LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample : J4303-04

Misc :

ALS Vial : 37 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-BF073018.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 4.625 382 389 394 rVB2 19393 26025 1.07% 0.141%
2 5.178 476 483 488 rBV3 76469 114279 4_.70% 0.619%
3 5.601 551 555 565 rBV 141105 424542 17 .45% 2.300%
4 5.966 612 617 621 rBV2 50161 58710 2.41% 0.318%
5 6.101 637 640 646 rVB2 51434 50269 2.07% 0.272%

6.384 682 688 691 rBvV 30579 32281 1.33% 0.175%
6.472 700 703 711 rVB4 58058 61916 2.54% 0.335%
rBv3 116612 374713 15.40% 2.030%
6.731 743 747 770 rvV 987024 1981992 81.45% 10.736%
6.878 770 772 782 rVvVv2 77901 197812 8.13% 1.071%
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11 6.960 782 786 807 rvV 164836 534882 21.98% 2.897%
12 7.107 807 811 822 rVV 1323126 1693345 69.59% 9.172%
13 7.189 822 825 835 rvv3 86451 212878 8.75% 1.153%
14 7.278 837 840 847 rvVv 103974 136896 5.63% 0.742%
15 7.337 847 850 858 rvB 80650 92222 3.79% 0.500%

16 7.472 868 873 878 rBV3 45374 62292 2.56% 0.337%
17 7.525 878 882 889 rBvV 501988 909691 37.38% 4.927%
18 7.584 889 892 897 rvv3 168656 282028 11.59% 1.528%
19 7.625 897 899 906 rvv 114578 150938 6.20% 0.818%

20 7.684 906 909 912 rVB2 56992 66432 2.73% 0.360%
21 7.754 918 921 924 rVB2 31041 37204 1.53% 0.202%
22 7.784 924 926 929 rvV 37025 30447 1.25% 0.165%
23 7.825 929 933 937 rvVvB2 30306 38667 1.59% 0.209%
24 7.872 937 941 945 rBV2 154001 178130 7.32% 0.965%
25 7.907 945 947 952 rvv 62142 53520 2.20% 0.290%
26 7.954 952 0955 958 rVvB 30989 25713 1.06% 0.139%
27 8.036 964 969 971 rBV2 31584 44541 1.83% 0.241%
28 8.166 988 991 994 rBV3 34328 36779 1.51% 0.199%
29 8.213 997 999 1000 rBV2 53281 39564 1.63% 0.214%

30 8.236 1000 1003 1007 rvv 293574 434425 17.85% 2.353%

31 8.266 1007 1008 1012 rVvVv 137438 145541 5.98% 0.788%
32 8.295 1012 1013 1018 rvv2 41761 48383 1.99% 0.262%
33 8.348 1018 1022 1024 rVVv 64033 51335 2.11% 0.278%
34 8.425 1032 1035 1039 rBvV 223151 221039 9.08% 1.197%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample : J4303-04

Misc :

ALS Vial : 37 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-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.472 1039 1043 1047 rVvVv 205989 195884 8.05% 1.061%

36 8.507 1047 1049 1053 rvv3 42821 52111 2.14% 0.282%
37 8.548 1053 1056 1060 rVB3 44129 46853 1.93% 0.254%
38 8.607 1063 1066 1070 rVB3 59376 65941 2.71% 0.357%
39 8.672 1072 1077 1079 rBv4 28015 41858 1.72% 0.227%
40 8.695 1079 1081 1084 rVB3 28296 26677 1.10% 0.144%
41 8.784 1093 1096 1100 rVB 78376 78070 3.21% 0.423%
42 8.831 1100 1104 1106 rBv4 33631 48481 1.99% 0.263%
43 8.889 1112 1114 1116 rVVv2 39917 30412 1.25% 0.165%
44 8.913 1116 1118 1123 rVB2 55514 45703 1.88% 0.248%
45 9.048 1139 1141 1143 rBV 116368 111615 4_59% 0.605%
46 9.066 1143 1144 1146 rVvVv2 27973 29965 1.23% 0.162%
47 9.119 1151 1153 1155 rBV 33933 33117 1.36% 0.179%
48 9.166 1155 1161 1164 rVv4 75939 131128 5.39% 0.710%
49 9.189 1164 1165 1170 rVV3 61343 57798 2.38% 0.313%
50 9.231 1170 1172 1181 rVB4 38373 68071 2.80% 0.369%
51 9.307 1181 1185 1201 rBV 1880117 2265438 93.10% 12.271%
52 9.431 1203 1206 1208 rVV5 53756 71415 2.93% 0.387%
53 9.448 1208 1209 1213 rVvVv2 59145 61209 2.52% 0.332%
54 9.483 1213 1215 1220 rVB2 36939 45931 1.89% 0.249%
55 9.660 1242 1245 1248 rBV 37717 35944 1.48% 0.195%
56 9.701 1250 1252 1255 rvv2 33512 44164 1.81% 0.239%
57 9.766 1258 1263 1267 rVV5 31314 58762 2.41% 0.318%
58 9.801 1267 1269 1271 rVB 31947 25000 1.03% 0.135%
59 9.895 1283 1285 1289 rVB5 20968 26511 1.09% 0.144%
60 9.995 1298 1302 1315 rVB 391276 484168 19.90% 2.623%
61 10.307 1352 1355 1359 rBv4 30468 36418 1.50% 0.197%
62 10.354 1359 1363 1372 rVB 106836 155764 6.40% 0.844%
63 10.501 1383 1388 1392 rBV3 18217 31999 1.31% 0.173%
64 10.725 1422 1426 1432 rBV3 33697 62690 2.58% 0.340%

