LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

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-BF070220.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 5.451 567 572 575 rBVY 3291623 3280654 91.08% 6.691%
2 6.469 739 745 748 rBVY 3325741 3602121 100.00% 7.347%
3 6.845 806 809 812 rBVY 1431448 1121049 31.12% 2.287%
4 7.004 832 836 839 rVB 3830158 3433891 95.33% 7.004%
5 7.245 874 877 879 rBV2 107231 98416 2.73% 0.201%
6 7.410 894 905 908 rBY 2813519 2878070 79.90% 5.870%
7 7.498 915 920 923 rVB4 212908 271374 7.53% 0.554%
8 7.539 923 927 930 rBV5 76783 148484 4.12% 0.303%
9 7.634 940 943 945 rBV 143394 106139 2.95% 0.216%
10 7.657 945 947 951 rVB 265112 203836 5.66% 0.416%

11 7.728 955 959 962 rBV2 224306 248392 6.90% 0.507%
12 7.775 964 967 973 rVB3 287613 341196 9.47% 0.696%
13 7.869 981 983 985 rVB 120781 82030 2.28% 0.167%
14 7.898 985 988 990 rvB4 120885 94324 2.62% 0.192%
15 7.951 990 997 998 rBV6 140831 199509 5.54% 0.407%

16 7.969 998 1000 1003 rVB 237548 189759 5.27% 0.387%
17 8.004 1003 1006 1007 rBV 162147 146078 4._.06% 0.298%
18 8.039 1009 1012 1016 rVB5 267221 300503 8.34% 0.613%
19 8.081 1016 1019 1023 rBV3 321977 473122 13.13% 0.965%
20 8.128 1023 1027 1032 rBV 1613680 2066658 57.37% 4.215%

21 8.186 1034 1037 1040 rVB3 487124 542775 15.07% 1.107%
22 8.222 1040 1043 1045 rBV3 241234 278878 7.74% 0.569%
23 8.310 1055 1058 1060 rBVvV2 278244 273214 7.58% 0.557%
24 8.328 1060 1061 1065 rVB3 300044 303409 8.42% 0.619%
25 8.375 1065 1069 1071 rBV3 520142 638516 17.73% 1.302%

26 8.398 1071 1073 1074 rBv2 135173 97739 2.71% 0.199%
27 8.428 1074 1078 1081 rVB4 549524 663488 18.42% 1.353%
28 8.457 1081 1083 1085 rBV3 286628 257447 7.15% 0.525%
29 8.481 1085 1087 1090 rvB4 301109 296903 8.24% 0.606%
30 8.516 1090 1093 1097 rBV5 382089 557764 15.48% 1.138%

31 8.581 1101 1104 1105 rVvVv2 443888 367969 10.22% 0.751%
32 8.598 1105 1107 1110 rVB2 792828 675558 18.75% 1.378%
33 8.639 1111 1114 1116 rBV2 374535 350967 9.74% 0.716%
34 8.663 1116 1118 1119 rBV2 279585 212822 5.91% 0.434%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.792 1138 1140 1142 rVB2 465186 344508 9.56% 0.703%

36 8.828 1143 1146 1149 rVB4 513750 501687 13.93% 1.023%
37 8.880 1152 1155 1158 rBvV4 652139 764663 21.23% 1.560%
38 8.910 1158 1160 1163 rBV3 545446 593467 16.48% 1.210%
39 8.957 1166 1168 1170 rBV 897346 748086 20.77% 1.526%
40 9.016 1176 1178 1182 rVB4 436784 489800 13.60% 0.999%

41 9.098 1186 1192 1195 rBV5 1085893 1853638 51.46% 3.781%
42 9.133 1196 1198 1200 rVV2 667414 492474 13.67% 1.004%
43 9.216 1207 1212 1216 rBV 2789573 3537964 98.22% 7.216%
44 9.251 1216 1218 1221 rBV3 669007 636096 17.66% 1.297%
45 9.298 1221 1226 1230 rBV5 1640556 2886304 80.13% 5.887%

46 9.398 1240 1243 1248 rBV5 806825 1353532 37.58% 2.761%
47 9.528 1263 1265 1268 rBv4 1192187 1337326 37.13% 2.728%
48 9.610 1276 1279 1283 rBV4 1765886 2729193 T75.77% 5.567%
49 9.769 1303 1306 1309 rBV3 1199431 1791219 49.73% 3.654%
50 14.410 2091 2095 2098 rVB2 1752393 1795141 49.84% 3.662%

