LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample = J3705-06

Misc :

ALS Vial : 29 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-BF061918 .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 5.184 481 484 490 rBV 76537 87136 4 .35% 0.488%
2 5.589 550 553 566 rBV 886004 885950 44.23% 4.963%
3 6.007 621 624 629 rVB2 19028 20826 1.04% 0.117%
4 6.595 720 724 731 rBV 549323 587160 29.31% 3.289%
5 6.731 742 747 750 rBVY 1665525 1525821 76.17% 8.548%
6 6.948 781 784 789 rBV 499505 456768 22.80% 2.559%
7 7.107 807 811 815 rBVY 1548060 1484467 74.10% 8.316%
8 7.342 846 851 853 rBv4 29588 28841 1.44% 0.162%
9 7.466 865 872 876 rBV5 23654 52739 2.63% 0.295%
10 7.519 876 881 884 rVV 1196232 1199718 59.89% 6.721%
11 7.589 887 893 895 rBV4 52230 63356 3.16% 0.355%
12 7.689 907 910 913 rVB2 36799 43909 2.19% 0.246%
13 7.725 913 916 918 rBV2 25964 25443 1.27% 0.143%
14 7.754 918 921 925 rVB4 42572 55789 2.78% 0.313%
15 7.807 926 930 931 rBV3 23276 26953 1.35% 0.151%
16 7.866 937 940 941 rBV 25460 20898 1.04% 0.117%
17 7.901 941 946 949 rVB5 28858 50859 2.54% 0.285%
18 7.960 949 956 958 rBV3 39611 59926 2.99% 0.336%
19 7.983 958 960 965 rvv3 31508 37175 1.86% 0.208%
20 8.030 965 968 971 rVvv3 28158 31430 1.57% 0.176%
21 8.060 971 973 977 rVB5 28813 31714 1.58% 0.178%
22 8.172 989 992 994 rVB3 46947 43266 2.16% 0.242%
23 8.236 998 1003 1007 rBV 614517 617472 30.82% 3.459%
24 8.330 1014 1019 1022 rBVS5 48587 71831 3.59% 0.402%
25 8.378 1024 1027 1029 rBV 39441 41555 2.07% 0.233%
26 8.401 1029 1031 1033 rVB 55457 39329 1.96% 0.220%
27 8.454 1036 1040 1042 rVB4 39760 44358 2.21% 0.248%
28 8.477 1042 1044 1048 rVB5 24164 23256 1.16% 0.130%
29 8.513 1048 1050 1054 rVvB4 56819 65455 3.27% 0.367%
30 8.566 1056 1059 1062 rBvV2 58575 73958 3.69% 0.414%
31 8.601 1062 1065 1066 rBvV2 44570 42972 2.15% 0.241%
32 8.677 1075 1078 1081 rBv4 32198 45763 2.28% 0.256%

33 8.713 1081 1084 1088 rVB5 87983 102913 5.14% 0.577%
34 8.789 1092 1097 1101 rVB2 124877 150645 7.52% 0.844%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample = J3705-06

Misc :

ALS Vial : 29 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\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 8.830 1101 1104 1107 rBv4 35787 51283 2.56% 0.287%
36 8.930 1118 1121 1124 rBV4 46027 74495 3.72% 0.417%
37 8.995 1129 1132 1134 rBV2 94490 118696 5.93% 0.665%
38 9.019 1134 1136 1140 rVB4 52721 66168 3.30% 0.371%
39 9.072 1143 1145 1149 rBv4 55557 80984 4._.04% 0.454%
40 9.142 1155 1157 1161 rVB3 42329 48357 2.41% 0.271%
41 9.177 1161 1163 1164 rBV2 44044 29889 1.49% 0.167%
42 9.248 1171 1175 1177 rBV2 78825 93929 4.69% 0.526%

43 9.313 1181 1186 1189 rVV 1974663 2003214 100.00% 11.222%
44 9.342 1189 1191 1193 rVB 167149 112238 5.60% 0.629%

