LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106554.D

Aca On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample = J3564-02

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-BF061118.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 5.195 483 486 493 rBV 115104 127775 4.26% 0.419%
2 5.613 553 557 565 rBY 1567746 1486764 49.62% 4.881%
3 6.136 641 646 649 rBV2 59909 61632 2.06% 0.202%
4 6.607 723 726 734 rBVY 1124360 966605 32.26% 3.173%
5 6.742 745 749 753 rBVY 2416950 2369894 79.09% 7.780%
6 6.901 771 776 777 rBV2 31127 33410 1.11% 0.110%
7 6.966 783 787 790 rVB 850666 687486 22.94% 2.257%
8 7.125 809 814 816 rBVY 2438478 2293230 76.53% 7.528%
9 7.142 816 817 822 rVB 428647 303305 10.12% 0.996%
10 7.207 825 828 831 rBV2 56919 49911 1.67% 0.164%
11 7.278 836 840 842 rBV 45477 44243 1.48% 0.145%
12 7.301 842 844 847 rVvV 85909 67279 2.25% 0.221%
13 7.360 850 854 862 rVB2 81051 95091 3.17% 0.312%

14 7.495 870 877 879 rBvV 160443 167157 5.58% 0.549%
15 7.530 879 883 886 rvB 2098107 2143998 71.55% 7.038%

16 7.601 891 895 900 rvv4 142139 184326 6.15% 0.605%
17 7.648 900 903 906 rvv 143178 114739 3.83% 0.377%

18 7.707 906 913 915 rvv3 69186 91309 3.05% 0.300%
19 7.725 915 916 919 rvv 93777 75417 2.52% 0.248%
20 7.772 921 924 927 rVB2 61347 67890 2.27% 0.223%
21 7.807 927 930 932 rBV 51483 39983 1.33% 0.131%
22 7.848 932 937 939 rVB3 37296 47569 1.59% 0.156%

23 7.889 940 944 947 rBV2 194158 200064 6.68% 0.657%
24 7.930 947 951 954 rvB2 85958 104218 3.48% 0.342%
25 7.983 956 960 963 rBV 224349 222299 7.42% 0.730%

26 8.054 968 972 974 rBV2 52468 64441 2.15% 0.212%
27 8.107 979 981 984 rBV 41880 31340 1.05% 0.103%
28 8.142 984 987 989 rBvV2 55566 59911 2.00% 0.197%

29 8.248 996 1005 1010 rBV 1011352 1068790 35.67% 3.509%
30 8.289 1010 1012 1015 rVvB2 142591 117001 3.90% 0.384%

31 8.319 1015 1017 1021 rVB2 61325 57944 1.93% 0.190%
32 8.366 1021 1025 1028 rBV3 91144 104591 3.49% 0.343%
33 8.442 1035 1038 1040 rBvV 347666 260387 8.69% 0.855%
34 8.489 1043 1046 1050 rVvB 338343 261837 8.74% 0.860%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106554.D

Aca On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample = J3564-02

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-BF061118_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 8.530 1050 1053 1057 rBVS5 46296 82628 2.76% 0.271%

36 8.630 1066 1070 1072 rBV 140886 127945 4.27% 0.420%
37 8.672 1072 1077 1080 rBV3 116467 195452 6.52% 0.642%

38 8.713 1080 1084 1088 rVB4 64317 99210 3.31% 0.326%
39 8.801 1095 1099 1103 rBV3 124306 142444 4._75% 0.468%
40 8.860 1107 1109 1112 rVVv4 56781 61670 2.06% 0.202%
41 8.889 1112 1114 1115 rVV 50234 36684 1.22% 0.120%
42 8.907 1115 1117 1120 rvVv2 80541 85085 2.84% 0.279%
43 8.936 1120 1122 1124 rVB 60697 44867 1.50% 0.147%
44 9.024 1133 1137 1139 rBv4 41479 61081 2.04% 0.201%