51 14.515 2110 2113 2116 rVB 1301665 1322060 36.70% 2.697%
52 15.474 2272 2276 2281 rVB 827279 968273 26.88% 1.975%
53 15.998 2362 2365 2371 rVB4 55370 78871 2.19% 0.161%

Sum of corrected areas: 49027356

8270-BF070220.M Mon Jul 13 04:34:51 2020 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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: BF120837.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 unknown8.19 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.19 5.25 ng 542775 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. pentamethvl- 149 C10H15N 003748-83-2 49
2 Cvclopentvl-methvl-phosphinic ac... 286 C16H3102P 1000194-56-2 47
3 2-(3-Methvilbuta-1.3-dienvlDcvclo... 164 C11H160 1000191-75-5 46
4 Tricvclol4.3.1.1(3.8)lundecane. ... 228 C11H17Br 021898-96-4 40
5 7-Methylthieno[3,2-b]pyridine 149 C8H7NS 013362-83-9 38
Abundance Scan 1038 (8.192 min): BF120837.D (-1034) (-) m/z 149.10 100.00%
149

5000
164 7.80 8.00 8.20 8.40 8.60
01 m/z 57.10 72.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23354: Pyridine, pentamethyl-
149
5000 L L e

7.80 8.00 8.20 8.40 8.60
93 134 m/z 43.10 35.28%

27 Il 5 77 ‘ 107

o N Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149
e o AR B
7.80 8.00 820 8.40 8.60
5000 m/z 41.05 29.07%
41 55 69
ol.27 83 107 43 175 201215229243 271 287
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33651: 2-(3-Methylbuta-1,3-dienyl)cyclohexanone R e R A
149 7.80 8.00 820 8.40 8.60
m/z 71.10 28.25%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7. 80 8.00 8. 20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 unknown8.37 Concentration Rank 12

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

8.37 6.18 ng 638516 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 47
2 2-Butene. 3-chloro-1-phenvl-. (2)- 166 C10H11CI 016608-68-7 40
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 38
4 Benzene. 1-(chloromethvl)-4-(2-p... 166 C10H11ClI 036875-10-2 35
5 Benzene, (1,1-dimethyl-2-propenyl)- 146 C11H14 018321-36-3 35

Abundance Scan 1068 (8.369 min): BF120837.D (-1065) (-) m/z 149.10 100.00%
149
5000
79 93
4l g5 67 107 119 131 164 ;¢ 8.00 820 840 8.60 8.80
0 m/z 93.00 27.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
146
5000 9 T T T T T[T T T T T T T T T
8.00 820 840 8.60 8.80
115 m/z 79.00 18.80%
0 27 39 \3 6\5\ 7\7 ! 103 M \‘ ‘ 1l
s & 40 % s o 1o o o o
Abundance
131
o 800 820 840 8.60 8.80
5000 m/z 91.00 17.23%
166
39 51 5 115
oL 15 27 " 103 151
miz--> 20 40 60 80 100 120 140 160 180
Abundance #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- B R R
131 8.00 820 840 8.60 8.80
m/z 41.10 15.33%
5000
146
91 118
sz ® e o o
0...‘. .‘... — l‘...‘..‘.. | il - | —— — R RN EEEEE
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 1&'30 8. oo 8. I20 8. 40 8. 530 8. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 unknown8.43 Concentration Rank 11

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

8.43 6.42 ng 663488 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.6-Trimethvlphenvl isothiocva... 177 C10H11NS 006095-82-5 27
2 4-Phenvlurazole 177 C8H7N302 015988-11-1 22
3 4-Aminophthalhvdrazide 177 C8H7N302 003682-14-2 12
4 Luminol 177 C8H7N302 000521-31-3 12
5 Styrylcarbamic acid methyl ester 177 C10H11NO2 1000303-20-0 12

Abundance Scan 1078 (8.428 min): BF120837.D (-1074) (-) m/z 177.10 100.00%
177
55 81
5000 121 137
95105 162
8.00 8.20 8.40 8.60 8.80
ol I 12 ' "m/z 55.00 64.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43216: 2,4,6-Trimethylphenyl isothiocyanate
177
5000 162 AR IR LS IR A
144 8.00 8.20 8.40 8.60 8.80
119 m/z 81.10 56.96%
27 %9 51 65 77 96 103 ‘ 130 H
0:::::::‘::“:::‘:::::::|||||||‘| ‘||‘||||||‘||||
miz--> 20 40 60 80 100 120 140 160 180
Abundance
177
119 8.00 820 840 8.60 8.80
5000 m/z 83.10 54 .09%
77
64 o1
I S A N - "1 S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43462: 4-Aminophthalhydrazide A e B
177 8.00 8.20 8.40 8.60 8.80
119 m/z 41.10 48.86%
5000
91
18 a1 65
ol 28 52 79 | 105 | 133 148 1p2
m/z--> 20 40 60 80 100 120 14'10 160 180 ' 800 820 840 8.60 8.80

