LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 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:\HPCHEM1I\BNA F\METHODS\8270-BF022218.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 5.104 510 513 524 rBV 68258 107210 1.96% 0.196%
2 5.451 569 572 575 rBV 58957 72262 1.32% 0.132%
3 5.493 575 579 606 rVV 2722982 3743989 68.44% 6.841%
4 5.710 613 616 623 rVB 73938 82192 1.50% 0.150%
5 6.504 747 751 764 rBVY 2819802 3822227 69.87% 6.984%
6 6.640 770 774 779 rBVY 3250575 3504528 64.06% 6.404%
7 6.681 779 781 788 rVB 182960 216934 3.97% 0.396%
8 6.863 809 812 819 rBV 840229 885012 16.18% 1.617%
9 6.916 819 821 825 rVB 70179 63179 1.15% 0.115%
10 7.022 835 839 851 rVB 2534921 2700923 49.37% 4 .935%
11 7.187 863 867 871 rVB2 49437 61684 1.13% 0.113%
12 7.251 872 878 881 rBVY3 103886 127528 2.33% 0.233%
13 7.392 896 902 905 rBV3 69969 94880 1.73% 0.173%

14 7.434 905 909 916 rBV 2217885 2573347 47.04% 4.702%
15 7.498 918 920 923 rVB3 126744 127686 2.33% 0.233%

16 7.545 923 928 931 rBV5 49961 72484 1.33% 0.132%
17 7.634 940 943 945 rBv2 103859 108091 1.98% 0.198%
18 7.663 945 948 953 rvB3 208110 214533 3.92% 0.392%
19 7.734 956 960 962 rBV 112097 122239 2.23% 0.223%
20 7.781 965 968 971 rBV3 149784 186513 3.41% 0.341%

21 7.822 971 975 977 rVB3 93093 108868 1.99% 0.199%

22 7.845 977 979 982 rVB3 91851 79485 1.45% 0.145%
23 7.881 982 985 987 rBV 216185 189506 3.46% 0.346%
24 7.928 990 993 995 rvv 138201 97548 1.78% 0.178%
25 7.981 1000 1002 1004 rBV2 159578 118869 2.17% 0.217%
26 8.010 1004 1007 1009 rvB2 88058 68004 1.24% 0.124%
27 8.045 1009 1013 1017 rBV 830717 888299 16.24% 1.623%
28 8.087 1017 1020 1022 rBvV2 118110 95511 1.75% 0.175%

29 8.116 1022 1025 1028 rBV2 409214 386978 7.07% 0.707%
30 8.151 1028 1031 1032 rBV 1179103 1103899 20.18% 2.017%

31 8.169 1032 1034 1041 rVB 2572639 2990547 54.67% 5.464%
32 8.228 1041 1044 1049 rVvB3 231985 298628 5.46% 0.546%
33 8.287 1051 1054 1056 rBv4 82279 111324 2.04% 0.203%
34 8.316 1056 1059 1061 rBV3 87982 75186 1.37% 0.137%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 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:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.339 1061 1063 1066 rvB2 220101 174610 3.19% 0.319%

36 8.375 1066 1069 1072 rBv4 172102 287843 5.26% 0.526%
37 8.404 1072 1074 1075 rBvV 242660 166674 3.05% 0.305%
38 8.434 1075 1079 1083 rVB5 496403 702237 12.84% 1.283%
39 8.481 1083 1087 1090 rBV5 210687 280642 5.13% 0.513%
40 8.528 1090 1095 1097 rBvV2 953274 970253 17.74% 1.773%

41 8.557 1097 1100 1102 rVB 444622 351247 6.42% 0.642%
42 8.581 1102 1104 1106 rBV3 255743 247394 4._.52% 0.452%
43 8.610 1106 1109 1112 rVB2 651873 639088 11.68% 1.168%
44 8.651 1112 1116 1118 rBV 583798 612757 11.20% 1.120%
45 8.704 1122 1125 1127 rBV 988547 842847 15.41% 1.540%