45 9.377 1195 1197 1199 rVB3 39564 27881 1.39% 0.156%
46 9.436 1203 1207 1208 rBv4 76577 86225 4_30% 0.483%
47 9.477 1212 1214 1216 rBV2 33739 32766 1.64% 0.184%
48 9.548 1224 1226 1228 rBV3 34190 33227 1.66% 0.186%
49 9.577 1229 1231 1233 rVV2 52790 52654 2.63% 0.295%
50 9.601 1233 1235 1238 rVB3 81446 63199 3.15% 0.354%
51 9.636 1238 1241 1243 rBV3 70718 65389 3.26% 0.366%
52 9.660 1243 1245 1247 rVB 70944 51955 2.59% 0.291%
53 9.683 1247 1249 1250 rBV2 42762 34037 1.70% 0.191%
54 9.766 1259 1263 1264 rBV2 66196 71376 3.56% 0.400%
55 9.783 1264 1266 1268 rVV 89128 73839 3.69% 0.414%
56 9.807 1268 1270 1275 rVV5 80382 135985 6.79% 0.762%
57 9.848 1275 1277 1279 rVvVv2 82039 72818 3.64% 0.408%
58 9.872 1279 1281 1285 rVB4 43986 41657 2.08% 0.233%
59 9.995 1298 1302 1311 rVB 647032 692808 34.58% 3.881%
60 10.266 1345 1348 1352 rVB5 48014 57339 2.86% 0.321%
61 10.307 1352 1355 1358 rBV 128590 141035 7.04% 0.790%
62 10.354 1360 1363 1365 rVB 105690 80594 4.02% 0.451%
63 10.377 1365 1367 1369 rBV 68293 58141 2.90% 0.326%
64 10.483 1383 1385 1387 rBV3 34485 32282 1.61% 0.181%
65 10.530 1391 1393 1395 rVB2 30389 22201 1.11% 0.124%
66 10.554 1395 1397 1399 rBV2 22039 21910 1.09% 0.123%
67 10.624 1407 1409 1411 rVB3 34137 25890 1.29% 0.145%
68 10.654 1412 1414 1416 rBV2 47912 38721 1.93% 0.217%
69 10.742 1426 1429 1431 rBV3 39861 47189 2.36% 0.264%

70 10.789 1433 1437 1443 rVB 1186064 1242860 62.04% 6.963%
71 10.966 1464 1467 1469 rBV2 28793 36956 1.84% 0.207%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample = J3705-06

Misc :

ALS Vial : 29 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\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 11.083 1484 1487 1490 rBV3 25612 33794 1.69% 0.189%
73 11.489 1552 1556 1559 rBV 552738 459829 22.95% 2.576%
74 12.871 1788 1791 1794 rBV 51652 46649 2.33% 0.261%

75 12.954 1802 1805 1810 rVB 148170 156986 7.84% 0.879%

76 13.071 1821 1825 1828 rBV 2000811 1803010 90.01% 10.100%

77 13.577 1908 1911 1914 rBV2 33544 32619 1.63% 0.183%
78 13.736 1935 1938 1946 rVB 110529 116332 5.81% 0.652%
79 13.948 1971 1974 1980 rVB 66330 68925 3.44% 0.386%

80 14.136 2002 2006 2010 rBV 568261 538398 26.88% 3.016%

81 15.671 2262 2267 2274 rVB 314952 434343 21.68% 2.433%

Sum of corrected areas: 17850723
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\

BF106991.D

29 Jun 2018 23:47

JussJ

J3705-06

29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample : J3705-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 9

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

5.18 3.82 ng 87136 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 56
3 3-Hexanol 102 C6H140 000623-37-0 33
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 32
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25

Abundance Scan 483 (5.178 min): BF106991.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
oL 480 5.00 520 540 5.60
. 83.0 : : : :
Ol 620 @0 | 0850 61, 00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS RS UL IR
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.10 17.97%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
o 280 500 520 540 560
5000 m/z 58.00 14.83%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol TTT T T T A L
54.0 480 5.00 520 5.40 5.60
m/z 41.10 9.30%
5000 310 430 73.0
0 \‘\‘ “\H \‘ I 840 1010
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60

8270-BF061918_.M Mon Jul 02 10:38:23 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample : J3705-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 66.81 ng 1525820 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 747 (6.731 min): BF106991.D (-742) (-) m/z 132.10 100.00%
13%.1
5000 68.1
DRSS SRR
400 540 || 780 97'1 106.0 6.40 6.60 6.80 7.00
O T L B e A L R e m/z 68.10 39.48%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 DRSS SRR
6.40 6.60 6.80 7.00
210 510 m/z 134.00 32.65%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
'6.40 6.60 6.80 7.00
5000 67.0 m/z 65.95 23.78%
41.0 97.0
53.0 . 117.0
0”'%'”'P'”I”'W'”'P'”;”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine B e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.62%
97.0
5000 0.0
31.0 52.0
0 ‘ ‘ | [ 86.0 | 107011§0 |
m/z--> 30 40 5'0 6|0 7'0 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\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample : J3705-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown7.47 Concentration Rank 20

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

7.47 2.31 ng 52739 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxazole. 4.5-dimethvl- 97 C5H7NO 020662-83-3 27
2 5-Amino-3-methvlpvrazole 97 C4H7N3 031230-17-8 27
3 2-(Diethvlamino)butvronitrile 140 C8H16N2 016250-35-4 23
4 Oxazole. trimethvl- 111 C6H9NO 020662-84-4 22
5 N,N"-Dibutylidene-hydrazine 140 C8H16N2 1000190-60-8 17

