 69.10 98 .04%

k

840 860 880 900 9.20

m/z 41.10 68.07%

\

8.40 8.60 8.80 9.00 9.20

m/z 109.10 53.98%

{

8.40 8.60 8.80 9.00 9.20

m/z 55.05 52.11%

k

.6-Heptadienal. 2.4-dimethvl- 138 C9H140
-Ethyl-4-octene 140 C10H20
Abundance Scan 1145 (8.822 min): BF120738.D (-1142) (-)
6)
5000
194
01
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54573: N-Acrylonitryl-2,2,6,6-tetramethylpiperidine
109
5000
01
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
43
5000
97
15 27 55 79
ol e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56442: 2H-1-Benzopyran, 3,4,4a,5,6,8a-hexahydro-2,5,5,8a-..
179
5000
69
43 55
29 95 107
| \‘ \‘ \?\4\\ 121 e | 194
] ENENEREISINR N S § Y PR P A T R NS
m/z--> 20 40 60 80 100 120 140 160 180 200

840 860 880 900 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120738.D

Aca On 29 Jun 2020 20:14

Operator : JU/CG

Sample : L3128-04

Misc :

ALS Vial : 15 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 unknown8.96 Concentration Rank 6

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

8.96 7.51 ng 315832 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1.1-dimethvl-2-(2-... 124 C9H16 069147-03-1 27
2 cis.trans-2.9-Dimethvilspirol5.51... 180 C13H24 095530-74-8 25
3 3.5.9-Undecatrien-2-one. 6.10-di... 192 C13H200 013927-47-4 20
4 (2-Penta-2.4-dienvl-cvclohexvl)-... 180 C12H200 1000186-20-6 20
5 2H-Benzocyclohepten-2-one, decah... 180 C12H200 055103-64-5 18

Abundance Scan 1168 (8.957 min): BF120738.D (-1165) (-) m/z 69.10 100.00%
5000 VAVJpﬂv»/L“JNJJwﬁ/fVMJ/F
SRR SR A SRR
8.60 8.80 9.00 9.20
0! m/z 81.10 70.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10729 Cyclopropane, 1,1-dimethyl-2-(2-methyl-2-propenyl)-
69
5000 81 B AE SRR RN LR
109 8.60 8.80 9.00 9.20
27 53 m/z 95.10 67.75%
95 ‘ 1?4
0! o S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81
95 SRR SR A SRR
55 8.60 8.80 9.00 9.20
5000 67 1o s m/z 41.10 62.58%
137 180 dwa\Jﬂdewﬁfwfpﬁqﬂjxfﬂ/ﬁ/
151 165
S S S S L B IR S BN W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54633: 3,5,9-Undecatrien-2-one, 6,10-dimethyl-, (E,2)- BB EEEEEEEEE s
a1 60 8.60 8.80 9.00 9.20
81 m/z 55.10 60.37%
5000 109
53 124 5 149 177 192
0..1.6|.‘.‘..‘l‘..‘.“.l.H.‘..Hl..%.l.“.‘ “....,....;,L(?‘}..,..l.,.... R RAREE R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120738.D

Aca On 29 Jun 2020 20:14

Operator : JU/CG

Sample : L3128-04

Misc :

ALS Vial : 15 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 unknown9.07 Concentration Rank 7

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

9.07 6.26 ng 331596 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenvl-3-vinvloxirane 110 C7H100 070597-49-8 27
2 3-Heptvne. 5-methvl- 110 C8H14 061228-09-9 27
3 di-t-Butvlacetvlene 138 C10H18 017530-24-4 22
4 4-Ethvlcvclohexene 110 C8H14 003742-42-5 22
5 Cyclohexene, l-ethyl- 110 C8H14 001453-24-3 22