46 8.728 1127 1129 1133 rVB2 714169 691938 12.65% 1.264%
47 8.763 1133 1135 1137 rBV3 286823 326012 5.96% 0.596%
48 8.875 1148 1154 1159 rBV 4255102 5470288 100.00% 9.996%
49 8.916 1159 1161 1165 rBV3 280473 316072 5.78% 0.578%
50 8.969 1165 1170 1175 rBV 3523419 4066542 74 .34% 7.431%

51 9.010 1175 1177 1179 rBV2 426792 465198 8.50% 0.850%
52 9.092 1187 1191 1193 rBvV4 755658 885754 16.19% 1.618%
53 9.134 1196 1198 1200 rVVv 701287 608176 11.12% 1.111%
54 9.157 1200 1202 1207 rVV3 491581 510358 9.33% 0.933%
55 9.228 1207 1214 1217 rVV 2681734 3185397 58.23% 5.821%

56 9.298 1222 1226 1229 rBV2 1177447 1527435 27.92% 2.791%
57 9.334 1229 1232 1234 rBV3 489941 642223 11.74% 1.174%
58 9.498 1257 1260 1263 rVB 574569 662925 12.12% 1.211%
59 9.569 1269 1272 1275 rBV 1158904 1376911 25.17% 2.516%
60 9.769 1304 1306 1308 rBV2 689859 717041 13.11% 1.310%

61 14.668 2136 2139 2157 rVB 942830 1786154 32.65% 3.264%
62 15.574 2289 2293 2302 rVB 484728 712780 13.03% 1.302%

Sum of corrected areas: 54726889
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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: BF103495.D

5000000

4000000

6.64
3000000 6.50
5.49 7.02

2000000

1000000
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: BF103495.D

5000000

4000000

3000000

2000000

1000000

13.50

10.00 10.50 11.00 11.50 12.00 12.50
TIC: BF103495.D

13.00

0
Time-->
Abundance

5000000

4000000

3000000

14.67

2000000

1000000 15.57

O
14.00

19.00

14.50 15.00 15.50 16.00

16.50 17.00 17.50 18.00 18.50

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.64 Concentration Rank 1

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

6.64 79.20 ng 3504530 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 774 (6.640 min): BF103495.D (-770) (-) m/z 131.95 100.00%
5000 68
40 | 77 &7 9|6 5115 J 6.40 6.60 6.80 7.00
o gL e | pens N~ m/z 68.00 39.81%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00
31 78 m/z 134.00 32.94%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.00 27 .18%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 15.90%
5000 98 116
o b L 89 o7 || ) ass 89 I N
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 11

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

8.05 16.09 ng 888299 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-butoxvethoxv)- 162 C8H1803 000112-34-5 86
2 Ethanol. 1-(2-butoxvethoxv)- 162 C8H1803 054446-78-5 72
3 3.3-Dimethvilbutane-2-ol 102 C6H140 000464-07-3 59
4 2-Heptanol. 3-methvl- 130 C8H180 031367-46-1 53
5 Diisopropyl ether 102 C6H140 000108-20-3 50

Abundance Scan 1014 (8.051 min): BF103495.D (-1009) (-) m/z 57.00 100.00%
45 57
5000
° 87 7.80 8.00 8.20 8.40
101 166 . . . .
ol 6 110 121131 152 /2 44 .95 90 56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
45 57
5000 IERRANAREE AR LR A
29 7.80 8.00 8.20 8.40
75 87 m/z 41.00 39.78%
m/z--> 10 2'0 3'0 40 50 6|0 7'0 8|0 9'0 100 110 120 150 140 150 160 170
Abundance
45 57
780 8.00 820 840
5000 m/z 75.00 17.48%
29 75

87 100

119 132 144 163

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #4465: 3,3-Dimethylbutane-2-ol
5[7 7.80 8.00 8.20 8.40
45 m/z 56.00 16.65%
5000
87
69 ‘
102
O.WE?PJ“””LMWJ”“”“””“”.””l”.””“”q””“”w””“”q”. el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 14