8270-BF070220.-M Mon Jul 13 04:35:02 2020 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 16

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

8.52 5.40 ng 557764 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 56
2 Benzene. 1l-methvl-4-(1-methvl-2-... 146 C11H14 097664-18-1 25
3 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 Cl11H14 004175-53-5 25
4 Benzene. (1-methvl-1-butenvl)- 146 C11H14 053172-84-2 25
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 25

Abundance Scan 1094 (8.522 min): BF120837.D (-1090) (-) m/z 135.10 100.00%
35
5000 55 119
4l 69 &3 109
95 e 165
| 155 | 180 104 8.20 8.40 860 8.80
0 o L A0 L 193 1 Pnzz 55,10 48.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000 146 A NRSE BARES RERER AR
8.20 8.40 860 8.80
115 m/z 119.05 44 _97%
Sz s 6 7 Lot
mz-> 20 40 60 80 100 120 140 160 180
Abundance
131
820 8.40 8.60 880
5000 m/z 69.10 36.89%
o1 146
116
27 39 51 65 77 105
L L L UL WA LS UL WAL B
m/z--> 20 40 80 100 120 140 160 180
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl- AR e R RE
131 8.20 8.40 860 8.80
m/z 41.10 35.76%
5000
146
91
27 39 51 64 77 ‘ 103 115
O'Im"w'“”'““'JI""V“'Wl'wl'lw”'l""l'”'I' I NARAR SRS R AR
m/z--> 20 40 80 100 120 140 160 180 8.20 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 unknown8.58 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.58 3.56 ng 367969 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Methvl-1-hvdroxvmethvladamantane
2 Methvl 4-methoxv-3-methvlbenzoate

3 Ethanol.
4 7-Methvlthienol3.2-blpvridine
5 6-Methylthieno[2,3-b]pyridine

2-T(4-aminophenvDethvl . ..

180 C12H200
180 C10H1203
180 C10H16N20
149 C8H7NS
149 C8H7NS

001200-78-8 43
1000378-75-3 43
000092-65-9 38
013362-83-9 38
001759-30-4 38

Abundance Scan 1104 (8.581 min): BF120837.D (-1101) (-) m/z 149.10 100.00%
149
105
5000
8.20 8.40 8.60 8.80 9.00
0 m/z 105.05 57.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45617: 1-Methyl-1-hydroxymethyladamantane
149
5000 93 LA L L L L L L LB L L}
107 820 840 860 8.80 9.00
31 m/z 69.10 46.41%
‘ “ 21 1 162 180
o/ I ‘M w‘\mH \H .““ Ll .‘,‘....,.‘.‘..,‘.‘...l....,
m/z--> 20 40 100 120 140 160 180
Abundance
149
A o A B
8.20 8.40 8.60 8.80 9.00
5000 m/z 147.10 39.31%
180
91
51 " 106 121
oL 15 29 39 63 137 165
T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45353: Ethanol, 2-[(4-aminophenyl)ethylamino]-
149 8.20 8.40 8.60 8.80 9.00
m/z 95.10 36.08%
5000 180
120
18 28 39 55 85 77 ‘f 107 || 134 | 165 |
B A B o B e B A o A B
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00

8270-BF070220.-M Mon Jul 13 04:35:06 2020

Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 unknown8.60 Concentration Rank 10

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

8.60 6.54 ng 675558 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.6-Trimethvladamantane 178 C13H22 024139-37-5 46
2 9H-Purin-6-amine.N.9-dimethvl- 163 C7HON5 002009-52-1 43
3 1.3-Dimethvl-5-ethvladamantane 192 C14H24 001687-35-0 38
4 1.3.5-Trimethvladamantane 178 C13H22 000707-35-7 38
5 4-Hydroxy-3-methoxyphenylacetoni... 163 C9HINO2 004468-59-1 27

Abundance Scan 1107 (8.598 min): BF120837.D (-1105) (-) m/z 163.10 100.00%
163

131

5000

8.20 8.40 8.60 8.80 9.00

0 m/z 131.10 65.63%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #44118: 1,3,6-Trimethyladamantane
163
5000 107
8.20 8.40 8.60 8.80 9.00
55 g7 81 96 m/z 107.10 48 .49%
] ‘ M 121 135 149 178
o S RS N TR P N P | S AN
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
163
N B e m s
8.20 8.40 8.60 8.80 9.00
5000 107 134 m/z 95.10 30.19%
42 80
53 67 94 119 148
Ot A ey
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #54701: 1,3-Dimethyl-5-ethyladamantane A e o
163 8.20 8.40 8.60 8.80 9.00
m/z 164.10 28.88%
5000 107
93 121
P I Y -~ I AN [ Y, O YL
m/z--> 40 60 80 100 120 140 160 180 200 8.20 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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, 1,2,3,4-tetrah... Concentration Rank 20