65 10.789 1434 1437 1450 rVvVv 889493 1270556 52.21% 6.882%

66 11.495 1553 1557 1567 rBV 295532 459537 18.88% 2.489%
67 11.995 1639 1642 1651 rBV5 46570 68059 2.80% 0.369%
68 12.783 1773 1776 1778 rBV3 22341 24729 1.02% 0.134%
69 13.077 1822 1826 1844 rBV 2053375 2433463 100.00% 13.181%
70 14.148 2005 2008 2018 rBV 375542 546646 22.46% 2.961%

71 15.689 2265 2270 2284 rBV2 177221 340390 13.99% 1.844%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample : J4303-04

Misc :

ALS Vial : 37 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 - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 18461908
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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: BF107972.D
2000000

1500000
7.11

1000000 6.73

7.52

500000

e —reh , , -
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: BF107972.D
2000000 9.31

1500000

1000000 10.79

500000

& S e e
Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF107972.D
2000000
1500000
1000000
14.15
500000 15.69
‘—r——r——r————7r—V 7"V 7 " TTT [ T T T T [ T T T T T T T T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

5.18 4.27 ng 114279 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 32
3 2.3-Dimethvloxirane-2-carboxvlic... 130 C6H1003 1000306-64-4 23
4 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 23
5 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 16

Abundance Scan 483 (5.178 min): BF107972.D (-476) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 R L S IR
I | 82.9 | 480 5.00 520 5.40 5.60
0'”P”W””P”ﬂ“”P”W“”L”W*“P”W””P”W””'”W“”P”W“" m/z 59.00 70.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LIS UL AL L
59.0 480 500 520 540 5.60
0,
150 1010 m/z 101.10 20.24%
28, | 830 |
A LA R Nt A A AR A LA MR VAL VAR A LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methyl-
59.0
480 500 520 540 560
5000 m/z 58.00 18.50%
43.0
0 ., 80 980 1230 1410 159.0
miz> 10 20 30 40 8 65 70 85 90 100140 120 130 140 180 10
Abundance #13304: 2,3-Dimethyloxirane-2-carboxylic acid, methyl ester e o S R
43.0 59.0 480 5.00 520 5.40 5.60
m/z 41.00 12 _.86%
5000
29.0
0 0l 1L 830 990
m/z--> 10 20 30 4'0 50 6|0 70 80 90 100 110 120 130 140 150 160 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown6.73 Concentration Rank 1

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

6.73 74.11 ng 1981990 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 747 (6.731 min): BF107972.D (-743) (-) m/z 132.00 100.00%
132.0
5000 k\\‘_‘
68.0
%0 ©0 o ko 6k Tho
01 : e B m/z 68.00 35.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal L
132.0
5000 67.0 B AR LR RN RN

6.40 660 680 7.00
m/z 134.00 33.10%

01 : B R B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.00 23.14%
L1l ‘h W H“ ‘ L i 158.0 189.0
0...,....,....,....,....,....,..,....,....,....
m/z--> 20 40 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 .44%
5000
104.0
66.0
L e o e o o B I LA e e o B
m/z--> 20 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:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Benzene, (2-methylpropyl)- Concentration Rank 8

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

6.88 7.40 ng 197812 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvlipropvl)- 134 C10H14 000538-93-2 90
2 Benzene. butvl- 134 C10H14 000104-51-8 83
3 Spirol2.41hepta-4.6-diene 92 C7H8 000765-46-8 52
4 Cvclobutene. 2-propenvlidene- 92 C7H8 052097-85-5 52
5 Toluene 92 C7H8 000108-88-3 52