Abundance Scan 873 (7.472 min): BF106991.D (-865) (-) m/z 91.00 100.00%
91.0
105.1
55.0
5000 69.0 119.1
42.0 148.1
|”| I ‘ || | 7.20 7.40 7.60 7.80
0'”P”W'”W””I”“PJH'JW”'WL”IJ'P”'P”W”'W””P'”P”' m/z  97.10 78.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2963: Oxazole, 4,5-dimethyl-
43.0 91.0
55.0
5000
7.20 7.40 7.60 7.80
28.0 m/z 105.10 71.36%
15.0 ‘ H 70.0 82.0
0'”PJ”PJJP””'“W%2W”‘W””J'”PJlP”W'”W”'W””I””P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
97.0
7.20 7.40 7.60 7.80
5000 m/z 55.00 55.84Y%
41.0
290 54.0 68.0
0 ' 81.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18567: 2-(Diethylamino)butyronitrile B B e
111.0 7.20 7.40 7.60 7.80
m/z 69.00 51.55%
56.0
5000 9.0
28.0 420 70.0 125.0
‘ ‘ ‘ 830 140.0
0'”&?9P”¢'”M”'W‘NI”JT'”PW'P”H'”WE”'”'W””I””P'” U R UL L IR
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample : J3705-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Adamantane Concentration Rank 11

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

7.59 2.77 ng 63356 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane 136 C10H16 000281-23-2 95
2 Benzene. l1-methvl-2-(1-methvl-2-... 146 C11H14 097664-19-2 43
3 1H-Indene. 2.3-dihvdro-4.6-dimet... 146 C11H14 001685-82-1 38
4 Bicvclol3.2.21non-6-en-3-one 136 C9H120 1000072-31-7 25
5 1H-Indole, 1l-methyl- 131 C9HOSN 000603-76-9 22

Abundance Scan 893 (7.589 min): BF106991.D (-887) (-) m/z 131.10 100.00%
131.1
5000 791 939 146.1
41.0 " 105.0
55.0 g7.0 w--nuw--A-Ju-w-w-
117.0 | 7.20 7.40 7.60 7.80 8.00
of 8 m/z 136.10 57.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15679: Adamantane
136.0
79.0
93.0
5000 R L UL L
30,0 67.0 7.20 7.40 7.60 7.80 8.00
0
270 “ 53.0 ‘ ‘ 107.0 1210 m/z 146.10 41 .00%
N | T O N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131.0
720 7.40 7.60 7.80 8.00
5000 91.0 m/z 79.10  40.46%
115.0 146.0
27.0 39.0 51.0 65.0 77.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21650: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
131.0 7.20 7.40 7.60 7.80 8.00
m/z 93.00 36.84%
5000
146.0
27.0 39.0 519 91.0 115.0
BT W P e il o1 T I
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\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample : J3705-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 unknown8.33 Concentration Rank 18

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

8.33 2.33 ng 71831 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Dimethvlcvclopropanecarboxvl... 114 C6H1002 1000191-14-6 25
2 Bicvclol2.2.1Theptane. 1.7.7-tri... 138 C10H18 000464-15-3 20
3 Cvclohexene. 4-methvl-1-(1-methyv... 138 C10H18 000500-00-5 18
4 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 15
5 2-Pentenoic acid, 2-methyl-, (E)- 114 C6H1002 016957-70-3 14

Abundance Scan 1019 (8.330 min): BF106991.D (-1014) (-) m/z 69.05 100.00%
64.0
55.0
41.0 95.1 119.1
5000 1411
8L 162.1 AR SR RN AR
T L
Ol gl B m/z 55.00 77.46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7307: 1,2-Dimethylcyclopropanecarboxylic acid
41.0 69.0
5000 114.0 ‘800 8.20 840 860
27.0 53.0 m/z 41.05 66.08%
R “H\ L. |y 810 90
S R A AR R KRR N AR RS LA BRSNS RARAS EARAN LARSN ARRR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95.0
‘800 8.20 840 860
5000 m/z 119.10 59.86%
410 550 67.0 810 1230 1350
109.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16980: Cyclohexene, 4-methyl-1-(1-methylethyl)-
93.0 8.00 8.20 8.40 8.60
810 m/z 95.10 59.74%
5000
138.0
41.0 55.0 67.0 123.0
I AT
O'WHA““““M“fM“lﬁﬂm'“m““ﬁ¢“VH”w“'v“w'“ﬁ'“w'“w'“w' USSR AR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60

8270-BF061918_.M Mon Jul 02 10:38:26 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample : J3705-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 unknown8.57 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
" 8.57 2.40ng 73958  Naphthalene-ds 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Furan. 2-ethvi-5-methvl- 110 c7HI00 001703-52-2 35