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

8.64 3.40 ng 350967 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 56
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 56
3 1-Tridecvne 180 C13H24 026186-02-7 25
4 p-Formophenetidide 165 C9H11NO2 061587-14-2 22
5 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 22

Abundance Scan 1114 (8.639 min): BF120837.D (-1111) (-) m/z 95.10 100.00%
165
109

67 131 146

5000

8.40 8.60 8.80 9.00

0 m/z 81.00 93.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21674: Naphthalene, 1,2,3,4-tetrahydro-5-methy!-
118 131 146
5000 105 LA L L L L L LB

8.40 8.60 8.80 9.00
m/z 165.10 93.00%

91
27 39 51 g3 77 ‘

0...,....,‘..“:‘.‘,‘l‘.‘l.“‘,..‘a.,‘a...,....,“.‘...,....,....,.

|
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
118 131
3 146
e ERR R EE RS S R
8.40 8.60 8.80 9.00
5000 m/z 109.10 79.80%
105
91
27 39 51 65 77
b e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45715: 1-Tridecyne Rm e R
81 8.40 8.60 8.80 9.00
43 67 m/z 118.00 61.49%
55
5000 95
29
109
0 15 ‘ ‘\‘ “ il M \‘\ L 1 ‘\ 123 137 151 165 179
I e e o o o ML ELE o e o o o
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Benzene, 1-(2-butenyl)-2,3-... Concentration Rank 18

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

8.83 4.86 ng 501687 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-(2-butenvl)-2.3-dimet... 160 C12H16 054340-85-1 50
2 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 50
3 Benzene. (1.3-dimethvl-2-butenvl)- 160 C12H16 050704-01-3 50
4 1H-Indene. 2.3-dihvdro-1.1.5-tri... 160 C12H16 040650-41-7 46
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 41

Abundance Scan 1146 (8.828 min): BF120837.D (-1143) (-) m/z 145.10 100.00%
145
179
5000
57 83 131
a 69 97107 12 160
104 8.40 8.60 8.80 9.00 9.20
o m/z 179.15 52.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30890: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145
5000 160 LS AR A AN A
8.40 8.60 8.80 9.00 9.20
91 130 m/z 177.10 34.00%
s ¥ s e P
m/z--> 20 40 60 80 100 120 150 1éo 180 200
Abundance
145
8.40 8.60 8.80 9.00 9.20
5000 160 m/z 57.10 29.88%

91 105115 130
15 27 39 51 65 77

o) R RN VI S PR SR N Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30886: Benzene, (1,3-dimethyl-2- butenyl) R B e
145 8.40 8.60 8.80 9.00 9.20
m/z 131.10 28.62%
5000
91 117 160
27 67 77 ‘ 105 | 130
. .H “‘ R “, — ,“.‘..‘l‘, .‘M‘. : ,“a‘. —
m/z--> 20 0 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Silane, chlorodiethylpentyl... Concentration Rank 8

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

8.88 7.40 ng 764663 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. chlorodiethvlpentvloxv- 208 C9H21CIOSi 1000363-04-4 53
2 2(3H)-Benzothiazolone., 3-methvl-... 179 C8HIN3S 001128-67-2 38
3 2H-1-Benzopvran. 3.4.4a.5.6.8a-h... 194 C13H220 041678-32-4 38
4 Silane. chlorodiethvl(2-methvlbu... 208 C9H21CIOSi 1000363-11-1 37
5 Benzoic acid, 4-nitroso-, ethyl ... 179 C9HINO3 007476-79-1 35

Abundance Scan 1155 (8.880 min): BF120837.D (-1152) (-) m/z 179.15 100.00%
179
69 109
5000
194 06 860 8.80 9.00 9.20
o} m/z 109.10 59.39%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #68289: Silane, chlorodiethylpentyloxy-
109
5000 69 L U R L L
123 8.60 8.80 9.00 9.20
m/z 69.10 59.21%
20 41 55 | M ‘ \‘ 138 151 165 , |, 208
R A A " 160 30 10 160 180 200
Abundance
179
163 860 8.80 9.00 9.20
5000 109 136 m/z 123.10 40.42%
65
31 g5 189 0 122 149
L L U S B B B UL B WL