Abundance Scan 772 (6.878 min): BF107972.D (-770) (-) m/z 91.00 100.00%
91.0
5000
65.0 134.1
43.0 : 6.60 6.80 7.00 7.20
77.0 115.0
) A Y < NS U O 07X e R m/z 92.05 51.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14847: Benzene, (2-methylpropyl)-
91.0
5000
1340 6.60 6.80 7.00 7.20
' m/z 134.05 22 .37%
43.0 65.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14827: Benzene, butyl-
91.0
6.60 6.80 7.00 7.20
5000 m/z 64.95 13.78%
134.0
27.0 65.0
S I N M N Wi £ N W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2472: Spiro[2,4]hepta-4,6-diene
91.0 6.60 6.80 7.00 7.20
m/z 43.00 10.68%
5000
65.0
o 270 390 510 | 770
m/z--> 10 20 30 45 éo 60 70 80 do 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 5 Benzene, 1,2-diethyl- Concentration Rank 7

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

7.19 7.96 ng 212878 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 90
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 87
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 80
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 64
5 1,4-Cyclohexadiene, 3-ethenyl-1,... 134 C10H14 062338-57-2 59

Abundance Scan 825 (7.189 min): BF107972.D (-822) (-) m/z 105.10 100.00%
105.1 119.0
5000 1341
91.1
77.0 ‘
39. 62.9 6.80 7.00 7.20 7.40 7.60
0 ..,....,....,....f...,.-.'.': .'-.'.'.,...|.,|!...,..!'.,.|!!.,-...:I....,....,....1?.3?-9,. m/z 119.00  99.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14842: Benzene, 1,2-diethyl-
105.0 119.0
5000 134.0
91.0 6.80 7.00 7.20 7.40 7.60
' m/z 134.10 49_.10%
270 39.0 510 e50 /|0
“&?%“mTHWH“V'“NLWHJVHWH“P“W““V“W““V“W““v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14844: Benzene, 1,3-diethyl-
105.0 119.0
6.80 7.00 7.20 7.40 7.60
5000 134.0 m/z 91.10 31.04%
91.0
27.0 39.0 51.0 g5 ' ° |
0”P”W”AP”“M”ﬂ”WJ”PJM””P”WMLPmW””PMW””P”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14841: Benzene, 1,4-diethyl-
105.0 119.0 6.80 7.00 7.20 7.40 7.60
' m/z 103.00 22.07%
5000 134.0
91.0
7.0
0 "I""I'2'?'?""'1‘::-"?"SI?'(')'I(?'S'?I""l‘l""l"" IH"I"""l'"'I""'I""I""I'
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

8270-BF073018.M Mon Aug 06 17:04:50 2018

Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Benzene, 1,4-diethyl- Concentration Rank 13

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

7.28 5.12 ng 136896 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 95
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 90
3 Ethanone. 1-(3-methviphenvI)- 134 C9H100 000585-74-0 90
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 87
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 87

Abundance Scan 840 (7.278 min): BF107972.D (-837) (-) m/z 105.05 100.00%
106.1 119.1
134.1
5000 91.0
39.0 51.0 65.0 7.00 7.20 7.40 7.60
o..,....,....,....','....-,:'..-:,:'...,...|.|,....',:-...,:|'!.,..':|.I....,.'.'..,...l?f?.g.., m/z 119.10 94.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14837: Benzene, 1,2—diet_hy|—
105.0 119.0
5000 :
91.0 134.0 7.00 7.20 7.40 7.60
0
270 390 510 65 | m/z 134.10 57 .73%
0'W”PP”W””m”4““P”W”JP”ﬁ“”JJW”hP”W”MP”W””I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14840: Benzene, 1,4-diethyl-
105.0 119.0
700 7.20 7.40 7.60
5000 91.0 134.0 m/z 90.95 38.22%
39.0 51.0 7o
27.0 65.0 ‘
0"&?PP”ﬁ'”“t”dM”HAMW”Jt“”Hh”ILLPJﬁL'”P“'P”'P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15328: Ethanone, 1-(3-methylphenyl)-
910 19.0 7.00 7.20 7.40 7.60
' m/z 117.05 23.91%
5000 134.0
43.0 65.0
ol 150270 | omo | 1030 |
m/z--> 10 20 30 40 50 60 70 8IO 90 100 110 120 130 14'10 150 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Naphthalene, decahydro-, tr... Concentration Rank 16

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

7.34 3.45 ng 92222 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 97
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 94
3 Spirol4.51decane 138 C10H18 000176-63-6 93
4 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 87
5 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 86

