LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF072018_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 height area % max. total
1 5.190 481 485 491 rBvV 140087 191280 4.17% 0.406%
2 5.507 535 539 544 rBvY 40387 50341 1.10% 0.107%
3 5.596 551 554 568 rBY 853612 1591123 34.66% 3.379%
4 5.984 614 620 622 rBvV2 48642 62579 1.36% 0.133%
5 6.119 640 643 649 rvVB3 65531 72224 1.57% 0.153%
6 6.296 669 673 679 rvB7 26463 54000 1.18% 0.115%
7 6.360 679 684 687 rBvV2 42271 61439 1.34% 0.130%
8 6.484 702 705 710 rBv2 85258 88660 1.93% 0.188%
9 6.601 720 725 736 rBV 480501 1173805 25.57% 2.493%
10 6.737 744 748 762 rBV 2821550 3729302 81.23% 7.920%
11 6.837 762 765 770 rVB5 60817 69180 1.51% 0.147%
12 6.907 774 777 781 rVB3 80055 92458 2.01% 0.196%

13 6.960 781 786 794 rBV 646687 1017811 22.17% 2.161%
14 7.119 809 813 821 rBV 2832195 3619906 78.85% 7.687%
15 7.201 824 827 836 rvB2 219293 334897 7.29% 0.711%

16 7.290 836 842 848 rVvB3 284070 340167 7.41% 0.722%
17 7.348 849 852 857 rBv2 161754 185954 4._.05% 0.395%
18 7.413 861 863 866 rVvB3 54906 53125 1.16% 0.113%
19 7.460 866 871 872 rBV 183085 197167 4._.29% 0.419%
20 7.484 872 875 879 rvVB 437539 410404 8.94% 0.872%

21 7.531 879 883 891 rBV 2038807 2808668 61.18% 5.965%
22 7.595 891 894 899 rVvB3 263542 302733 6.59% 0.643%
23 7.637 899 901 903 rBvV 135629 115943 2.53% 0.246%
24 7.719 913 915 918 rBV 291576 219232 4.78% 0.466%
25 7.760 919 922 926 rVB4 241119 348144 7.58% 0.739%

26 7.801 926 929 930 rBV 69381 78564 1.71% 0.167%
27 7.831 930 934 936 rBv3 110764 147914 3.22% 0.314%
28 7.884 939 943 947 rBV2 429277 608883 13.26% 1.293%
29 7.972 952 958 960 rBv2 306397 462765 10.08% 0.983%
30 7.995 960 962 966 rVB 246414 258068 5.62% 0.548%

31 8.048 966 971 973 rBV2 245411 375865 8.19% 0.798%
32 8.066 973 974 977 rVB2 174741 123713 2.69% 0.263%
33 8.101 977 980 982 rBV 219630 189073 4.12% 0.402%
34 8.125 982 984 986 rBV2 74457 66796 1.45% 0.142%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.178 986 993 995 rBV6 256570 407247 8.87% 0.865%

36 8.242 1001 1004 1008 rVvVv 1280078 1397375 30.44% 2.968%
37 8.278 1008 1010 1013 rVB2 570794 499785 10.89% 1.061%
38 8.319 1013 1017 1019 rBv2 213173 205188 4_.47% 0.436%
39 8.384 1025 1028 1031 rBV3 170352 213409 4._.65% 0.453%
40 8.407 1031 1032 1034 rVVv 140942 82083 1.79% 0.174%

41 8.431 1034 1036 1039 rVvVv 389892 383756 8.36% 0.815%
42 8.484 1042 1045 1049 rVvV3 497514 588735 12.82% 1.250%
43 8.519 1049 1051 1055 rVvB3 236716 289482 6.31% 0.615%
44 8.578 1058 1061 1064 rVvB3 155090 156425 3.41% 0.332%
45 8.619 1064 1068 1070 rBV2 326867 399911 8.71% 0.849%

46 8.642 1070 1072 1074 rVB 193077 148026 3.22% 0.314%
47 8.701 1080 1082 1084 rBV 187992 152621 3.32% 0.324%
48 8.778 1093 1095 1096 rBvV 108504 70657 1.54% 0.150%
49 8.878 1110 1112 1113 rBV 139712 94170 2.05% 0.200%
50 8.895 1113 1115 1118 rVB3 462758 424308 9.24% 0.901%