1000150-99-3 27
091884-67-2 27

2 Cvclopentane. 1.2-dimethvl-3-met... 110 C8H14
3 Cvclopentane. 1.2-dimethvl-3-met... 110 C8H14

4 trans.trans-3.5-Heptadien-2-one 110 C7H100 018402-90-9 27
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 27
Abundance Scan 1060 (8.572 min): BF106991.D (-1056) (-) m/z 95.10 100.00%
53.0 69.0 od.1
41.0
5000 81.0 110.1
270141'1 150.1 A —
||| | || | || - 8.20 8.40 8.60 8.80 9.00
Obrrprrrrprrrf ey .! TR 1| RN TR W m/z 55.00 98.95%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5817: Furan, 2-ethyl-5-methyl-
95.0
110.0
5000 43.0 e o
67.0 820 840 8.60 8.80 9.00
m/z 69.00 93.72%
290 || ss0 80 | |
ok e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95.0
AR R
41.0 670 8.20 8.40 8.60 8.80 9.00
5000, 570 0 g0 m/z 41.05 68.58%
55.0 110.0
04
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6037: Cyclopentane, 1,2-dimethyl-3-methylene-, cis- R B e
95.0 8.20 8.40 8.60 8.80 9.00
m/z 81.00 41.25%
5000 410 67.0 81.0
27.0 110.0
55.0 ‘ .
onwnhh””“”wme””,””“”.pdw””,””“”.“”w”.w””“.”, AR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80 9.00

8270-BF061918_.M Mon Jul 02 10:38:26 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample : J3705-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 unknown8.17 Concentration Rank 10

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

8.71 3.33 ng 102913 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 38
2 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 35
3 Cvclopentane. 1.2-dimethvl-3-met... 110 C8H14 091884-67-2 35
4 Cvclohexene. 1.2-dimethvl- 110 C8H14 001674-10-8 35
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 35

Abundance Scan 1084 (8.713 min): BF106991.D (-1081) (-) m/z 95.10 100.00%
5.0 949.1

5000

8.40 8.60 8.80 9.00

0 m/z 55.00 97.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #5982: 1,3-Dimethyl-1-cyclohexene
95.0
5000 LA L L L L LB L
67.0 840 8.60 8.80 9.00
0
41.0 ‘ m/z 69.10 57.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
95.0
T T T
8.40 8.60 8.80 9.00
5000/ 43.0 m/z 41.00 55.10%
0 68.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #6037: Cyclopentane, 1,2-dimethyl-3-methylene-, cis- R ma e AR R
95.0 8.40 8.60 8.80 9.00
m/z 97.10 50.61%
s000] 410 67.0
o.uup*‘JJ.”.”“.”.””“”w””“”.””.”.””.”w”“.”w“ ML
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 8.40 8.60 8.80 9.00

8270-BF061918_.M Mon Jul 02 10:38:27 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample : J3705-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 4

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

8.79 4.88 ng 150645 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 87
2 Benzene. 1.3-dimethvl-5-(1-methy... 148 C11H16 004706-90-5 87
3 Benzene. 2.4-diethvl-1-methvl- 148 C11H16 001758-85-6 83
4 Benzene. 1.4-diethvl-2-methvl- 148 C11H16 013632-94-5 80
5 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 80

Abundance Scan 1097 (8.789 min): BF106991.D (-1092) (-) m/z 133.10 100.00%
138.1
5000 148.1
91.0 117.1
39.0 63.0 770 66.2 8.40 8.60 8.80 9.00 9.20
o} : m/z 148.10 46.83%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22770: Benzene, pentamethyl-
138.0
148.0 o
5000 SRR U L L
8.40 8.60 8.80 9.00 9.20
m/z 117 .05 16.53%
. 27.0 410 3,0 77.0 91010501190 I
mz> 0 20 40 e 8 100 10 10 1o
Abundance
133.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 91.00 14 .82%
148.0
150 3904535 770 9101050544
O B e
mz-> 0 2 40 60 80 100 120 140 160
Abundance #22796: Benzene, 2,4-diethyl-1-methyl- A e e R ma
138.0 8.40 8.60 8.80 9.00 9.20
119.0 m/z 105.05 13.08%
5000 148.0
i 910 105.0
39.0 -
0 T .1.5.O| .‘.‘. "|" .“.‘.?3‘ﬂ0...“‘| —— IHW ; .‘.‘. - - A ‘M'I""I"" AR EEa
m/z--> 0 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00 9.20

8270-BF061918_.M Mon Jul 02 10:38:28 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample : J3705-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Cyclohexene, 1,2-dimethyl- Concentration Rank 16