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

8.43 12.72 ng 702237 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanamine. 2-methvl-N-(phenv... 177 C11H15NO 003376-24-7 27
2 Sulfurous acid. butvl octvl ester 250 C12H2603S 1000309-17-5 22
3 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 14
4 Undecane. 2.6-dimethyl- 184 C13H28 017301-23-4 14
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 14

Abundance Scan 1078 (8.428 min): BF103495.D (-1075) (-) m/z 57.00 100.00%
7
5000
8.00 8.0 840 8.60 8.80
0 m/z 55.00 56.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43327: 2-Propanamine, 2-methyl-N-(phenylmethylene)-, N-oxide
57
5000 R AR RN A
8.00 8.20 840 8.60 8.80
o9 41 177 m/z 41.00 49 .14%
oL 15 \ “ 67 77 89 104 \ 131 146 161
miz--> X an e 8 o oo e b 1k
Abundance
57
8.00 8.0 840 8.60 8.80
5000 71 m/z 83.00 42 .88%
41
29
. 83 g7 113 ;55 139 165 177
miz--> 20 40 60 8 100 120 140 160 180
Abundance #1835: Butane, 2,2-dimethyl- L B o
3 57 71 8.00 820 8.40 8.60 8.80
4 m/z 81.00 41.15%
5000
0 '}?I'H"t“'J‘H"w'qu"l""l""l""I""I" R R R R
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 9

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

8.53 17.58 ng 970253 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl1H14 006682-71-9 97
2 1H-Indene. 2.3-dihvdro-5.6-dimet... 146 C11H14 001075-22-5 95
3 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 94
4 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 94
5 1H-Indene, 2,3-dihydro-4,6-dimet... 146 Cl11H14 001685-82-1 93

Abundance Scan 1095 (8.528 min): BF103495.D (-1090) (-) m/z 131.00 100.00%
31
5000
146
91 115
39 51 g5 77 8.20 8.40 8.60 8.80
ol 103 ol 192 180 /7 146.05  33.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000
146 8.20 8.40 8.60 8.80
7 39 o 115 m/z 115.00 14 _.56%
51
0...1‘.5|....|‘. .“.‘. |6‘23‘.‘.7.7|..‘. ; |1‘.Q§.‘l‘| .‘l“l.lu“. e
m/z--> 20 40 80 100 120 140 160 180
Abundance
131
8.20 8.40 8.60 8.80
5000 146 m/z 145.00 12.28%
115
) 15 27 39 51 g5 77 91 105
mz-> 20 40 60 80 100 120 140 160 180
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131 8.20 8.40 8.60 8.80
146 m/z 91.00 12.14%
5000 91
39 51 g5 17 1051
I T A O A | A o VM
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Dodecane, 2,6,11-trimethyl- Concentration Rank 19

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

8.56 6.36 ng 351247 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 64
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 64
3 Pentacosane 352 C25H52 000629-99-2 59
4 Tridecane. 6-methvl- 198 C14H30 013287-21-3 59
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 53

Abundance Scan 1100 (8.557 min): BF103495.D (-1097) (-) m/z 57.00 100.00%
g7
5000
85 SRR U SN
3 113 149 o0 8.20 8.40 8.60 8.80
L m/z 71.00 52.65%
m/z--> 50 100 150 200 250 300 350
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57
5000 SRR U R
8.20 8.40 8.60 8.80
29 85 m/z 43.00 49_.82%
o LB 4 160 g7
m/z--> 50 100 150 200 250 300 350
Abundance
57
820 840 860 880
5000 m/z 41.00 31.32%
85
29
0 113 141 183 211 239
m/z--> " 50 100 150 200 250 300 350
Abundance #185533: Pentacosane N B o e o
57 8.20 8.40 8.60 8.80
m/z 56.00 25.28%
5000 85
113
oL 2L gl [T Yt 169 104211 239 267 205 323 352
m/z--> 50 100 1éo 260 250 300 350 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 16