Abundance Scan 1187 (9.069 min): BF120738.D (-1185) (-) m/z 81.05 100.00%
1
5000
880 9.00 920 940
0 m/z 179.20 66.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5818: 2-Propenyl-3-vinyloxirane
55
81
5000
8.80 9.00 9.20 9.40
27 39 67 95 110 m/z 149.10 61.17%
0'I'L'J"LI'L'ﬂ""P"'I”"I'”'I"”I"'W"'W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81
880 9.00 9.20 940
5000 95 110 m/z 55.10 56.45%
41 5y
67
o L L L S WL WL B B B B //\///
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16871: di-t-Butylacetylene A ma L R
81 8.80 9.00 9.20 9.40
m/z 41.10 51.74%
123
5000
\M H i [ | o
0'|“ — "h“"'w'"|”"|'“'|"”|"'w""| IRREE AR SR RN
m/z--> 20 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120738.D

Aca On 29 Jun 2020 20:14

Operator : JU/CG

Sample : L3128-04

Misc :

ALS Vial : 15 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 unknown9.23 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.23 20.00 ng 1059190 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 49
2 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
3 2-Anthracenamine 193 C14H11N 000613-13-8 30
4 Cyclohexane. 1-(cvclohexvimethvl... 208 C15H28 054934-92-8 18
5 (1Ar-(laalpha,4abeta,8as(*)))-4a... 222 C13H1803 1000242-02-8 14
Abundance Scan 1214 (9.228 min): BF120738.D (-1212) (-) m/z 193.20 100.00%
193
55 69 123

41

5000

e

8.80 9.00 9.20 9.40 9.60

0 m/z 69.10 74 .95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
69 123 193
83 137
5000 i 109
95 IIIIIIIIIIIIIIIIIIII
55 8.80 9.00 9.20 9.40 9.60
29 m/z 55.10 68.83%
o 152165 179 | 208
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
193
R
123 8.80 9.00 9.20 9.40 9.60
5000 m/z 123.10 68.76%
150
95
oL 15 27 42 55 75 109 | 135 164 178
A B R maas
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55484: 2-Anthracenamine i Rmaa s B
193 8.80 9.00 9.20 9.40 9.60
m/z 97.10 59.51%
5000 165
83 97
o 51 70 9 | 115126 139152 | 176
I e i Bt L N .
m/z--> 20 40 60 80 100 120 140 160 180 200 880 900 920 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120738.D

Aca On 29 Jun 2020 20:14

Operator : JU/CG

Sample : L3128-04

Misc :

ALS Vial : 15 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 Ferrocene, 1,17,3,3"-tetrak... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.46 20.00 ng 1467590 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ferrocene. 1.1".3.3"-tetrakis(1l.... 410 C26H42Fe 001317-17-5 52
2 3-Acetvl-1-(3.4-dimethoxvphenvl)... 410 C23H26N205 090140-65-1 42
3 6.9-Methanobenzolhlpentaphene-5.... 410 C27H2204 057427-50-6 40
4 Stiamasta-4.6.22-trien-3.beta.-ol 410 C29H460 096737-58-5 38
5 9-Chloro-4,5-dihydro-4-[3,4,5-tr... 410 C22H19CIN204 1000212-48-1 9
Abundance Scan 2104 (14.463 min): BF120738.D (-2099) (-) m/z 410.40 100.00%
410
5000
57 e
162 190 14.20 14.40 14.60 14.80
Ol il SL IS 138 |, | 211293 263284307 335357379 ) | | “j/z 411.30  31.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215860: Ferrocene, 1,1',3,3-tetrakis(1, 1-dimethylethyl)-
410
5000 LA IR B SURIUR B
14.20 14.40 14.60 14.80
m/z 395.30 29.40%
oL 20 56 105 134 162 198 233 266 308 338 380,
m/z--> 55 160 1%0 260 2%0 360 3%0 460
Abundance
410
' 14.20 14.40 14.60 14.80
5000 367 m/z 57.10 25.21%
326
oL 165 190 273
m/z--> 55 160 1%0 260 zéo 360 3%0 460
Abundance #215867: 6,9-Methanobenzo[h]pentaphene-5,10,15,16-tetrone, .. B R TR
410 14.20 14.40 14.60 14.80
m/z 396.30 8.34%
5000
251 277
197 223 364
0|1|8|4‘.|‘1|“|J|J| IllItlllu|lllillliplak|‘!IIIJIIiI IwIJ\I l303|'3|2h?|||J||‘|L \I e
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120738.D