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

8.93 2.41 ng 74495 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1.2-dimethvl- 110 C8H14 001674-10-8 53
2 1-Methvl-2-methvlenecvclohexane 110 C8H14 002808-75-5 52
3 2.4-Hexadiene. 2.3-dimethvl- 110 C8H14 005678-98-8 43
4 2-Cvclopenten-1-one. 3.4-dimethvl- 110 C7H100 030434-64-1 43
5 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 43

Abundance Scan 1121 (8.930 min): BF106991.D (-1118) (-) m/z 95.10 100.00%
95.1

41.0 55.0 gg1
5000

136.1
1520 LA L L L L L LB |
166.1 8.60 8.80 9.00 9.20

0 m/z 55.00 67.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #5973: Cyclohexene, 1,2-dimethyl-
95.0
67.0
81.0
5000 41.0 110.0 LI L L LB |
27.0 8.60 8.80 9.00 9.20
m/z 41.00  65.26%
AR SR 1 7 O A
m/z--> 20 40 80 100 120 140 160
Abundance
67.0 81.0 95.0
R R S REEREmas ey
8.60 8.80 9.00 9.20
5000 41.0 m/z 69.10 63.72%
110.0
54,0
S e R
m/z--> 20 40 60 80 100 120 140 160
Abundance #5995: 2,4-Hexadiene, 2,3-dimethyl- A REREEEaSE A
67.0 95.0 8.60 8.80 9.00 9.20
0
110.0 m/z 67.00 63.52%
41.0
5000
27.0 81.0
m/z--> 20 40 60 100 120 140 160 8.60 8.80 9. OO 9.20

8270-BF061918_.M Mon Jul 02 10:38:28 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample : J3705-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown9.00 Concentration Rank 8

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

9.00 3.84 ng 118696 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4a(2H)-Naphthalenol. octahvdro-.... 154 C10H180 001654-87-1 41
2 Formic acid. (3-Ffluorophenvl)met... 154 C8H7F02 1000368-72-1 35
3 3-Oxabicvclol4.1.0Theptan-2-one.... 168 C10H1602 022841-82-3 30
4 3.9-Dodecadiene 166 C12H22 054764-65-7 25
5 2(1H)-Pyridinethione 111 C5H5NS 002637-34-5 22

Abundance Scan 1133 (9.001 min): BF106991D(1129)() m/z 133.05 100.00%
67.0
5000 410 550 81.0 951
8.60 8.80 9.00 9.20 9.40
o} m/z 109.10 63.39%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #26835: 4a(2H)-Naphthalenol, octahydro-, trans-
111.0
5000 RS R LR AR I
a0 20 98.0 154.0 8.60 8.80 9.00 9.20 9.40
67.0 g30 m/z 67.00 55.96%
‘ \‘H M 1l ‘\H \\H\ \‘H‘ | 125.0
0'I""I""I"" T T T IIIIII""""""""""I""I""I""I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
100.0 154.0
196.0 8.60 8.80 9.00 9.20 9.40
5000 97.0 ' m/z 55.00 51.74%
83.0

27.0 39.0 57.0 70,0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #36511: 3-Oxabicyclo[4.1.0]heptan-2-one, 4,4,7,7-tetramethy!- T
43.0 67.0 109.0 8.60 8.80 9.00 9.20 9.40
: 9.0 m/z 41.00 50.62%
5000
81.0 124.0
20.0 55.0 0
’ 168.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8. 60 8.80 9. 00 9.20 9.40

8270-BF061918_.M Mon Jul 02 10:38:29 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample : J3705-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 12 Benzene, cyclohexyl- Concentration Rank 13

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

9.07 2.62 ng 80984 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. cvclohexvl- 160 C12H16 000827-52-1 55
2 Benzene. (3-methvlcvclopentvl)- 160 C12H16 005078-75-1 38
3 Naphthalene. 2-ethvl-1.2.3.4-tet... 160 C12H16 032367-54-7 38
4 5.6.7.8.9.10-Hexahvdrobenzocvclo... 160 C12H16 001076-69-3 27
5 Benzene, 4-hexenyl- 160 C12H16 023086-43-3 27

Abundance Scan 1145 (9.072 min): BF106991.D (-1143) (-) m/z 104.05 100.00%
104.1
91.0
5000
8.80 9.00 9.20 9.40
(o} m/z 117.05 75.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30871: Benzene, cyclohexyl-
104.0
91.0 160.0
5000 U S N R SR
8.80 9.00 9.20 9.40
39.0 77.0 118.0 m/z 91.00 65.74%
S N Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
104.0
880 9.00 9.20 9.40
5000 m/z 95.10 54 _.52%
91.0 1310 160.0
27.0 41.0 67.0 145.0
o
miz--> 20 40 60 80 100 120 140 160 180
Abundance #30909: Naphthalene, 2-ethyl-1,2,3,4-tetrahydro- L RIS B LRI LU
104.0 8.80 9.00 9.20 9.40
m/z 160.10 50.37%
131.0
160.0
5000
91.0
210 59 77.0 ‘ H 145.0
oL ..lu‘l‘. "|" .“;‘.,‘:‘;‘. 'HI ——r I“ ..l‘l I\I‘\l - .‘.. T
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40