51 8.931 1118 1121 1125 rVB2 365125 406200 8.85% 0.863%
52 8.978 1125 1129 1131 rBV5 120874 183597 4._00% 0.390%
53 9.031 1135 1138 1140 rBV3 180466 244840 5.33% 0.520%
54 9.060 1140 1143 1145 rVV 477078 436102 9.50% 0.926%
55 9.184 1161 1164 1166 rBV2 238363 270323 5.89% 0.574%

56 9.242 1172 1174 1178 rBv4 331890 482653 10.51% 1.025%
57 9.319 1182 1187 1190 rBV 4465457 4591159 100.00% 9.750%
58 9.437 1205 1207 1209 rBV3 148803 150380 3.28% 0.319%
59 9.460 1209 1211 1214 rVB 269088 221361 4.82% 0.470%
60 9.666 1244 1246 1249 rVB3 369932 368476 8.03% 0.783%

61 9.701 1249 1252 1259 rVB2 498740 882753 19.23% 1.875%
62 9.760 1259 1262 1266 rBvV4 195681 293373 6.39% 0.623%
63 9.954 1292 1295 1297 rVB 313322 289471 6.30% 0.615%
64 10.001 1300 1303 1306 rVV 1243914 1076720 23.45% 2.287%
65 10.236 1341 1343 1346 rVB3 258477 229998 5.01% 0.488%

66 10.313 1353 1356 1359 rBV3 358721 488590 10.64% 1.038%
67 10.366 1363 1365 1367 rVV3 190893 175998 3.83% 0.374%
68 10.760 1429 1432 1435 rBV 385953 497517 10.84% 1.057%
69 10.801 1435 1439 1450 rVB 2284318 2842159 61.91% 6.036%
70 11.495 1554 1557 1563 rBV 1022227 1042510 22.71% 2.214%

71 12.013 1642 1645 1655 rVB 465985 530205 11.55% 1.126%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 12.789 1775 1777 1784 rVB 132164 142291 3.10% 0.302%
73 13.077 1822 1826 1838 rBV 3217679 3622740 78.91% 7.693%
74 13.954 1972 1975 1978 rBV 126020 113225 2.47% 0.240%
75 14.142 2004 2007 2018 rBV 934607 1101289 23.99% 2.339%

76 14.977 2146 2149 2154 rVB 208935 205087 4._.47% 0.436%
77 15.677 2263 2268 2280 rVB 709648 1184894 25.81% 2.516%

Sum of corrected areas: 47089272

8270-BF072018.M Fri Jul 27 17:01:56 2018 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF107736.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 1 unknown6.74 Concentration Rank 1

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

6.74 73.28 ng 3729300 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.743 min): BF107736.D (-744) (-) m/z 131.95 100.00%
132
5000 A\\_
68
T T
40 54 75 104 640 660 680 7.00
Obrrrrrrrprrrrprre i Skl i 85 L DSOS L Tm/z  68.00  34.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LRSS R AR
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.07%
138
0'W'”'P'”J”J“'h'M'”I”'h'”'P'”I“”I”'W'”'P'”I“'W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
AR SRS RARAN AR N
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 22.99%
41 97
‘ 53 117
0--.----.----.-3f‘--‘.-‘---a‘-‘-‘--.-‘-‘--‘.--‘-‘-‘.‘---Ef.g--‘--.-19-5-.---‘-.1-2-4-. 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.40 6.60 6.80 7.00
m/z 96.00 13.12%
5000
104
51 66 77
oL, 14 27 37 44 958 Y 89 97 || 115
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 3 Benzene, 1,4-diethyl- Concentration Rank 10

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

7.20 6.58 ng 334897 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 94
2 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 94
3 Benzene, 1,3 -diethyl- 134 C10H14 000141-93-5 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 87
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87