Abundance Scan 851 (7.342 min): BF107972.D (-847) (-) m/z 67.00 100.00%
&7
810 g5 138.1
5000 410 550
7.00 7.20 740 760
o m/z 138.10 78 .56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16920: Naphthalene, decahydro-, trans-
67.0
138.0
41.0 82.0 96.0
5000
55.0 7.00 7.20 7.40 7.60
27.0 109.0 m/z 81.00 77 .44%
O'W%?QV'JL'“'Ih"JL"'di'“uL"wv!Lv"h'“}ﬁ%Rl“' [T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16891: Naphthalene, decahydro-
67.0 96.0 138.0
82.0
7.00 720 7.40 7.60
5000 41.0 550 m/z 95.00 73.27%
' 109.0
29.0
0”P”'PJM””M'”HLW”LP'JN”W“kP”'L”E?ﬁP”‘P”W””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16860: Spiro[4.5]decane
67.0 o, 960 7.00 7.20 7.40 7.60
138.0 m/z 82.10 68.41%
5000 41.0 109.0
55.0
27.0 ‘
OHPHWHMVHﬁ““NhWHLL“wm““”kHHMHEQRVH“““V“W' RS L L R
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

8270-BF073018.M Mon Aug 06 17:04:52 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 2,2-Dimethylindene, 2,3-dih... Concentration Rank 3

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

7.58 10.55 ng 282028 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 70
2 4-Methvl-2H-benzopvrane 146 C10H100 021776-94-3 64
3 Benzene. (l1l.1-dimethvl-2-propenvl)- 146 C11H14 018321-36-3 55
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 55
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 55

Abundance Scan 891 (7.578 min): BF107972.D (-889) (-) m/z 105.05 100.00%
105.1 133.1
5000 91.0 148.1
77.0 119.1
%05? 65.0 | | ” | 7.20 7.40 7.60 7.80 8.00
Orrrprrrrprrrrprrrebleeee el e il Ml M1 Tm/Zz 133°10 92.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131.0
146.0
5000 T T A'A'I""I"'AI'
7.20 7.40 7.60 7.80 8.00
91.0 115.0 m/z 131.10 55.74%
. SL0 680 770 | 1030 | )
s TR H o B o T8 e e 180 110 155 1h0 140 15
Abundance #21544: 4-Methyl-2H-benzopyrane
131.0
7.20 7.40 7.60 7.80 8.00
m/z 91.00 45 _.34%
5000 77.0 1150 145.0 1
51.0 @50 91.0 103.0 '
N 1O Y R P PO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21641: Benzene, (1,1-dimethyl-2-propenyl)-
131.0 7.20 7.40 7.60 7.80 8.00
m/z 148.10 37.23%
5000 91.0
146.0
.0 51.0
150 0T L o 0 | wpotipe |
Ok ”” S | RN ||||H||| IH” ||‘|‘ ST IE— T I”\I\ |||l I | [N—
m/z--> 10 2'0 30 40 50 60 70 80 9'0 1(')0 110 120 130 140 150 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 9

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

7.62 6.95 ng 150938 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 91
2 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 Cl11H14 004175-53-5 87
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 83
4 Cvclopropane. 2-bromo-1-methvl-1... 210 C10H11Br 055091-64-0 78
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 72

Abundance Scan 898 (7.619 min): BF107972.D (-897) (-) m/z 131.10 100.00%
131.1
5000
300 530 647 760 9L0 1, o 1150 146.1 7.20 7.40 7.60 7.80 8.00
ol : bk m/z 146.10  13.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21645: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
5000
7.20 7.40 7.60 7.80 8.00
91.0 146.0 m/z 115.00 9.99Y%
15.0 27.0 390 510 640 750 | 1030 |
Obrrrprerprrrrpe it et e o e e e e b
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 116.00 9.17%
146.0
91.0
[ E— |||‘| SN I ! - I\l\” |||‘| S M le"” |||‘| M1 1| I | FE—
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 7.20 7.40 7.60 7.80 8.00
m/z 127.00 8.34%
5000 146.0
21030510 650770 %%080™0° || |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 o-Cymene Concentration Rank 17

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

7.68 3.06 ng 66432 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 83
2 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 64
3 p-Cvmene 134 C10H14 000099-87-6 64
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 64
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 64