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-... B B
179 8.60 8.80 9.00 9.20

m/z 55.10 39.70%

5000

107
95
HWM‘ M ul 137 161 | 194

m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9. 00 9.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 1,1"-Bicyclohexyl Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.91 5.74 ng 593467 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Bicvclohexvl 166 C12H22 000092-51-3 94
2 Glutaric acid. di(trans-hex-3-en... 296 C17H2804 1000359-93-8 59
3 Adipic acid. di(trans-hex-3-envl... 310 C18H3004 1000354-02-3 58
4 Succinic acid. di(cis-hex-3-envl... 282 C16H2604 1000353-42-2 53
5 Carbonic acid, 2-chloroethyl cyc... 206 C9H15CI03 1000357-88-0 53
Abundance Scan 1160 (8.910 min): BF120837.D (-1158) (-) m/z 82.10 100.00%
8
5000 55 67
4 P U SR U A
105 ‘ 149 166178 8.60 8.80 9.00 9.20
bbbl b 223 L L) T8 102206 0 o eE 0 52 30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35159: 1,1'-Bicyclohexyl
82
55
5000 67 USRS SR U A
41 8.60 8.80 9.00 9.20
2 166 m/z 67.00 51.49%
ob1s " | | | | 96109123 138
m/z--> 20 Jo 60 85 160 120 140 160 180 200 220
Abundance
82
860 880 9.00 920
5000 67 m/z 83.10 50.32%
55 115
41
o 29 97 133 197 215
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #152936: Adipic acid, di(trans-hex-3-enyl) ester A ma e e R R
82 8.60 8.80 9.00 9.20
m/z 133.10 32.89%
5000 55 87
129
41
m/z--> 25 Jo éo 85 160 120 140 160 180 200 220 860 880 9.00 920
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9

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

8.96 7.24 ng 748086 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 80
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 013065-07-1 76
3 Benzene. 1.3.5-trimethvl-2-(1-me... 160 C12H16 014679-13-1 70
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 007524-63-2 58
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 58

Abundance Scan 1169 (8.963 min): BF120837.D (-1166) (-) m/z 145.10 100.00%
145
118 160
5000
105
91 129
39 51 65 77 177 8.60 8.80 9.00 9.20
0 190206 m/z 118.10  67.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118
145
5000
160 8.60 8.80 9.00 9.20
o 128 m/z 160.10 61.75%
15 283951 65 77 ‘ 103
0 ...|.‘l‘..‘l‘..“..|l...h‘|..‘..|“.‘..l ..h‘..l‘.‘...l....|....|....
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
118
145 160 8.60 8.80 9.00 9.20
5000 m/z 117.10 36.64%
105
27 39 5 63 77 91 128
S L S S L L S L L B WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30935: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- e
145 160 8.60 8.80 9.00 9.20
m/z 115.00 24 .26%
5000
105 130
LN LA A
mz-> 20 40 60 80 100 120 140 160 180 200 860 880 9.00 920
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 unknown9.02 Concentration Rank 15

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

9.02 5.47 ng 489800 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-ethvldecahvdro- 166 C12H22 001618-23-1 43
2 Naphthalene. 2-butvldecahvdro- 194 C14H26 006305-52-8 38
3 cis.trans-3-Ethvlbicvclol4.4.01d... 166 C12H22 066660-41-1 38
4 3-0Octvne. 2.2.7-trimethvl- 152 C11H20 055402-13-6 22
5 trans,trans-2,8-Dimethylspiro[5.... 180 C13H24 095530-76-0 22

Abundance Scan 1179 (9.022 min): BF120837.D (-1176) (-) m/z 137.10 100.00%
81 7
5000
8.60 8.80 9.00 920 9.40
0 m/z 81.10 87 .75%
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #35184: Naphthalene, 2-ethyldecahydro-
81 137
95
5000 R SRR RS AR A
41 55 67 166 8.60 8.80 9.00 9.20 9.40
29 m/z 69.10 78.22%
0,....,“...”:‘,.‘...‘,H...‘l‘,.l??l.llg...H,l.4.7..,.‘...,....,....
mz—-> 20 40 60 80 100 120 140 160 180 200
Abundance
a1 137
95 IR LR A S
8.60 8.80 9.00 9.20 9.40
5000 m/z 95.10 77.27%
4 67
55 194
o 27 109 123 151 165
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #35206: cis,trans-3-Ethylbicyclo[4.4.0]decane I BEEmaE
137 8.60 8.80 9.00 9.20 9.40
8l m/z 159.10 58.30%
95
5000 166
5 67
0|....|....|....|.... fl-??l:ll-zl3lll‘lll||||‘|||||||||||||
miz—-> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 unknown9.10 Concentration Rank 2