Abundance Scan 827 (7.201 min): BF107736.D (-824) (-) m/z 119.05 100.00%
105 119
134
5000
91
43 51 | | 149 6.80 7.00 7.20 7.40 7.60
0..,....,....,....','.'...i'.'..-.,.'.'.'.,....',':.'..',..!.,.!!.,-..:'.,|....,.-.'..,....,.... m/z 105.05  99.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14842: Benzene, 1,2-diethyl-
105 119
5000 134
o1 6.80 7.00 7.20 7.40 7.60
77 m/z 134.05 52.51%
15 27 39 51 65 ‘ ‘
0'W””I”mP”JP”W””IM”P”HP”W””IM”P”J'”W”MI””P”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14840: Benzene, 1,4-diethyl-
105 119
6.80 7.00 7.20 7.40 7.60
5000 o1 134 m/z 90.95 25.75%
27
0 "I']'-'S'I""I""I""I""I""I""I""I""I""I""I""I""I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14844: Benzene, 1,3-diethyl-
105 119 6.80 7.00 7.20 7.40 7.60
m/z 77.00 14.76%
5000 134
91
27 39 51 g '/
0"VH'V“'V“'ﬁ“'h“'NA'V“!VH'P“'P“'PAW'“W'*W'“W'“' I A UL R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 4 Benzene, 1,2-diethyl- Concentration Rank 8

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

7.29 6.68 ng 340167 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 95
2 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 94
3 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 90
4 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 83

Abundance Scan 842 (7.290 min): BF107736.D (-836) (-) m/z 105.10 100.00%
195 119
134
5000 91
ﬁl 51 | | | 154 7.00 7.20 7.40 7.60
0..,....,....,....',....,|:-.'!'.,.'.'..-,....|,....,:...,.!!.,..l..l....,..'..,....,....,. m/z 119.05 91.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14837: Benzene, 1,2-diethyl-
105
119
5000 91 134
7.00 7.20 7.40 7.60
77 m/z 134.10 55.92%
27 51 65 ‘
0'W}?PJW”Jﬂ”ﬁL“PmW”JL”W””JJWJAL”W”MP”W””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14840: Benzene, 1,4-diethyl-
105 119
7.00 7.20 7.40 7.60
5000 o1 134 m/z 91.00 41.82%
39 51
27
0'W}?P”W””P”W””P”W””P”W””P”W””P”W””P”W””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14844: Benzene, 1,3-diethyl-
105 119 7.00 7.20 7.40 7.60
m/z 117.05 21.45%
5000 134
91
27 39 51 g5
0'WH“V“W““ﬁ“ﬂh“v“W“hv“W““P“WJ“V“W““V“W““v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 6 unknown7.76 Concentration Rank 20

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

7.76 4.98 ng 348144 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 25
2 4,4-Dimethyl-2-pentanol, chlorod... 228 C9H15CIF202 1000376-27-0 22
3 2-Decen-1-ol, (E)- 156 C10H200 018409-18-2 17
4 Propanoic acid, 2,2-dimethyl-, c... 184 C11H2002 029878-49-7 12
5 Hexanoyl chloride, 3,5,5-trimethyl- 176 C9H17CIO 036727-29-4 12

Abundance Scan 922 (7.760 min): BF107736.D (-919) (-) m/z 57.00 100.00%
57
5000 41
| 740 760 7.80 800
Ot | m/z 83.10 44 .01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30259: Hexanoic acid, 3,5,5-trimethyl-
57
83
5000 LI L R L
41 7.40 7.60 7.80 8.00
103 125 m/z 41.00 43.62%
29
0 .F?,.U..hh.u‘w.ég.,;...uw...,.h..fﬁ%..,....,....,....,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84850: 4,4-Dimethyl-2-pentanol, chlorodifluoroacetate
57
UL L R L
7.40 7.60 7.80 8.00
5000 83 m/z 55.00 37.49%
41
29 ‘ 99
o 28 g 89 L % a2 st 213
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28250: 2-Decen-1-ol, (E)- A BT o e
57 7.40 7.60 7.80 8.00
41 m/z 81.00 30.34%
29
5000
68 82
95
ol 15 | 299 103 138 156
m/z--> 20 40 60 80 100 120 140 160 180 200 740 7.60 7.80 800
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 7 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 6

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

7.88 8.71 ng 608883 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 64
2 Bicyclo[4.2.0]octa-1,3,5-triene, ... 146 Cl11H14 027087-54-3 60
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 46
4 Benzene, l-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 38
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 38