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

8.61 11.58 ng 639088 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 Cl1l1H14 017059-48-2 93
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 90
3 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 90
4 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 90
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 90

Abundance Scan 1109 (8.610 min): BF103495.D (-1106) (-) m/z 131.00 100.00%
31
5000
146
01 115
39 51 63 77 103 | 1<|33 176 8.20 8.40 8.60 8.80 9.00 '
o} e m/z 146.05 32.75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000
5 8.20 8.40 8.60 8.80 9.00
14 m/z 115.00 16.77%
73w e
ob——L—— ..“.‘.‘l‘...‘.... A | 1| | —
mz-> 20 40 60 80 100 120 140 160 180
Abundance
131
8.20 8.40 8.60 8.80 9.00
5000 m/z 91.00 14 .56%
o1 146
115
27 39 51 63 77 103
O T T e o e o o T A e e e a ST
mz-> 20 40 60 80 100 120 140 160 180
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro- B
131 8.20 8.40 8.60 8.80 9.00
m/z 129.00 13.69%
146
5000
a 115
51 65 77 ‘ 105 | |
0.,....|..‘.‘.|‘:‘...“,..‘:.|‘l‘..l‘,.‘l“..,.”...,....,..
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 17

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

8.65 11.10 ng 612757 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 90
2 Benzene. (1l-methvl-1-butenvI)- 146 C11H14 053172-84-2 86
3 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 83
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 76
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 70

Abundance Scan 1116 (8.651 min): BF103495.D (-1112) (-) m/z 131.00 100.00%
31
146
5000
91 105
39 51 65 77 165 8.40 8.60 8.80 9.00
o e B0 /7 146.10 56.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methy!-
131
118
146
5000
39 91 105 8.40 8.60 8.80 9.00
15 27 ‘ 51 g3 77 m/z 118.00 44 _42%
o) I‘I | |“i‘| |‘i‘||“l‘|‘|“l‘|‘l”l‘“| : IHII\‘I\I : l‘l |‘Ml||‘|‘| e WA
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131
91 8.40 8.60 8.80 9.00
5000 m/z 119.00 30.13%
146
,; 39 51 77 115
. 63 103
L L UL UL DL B B UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl- T
131 8.40 8.60 8.80 9.00
146 m/z 117.00 26.58%
5000 o1
115
27 39 51 65 7 105 ‘ ‘
0 ||1|5||‘|||‘i‘||“N||“l‘|‘ﬁ‘|‘“|||‘l||“|“|||“||‘|‘l|||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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, pentamethyl- Concentration Rank 12

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

8.70 15.27 ng 842847 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 95
2 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 91
3 Benzene. 1-(1.1-dimethvlethvl)-3... 148 C11H16 001075-38-3 87
4 Benzene. 2.4-dimethvl-1-(l-methv... 148 C11H16 004706-89-2 87
5 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 87

Abundance Scan 1124 (8.698 min): BF103495.D (-1122) (-) m/z 133.00 100.00%
5000 148
91 105115 8.40 8.60 8.80 9.00
39 51 65 77 177
Ol oyt gl 265 207 194 m/z 148.05  39.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22771: Benzene, pentamethyl-
133
A A
2000 148 840 8.60 8.80 9.00
o 105 m/z 134.00 11.67%
L1527 3565 7T TPHR
miz--> 20 40 60 80 100 120 140 160 180
Abundance
133
8.40 860 8.80 9.00
5000 m/z 91.00 11.26%
148
15 27 4151 65 77 o1 105115
mz-> 20 40 60 80 100 120 140 160 180
Abundance #22825: Benzene, 1-(1,1-dimethylethyl)-3-methyl- O AEBERREEEESE TS
133 8.40 8.60 8.80 9.00
m/z 115.00 8.84%
5000 105
148
41 93
L5z s e ojus |
mz-> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown8.73 Concentration Rank 15