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

9.10 20.70 ng 1853640 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (3-methvl-1-methvlenebu... 160 C12H16 038212-14-5 47
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 007524-63-2 43
3 Benzene. (1.3-dimethvl-2-butenvl)- 160 C12H16 050704-01-3 38
4 Acetonitrile. 2-T4-(cvanomethvl)... 145 C8H7N3 1000197-65-1 38
5 2,5-Dimethylbenzyl cyanide 145 C10H11N 016213-85-7 35

Abundance Scan 1192 (9.098 min): BF120837.D (-1186) (-) m/z 118.10 100.00%
118

5000

8.80 9.00 9.20 9.40

(o} m/z 145.10 68.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30893: Benzene, (3-methyl-1-methylenebutyl)-
118
5000
8.80 9.00 9.20 9.40
0
. 43 78 o 103 s m/z 160.10 65.82%
o | Ll
c...,ﬂ..M”?%,m”J,.ﬂ.pw.mh.a”,..”l..”,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
118
160
8.80 9.00 9.20 9.40
5000 145 m/z 105.10 53.47%
105
15 27 39 51 65 77 O 129
A e m e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30886: Benzene, (1,3-dimethyl-2-butenyl)- e BEAREERE S TS
145 8.80 9.00 9.20 9.40
m/z 117.05 52.82%
5000
o1 . 117 160
27 s g 77 ‘ 105 | 130 ‘
N R 0 P A S ) LSS
m/z--> 20 40 60 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\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 unknown9.13 Concentration Rank 14

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

9.13 5.50 ng 492474 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl-2-(1-... 138 C10H18 061142-30-1 35
2 4-Ethvilcvclohexene 110 C8H14 003742-42-5 27
3 Cvclohexene. l1l-ethvl- 110 C8H14 001453-24-3 27
4 3-Heptvne. 5-methvl- 110 C8H14 061228-09-9 25
5 1-Octyne 110 C8H14 000629-05-0 22

Abundance Scan 1197 (9.128 min): BF120837.D (-1196) (-) m/z 81.10 100.00%
5000
880 9.00 9.20 940
0 m/z 179.20 62.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17012: Cyclopentane, 1,3-dimethyl-2-(1-methylethylidene)-...
81 123
5000 B SEBEREEE SRR R
a o | B 138 880 9.00 920 940
28 ‘ ‘ m/z 110.10 54 _.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
81
880 9.00 9.20 940
5000 54 m/z 123.10 47 .57%
41 67
27 o5 110
e R R R R LA LR AR AR WA SARRE ERARE RARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5944: Cyclohexene, 1-ethyl- e
81 8.80 9.00 9.20 9.40
m/z 55.05 46 .48%
5000
67
41 110
H \H\ i \h‘ 9‘5
0'”'P'“I”" LA LRSS BRAES BRAEE AR SERES SRR SURLY BRASE BARRE ISR SRS SN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Diphenylmethane Concentration Rank 5

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

9.40 15.11 ng 1353530 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diphenvlmethane 168 C13H12 000101-81-5 70
2 Naphthalene. 1-(2-propenvl)- 168 C13H12 002489-86-3 47
3 Fluorene. 2.4a-dihvdro- 168 C13H12 059247-36-8 38
4 1.1"-Biphenvl. 2-methvl- 168 C13H12 000643-58-3 38
5 2-Biphenylacetonitrile 193 C14H11N 019853-10-2 25

Abundance Scan 1243 (9.398 min): BF120837.D (-1240) (-) m/z 168.10 100.00%
168
5000
9.00 9.20 9.40 9.60 9.80
0 m/z 167.10 97 .73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36892: Diphenylmethane
168
5000
9.00 9.20 9.40 9.60 9.80
o1 152 m/z 159.10 81.04%
ol 1528 S 77, | 102115128139 | “w
m/z--> 20 40 60 80 100 150 140 160 180 200 220
Abundance
168
153 9.00 9.20 9.40 9.60 9.80
5000 m/z 193.20 57 .25%
115 141
83
. 27 39 51 63 102 128
miz--> '"'z'o""4'0""6'0""s'o'"ic'x')"izé"i«i"ieé"isd'"zc')c}"ééd"
Abundance #36894: Fluorene, 2,4a-dihydro-
165 9.00 9.20 9.40 9.60 9.80
m/z 145.10 56 .05%
5000
153
63 o2 115 139 ‘ |
0||||||||||||“|||‘l||‘||||||||||“|||‘|||‘||||||||||||| T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 .00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 Benzene, 1l-cyclohexyl-3-met... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
953 14.93ng 1337330 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Benzene. 1-cvclohexvi-3-methvl- 174 C13H18 004575-46-6 96
2 1-Methvl-2-cvclohexvlbenzene 174 C13H18 004501-35-3 93