Abundance Scan 942 (7.878 min): BF107736.D (-939) (-) m/z 133.10 100.00%
133
5000 o1
105 119 148
7.60 7.80 8.00 8.20
01 m/z 131.05 72.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22795: Benzene, 1,3-diethyl-5-methyl-
119 133
5000
91 148 7.60 7.80 8.00 8.20
105 m/z 91.00 36.27%
28 39 51 65 ‘
O'W}?P”M“”M”dh“Pm'”MM”W”“'LWJAL”WJ“P”W””P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21684: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropy!-
131
760 7.80 8.00 8.20
5000 m/z 148.10 28.13%
o1 146
O“PHWH“P“W““FLWM“'“M““v“'MMPHM“JM“WJ“P“W““P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22770: Benzene, pentamethyl-
133 7.60 7.80 8.00 8.20
m/z 119.05 23.91%
148
5000
15 27 41 51 65 77 %1 105 117
miz> 10 2 % 4 B 6 70 8 30 160 130 130 190 140 15 180 " 7.60 7.80 8.00 8.20

8270-BF072018_.M Fri Jul 27 17:02:02 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 8 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 9

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

7.97 6.62 ng 462765 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
2 p-Cymene 134 C10H14 000099-87-6 87
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 81
4 o-Cymene 134 C10H14 000527-84-4 81
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 81

Abundance Scan 958 (7.972 min): BF107736.D (-952) (-) m/z 119.05 100.00%
119
5000 134
91 145
41 55 g5 77 105 | | 160 7.60 7.80 8.00 8.20 8.40
Obrrprrrrrrrrrprreere bbb ool i g || M/ 134.10 A1 . 38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-

5000
7.60 7.80 8.00 8.20 8.40

m/z 117.05 19.41%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14808: p-Cymene

7.60 7.80 8.00 8.20 8.40
m/z 91.00 18.24%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14864: Benzene, 1,2,3,4-tetramethyl- AR S
119 7.60 7.80 8.00 8.20 8.40
m/z 145.10 17 .94%

5000 134

91
15 27 3? 51 65 /7 | 105
II|IIII|IIII|IIII|IIII|IIII|IIIIII|IIII|IIII|IIII|IIIIII|IIII TTTT I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20 8.40

o

8270-BF072018_.M Fri Jul 27 17:02:03 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 9 Benzene, 1,4-diethyl-2-methyl- Concentration Rank 18

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

8.05 5.38 ng 375865 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 94
2 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 64
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 64
4 Benzene, l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 62
5 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 58

Abundance Scan 971 (8.048 min): BF107736.D (-966) (-) m/z 133.10 100.00%
133
5000 119 148
7.80 8.00 8.20 8.40
0 m/z 119.10 51.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22797: Benzene, 1,4-diethyl-2-methyl-
133
119
105 148 7.80 8.00 8.20 8.40
91 m/z 105.10 41.78%

77
39 65
s m B ol

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #22810: Benzene, 1-ethyl-4-(1-methylethyl)-
13
R e A REEEE e
105 7.80 8.00 8.20 8.40
5000 o1 m/z 148.10 41.48%
77 119 148
39 51 65 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22770: Benzene, pentamethyl-
133 7.80 8.00 8.20 8.40
m/z 131.10 36.10%
148
5000

15 27 41 51 65 77 91 105 117
| ) 1l
e e preerp e preder e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

7.80 8.00 8.20 8.40

8270-BF072018_.M Fri Jul 27 17:02:04 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 10 1,5,6,7-Tetramethylbicyclo[... Concentration Rank 14

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

8.18 5.83 ng 407247 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 70
2 Benzene, l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 60
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 55
4 4-tert-Butyltoluene 148 C11H16 000098-51-1 55
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 55