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

8.73 12.54 ng 691938 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 38
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 35
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 35
4 Heneicosane 296 C21H44 000629-94-7 35
5 Eicosane 282 C20H42 000112-95-8 35

Abundance Scan 1129 (8.728 min): BF103495.D (-1127) (-) m/z 57.00 100.00%
7
5000
146 U SRS SR R
163 179 192 8.40 8.60 8.80 9.00
0! m/z 43.00 75.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
31
91
5000 146 USSR SRS SR R
2 8.40 8.60 8.80 9.00
27 51 g5 77 115 m/z 131.00 68.43%
103
o) Il\lsl : ‘l“. .“i“. .“l‘. IHM : "‘I : .‘l : I\\l\l IH\I I\H\l : |W' I maa
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57
43 71 8.40 860 880 9.00
5000 a5 m/z 71.00 52.76%
29 141
%9 113 169
L S L L L LI S LI S B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester R AR EEEE
57 8.40 8.60 8.80 9.00
m/z 41.00 36.92%
43 71
5000 85
29 113
\‘ ! ‘\ ‘M Iily A 99 |
R S L L L LI S LI UL B USSR SRS SR SRR
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown8.76 Concentration Rank 20

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

8.76 5.91 ng 326012 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-dipropvl- 162 C12H18 004815-57-0 27
2 Benzene. l-isocvanato-3-methvl- 133 C8H7NO 000621-29-4 25
3 trans.cis-2.8-Dimethvlspirol5.51... 180 C13H24 095472-52-9 25
4 Benzene. 1.3.5-trimethvl-2-propvl- 162 C12H18 004810-04-2 25
5 Benzoxazole, 2-methyl- 133 C8H7NO 000095-21-6 22

Abundance Scan 1134 (8.757 min): BF103495.D (-1133) (-) m/z 133.00 100.00%
133
95
5000
8.40 8.60 8.80 9.00
(o} m/z 95.00 61.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32238: Benzene, 1,4-dipropyl-
133
5000 LSRR SR SRR
91 8.40 8.60 8.80 9.00
28 162 m/z 81.00 33.84Y%
J a5 | ses T 1% w9 | g
miz--> T b e 80 10 120 10 1% 10
Abundance
133
840 860 880 9.00
5000 m/z 55.00 31.78%
104
78
39 91
15 27 5l 65 116
miz--> 20 40 60 80 100 120 140 160 180
Abundance #45745: trans,cis-2,8-Dimethylspiro[5.5]undecane R RER RS A
95 8.40 8.60 8.80 9.00
m/z 67.00 30.15%
81
5000 55 137
67
110 180
| 123 151 165
e L L L L WL WL B S S| LSRR SR SRR
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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-methyl- Concentration Rank 2

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

8.97 73.68 ng 4066540 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 93
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 93
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 90

Abundance Scan 1170 (8.969 min): BF103495.D (-1165) (-) m/z 142.05 100.00%
142
5000 115
39 51 63 74 89 160 8.60 8.80 9.00 9.20 9.40
ol 105 Jur26 Ml TN 179 195 1 hs7141.05  92.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl-
142
5000
115 8.60 8.80 9.00 9.20 9.40
m/z 115.00 38.72%
27 39 51,83 74 8 100 | 126 ||
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
142
8.60 8.80 9.00 9.20 9.40
5000 m/z 139.05 12.22%
115
0 39 58 71 89 102 126
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #19231: Benzocycloheptatriene R AR R R R b e
141 8.60 8.80 9.00 9.20 9.40
115 m/z 143.05 11.66%
5000
63 89
m/z--> 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:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Undecane, 3,5-dimethyl- Concentration Rank 18

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

9.01 8.43 ng 465198 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 72
2 Undecane. 5-ethvl- 184 C13H28 017453-94-0 64
3 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 64
4 Decane. 2.5.9-trimethvl- 184 C13H28 062108-22-9 59
5 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 59