Aca On 29 Jun 2020 20:14

Operator : JU/CG

Sample : L3128-04

Misc :

ALS Vial : 15 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 Benzo[e]pyrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.29 4.68 ng 129355 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 96
3 Pervlene 252 C20H12 000198-55-0 95
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 2245 (15.292 min): BF120738.D (-2242) (-) m/z 252.10 100.00%
252
5000
8 204 15.00 15.20 15.40 15.60
ol 2l 210§ .l'. 158 183201 T4 2] 297 827 31 7 250.05  30.89%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60
m/z 253.10 22.34%

125
50 74 99 , | 146 174 200 224

T
m/z--> 50 100 150 200 250 300 350
Abundance
252
R EEE R R e s e
15.00 15.20 15.40 15.60
5000 m/z 251.05 11.60%
126
o 74 99 200 224
—— T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene R mma L
252 15.00 15.20 15.40 15.60
m/z 125.00 11.58%
5000
125
ol 1739 74 99 I ﬂ 150 174 200 224
m/z--> 50 100 150 200 250 300 350 15.00 15 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120738.D

Aca On 29 Jun 2020 20:14

Operator : JU/CG

Sample : L3128-04

Misc :

ALS Vial : 15 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 Triacontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.84 3.24 ng 89617 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 68
2 Heptadecane 240 C17H36 000629-78-7 64
3 Tridecane. 2-methvyl- 198 C14H30 001560-96-9 64
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 64
5 Tetradecane 198 C14H30 000629-59-4 64
Abundance Scan 2338 (15.839 min): BF120738.D (-2336) (-) m/z 57.10 100.00%
57
85
5000
113 LU P DA B
J Il 141 168 210 241265 311 341 15.60 15.80 16.00 16.20
0 |"'I'| ||A|J u In ninllIllllllnlllnlnlllII|IIIIIIIIIIII m/z 71_10 73_32%
m/z--> 0 50 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 L B BRI B B
15.60 15.80 16. oo 16 20
m/z 85.10 59.03%
o 29 . d | 11f11169 197 225 253 281 309 337 365 393 422
m/z--> 6 55 160 1%0 260 2%0 360 3%0 460
Abundance
57
" 15.60 15.80 16.00 16.20
5000 85 m/z 43.10 52.24%
o 29 113 141 169 197 240
mz-> 0 50 100 150 200 250 300 350 400
Abundance #59896: Tridecane, 2-methyl- b RRREE EE s
57 15.60 15.80 16.00 16.20
m/z 41.05 21.53%
5000 g5
29 113 155
0 ?.J.uJ....!.u..J.}??,.... R MM
m/z--> 0 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120738.D

Aca On 29 Jun 2020 20:14

Operator : JU/CG

Sample : L3128-04

Misc :

ALS Vial : 15 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 9-Eicosene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.90 4.98 ng 137594 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene. (E)- 280 C20H40 074685-29-3 83
2 5-Eicosene. (BE)- 280 C20H40 074685-30-6 83
3 3-Eicosene. (BE)- 280 C20H40 074685-33-9 70
4 Cvcloeicosane 280 C20H40 000296-56-0 58
5 Octacosanol 410 C28H580 000557-61-9 49