45 9.060 1140 1143 1146 rVvVv2 372999 379832 12.68% 1.247%

46 9.101 1146 1150 1152 rVB2 132080 162697 5.43% 0.534%
47 9.172 1158 1162 1167 rVB3 110152 189499 6.32% 0.622%
48 9.207 1167 1168 1170 rBV2 50935 37274 1.24% 0.122%
49 9.260 1170 1177 1183 rVB10 72806 158701 5.30% 0.521%
50 9.324 1183 1188 1191 rBV 3102345 2996442 100.00% 9.836%

51 9.354 1191 1193 1198 rVB3 129638 108284 3.61% 0.355%
52 9.442 1205 1208 1211 rBV3 148543 143763 4._80% 0.472%
53 9.495 1214 1217 1222 rVB6 64944 87439 2.92% 0.287%
54 9.566 1226 1229 1231 rBV4 34585 39855 1.33% 0.131%
55 9.666 1243 1246 1250 rBV3 186206 200245 6.68% 0.657%

56 9.713 1251 1254 1261 rVB 171902 203137 6.78% 0.667%
57 9.777 1261 1265 1267 rBV2 171493 172801 5.77% 0.567%
58 9.819 1270 1272 1275 rVB2 118772 107136 3.58% 0.352%
59 9.860 1275 1279 1282 rVB 120786 122196 4.08% 0.401%
60 9.907 1282 1287 1291 rVB5 141032 217424 7.26% 0.714%

61 9.948 1291 1294 1297 rBV5 75107 83617 2.79% 0.274%
62 10.007 1297 1304 1306 rBV 1232319 1566949 52.29% 5.144%
63 10.083 1314 1317 1318 rBV 76729 57768 1.93% 0.190%
64 10.177 1329 1333 1336 rBV5 32767 52614 1.76% 0.173%
65 10.213 1336 1339 1341 rBV 65820 70544 2.35% 0.232%
66 10.277 1348 1350 1353 rBV3 50344 67973 2.27% 0.223%
67 10.313 1353 1356 1360 rVvVv2 336503 374141 12.49% 1.228%
68 10.366 1363 1365 1367 rBV 77793 56343 1.88% 0.185%
69 10.395 1367 1370 1372 rBv4 47172 61713 2.06% 0.203%
70 10.419 1372 1374 1375 rBV 43028 33365 1.11% 0.110%

71 10.560 1393 1398 1404 rBV3 115064 210669 7.03% 0.692%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106554.D

Aca On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample = J3564-02

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-BF061118_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 10.636 1407 1411 1414 rVB4 65622 89865 3.00% 0.295%

73 10.742 1424 1429 1432 rVV2 240126 275641 9.20% 0.905%
74 10.801 1435 1439 1442 rVV 1725787 1632567 54.48% 5.359%
75 10.848 1445 1447 1452 rVV6 57280 102001 3.40% 0.335%

76 10.895 1452 1455 1459 rVB2 49720 66162 2.21% 0.217%
77 10.960 1464 1466 1470 rVB2 94292 83530 2.79% 0.274%
78 11.107 1488 1491 1494 rBV 53457 48273 1.61% 0.158%
79 11.189 1502 1505 1508 rBV 44207 41853 1.40% 0.137%
80 11.377 1534 1537 1540 rBV 91328 77373 2.58% 0.254%
81 11.501 1554 1558 1561 rBV 751770 677785 22.62% 2.225%
82 12.007 1642 1644 1647 rBV 41833 41613 1.39% 0.137%
83 13.083 1823 1827 1831 rBV 2559628 2679039 89.41% 8.794%
84 13.965 1974 1977 1984 rVB3 37129 44291 1.48% 0.145%

85 14.148 2004 2008 2012 rBV 921723 785304 26.21% 2.578%
86 15.001 2150 2153 2157 rBV 136402 133531 4._46% 0.438%
87 15.683 2263 2269 2280 rBV 538123 712571 23.78% 2.339%

Sum of corrected areas: 30462722
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061818\

BF106554.D

18 Jun 2018 23:14

JussJ

J3564-02

29 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061118_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106554.D