Abundance Scan 1177 (9.010 min): BF103495.D (-1175) (-) m/z 57.00 100.00%
57
5000 43 71
98 112,.,,133 149 13 177 8.60 8.80 9.00 9.20 9.40
o 12 191 206 m/z 71.00 45.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48868: Undecane, 3,5-dimethyl-
57
5000 43 7 8.60 880 9.00 9.20 9.40
P m/z 43.00 44 .83%
99
0 J ‘ | 7] 112 127 140 155 169 184
mz> 20 4 60 0 100 150 1o 160 10 200
Abundance
57
43 8.60 880 9.00 9.20 9.40
5000 - m/z 41.00 28.19%
29 85
o 98 113 126 140 155
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #48867: Undecane, 3,6-dimethyl- A
57 8.60 8.80 9.00 9.20 9.40
m/z 85.10 17.54%
5000 43 71
29 85
ok LT 98 118 457 141 155 160 184
m/z--> 20 4'0 6|0 80 100 120 140 1('30 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown9.09 Concentration Rank 5

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

9.09 24_.71 ng 885754 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4.5-dimethvl- 156 C11H24 017302-23-7 38
2 Octadecane. 1-i1odo- 380 C18H37I1 000629-93-6 30
3 Tetradecane. 1-iodo- 324 C14H291 019218-94-1 30
4 Dodecane. 4-methvl- 184 C13H28 006117-97-1 27
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 27

Abundance Scan 1191 (9.092 min): BF103495.D (-1187) (-) m/z 43.00 100.00%
43 57
5000
160 by o hn abn aun
177 8.80 9.00 9.20 9.40
Obrrr el 192 208 m/z 57.00 97.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28438: Nonane, 4,5-dimethyl-
43 57
71
5000 L L LI LR I
85 880 9.00 9.20 9.40
29 m/z 71.00 70.16%
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240
Abundance
43 57
7 880 9.00 9.20 940
5000 85 m/z 41.00 43.48%
29
% 113127 141 155
O T o =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #163874: Tetradecane, 1-iodo-  EAmEmE RS
43 57 8.80 9.00 9.20 9.40
m/z 85.00 32.17%
5000 71
29 g5
OB\Hk‘ P 1312714118169 107
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 880 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Dodecane, 3-methyl- Concentration Rank 10

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

9.13 16.96 ng 608176 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 3-methvl- 184 C13H28 017312-57-1 50
2 Undecane. 3-methvl- 170 C12H26 001002-43-3 50
3 Undecane. 3.9-dimethvl- 184 C13H28 017301-31-4 50
4 Tetratetracontane 619 C44H90 007098-22-8 47
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 47

Abundance Scan 1197 (9.128 min): BF103495.D (-1196) (-) m/z 57.00 100.00%
7
5000
85 A —
99109 123 4, 179 8.80 9.00 9.20 9.40
194 : : : .
ol 158109 206 m/z 43.00  48.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48848: Dodecane, 3-methyl-
57
43
5000 ISR SR SN R
71 8.80 9.00 9.20 9.40
29 85 m/z 71.00 42 .55%
L “‘ L, % 113 127 1% 459
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 880 9.00 920 9.40
5000 71 g5 m/z 41.00 40.98%
29
99 141
ol 28 Al Al M W g W26 | 185 470
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48874. Undecane, 3,9—dimethy|— LA L L B B N LB |
57 8.80 9.00 9.20 9.40
m/z 56.00 28.68%
5000 43 71
- 85
99
o Loy ] Pusms 3555
m/z--> 20 40 60 80 100 120 140 160 180 200 880 9.00 9.0 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Bacchotricuneatin c Concentration Rank 13

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

9.16 14.24 ng 510358 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 58
3 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 53
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 53
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 50