Abundance Scan 993 (8.178 min): BF107736.D (-986) (-) m/z 133.10 100.00%
133

5000

7.80 8.00 8.20 8.40 8.60

0 m/z 119.10 43 .33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170
Abundance #22848: 1,5,6,7-Tetramethylbicyclo[3.2.0]hepta-2,6-diene
133
148 7.80 8.00 8.20 8.40 8.60
91 105 m/z 84.00 27 .50%
4l 53 g5 /9 ur
0..,....,....,....,‘....,‘.‘.‘..,..‘..,....,....,.‘a..,..a‘:,..‘.‘l‘,‘....,‘....,...‘.‘,....,....,....
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #22808: Benzene, 1-ethyl-2,4,5-trimethyl-
133
RN mEE I e
7.80 8.00 8.20 8.40 8.60
5000 m/z 55.00 25.11%
148
105 119
15 27 39 51 65 77 %1 !
Olrrrirrprreprrrrrerfrirrreterprebprrre e et
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #22772: Benzene, pentamethyl- R A R
133 7.80 8.00 8.20 8.40 8.60
m/z 148.05 24 .92%
148
5000
27 4 51 e 77 9 105 117
Obrrprrrrprrebeprrreere e e bt et
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 7.80 8.00 8.20 8.40 8.60

8270-BF072018_.M Fri Jul 27 17:02:05 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 11 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 17

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

8.43 5.49 ng 383756 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 93
2 2(1H)-Naphthalenone, 3,4-dihydro- 146 C10H100 000530-93-8 64
3 Naphth[1,2-bJoxirene, 1a,2,3,7b-... 146 C10H100 002461-34-9 58
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-92-1 53
5 Benzoic acid, 2-phenylethyl ester 226 C15H1402 000094-47-3 35

Abundance Scan 1036 (8.431 min): BF107736.D (-1034) (-) m/z 104.05 100.00%
104
5000 146
91
115 131
39 55 g9 78 | 160 182 8.00 820 8.40 860 8.80
o ol 10182 1 hs7146.10 0 45.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21666: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104
5000 146
91 8.00 820 8.40 8.60 8.80
131 m/z 91.00 31.23%
15 27 32 51 g3 77 115 ‘ 1
0 ||‘|||‘|‘| I‘I\I A I‘l\l ; |H|||‘l : |”'"l“| |‘l“i||m|”| T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21568: 2(1H)-Naphthalenone, 3,4-dihydro-
104
s 8.00 8.20 840 8.60 880
5000 m/z 131.05 24 .84%
117
39 8 91
0 ||1|5| |2|7| "l ; ﬁfllmle\?l : I\‘III\‘I : I“II‘HI |]|-3‘|1|||‘| T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21587: Naphth[1,2-b]oxirene, 1a,2,3,7b-tetrahydro-
104 8.00 820 8.40 8.60 8.80
m/z 115.10 17.78%
5000 146
117
27 39 58 78 91 131
01 sl —rT — T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 800 820 840 8.60 8.80

8270-BF072018_.M Fri Jul 27 17:02:06 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 12 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7

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

8.48 8.43 ng 588735 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 93
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 86
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 86
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 70
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 Cl11H14 004912-92-9 70

Abundance Scan 1044 (8.478 min): BF107736.D (-1042) (-) m/z 131.10 100.00%
5000
146
i e 8.20 8.40 8.60 8.80
39 51 3 77 104 . . . .
o el 162 182 1 hs77146.10 28.63%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #21662: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131
5000
146 8.20 8.40 8.60 8.80
91 118 m/z 91.00 25.09%
A 0 W o N T A
miz--> 20 40 60 80 100 120 140 160 180
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131
146 820 840 8.60 8.80
5000 o1 m/z 115.10 18.80%
115
0 27 3\9\ 5\3 6\5\ 7\7 i 19? ‘ “ \\‘\ ‘ 1]
mz-> 20 40 60 80 100 120 140 160 180
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro- T
131 8.20 8.40 8.60 8.80
m/z 117.10 16.60%
146
5000
a 115
51 65 77 | 105 |
L e L A S S U U I R
miz--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF072018_.M Fri Jul 27 17:02:07 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 13 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 16

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

8.62 5.72 ng 399911 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 83
3 Benzene, l-methyl-4-(1-methyl-2-_._. 146 C11H14 097664-18-1 64
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 64
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 64