Aca On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample : J3564-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 12

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

5.20 3.72 ng 127775 1,4-Dichlorobenzene-d4 6.97
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2-Nonanone 142 C9H180 000821-55-6 10

Abundance Scan 487 (5.201 min): BF106554.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
4.80 5.00 5.20 5.40 5.60
...,....,....,....',':...,..-!!,..?.9',0....,8.3'.0..,....,|...1.1,1.'.1.., m/z 59.00 57.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI LS UL I I
59.0 480 500 520 540 5.60
0,
150 a0 1010 m/z 101.00 20.84%
\M‘. L1y Il 83'0 Il ‘
miz--> 0 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 450 5b0 520 540 560
5000 m/z 58.00 15.92%
20.0 101.0
15.0 73.0 83.0
miz--> 0 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- T e
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.76%
5000
410 101.0
15.0 ‘%O |/50.0,,| 690 830
m/z--> 10 20 30 40 50 60 70 8|0 9 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106554.D

Aca On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample : J3564-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown6.74 Concentration Rank 1

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

6.74 68.94 ng 2369890 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.742 min): BF106554.D (-745) (-) m/z 132.10 100.00%
13%.1
5000 68.1
00 50 || o i o0 5% 680 700
etk 80 L A060 Ml Tm/z 68.10  42.32%
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 L U S U
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.20%
'”'ﬂ'MIJ'WH”'P'JI”?EQ”'P'”I”'W'”'P'”I“” T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
97.0 6.40 6.60 6.80 7.00
5000 m/z 66.00 26 .84%
70.0
31.0 52.0
86.0 107.0116.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine e
132.0 6.40 6.60 6.80 7.00
m/z 69.05 17.31%
5000 104.0
390 520 g0 780
T "'I"'l‘l""it' "|'tl'| "J'I""%Z'P"I"t' '%%7'?""| h" T LA SRR AR
m/z--> 30 40 50 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\BF061818\
Data File : BF106554.D

Aca On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample : J3564-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Indane Concentration Rank 3

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

7.14 8.82 ng 303305 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 87
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 83
4 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 80
5 Deltacyclene 118 C9H10 007785-10-6 59

Abundance Scan 817 (7.142 min): BF106554.D (-816) (-) m/z 117.10 100.00%
117.1
5000
2o 579 o % a0 | oho 7h0 730 a0
R N s 1 S MM || S m/z 118.10 56.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8949: Indane
117.0
5000 RN A R AR o
6.80 7.00 7.20 7.40
390 58.0 91.0 m/z 115.05 28.93%
27.0 ' 77.0 103.0
'“%%q'w'“l'“'l“'W"Alm“'w'ﬁl'“”m"w"“l“l'w"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117.0
RN AL R AR o
6.80 7.00 7.20 7.40
5000 9.0 m/z 91.05 15.46%
270 39.0 51.0 65.0 78.0 103.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8961: Benzene, 2-propenyl-
117.0 6.80 7.00 7.20 7.40
m/z 57.90 7.73%
5000 91.0
39.0 51‘.0 6‘5.0 78.0 103.0
1 1 LI, \ ILl1
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 ﬁo 150 ' 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106554.D

Aca On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample : J3564-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Naphthalene, decahydro- Concentration Rank 17

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

7.36 2.77 ng 95091 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro- 138 C10H18 000091-17-8 96
2 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 96
3 Spirol4.51decane 138 C10H18 000176-63-6 93
4 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 92
5 Bicyclo[5.3.0]decane 138 C10H18 005661-80-3 80