Abundance Scan 1203 (9.163 min): BF103495.D (-1200) (-) m/z 57.00 100.00%
5000 o 145
R e
3 65 1903 8.80 9.00 9.20 9.40
o/ .,..ei“??!'.« '----' J{,, e || M7z 71.10  93.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢
1
g5 112
5000 SRS SRR SR
8.80 9.00 9.20 9.40
m/z 43.00 53.03%
. Hm I 173191 216 245 312 342
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 350
Abundance
57
880 9.00 9.0 940
5000 m/z 145.10 37.29%
o 13 1m 183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl- RE e Ea s e
57 8.80 9.00 9.20 9.40
m/z 85.10 32.64%
5000
29 { 13 183
m/z--> 20 40 60 m1m1m1m1m1mmm20M0%owomowomo 8% 9.00 9.20 9.40

8270-BF022218_.M Thu Mar 08 10:23:43 2018 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Naphthalene, 1,7-dimethyl- Concentration Rank 8

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

9.50 18.49 ng 662925 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 97
2 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 96
3 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 96
4 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 1260 (9.498 min): BF103495.D (-1257) (-) m/z 156.10 100.00%
1%6
141

5000

115 128
39 51 63 77 g9 100 173 191 9.20 9.40 9.60 9.80
0 b 220220 | Tm/z 141.00  71.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28493: Naphthalene, 1,7-dimethyl-
156
141
5000
9.20 9.40 9.60 9.80
1s m/z 155.10 35.20%
B L Ll T e it I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
156
141 9.20 9.40 9.60 9.80
5000 m/z 128.00 15.55%
115
oL 15 27 39 51 63 17 gg 10" "° 128
L o B B e e s B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28490: Naphthalene, 2,6-dimethyl- R B
1%6 9.20 9.40 9.60 9.80
m/z 115.00 15.43%
5000 141
77 115 128
o L R T i ) R —— A ——
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:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Naphthalene, 1,4-dimethyl- Concentration Rank 4

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

9.57 38.41 ng 1376910 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 95
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 95
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 91
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 90
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 90

Abundance Scan 1272 (9.569 min): BF103495.D (-1269) (-) m/z 191.10 100.00%
191
156
5000
57 . 115
9.20 9.40 9.60 9.80
o3 L ,1.2?2} 8L s 3% 77 156.10  80.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #28497: Naphthalene, 1,4-dimethyl-
156
5000
9.20 9.40 9.60 9.80
m/z 141.05 78 .43%
77 115
0..‘.i‘.”.““‘.‘.l.“.‘ﬂ.‘.‘l‘l“....l....|....|....|....|..
m/z--> 50 100 150 200 250 300 350 400
Abundance
156
920 940 960 9.80
5000 m/z 115.00 25.66%
76 115
e 135
m/z--> 50 100 150 200 250 300 350 400
Abundance #28479: Naphthalene, 1,3-dimethyl- A B e
141 9.20 9.40 9.60 9.80
m/z 155.10 23 .55%
5000
76 115
51
0.2?‘.{.“.'l.‘.,.“.”.“,‘H....,.... e
m/z--> 50 100 150 200 250 300 350 400 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Naphthalene, 1,2-dimethyl- Concentration Rank 6

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

9.77 20.00 ng 717041 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2-dimethvl- 156 C12H12 000573-98-8 50
2 Naphthalene. 1.8-dimethvl- 156 C12H12 000569-41-5 42
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 42
4 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 42
5 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 42

Abundance Scan 1306 (9.769 min): BF103495.D (-1304) (-) m/z 141.00 100.00%
141
156
69
5000 n > 83 4,109 193
123
173
208 5, 9.40 9.60 9.80 10.00
o m/z 156.10 73.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28487: Naphthalene, 1,2-dimethyl-
141 156
5000
9.40 9.60 9.80 10.00
76 115 m/z 69.00 53.54%
1527 39 51 8 P go1gp 1P|
m/z--> 20 4b 60 80 100 120 140 160 180 200 220
Abundance
156
9.40 9.60 980 1000
5000 141 m/z 55.00 50.98%
15 27 39 51 63 76 89 102 115 128 W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28493: Naphthalene, 1,7-dimethyl- L B o
156 9.40 9.60 9.80 10.00
141 m/z 83.05 47 .33%
5000 ijAfvvvﬁvv\PA~\/““\~,/“\
2395 8 T eoa 18 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 040 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103495.D