Abundance Scan 1068 (8.619 min): BF107736.D (-1064) (-) m/z 131.10 100.00%
131
5000 119 146
n 91 104
69 8 54162 8.20 840 860 880 9.00
o} m/z 146.10 47 .07%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000
146 8.20 8.40 8.60 8.80 9.00
m/z 119.10 38.54%
7% % e 7 N s
) S PR ) Y S 1T OVR PO SN ..l‘. N1 ] N —
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131
146 820 840 8.60 8.80 9.00
5000 o1 m/z 55.00 29.13%
115
0 21 3\9 53 65\ 7\7 10\3 M \‘ ‘ 1l
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21680: Benzene, 1-methyl-4-(1-methyl-2-propenyl)- I EREREE T
131 8.20 8.40 860 880 9.00
m/z 91.00 26.72%
5000
o1 146
116
%7 3 5} qs 17 | 105 m 1A |
0 S E— |””.IIIII |I:|| PV FPS— I.n |'|'|| IIIII ST | T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.20 840 8.60 8.80 9.00

8270-BF072018_.M Fri Jul 27 17:02:08 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
890 6.07ng 424308  Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 97
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96

3 1H-1,3,2-Benzodiazaborole,
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14

5 1-Methylindan-2-one

2-eth... 146 C8H11BN2

146 C10H100

074663-81-3 93
000769-57-3 92
035587-60-1 58

Abundance

5000

01
m/z--> 20 40 60 80

91 105

100

Scan 1116 (8.901 min): BF107736.D (-1113) (-)
31

118

120

146

159
174

140 160 180

Abundance

5000

27 3f 51 g3 77
il

#21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-

118

131
146

Y T 1R T
mz-> 20 40 60 80

100

120

140 160 180

Abundance

#21671: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-

5000

27 39 52 64 77

m/z--> 20 40 60 80

9o 104

100

118 131
b 146
5000 105
91
o7 39 51 g5 77 ‘ ‘
0 \ Ll il Ll [11l \‘\\ ‘ ‘\
e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22075: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro-
146

118

120

131

140 160 180

m/z 131.10 100.00%

8.60 8.80 9.00 9.20

m/z 118.10 76.72%

8.60 8.80 9.00 9.20

m/z 146.10 68.28%

8.60 8.80 9.00 9.20

m/z 117.10 49.68%

8.60 8.80 9.00 9.20

m/z 145.10 45 _.25%

8.60 8.80 9.00 9.20

8270-BF072018_.M Fri Jul 27 17:02:09 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 15 unknown8.93 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8.93 5.81 ng 406200 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.alpha., 4a.beta., 8a.alpha.-De... 154 C10H180 036159-47-4 41
2 2-Naphthalenol, decahydro-, (2.a... 154 C10H180 002529-06-8 38
3 1.alpha., 4a.beta., 8a.beta.-Dec... 154 C10H180 002529-05-7 38
4 1-Naphthalenol, decahydro-, (l.a... 154 C10H180 014759-74-1 38
5 2.alpha., 4a.alpha., 8a.alpha.-D... 154 C10H180 001424-36-8 30

Abundance Scan 1121 (8.931 min): BF107736.D (-1118) (-) m/z 95.10 100.00%
145

5000
160
176 8.60 8.80 9.00 9.20
0 m/z 145.10 91.35%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #26941: 1.alpha., 4a.beta., 8a.alpha.-Decahydro-1-naphthaleno
136
67
a1 94
5000 55 81
107 121 8.60 8.80 9.00 9.20
m/z 136.10 79.12%
|/ 194
o N A 1 S O S N —
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #26964: 2-Naphthalenol, decahydro-, (2.alpha.,4a.alpha.,8a...
41 136
95
67 IIIIIIIIIIIIIIIIIIIIIII
29 8.60 8.80 9.00 9.20
5000 55 ) m/z 55.00 57.11%
107 121
| ‘ | 2
oh ”..”..”.”..”” e

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

5000

Abundance #26924: 1.alpha., 4a.beta., 8a.beta.-Decahydro-1-naphthalenol
6

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

8.60 8.80 9.00 9.20

m/z 67.00 55.08%

8.60 8.80 900 9.20

8270-BF072018 .M Fri

Jul 27 17:02:10 2018

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 16 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 11