8270-BF061918_.M Mon Jul 02 10:38:30 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample : J3705-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Cyclohexene, 2-ethenyl-1,3,... Concentration Rank 12

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

9.25 2.71 ng 93929 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 2-ethenvl-1.3.3-tri... 150 C11H18 005293-90-3 53
2 Naphthalene. 1.2.3.4.4a.5.6.7-oc... 150 C11H18 013943-77-6 52
3 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 47
4 4-Hvdroxv-3-methvlacetophenone 150 C9H1002 000876-02-8 46
5 Ethanone, 1-(2-hydroxy-5-methylp... 150 C9H1002 001450-72-2 46

Abundance Scan 1175 (9.248 min): BF106991.D (-1171) (-) m/z 135.05 100.00%
136.1
109.1
5000 150.1
168.1 9.00 9.20 9.40 9.60
o} m/z 109.10 53.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23968: Cyclohexene, 2-ethenyl-1,3,3-trimethyl-
135.0
5000 93.0 USRS S IR
41.0 79.0 107.0 150.0 9.00 9.20 9.40 9.60
270 55.0 ' m/z 150.10 45.88%
R NI A=
0 ‘ |i‘:|‘=‘P|‘|“U||‘i“|||‘|||“l‘||‘|“||| |||‘|||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
135.0
93.0 150.0 9.00 9.20 9.40 9.60
5000 79.0 ' m/z 55.00 43.91%
410 108.0
27.0 55.0
L L L L W UL BN W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23712: Phenol, p-tert-butyl- R EmEEES L
135.0 9.00 9.20 9.40 9.60
m/z 67.00 35.55%
5000
107.0
150.0
41.0
140270 ([ &30 "2 %Y | ;0
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60

8270-BF061918_.M Mon Jul 02 10:38:30 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample : J3705-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown9.44 Concentration Rank 15

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

9.44 2.49 ng 86225 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(l1-cvclohexen-1-vI)- 124 C8H120 000932-66-1 38
2 Cvclohexanepropanol. 2.2-dimethv... 182 C12H220 095452-04-3 18
3 1.3-Hexadiene. 3-ethvl-2-methvl-... 124 C9H16 074752-97-9 14
4 5-Ethylcvclopent-1-enecarboxalde... 124 C8H120 036431-60-4 14
5 5-Hepten-2-ol, 6-methyl- 128 C8H160 001569-60-4 11

Abundance Scan 1208 (9.442 min): BF106991.D (-1203) (-) m/z 145.10 100.00%
69.1 05.1 145.1
5000
160.2
182.1 920 9.40 9.60 9.80
0! m/z 69.10 91.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10546: Ethanone, 1-(1-cyclohexen-1-yl)-
81.0
109.0
43.0 124.0
5000 R U IR R R
9.20 9.40 9.60 9.80
m/z 95.10 84.88%
0 27\0 H m‘m GZO H 95'0 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
41.0 69.0
920 940 9.60 9.80
5000 550 95.0109.0 m/z 109.10 71.31%
270 123.0  149.0 167.0
182.0
e S S S UL UL B WL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10721: 1,3-Hexadiene, 3-ethyl-2-methyl-, (2)- RS mEEE L
67.0 95.0 9.20 9.40 9.60 9.80
124.0 m/z 55.00 58.43%
41.0
5000 810 109.0
27.0
0 ...|.‘}..‘i“...“l‘l.“H‘..“‘i“..U‘l|.‘.‘..|U...|....|....|... T
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80

8270-BF061918_.M Mon Jul 02 10:38:31 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample : J3705-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 unknown9.81 Concentration Rank 7

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

9.81 3.93 ng 135985 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Oxa-4-thiaspirol4.41nonane. 6.... 172 C9H160S 057156-88-4 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 144 C11H12 071721-26-1 22
3 5H-Benzocvcloheptene. 6.7-dihvdro- 144 C11H12 007125-62-4 18
4 8-Carbamovlauinoline 172 C10H8N20 055706-61-1 16
5 Fluorene, 1,2,3,4,4a,9a-hexahydr... 172 C13H16 001559-97-3 16