Abundance Scan 908 (7.678 min): BF107972.D (-906) (-) m/z 119.05 100.00%
118.1
5000
91.0 105.0 148.1
39.0 509 65.0 770 | | s 7.40 7.60 7.80 8.00
Obrrprrrrprerrprer e e i b e et b | M/Z 91,00 22.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14811: o-Cymene
119.0
5000 U I UL I R
7.40 7.60 7.80 8.00
910 134.0 m/z 105.00 22.12%
0 270 419 539 880 710 | 1030 ) |
miz-> 10 2 30 40 50 60 70 80 80 100 110 120 130 140 1%0
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-
119.0
7.40 7.60 7.80 8.00
5000 m/z 148.05 19.61%
91.0 134.0
150 270 390 570 950 \H 1900 ) ‘
miz> 10 2 % 45 50 60 70 8 6 100 110 120 130 150 150
Abundance #14809: p-Cymene
119.0 7.40 7.60 7.80 8.00
m/z 117.05 14 .14%
5000
91.0 134.0
b 770 0530630 0 | g0 |
I i i s et e g M gy 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Benzene, (2-methyl-1-butenyl)- Concentration Rank 6

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

7.87 8.20 ng 178130 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 95
2 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 90
3 Benzene. (1l-methvl-1-butenvI)- 146 C11H14 053172-84-2 78
4 Benzene. l1-methvl-4-(1-methvl-2-_... 146 C11H14 097664-18-1 64
5 Benzene, l-methyl-2-(1-methyl-2-_._. 146 C11H14 097664-19-2 64

Abundance Scan 941 (7.872 min): BF107972.D (-937) (-) m/z 131.10 100.00%
131.1
119.1
5000 91.0
146.1
105.0
39.0 51.0 g30 77.0 | ||| | 7.60 7.80 8.00 8.20
o N P N TS PO W WY 1 S m/z 119.10 70.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131.0
146.0
5000 91.0
7.60 7.80 8.00 8.20
115.0 m/z 91.00 45_.63%
0 27.0 39'.0 53.0 65'? 77|'0 ! 10?'0 | || | 1l
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131.0
60 760 7.80 8.00 820
5000 ' m/z 146.10 26.18%
9.0 115.0
. 510 630 770 | 1030 | | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131.0 7.60 7.80 8.00 8.20
m/z 115.00 25.52%
91.0
5000
146.0
39.0 51.0 77.0 115.0
27.0 | 63.0 103.0 ‘
0“&%%“LVHML““Mwwﬁv”h“ﬁﬂ“wmmvJH““J“WJ“P“W U IR L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20

8270-BF073018.M Mon Aug 06 17:04:54 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 4

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

8.42 10.18 ng 221039 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 94
2 2(1H)-Naphthalenone. 3.4-dihvdro- 146 C10H100 000530-93-8 64
3 Naphthl'l.2-bloxirene. 1a.2.3.7b-... 146 C10H100 002461-34-9 58
4 Benzene. 1.1"-(1.2-cvclobutanedi... 208 C16H16 020071-09-4 35
5 Dichloroacetic acid, 2-phenyleth... 232 C10H10CI1202 209982-02-5 35

Abundance Scan 1034 (8.419 min): BF107972.D (-1032) (-) m/z 104.00 100.00%
104.0
5000 146.1
91.0 131.1
39.0 51.0 63.0 ‘80 ‘ i1 160.1 8.00 8.20 840 8.60 8.80
Obreprrrrprrrr eyttt il m/z 146.10 42.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21664: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
146.0
5000
91.0 8.00 820 840 8.60 8.80
o 131.0 m/z 91.00 29.99%
78.0
0"v'“lgﬁg'fi?'fi?“?igl“Jh'“'v'“lJLw'JLP'J”“'w'*'v'“l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21571: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0
146.0 R RS LR
8.00 820 840 8.60 8.80
5000 m/z 131.05 23.62%
117.0
39.0 5§.0 78.0 oo | | 1310 |
0” SN ””\ S ‘:u‘: |‘|‘|| |||‘| SNSRI NS | ”H S \”” S| N —
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21587: Naphth[1,2-b]oxirene, 1a,2,3,7b-tetrahydro-
104.0 8.00 820 840 8.60 8.80
m/z 115.00 17.80%
5000 146.0
117.0
78.0 91.0
%Q3M) 58.0 I |), 13L0
O”P”W”LP”WJLt“hmMPJW””“”"”'JM””ﬁ”W”mP”W“”I RS RS LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 820 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5

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

8.47 9.02 ng 195884 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 94
2 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 90
3 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 90
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 90
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 90

Abundance Scan 1043 (8.472 min): BF107972.D (-1039) (-) m/z 131.10 100.00%
1311
5000
146.1
0 ﬁo e 8.20 8.40 860 8.80
39.0 51.0 64.9 77. 104.0 . . . .
0 ..,....,....-,....,....,.--.-..,...:,....~,....,:-:..,..|!|.',...-.",-!...,..~.-.,...1.?.2.-.1.,. m/z 146.10 28.60%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21662: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
5000
146.0 8.20 8.40 860 8.80
91.0 118.0 m/z 91.00 22 .26%
27.0 39.0 51.0 65.0 77.0 104.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131.0
60 820 840 860 880
5000 ' m/z 117.05 16.71%
9L.0 115.0
0 51\'0 6\5\'0 77\'0 ‘ 103\'0 ‘\\ ILI| i
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl- e AL ma e
131.0 8.20 8.40 860 8.80
m/z 115.05 16.56%
5000
146.0
27.0 39.0 51‘-0 64.0 77.0 91"0 103 011?.0 Wl
o) ...‘. SN U TS || PRSP FO—— R ”"” S | S— 11— ..‘.‘. N Bhd VS - A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 840 8.60 8.80