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

9.06 6.24 ng 436102 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 83
2 Benzene, (1l-ethyl-2-propenyl)- 146 C11H14 019947-22-9 45
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 022250-74-4 43
4 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 42
5 Benzene, (1-methylenebutyl)- 146 C11H14 005676-32-4 42

Abundance Scan 1143 (9.060 min): BF107736.D (-1140) (-) m/z 145.10 100.00%
118 145
105
160
5000 59 91 131
2 5 77 880 9.00 920 9.40
of 1 m/z 118.10 84.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118
145
5000
160 8.80 9.00 9.20 9.40
o 128 m/z 105.05  76.42%
5 28 39 51 65 77 ‘ 103
o) — I .‘l‘. "|" .“;‘.,‘l‘.‘.‘:“‘, S I\UI : “I .‘.M‘. : Iml‘l — I" T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21622: Benzene, (1-ethyl-2-propenyl)-
118
880 9.00 920 9.40
5000 g1 131 m/z 160.10 58.86%
7 103
39 51 6 ‘ ‘ 146
0 IEIAI'IIH\ "|" .“l‘.l‘.‘. .”l‘l - I‘l\l ; .‘ .‘l“l Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8984 Bicyclo[4.2.0]octa-1,3,5-triene, 3-methyl- N REEEE R SRR
118 8.80 9.00 9.20 9.40
m/z 117.10 51.98%
5000 g1
39
. 51 ga o7 103
o} T R
m/z--> 20 40 60 80 100 120 140 160 180 880 9.00 9.20 9.40

8270-BF072018_.M Fri Jul 27 17:02:11 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 17 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

918 s5.02ng 270323  Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 60

001129-29-9 52
005676-29-9 52
004228-10-8 49

2 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16
3 Benzene, (2,2-dimethyl-1-methyle... 160 C12H16
4 Ethanone, 1-(2,3-dihydro-1H-inde... 160 C11H120

5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 47
Abundance Scan 1163 (9.178 min): BF107736.D (-1161) (-) m/z 145.10 100.00%
145
5000 131 160
91 105
43 el At
59 gg 7 174 8.80 9.00 9.20 9.40 9.60
0 m/z 160.10 44 _85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30842: 1H-Inden-1-one, 2,3-dihydro-3,3-dimethyl-
145
5000 LA L L L L L LB
160 8.80 9.00 9.20 9.40 9.60
20 g B m/z 131.10 38.74%
15 27 il 63 77 " 102 “
0...h,.H..,..M.WU..M,.n..,....,....,....p....,.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30953: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145
R R R R
8.80 9.00 9.20 9.40 9.60
5000 160 m/z 118.10 33.17%
91 105 17
5 27 4L 51 g5 77 w 128
N N A Ny P N ,w. S PR TR N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30922: Benzene, (2,2-dimethyl-1-methylenepropyl)-
145 8.80 9.00 9.20 9.40 9.60
m/z 119.10 29.53%
5000 91
> 105 a P
41
29 67 77 130 | L
o NERNE AR R LM
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 18 Dodecane, 2,7,10-trimethyl- Concentration Rank 5

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

9.24 8.97 ng 482653 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 58
2 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 38
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 38
4 Tetradecane, l-iodo- 324 C14H291 019218-94-1 38
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 38

Abundance Scan 1174 (9.242 min): BF107736.D (-1172) (-) m/z 57.00 100.00%

5000
85 109

145 IIIIIIIIIIIIIIIIIIIIIII
ol 160 173183193 9.00 9.20 9.40 9.60

m/z 71.05 67.68%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #71407: Dodecane, 2,7,10-trimethyl-
57
71
43
5000 LA L L L L L L
9.00 9.20 9.40 9.60
29 85 m/z 43.00 47 .36%
o | ‘L - ‘ 99 113 127 14 155 169 183 197
T e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48916: Nonane, 5-(2-methylpropyl)-
43 57 71
N BREmEEES
8 9.00 9.20 9.40 9.60
5000 > m/z 41.00 31.24%
126
0 “ Ll ‘ Ly gl 98 111 M 140 154
Tttt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71405: Dodecane, 2,6,10-trimethyl- N BREmEEES
57 9.00 9.20 9.40 9.60
71 m/z 85.10 29.78%
5000 43
29 85
0 99 113 127 149 155 183 197
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 19 Naphthalene, 1,6,7-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.31 9.08 ng 488590 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
2 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 93
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 93
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 92
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 83