Abundance Scan 854 (7.360 min): BF106554.D (-850) (-) m/z 67.00 100.00%
61.0
821 g1 138.1
41.0
5000 550
109.0
| ” | ‘ Wl 123.0 7.00 7.20 7.40 7.60
SN O | A 1 O 1 N S [ S m/z 68.00 73.10%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #16891: Naphthalene, decahydro-
67.0 96.0 138.0
82.0
5000 41.0
55.0 100.0 7.00 7.20 7.40 7.60
200 ' m/z 82.10 67 .94%
w'““w'“““'w'“'w'tl“'ﬂj“"“' ”'W'“?ﬁ%RI”'I'“'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
67.0 138.0
82.0 ——
41.0 9.0 700 7.20 7.40 7.60
5000 m/z 81.00 67 .35%
55.0
27.0 109.0
123.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16860: Spiro[4.5]decane
67.0 g1, 960 7.00 7.20 7.40 7.60
. 0
138.0 m/z 138.10 63.96%
5000 41.0 109.0
55.0
27.0 ‘
w'“mw'“i“'wwﬁ'w”hh“”ﬂj“'”‘t ”'W'“?ﬁqgl”'“'“' e
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106554.D

Aca On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample : J3564-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M

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, (2-methyl-1-butenyl)- Concentration Rank 5

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

7.60 5.36 ng 184326 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 89
2 Ethanone. 1-(2.5-dimethviphenvl)- 148 C10H120 002142-73-6 83
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 55

4 Ethanone. 1-(2.4-dimethviphenvl)- 148 C10H120
5 Ethanone, 1-(3,4-dimethylphenyl)- 148 C10H120

000089-74-7 46
003637-01-2 46

Abundance Scan 895 (7.601 min): BF106554.D (-891) (-) m/z 105.10 100.00%
106.1 133.1
5000 91.0 148.1
41.0 77.0 119.1
I 55.0 || | | | 7.20 7.40 7.60 7.80 8.00
rreprrrrprereprrre bbb el e bl Ll L Tmzz 1337100 90.19%
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
oL0 146.0
5000 :
7.20 7.40 7.60 7.80 8.00
115.0 m/z 131.10 73 .25%
27.0 39.0 53.0 6%0 770 103.0 ‘\ U |
1 11 | L L1l I L in
e [ S e e o e R RS REERERes
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105.0 133.0
7.20 7.40 7.60 7.80 8.00
5000 148.0 m/z 91.00 48_.33%
43.0 7.0
63.0
150 27-0 91.0 117.0
mmmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0 7.20 7.40 7.60 7.80 8.00
m/z 148.10 40.38%
5000
146.0
91.0 118.0
ssozo W00 w0 o | 100 Y |
| | L Ju I I . Al ol i
R e RS RS EESEESS
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

8270-BF061118.M Tue Jun 19 15:25:13 2018

Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106554.D

Aca On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample : J3564-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 2,2-Dimethylindene, 2,3-dih... Concentration Rank 11

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

7.89 3.74 ng 200064 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 91
2 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 89
3 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 89
4 Benzene. l1-methvl-2-(1-methvl-2-_... 146 C11H14 097664-19-2 83
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 81

Abundance Scan 944 (7.889 min): BF106554.D (-940) (-) m/z 131.10 100.00%
131.1
5000
91.0
115.0 146.1
39.0 51.0 650 77.0 ‘ 103.1 7.60 7.80 8.00 8.20

e el b e | m/Z 91.00  28.45%
m/z--> 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
7.60 7.80 8.00 8.20
9L0  y15g m/z 146.10  26.24%
51.0 65.0 77.0 ‘ 1040 | i |
L Ll . Ly ul | i
T T T R e e T e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131.0
146.0 7.60 7.80 8.00 8.20
5000 91.0 m/z 115.00 19.80%
115.0
27.0 39.0 53.0 65.0 77.0 103.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131.0 7.60 7.80 8.00 8.20
146.0 m/z 132.10 10.72%
5000 91.0
115.0
390 510 459 70 103.0
q.”w””m””mhqJWq“hp.wN”qﬁthﬁ“”MH”wan””“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20

8270-BF061118.M Tue Jun 19 15:25:14 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106554.D

Aca On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample : J3564-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 9

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

7.98 4.16 ng 222299 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 64
2 o-Cvmene 134 C10H14 000527-84-4 60
3 p-Cvmene 134 C10H14 000099-87-6 60
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 60
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 58