3 (1.4-Dimethvlpent-2-envl)benzene 174 C13H18
4 2-Pentanone. 3-(phenvimethvlene)- 174 C12H140
5 Benzene, 1,3-diisocyanato-2-methyl- 174 C9H6N202

1000184-97-9 76
003437-89-6 38
000091-08-7 35

Abundance Scan 1265 (9.528 min): BF120837.D (-1263) (-) m/z 131.10 100.00%
1 31
5000
920 9.40 9.60 9.80
189 . . . .
204
o 218 m/z 118.10 90.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41148: Benzene, 1-cyclohexyl-3-methyl-
118131 174
105
5000 91 L e e
9.20 9.40 9.60 9.80
65 77 m/z 174.10 77.41%
H bl ) e
S RN A W ks E—
m/z--> 80 100 120 140 160 180 200 220
Abundance
131 174
R B e AR
118 920 9.40 9.60 9.80
5000 105 m/z 105.10 71.27%
91
159
41 55 67 145
o) SRR NS M D S| A A A ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41149: (1,4-Dimethylpent-2-enyl)benzene R Ea RS S
131 9.20 9.40 9.60 9.80
m/z 117.10 49 _.40%
118
105
5000
91 174
41 7 159
7 P es Wl 143 |
bbb e B bl M e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 unknown9.77 Concentration Rank 3

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

9.77 20.00 ng 1791220 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 42
2 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 35
3 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 22
4 9-Undecenol. 2.10-dimethyl- 198 C13H260 1000131-86-0 12
5 Silane, chlorodiethyl(2-methylpe... 222 C10H23CIOSi 1000363-12-7 12

Abundance Scan 1306 (9.769 min): BF120837.D (-1303) (-) m/z 193.20 100.00%
3
5000
207 DA SRR R
19 9.40 9.60 9.80 10.00
0! m/z 69.10 92.09%
m/z--> 200 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 SRR R R R
83 137 940 9.60 9.80 10.00
151 208 m/z 173.10 84.92%
0...,....,...‘.,.‘..“,‘l..‘l,.‘.“..,‘l...‘,..‘:.,153.5.1.7,9..“. N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193
040 9.60 9.80 10.00
5000 43 55 m/z 41.10 79.75%
69 5 O 109
29 123
o 137149 163 179 207 222
m/z--> ﬁo 45 éo 85 160 120 140 160 180 200 250
Abundance #25430: Neopentylidenecyclohexane L B o
69 9.40 9.60 9.80 10.00
81 m/z 55.10 74 .86%
41 109
5000 95 137
152
0...|.l‘..”‘ \“‘ ‘.‘..th...‘.l.‘l‘..];2.3...‘|.... S T
m/z--> 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\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070220_.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 2,5-Cyclohexadien-1-one, 4-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.41 20.00 ng 1795140  Chrysene-d12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2.5-Cvclohexadien-1-one. 4-I3.5-...
2 .DELTA.9-THC TFA

3 3.6-Dibromobenzolelpvrene

4 9-Chloro-4.5-dihvdro-4-I3.4.5-tr...
5

Ferrocene, 1,1",3,3"-tetrakis(l, ...

408 C28H4002

410 C23H29F303

408 C20H10Br2

410 C22H19CIN204

410 C26H42Fe

002455-14-3 96
086702-79-6 95
077508-03-3 47
1000212-48-1 43
001317-17-5 43

Abundance Scan 2095 (14.410 min): BF120837.D (-2091) (-) m/z 410.30 100.00%
57 410
5000 351
309 IIIIIIIIIIIIIIIIII
281 14. OO 14. 20 14. 40 14. 60 14. 80
} 77 115 141162 190 225 253 j 379l
ol 31 | 77 MS it A AR LBed L m/z 57.10 86.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215176: 2,5-Cyclohexadien-1-one, 4-[3,5-bis(1,1-dimethyle...
57
408
5000 TT T T [T T I T [T T T T [ TTTT[TT
14. OO 14. 20 14. 40 14. 60 14. 80
209 351 m/z 408.30 41.14%
L e T e A . —
m/z--> 50 100 150 200 250 300 350 400
Abundance
367 410
297 339 IIIIIIIIIIIIIIIIIIIIII
14.00 14.20 14.40 14.60 14.80
5000 6 m/z 351.20 36.47%
91 128 165 229
. 197 270 317
— T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 L
Abundance #214907: 3,6-Dibromobenzo[e]pyrene T [ T T T T
410 14.00 14.20 14.40 14. 60 14.80
m/z 411.30 32.02%
5000
124 250
0L28 99, | 146 197 222 330
— T . e
m/z--> 50 100 150 200 250 300 350 400 14. OO 14. 20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071020\
Data File : BF120837.D