8270-BF073018.M Mon Aug 06 17:04:55 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 5H-Benzocycloheptene,6,7,8,... Concentration Rank 18

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

8.61 3.04 ng 65941 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Benzocvcloheptene.6.7.8.9-tet... 146 C11H14 001075-16-7 62
2 Benzene. cvclopentvl- 146 Cl1l1H14 000700-88-9 60
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 41
4 Cvclobutanone. 3-phenvimethvl- 160 C11H120 055262-02-7 25
5 Cinnoline, 1,2-dihydro-2-methyl- 146 C9H10N2 054063-10-4 25

Abundance Scan 1067 (8.613 min): BF107972.D (-1063) (-) m/z 104.05 100.00%
104.1 146.1
117.0 1311
91.0
5000
ﬁOSFO I | ‘ | ‘I I 8.20 8.40 8.60 8.80 9.00
| PO 1 I SR WA | R | b m/z 146.10  95.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21657: 5H-Benzocycloheptene,6,7,8,9-tetrahydro-
146.0
104.0 "
117.0
5000
91.0 131.0 8.20 8.40 8.60 8.80 9.00
m/z 117.00 74.13%
65.0 77.0 |
0'W“'WH“v'“w“'VHw”hH“MW““J“'JHW'JWH“”““P'"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21606: Benzene, cyclopentyl-
104.0 117.0
146.0 820 8.40 860 8.80 9.00
5000 91.0 m/z 131.10 69.92%
39.0 51 78.0
270 ‘ 65.0 ‘ ‘ ‘ 131.0
0'W“'WH'w'“wk“ﬂwﬁwjih'”ﬁ'““'“wﬂ“w'Jw'“'v“'v“'VH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21663: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0 8.20 8.40 860 8.80 9.00
118.0 146.0 m/z 91.00 53.81%
5000 105.0
27.0 39.0
15.0 ‘ 510 g30 77.0
0"vmhvdﬂb“*ﬁ“'mL‘HM'MHMw““H“'V'“vJL"“"“v'“v" [T T[T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.20 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Benzene, pentamethyl- Concentration Rank 15

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

8.78 3.59 ng 78070 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 87
2 Benzene. 1-(1.1-dimethvlethvl)-3... 148 C11H16 001075-38-3 81
3 Benzene. 1.3-dimethvl-5-(1-methy... 148 C11H16 004706-90-5 81
4 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 74
5 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 72

Abundance Scan 1095 (8.778 min): BF107972.D (-1093) (-) m/z 133.05 100.00%
138.1
5000 148.1
39.0 s50 77.0 9101050 | 1741 8.40 8.60 880 9.00 9.20
Ol e et b e e e b TR Tz 1481100 41.34%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22770: Benzene, pentamethyl-
138.0
148.0
5000

8.40 8.60 8.80 9.00 9.20
m/z 134.10 13.00%

27.0 410 5gq 77.0 9101050

| RS\ P . 5. S PN ST S| M SN
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22825: Benzene, 1-(1,1-dimethylethyl)-3-methyl-
133.0
8.40 8.60 8.80 9.00 9.20
m/z 159.10 11.65%
5000 105.0
148.0
41.0 91.0
2?'0 \‘ L 69'0 1 ‘ Ll ‘ L
o BRSNSk AW LA | SIS MEETIRSMMS| MMM NN
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0 8.40 860 8.80 9.00 9.20
m/z 91.05 11.11%
5000
148.0
150 = 390 34 77,0 91.0105.0
ol e ,‘a‘...“,..‘..,.‘..‘a“‘,..‘.‘.,..‘..,....,. L
m/z--> 0 20 40 60 80 100 120 140 160 8.40 860 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 12

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

9.05 5.14 ng 111615 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 97
2 Benzene. 1-(1-methvlethenvl)-3-(... 160 C12H16 001129-29-9 90
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021564-91-0 81
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 013065-07-1 76
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 60