Abundance Scan 1271 (9.813 min): BF106991 D (-1268) (-) m/z 110.10 100.00%
8
5000
9.40 9.60 9.80 10.00 10.20
o} m/z 81.05 98.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40406: 1-Oxa-4-thiaspiro[4.4]nonane, 6,9-dimethy!-
129.0
5000 RS LRI SR I
410 172.0 9.40 9.60 9.80 10.00 10.20
: 112.0 m/z 95.10 77.21%
SO o
0 ||||||||i‘|“|‘|‘H|‘|u |, I\H \I\\ |||‘|‘|||M|||=|||||||‘||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
129.0
9.40 9.60 9.80 10.00 10.20
5000 103.0 m/z 67.00 61.31%
39.0 77.0
62.0 144.0
e L L N L U W L B S L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20430: 5H-Benzocycloheptene, 6,7-dihydro- B o
129.0 9.40 9.60 9.80 10.00 10.20
m/z 173.10 56.30%
5000
51.0
I A S O NN | ISP
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample : J3705-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 16 Naphthalene, 2,3,6-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.31 4_.07 ng 141035 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 96
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 96
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 93
4 4.6.8-Trimethvlazulene 170 C13H14 000941-81-1 90
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 60
Abundance Scan 1356 (10.313 min): BF106991.D (-1352) (-) m/z 170.10 100.00%
155.117p.1
5000
10.00 10.20 10.40 10.60
o m/z 155.10 96.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38371: Naphthalene, 2,3,6-trimethyl-
170.0
155.0
5000 AU AL AR
10.00 10.20 10.40 10.60
m/z 159.10 31.02%
oL 270 510 7600910 113080
miz--> S A A S0 A0 ST R
Abundance
170.0
155.0 NSNS IR BUURRE
10.00 10.20 10.40 10.60
5000 m/z 128.10 25.50%
o 270 510 760 1020 1280
miz--> 20 40 60 80 100 120 140 160 180
Abundance #38378: Naphthalene, 1,4,6-trimethyl- L BRSLELIL BLULELL L B
170.0 10.00 10.20 10.40 10.60
m/z 153.10 25.16%
5000 155.0
0 36.0 51.0 840 1030 = 128.0 a
m/z--> 20 4 60 éo 100 150 140 1&0 180 ' 10,00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample : J3705-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.35 2.33 ng 80594 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 60
2 1(2H)-Naphthalenone. 8-ethvl-3.4... 174 C12H140 051015-33-9 60
3 4-Phenvlcvclohexanone 174 C12H140 004894-75-1 49
4 1(2H)-Naphthalenone. 5-ethvl-3.4... 174 C12H140 051015-31-7 49
5 1H-Indene-4-carboxaldehyde, 2,3-... 146 C10H100 051932-70-8 46

Abundance Scan 1362 (10.348 min): BF106991.D (-1360) (-) m/z 174.05 100.00%

117.1 146.1 174.1

5000

10.00 10.20 10.40 10.60

0 m/z 146.05 96.79%
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 1740 \'\"""""""""""'
10.00 10.20 10.40 10.60
91.0 m/z 117 .05 94 _19%
070 . 510 77.0 ‘ | ‘ 1?1.0
0...,.&..%..% ,W..JH ot Al L3900
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
146.0
A B
10.00 10.20 10.40 10.60
5000 174.0 m/z 132.05 69.21%
117.0
39.0 63.0 77.0 91.0
oL 250 1310 1600
e e e )
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41080: 4-Phenylcyclohexanone AR n e ma St e
104.0 174.0 10.00 10.20 10.40 10.60
m/z 159.10 59.20%
119.0
5000
78.0 145.0
e T
ob e htliab b W b PR R e
m/z--> 20 40 60 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\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample : J3705-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.95 5.83 ng 156986 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 2H.8H-Benzol1l.2-b:5.4-b"*1dipvran... 228 C14H1203 000553-19-5 59
3 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 53
4 Decanedioic acid., diethvl ester 258 C14H2604 000110-40-7 53
5 1,4-Puran, 5,6-dihydro-3-[3-indo... 213 C14H15NO 1000128-72-9 45
Abundance Scan 1804 (12.948 min): BF106991.D (-1802) (-) m/z 213.10 100.00%
218.1
5000
610 119.1
43.0 650 1480 1810 12.60 12.80 13.00 13.20
0III”I|||”.I|II.I.IIII|.|IIlnl.l:l.l ”“'l..'.'i.‘...|.... ....,....,...|'.|'.I'.. m/z 119.05 22 _67%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 AR UL AR B
12.60 12.80 13.00 13.20
119.0 m/z 214.10 18.30%
65.0 91‘ 0 165 0 ‘
0 S — .‘... S | S
mz-> 20 40 60 80 160 120 140 160 180 200 220
Abundance
213.0
12.60 12.80 13.00 13.20
5000 m/z 228.10 17.26%
185.0
oL280 510 690 92.0 128.0 150 230.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71890: Carbanilic acid, p-phenyl-
218.0 12.60 12.80 13.00 13.20
m/z 91.05 12.25%
5000
167.0  196.0
0 5.0 770 9801150 13900 | |
mz-> 20 40 65 80 160 120 140 160 180 200 220 1260 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample : J3705-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Phenol, 2,2"-methylenebis[6... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.74 4.32 ng 116332 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.2"-methvlenebisl6-(1.1... 340 C23H3202 000119-47-1 95
2 Dimethvl 5-methvlisophthalate 208 C11H1204 017649-58-0 35
3 1l-phenvl-4-hvdroxvpiperidine 177 C11H15NO 1000380-04-6 35
4 Benzoic acid. 4-butvl-. 4-methox... 284 C18H2003 035684-23-2 18
5 Benzene, 1,2,3,4-tetramethyl-5-(... 176 C13H20 061142-67-4 14
Abundance Scan 1939 (13.742 min): BF106991.D (-1935) (-) m/z 177.05 100.00%
177.1
340.2
5000
71 22 13.40 13.60 13.80 14.00
o} m/z 161.10 65.72%
m/z--> 50 100 150 200 250 300
Abundance #177204: Phenol, 2,2'-methylenebis[6-(1,1-dimethylethyl)-4...
177.0
5000 340.0 ABARRAARS AR AR
149, 1340 13.60 13.80 14.00
57.0 1210 284.0 m/z 340.20 59.51%
L2 | ‘H\ \‘ I'n 22802550 | 3110 |
m/z--> 50 200 250 300
Abundance
177.0
13.40 13.60 13.80 14.00
5000 m/z 149.10 47 .56%
149.0 208.0
50 630890170
m/z--> " 's0 100 150 200 250 300
Abundance #43271: 1- phenyl 4-hydroxypiperidine T e
105.0 77.0 13.40 13.60 13.80 14.00
m/z 164.10 43.03%
77.0
5000 132.0
51.0 ‘
OuuuL"‘ﬁMJ.‘J.“. 'LI .‘Ll‘ lLIJI‘l | N T
m/z--> 50 100 150 200 250 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106991.D