Abundance Scan 1356 (10.313 min): BF107736.D (-1353) (-) m/z 170.10 100.00%

155 170

5000
91 105
4151 63 77 60192 211 10.00 10.20 10.40 10.60
0 m/z 155.10 96.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38370: Naphthalene, 1,6,7-trimethyl-
170
155
5000 LA L L L L L B LB L |

10.00 10.20 10.40 10.60
m/z 117.10 62.30%

27 39 51 63 76 g9 102 115128141 | ||

o] BRI HS  ELA . St | RV | M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38380: 3-(2-Methyl-propenyl)-1H-indene
1%5 170
A B AR maR
10.00 10.20 10.40 10.60
5000 m/z 115.05 48._.07%
115 128
ol 29 41 5565 76 91102 ‘ LA
,....,....,....,....,....,....,....,....,....,....,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38376: Naphthalene, 2,3,6-trimethyl- A B AR maR
170 10.00 10.20 10.40 10.60
m/z 128.05 34_.19%
155
5000
oL 28 4151 71 8 102 115 1ﬁ8 141
o B e amma
m/z--> 20 40 60 80 100 120 140 160 180 200 10. OO 10 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.01 10.17 ng 530205 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1645 (12.013 min): BF107736.D (-1642) (-) m/z 73.00 100.00%
60 73 1
5000 129
97 213 ) S
‘ “l 115 | 14317171185, 9 227 5, 25 11.60 11.80 12.00 12.20 12.40
0 al Ll m/z 60.00 96.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 73
5000 129 B L L L L L L L B
29 11.60 11.80 12.00 12.20 12.40
014 m/z 43.00 93.83%
143157
oL ?'.Sl .‘k‘. : w : .HN. buv
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
11/60 11.80 12.00 12.20 12.40
5000 29 256 m/z 57.00 80.90%
21
m/z--> "éb“ 'ﬁb"'éb' 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L ma e
43 73 11.60 11.80 12.00 12.20 12.40
m/z 55.00 78.43%
29
199
143 157171 185 242
0-}ﬁJhJH-- L e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107736.D

Acq On 27 Jul 2018 9:03

Operator : JU/SJ

Sample : J4142-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 .74 6.74 73.3 ng 3729300 1 6.96 1017810 20.0
Benzene, 1,4-diet... 7.20 6.6 ng 334897 1 6.96 1017810 20.0
Benzene, 1,2-diet... 7.29 6.7 ng 340167 1 6.96 1017810 20.0
unknown7 .76 7.76 5.0 ng 348144 2 8.24 1397380 20.0
Benzene, 1,3-diet... 7.88 8.7 ng 608883 2 8.24 1397380 20.0
Benzene, 1,2,4,5-... 7.97 6.6 ng 462765 2 8.24 1397380 20.0
Benzene, 1,4-diet... 8.05 5.4 ng 375865 2 8.24 1397380 20.0
1,5,6,7-Tetrameth... 8.18 5.8 ng 407247 2 8.24 1397380 20.0
Naphthalene, 1,2,... 8.43 5.5 ng 383756 2 8.24 1397380 20.0
Naphthalene, 1,2,... 8.48 8.4 ng 588735 2 8.24 1397380 20.0
1H-Indene, 2,3-di... 8.62 5.7 ng 399911 2 8.24 1397380 20.0
Naphthalene, 1,2,... 8.90 6.1 ng 424308 2 8.24 1397380 20.0
unknown8.93 8.93 5.8 ng 406200 2 8.24 1397380 20.0
Naphthalene, 1,2,... 9.06 6.2 ng 436102 2 8.24 1397380 20.0
1H-Inden-1-one, 2... 9.18 5.0 ng 270323 3 10.00 1076720 20.0
Dodecane, 2,7,10-... 9.24 9.0 ng 482653 3 10.00 1076720 20.0
Naphthalene, 1,6,... 10.31 9.1 ng 488590 3 10.00 1076720 20.0
Tridecanoic acid 12.01 10.2 ng 530205 4 11.50 1042510 20.0
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