Abundance Scan 2348 (15.898 min): BF120738.D (-2345) (-) m/z 57.10 100.00%

83

5000
3 139157 180 210230 254 284 317 355 15.60 15.80 16.00 16.20
0 m/z 83.10 84 .43%
m/z--> 50 100 150 200 250 300 350
Abundance #127770: 9-Eicosene, (E)-
5000 LA L L L L L L L L LB
11 15 60 15. 80 16. 00 16. 20

m/z 43.10 83.86%

o | [ 139 168 196 223 252 280
- T T T T T T T T I T T T T T T T T I T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
55
I o
83 15.60 15.80 16.00 16.20
5000 m/z 97.10 81.27%
29 111
0 139 167 196 223 252 280
R VA A S PN
m/z--> 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)- R R R
15.60 15.80 16.00 16.20
m/z 55.05 75.50%
5000
111
0 \ ‘{ Llﬁg 167 196 224 252 280
- II IIIIII IIIIIIIIIIIIIIIIII
m/z--> 150 200 250 300 350 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120738.D

Aca On 29 Jun 2020 20:14

Operator : JU/CG

Sample : L3128-04

Misc :

ALS Vial : 15 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 unknownl7.47 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.47 8.70 ng 240267 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1.2.3.4.4a.9.10.10... 300 C21H320 015340-83-7 42
2 D-Homoprean-17a(20)-ene. (5.alph... 300 C22H36 054482-44-9 41
3 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 35
4 Pvrimidoll.2-alindole. 4-isoprop... 300 C21H20N2 163158-91-6 35
5 1,3-Dimethyl-5-(propen-1-yl)adam... 204 C15H24 057040-48-9 30
Abundance Scan 2615 (17.468 min): BF120738.D (-2611) (-) m/z 204.15 100.00%
4
285
5000
257 409
232 17.20 17.40 17.60 17.80
o} m/z 133.10 90.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #145056: Phenanthrene, 1,2,3,4,4a,9,10, 1%a—octahydr0—7—met. .
285
5000 LR BRI UM SR SR
189 17.20 17.40 17.60 17.80
215 m/z 285.20 72.09%
a8 41 6991 120 150 | | 2
m/z--> 50 100 150 200 250 300 350 400
Abundance
300
230 17.20 17.40 17.60 17.80
5000 95 271 m/z 205.10 67.12%
41 gg . Lo 189
e L L L WL DL S WAL
m/z--> 50 100 150 200 250 300 350 400
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10... AR EEEEE S
204 17.20 17.40 17.60 17.80
m/z 69.10 62.66%
5000 o
a 123 1T1
0 ,WNMLL..ht,....,....,....,....,... LR BRSNS UM SR B
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062920\
Data File : BF120738.D

Acq On 29 Jun 2020 20:14

Operator : JU/CG

Sample : L3128-04

Misc :

ALS Vial : 15 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]
1,3,5-Trimethylad. .. 8.54 2.1 ng 89249 2 8.08 841053 20.0
Cyclohexane, 1,2,... 8.62 5.2 ng 218968 2 8.08 841053 20.0
unknown8.70 8.70 3.7 ng 156702 2 8.08 841053 20.0
unknown8.76 8.76 5.0 ng 208701 2 8.08 841053 20.0
unknown8.82 8.82 4.7 ng 197018 2 8.08 841053 20.0
unknown8 .96 8.96 7.5 ng 315832 2 8.08 841053 20.0
unknown9 .07 9.07 6.3 ng 331596 3 9.85 1059190 20.0
unknown9.23 9.23 20.0 ng 1059190 3 9.85 1059190 20.0
Ferrocene, 1,17,3... 14.46 20.0 ng 1467590 5 13.98 1467590 20.0
Benzo[e]pyrene 15.29 4.7 ng 129355 6 15.42 552428 20.0
Triacontane 15.84 3.2 ng 89617 6 15.42 552428 20.0
9-Eicosene, (E)- 15.90 5.0 ng 137594 6 15.42 552428 20.0
unknownl17 .47 17.47 8.7 ng 240267 6 15.42 552428 20.0
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