Aca On 29 Jun 2018 23:47

Operator : JU/SJ

Sample : J3705-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Trifluoroacetoxy hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.56 ng 68925 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 1974 (13.948 min): BF106991.D (-1971) (-) m/z 57.00 100.00%
570.0 97.1
5000
2111 o431 2821 1360 13.80 14.00 14.20
ob——4 : 1 m/z 83.05 95.26%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 AU AR SN UMM
13.60 13.80 14.00 14.20
29.0 125.0 m/z 43.00 93.70%
o Ll h L 4‘154 0 19602240 2690 3200
m/z--> 50 260 250 300 350
Abundance
57.0
97.0 1360 13.80 14.00 14.20
5000 m/z 55.00 91.50%
. 29.0 1220 1600 70,2380 083.0
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester B e e o N EEmms
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.00 89.31%
5000
0 Hhﬁmmmmm 255.0 356.0
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
Data File : BF106991.D

Acq On 29 Jun 2018 23:47

Operator : JU/SJ

Sample - J3705-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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 3.8 ng 87136 1 6.95 456768 20.0
unknown6.73 6.73 66.8 ng 1525820 1 6.95 456768 20.0
unknown7 .47 7.47 2.3 ng 52739 1 6.95 456768 20.0
Adamantane 7.59 2.8 ng 63356 1 6.95 456768 20.0
unknown8.33 8.33 2.3 ng 71831 2 8.24 617472 20.0
unknown8 .57 8.57 2.4 ng 73958 2 8.24 617472 20.0
unknown8.17 8.71 3.3 ng 102913 2 8.24 617472 20.0
Benzene, pentamet. .. 8.79 4.9 ng 150645 2 8.24 617472 20.0
Cyclohexene, 1,2-... 8.93 2.4 ng 74495 2 8.24 617472 20.0
unknown9 .00 9.00 3.8 ng 118696 2 8.24 617472 20.0
Benzene, cyclohexyl- 9.07 2.6 ng 80984 2 8.24 617472 20.0
Cyclohexene, 2-et... 9.25 2.7 ng 93929 3 10.00 692808 20.0
unknown9 .44 9.44 2.5 ng 86225 3 10.00 692808 20.0
unknown9 .81 9.81 3.9 ng 135985 3 10.00 692808 20.0
Naphthalene, 2,3,... 10.31 4.1 ng 141035 3 10.00 692808 20.0
1(2H)-Naphthaleno... 10.35 2.3 ng 80594 3 10.00 692808 20.0
Phenol, 4,4"-(1-m... 12.95 5.8 ng 156986 5 14.14 538398 20.0
Phenol, 2,2"-meth... 13.74 4.3 ng 116332 5 14.14 538398 20.0
Trifluoroacetoxy ... 13.95 2.6 ng 68925 5 14.14 538398 20.0
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