Aca On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 unknownl14.67 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.67 20.00 ng 1786150 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 DimethvImalonic acid. monochlori... 262 C13H23CI03
2 Fumaric acid. ethyl 2-ethvlhexvl... 256 C14H2404

3 2-Propenoic acid. 2-methvl-. oct... 198 C12H2202 002157-01-9 25

1000361-64-8 25
1000339-13-5 25

4 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 25
5 Acetic acid, [4-(4-methyl-1-pipe... 262 C14H18N203 346699-90-9 22
Abundance Scan 2139 (14.668 min): BF103495.D (-2136) (-) m/z 70.00 100.00%
70
149
5000 112 261 “\“ﬁwxﬁ_mxwﬁj
41| k ¥ T
14.40 14.60 14.80 15.00
168 280
o/ — :ll NETIN .9,]-. L, | 48189 225 | 280308 328 353 379 | 777149 00 59.80%
m/z--> 50 100 150 200 250 300 350
Abundance #112130: Dimethylmalonic acid, monochloride, 2-ethylhexyl ...
70
5000 41 LA L L L L L LB
112 14.40 14.60 14.80 15.00
‘ ‘ 133 m/z 112.05 42 .60%
I T
m/z--> 50 100 150 200 250 300 350
Abundance
70
T e
14.40 14.60 14.80 15.00
5000 197 m/z 261.10 38.35%
41 99
211
0 146 167
e w2 A
m/z--> 50 100 150 200 250 300 350
Abundance #59597: 2-Propenoic acid, 2-methyl-, octyl ester  E  REEE RS
70 14.40 14.60 14.80 15.00
m/z 57.00 34 .34%
41
5000 112
ol15 ’ | %9% | 139 169
A e e o e LA s
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030718\
Data File : BF103495.D

Acq On : 7 Mar 2018 12:42

Operator : SJ/JU

Sample : J1779-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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]
unknown6 .64 6.64 79.2 ng 3504530 1 6.86 885012 20.0
Ethanol, 2-(2-but... 8.05 16.1 ng 888299 2 8.15 1103900 20.0
unknown8 .43 8.43 12.7 ng 702237 2 8.15 1103900 20.0
1H-Indene, 2,3-di... 8.53 17.6 ng 970253 2 8.15 1103900 20.0
Dodecane, 2,6,11-_.. 8.56 6.4 ng 351247 2 8.15 1103900 20.0
1H-Indene, 2,3-di... 8.61 11.6 ng 639088 2 8.15 1103900 20.0
Naphthalene, 1,2,... 8.65 11.1 ng 612757 2 8.15 1103900 20.0
Benzene, pentamet. .. 8.70 15.3 ng 842847 2 8.15 1103900 20.0
unknown8.73 8.73 12.5 ng 691938 2 8.15 1103900 20.0
unknown8.76 8.76 5.9 ng 326012 2 8.15 1103900 20.0
Naphthalene, 1-me... 8.97 73.7 ng 4066540 2 8.15 1103900 20.0
Undecane, 3,5-dim... 9.01 8.4 ng 465198 2 8.15 1103900 20.0
unknown9 .09 9.09 24_.7 ng 885754 3 9.92 717041 20.0
Dodecane, 3-methyl- 9.13 17.0 ng 608176 3 9.92 717041 20.0
Bacchotricuneatin c 9.16 14.2 ng 510358 3 9.92 717041 20.0
Naphthalene, 1,7-... 9.50 18.5 ng 662925 3 9.92 717041 20.0
Naphthalene, 1,4-_.. 9.57 38.4 ng 1376910 3 9.92 717041 20.0
Naphthalene, 1,2-_.. 9.77 20.0 ng 717041 3 9.92 717041 20.0
unknownl14 .67 14.67 20.0 ng 1786150 5 14.09 1786150 20.0
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