Abundance Scan 1141 (9.048 min): BF107972.D (-1139) (-) m/z 145.10 100.00%
118.1 145.1
160.1
5000
105.1
91.0 T T T
39.0 53.0 71.0 131.0 8.80 9.00 9.20 9.40
of m/z 118.05 92.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethy!-
118.0
145.0
5000
160.0 8.80 9.00 9.20 9.40
o 3P m/z 160.10 69.34%
150 280 51.0 40 "I 105.0 0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30953: Benzene, 1-(1-methylethenyl)-3-(1- methylethyl)
45.0
880 9.00 920 9.40
5000 160.0 m/z 117.10  46.42%
o 910 117.0
70 10 w0 IO ||| M0 ||
S AR e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30939: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl- A e R
145.0 8.80 9.00 9.20 9.40
m/z 105.05 35.19%
5000
160.0
117.0 1320
oL 260390 640770 94040 " ) |
m/z--> 10 20 30 4'0 50 6|0 7'0 80 90 100 110 120 130 14'10 150 1('30 ' 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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, 1,2,3,4-tetrah... Concentration Rank 11

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

9.17 5.42 ng 131128 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 96
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 013065-07-1 94
3 Benzene. 1-(1-methvlethenvl)-3-(... 160 C12H16 001129-29-9 91
4 Benzene. (1.3-dimethvl-2-butenvl)- 160 C12H16 050704-01-3 64
5 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 64

Abundance Scan 1162 (9.172 min): BF107972.D (-1155) (-) m/z 145.10 100.00%
145.1
118.1
5000 160.2
81.0 [N W Y W)l
40.0 539 670 95.0 13p.0 1741 8.80 9.00 9.20 9.40 9.60
of m/z 118.05 72 .56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethy!-
118.0
145.0
5000
160.0 8.80 9.00 9.20 9.40 9.60
910 m/z 160.15 51.37%
280 510 7.0 105.0
0< 140 I|||"||||||I||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30931: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethy!-
118.0
g 00 550 50 520 540 8.0
5000 ' m/z 117.00 29.56%
105.0
910
o) H— ,2.5@. I‘I\I .“.‘. ,‘l‘.‘. ;‘ . ..l‘.‘. 'HI .‘.“‘l ; IM; — .‘l‘.. T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30953: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)- I LE B EE M
145.0 8.80 9.00 9.20 9.40 9.60
m/z 81.00 25.32%
5000 160.0
910 117.0
20 P w0 || || o
0|||||‘l||‘|||“|||‘|‘||‘=‘H|||‘|||“|||l”|||||||‘||||‘|||||| L N Mt e S o
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\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 18 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 20

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

9.43 2.95 ng 71415 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro-3.4.... 174 C12H140 035322-84-0 60
2 Benzene. 2-(2-butenvl)-1.3.5-tri... 174 C13H18 063435-25-6 53
3 Ethanone. 1-T4-(1-methvl-2-prope... 174 C12H140 109586-49-4 53
4 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 030316-36-0 52
5 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 021693-55-0 52

Abundance Scan 1206 (9.431 min): BF107972.D (-1203) (-) m/z 159.10 100.00%
159.1
5000 133.0 1741
115.0
91.0 AN SR R R
42.0 55.0 77.0 1 9.00 9.20 9.40 9.60 9.80
o} : : m/z 174.05 49.63%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #41115: 1H-Inden-1-one, 2,3-dihydro-3,4,7-trimethyl-
159.0
174.0
5000
9.00 9.20 9.40 9.60 9.80
91.0 115.0 131.0 m/z 133.00 40.20%
270 | 10 g4 770 146.0
04
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #41158: Benzene, 2-(2-butenyl)-1,3,5-trimethyl-
159.0
9.00 9.20 9.40 9.60 9.80
5000 174.0 m/z 145.10 34.89%
144.0
39.0 53.0 77.0 91.0 115.0 129.0
0--.-2-6--?----‘.‘----.‘-‘---.--‘--.---‘-.----.‘----.--‘--.--‘-‘-“---1“‘1‘--- 7 N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #41112: Ethanone, 1-[4-(1-methyl-2-propenyl)phenyl]- O AR E e DR e s o
159.0 9.00 9.20 9.40 9.60 9.80
43.0 m/z 115.00 26 .39%
5000 115.0 174.0
91.0 131.0
77.0
27.0 63.0 ‘ ‘ 144.0
O”P”h”J“”J“”“u'”HP”M””“MW”APJH””NK'““L“W”MP” SR SRR S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.35 6.43 ng 155764 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Naphthalenone. 3.4-dihvdro... 174 C12H140 005037-63-8 70
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 56
3 1(2H)-Naphthalenone. 3.4-dihvdro... 174 C12H140 019550-57-3 55
4 Pentacvclol5.4.0.0(2.6).0(3.10).... 174 C11H1002 002958-72-7 55
5 Quinazoline, 4-ethyl-, 3-oxide 174 C10H10N20 037920-74-4 55
Abundance Scan 1362 (10.348 min): BF107972.D (-1359) (-) m/z 174.10 100.00%
146.1 174.1
117.0
5000
10.00 10.20 10.40 10.60
0 m/z 146.10 91.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41117: 1(2H)-Naphthalenone, 3,4-dihydro-5,8-dimethyl-
146.0
117.0
5000 174.0
10.00 10.20 10.40 10.60
91.0 m/z 117.00 67 .38%
270 . 5L0 77.0 1310 z 4
ol 160.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8960: Benzene, 2-propenyl-
117.0
10.00 10.20 10,40 10.60
5000 m/z 159.10 57 .80%
91.0
51.0 5.0
0|||||2|7|0||“|||“|||‘U||‘|H|||‘w||“|||l‘luuuuluuuuluuuulu
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41121: 1(2H)-Naphthalenone, 3,4-dihydro-6,7-dimethyl- R AR EE ,m
146.0 10.00 10.20 10.40 10.60
m/z 118.00 51.95%
118.0 174.0
5000
39.0 910
O W N AN O ..
0...“.|....|‘. “‘.‘ el \ .‘ |.l‘”.|.‘...i...“.|.
m/z--> 20 40 80 100 120 140 160 180 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107972.D