Aca On : 10 Jul 2020 18:07

Operator : JU/CG

Sample : L3255-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF070220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 3-Acetyl-1-(3,4-dimethoxyph... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

1452 14.73ng 1322060  Chrysene-d12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Acetvl-1-(3.4-dimethoxvphenvl)... 410 C23H26N205 090140-65-1 59
2 Stiamasta-4.6.22-trien-3_beta.-ol 410 C29H460 096737-58-5 40
3 24(S)-Ethvl-3.alpha..5.alpha.-cv... 410 C29H460

4 6.9-Methanobenzolhlpentaphene-5.... 410 C27H2204
5 Pregnane-3,17,20-triol, cyclic 1... 428 C27H45B03

057427-50-6 33
030882-57-6 9

Abundance Scan 2114 (14.521 min): BF120837.D (-2110) (-) m/z 410.30 100.00%
410
5000 A\~A
Y 190 14.20 14.40 14.60 14.80
162 307
oL38 | 90 115138 1, | 215 231263283 07 335354 3791 L, m/z 411.30 30.81%
miz--> 50 100 150 200 250 300 350 400
Abundance #215623: 3-Acetyl-1-(3,4-dimethoxyphenyl)-5-ethyl-7,8-dime...
410
5000 LA L L L L L L LB L |
226 367 14.20 14.40 14.60 14.80
m/z 395.25 29.65%
0 43 165 190 273 " \‘ .\“\ \‘I ‘\ L I
L e e e e T B
miz--> 50 100 150 200 250 300 350 400
Abundance
410
55 IIIIIIIIIIIIIIIIIIII

14.20 14.40 14.60 14.80
5000 83 m/z 57.10 17.38%

109 133 159 253
O B L o o e e e L B s s o o ML B
m/z--> 50 100 150 200 250 300 350 400

1000105-21-7 40

Abundance #215923: 24(S)-Ethyl-3.alpha.,5.alpha.-cyclocholest-22(E)-... I S
55 410 14 20 14. 40 14. 60 14. 80
m/z 396.30 8.57%
5000 81 121 2n 367
161 245 298
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\HPCHEMI1\BNA_F\DATA\BF071020\
Data File : BF120837.D

Acq On : 10 Jul 2020 18:07

Operator : JU/CG

Sample - L3255-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070220_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]
unknown8.19 8.19 5.3 ng 542775 2 8.13 2066660 20.0
unknown8 .37 8.37 6.2 ng 638516 2 8.13 2066660 20.0
unknown8 .43 8.43 6.4 ng 663488 2 8.13 2066660 20.0
1H-Indene, 2,3-di... 8.52 5.4 ng 557764 2 8.13 2066660 20.0
unknown8 .58 8.58 3.6 ng 367969 2 8.13 2066660 20.0
unknown8 .60 8.60 6.5 ng 675558 2 8.13 2066660 20.0
Naphthalene, 1,2,... 8.64 3.4 ng 350967 2 8.13 2066660 20.0
Benzene, 1-(2-but... 8.83 4.9 ng 501687 2 8.13 2066660 20.0
Silane, chlorodie... 8.88 7.4 ng 764663 2 8.13 2066660 20.0
1,1"-Bicyclohexyl 8.91 5.7 ng 593467 2 8.13 2066660 20.0
Naphthalene, 1,2,... 8.96 7.2 ng 748086 2 8.13 2066660 20.0
unknown9 .02 9.02 5.5 ng 489800 3 9.90 1791220 20.0
unknown9.10 9.10 20.7 ng 1853640 3 9.90 1791220 20.0
unknown9.13 9.13 5.5 ng 492474 3 9.90 1791220 20.0
Diphenylmethane 9.40 15.1 ng 1353530 3 9.90 1791220 20.0
Benzene, 1l-cycloh... 9.53 14.9 ng 1337330 3 9.90 1791220 20.0
unknown9 .77 9.77 20.0 ng 1791220 3 9.90 1791220 20.0
2,5-Cyclohexadien... 14.41 20.0 ng 1795140 5 14.04 1795140 20.0
3-Acetyl-1-(3,4-d... 14.52 14.7 ng 1322060 5 14.04 1795140 20.0
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