Aca On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample = J4303-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Tridecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.00 2.96 ng 68059 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 53
2 Tetradecanoic acid 228 C14H2802 000544-63-8 53
3 Dodecanoic acid 200 C12H2402 000143-07-7 50
4 Undecanoic acid 186 C11H2202 000112-37-8 50
5 Pentadecanoic acid 242 C15H3002 001002-84-2 50
Abundance Scan 1643 (12.001 min): BF107972.D (-1639) (-) m/z 60.00 100.00%
6d.0
410
5000 85.0 129.1
157.1 185.1 213.1
| || M 07 256.2 11.60 11.80 12.00 12.20 12.40
Ol e il m/z 43.00 89.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid

.0

73
43.0
5000 129.0 e
11.60 11.80 12.00 12.20 12.40
m/z 55.00 87.35%
0!
20 40 60

m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0 R RmEE B
11.60 11.80 12.00 12.20 12.40
5000 129.0 m/z 57.00 85.97%
0150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61121: Dodecanoic acid B BEE e e
73.0 11.60 11.80 12.00 12.20 12.40
m/z 73.00 81.58%
43.0
5000
129.0
157.0 200.0
I
MIELLI) | Y VRN U S
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\BF080318\
Data File : BF107972.D

Acq On > 4 Aug 2018 7:15

Operator : JU/SJ

Sample - J4303-04

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-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]
2-Pentanone, 4-hy... 5.18 4.3 ng 114279 1 6.96 534882 20.0
unknown6.73 6.73 74.1 ng 1981990 1 6.96 534882 20.0
Benzene, (2-methy... 6.88 7.4 ng 197812 1 6.96 534882 20.0
Benzene, 1,2-diet... 7.19 8.0 ng 212878 1 6.96 534882 20.0
Benzene, 1,4-diet... 7.28 5.1 ng 136896 1 6.96 534882 20.0
Naphthalene, deca... 7.34 3.5 ng 92222 1 6.96 534882 20.0
2,2-Dimethylinden. .. 7.58 10.6 ng 282028 1 6.96 534882 20.0
1H-Indene, 2,3-di... 7.62 7.0 ng 150938 2 8.24 434425 20.0
o-Cymene 7.68 3.1 ng 66432 2 8.24 434425 20.0
Benzene, (2-methy... 7.87 8.2 ng 178130 2 8.24 434425 20.0
Naphthalene, 1,2,... 8.42 10.2 ng 221039 2 8.24 434425 20.0
Naphthalene, 1,2,... 8.47 9.0 ng 195884 2 8.24 434425 20.0
5H-Benzocyclohept. .. 8.61 3.0 ng 65941 2 8.24 434425 20.0
Benzene, pentamet. .. 8.78 3.6 ng 78070 2 8.24 434425 20.0
Naphthalene, 1,2,... 9.05 5.1 ng 111615 2 8.24 434425 20.0
Naphthalene, 1,2,... 9.17 5.4 ng 131128 3 10.00 484168 20.0
1H-Inden-1-one, 2... 9.43 3.0 ng 71415 3 10.00 484168 20.0
1(2H)-Naphthaleno... 10.35 6.4 ng 155764 3 10.00 484168 20.0
Tridecanoic acid 12.00 3.0 ng 68059 4 11.50 459537 20.0
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