Abundance Scan 959 (7.978 min): BF106554.D (-956) (-) m/z 119.10 100.00%
119.1
5000 145.1
132|1
160.1 7.60 7.80 8.00 8.20 8.40
m/z 117.10 88.07%
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-
119.0
5000 134.0
7.60 7.80 8.00 8.20 8.40
91.0 m/z 145.10 41 .78%
15.0 . 39\\0 63\\0 77\9 ‘ 19\50 Ll \\
m/z--> 10 20 30 40 éo 60 70 80 90 100 110 120 130 140 150 160
Abundance
119.0
7.60 7.80 8.00 8.20 8.40
5000 m/z 134.10 40.67%
134.0
91.0
15.0 39.0 63.0 77.0 104.0
mﬁmmﬂmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14809: p-Cymene
119.0 7.60 7.80 8.00 8.20 8.40
m/z 115.00 35.17%
5000
91.0 134.0
270 410 630 77.0 | 1050 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 14'10 150 160 7.60 7.80 8.00 8.20 8.40

8270-BF061118.M Tue Jun 19 15:25:14 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106554.D

Aca On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample : J3564-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7

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

8.44 4.87 ng 260387 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 93
2 2(1H)-Naphthalenone. 3.4-dihvdro- 146 C10H100 000530-93-8 64
3 Naphthll.2-bloxirene. 1a.2.3.7b-... 146 C10H100 002461-34-9 58
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021564-92-1 50
5 Pyrazolo[1l,5-a]pyridine, 2,3-dim... 146 C9H10N2 028537-56-6 37

Abundance Scan 1038 (8.442 min): BF106554.D (-1035) (-) m/z 104.10 100.00%
104.1
5000 146.1
9L0 131.1 SNPGRS | SO
390 51.0 630 780 ‘ 1171 1601 8.20 840 8.60 8.80
SN N NUOY N N 1 [ 1 : m/z 146.10 48.10%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21659: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0
91.0 820 8.40 8.60 8.80
131.0 m/z 91.00 31.20%
270 39‘0 5]‘_0 6§O 78.0 11‘70 “ |

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

Abundance
104.0
146.0
8.20 8.40 8.60 8.80
5000 m/z 131.10 24 .34%
117.0
39.0 58.0 78.0 91.0 131.0
qu’mmmﬂmmwﬁm
m/z--> 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 8.20 8.40 8.60 8.80
m/z 115.05 18.34%
5000 146.0
117.0
39.0 580 78.0 91.0
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

8270-BF061118.M Tue Jun 19 15:25:15 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106554.D

Aca On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample : J3564-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6

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

8.49 4.90 ng 261837 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 96
2 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 93
3 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 93
4 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 90
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90

Abundance Scan 1046 (8.489 min): BF106554.D (-1043) (-) m/z 131.05 100.00%
1301
5000
146.1
e 150 8.20 8.40 8.60 8.80
51.0 64.1 77.0 : : : :
O‘Wm%%ﬁw 160.1 m/z 146.10 29.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methy!-
131.0
5000
146.0 8.20 8.40 8.60 8.80
91.0 118.0 m/z 91.00 21.76%
39.0 63.0 77.0 104.0
'”&?ﬂ”LP”“”””“WMMP”h””P”W””'M'”JW”W””P“W””I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131.0
146.0 820 840 8.60 880
5000 91.0 m/z 115.00 16.73%
115.0
39.0 53.0 77.0
wmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro- A BammE e
131.0 8.20 8.40 8.60 8.80
m/z 117.05 16.31%
146.0
5000
9.0 9350
510 64.0 77\0 | It
miz> 10 2 % 4 % 60 70 80 90 100 110 130 130 140 150 180 " 820 8.40 860 8.80

8270-BF061118.M Tue Jun 19 15:25:15 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106554.D

Aca On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample : J3564-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Benzene, pentamethyl- Concentration Rank 19

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

8.80 2.67 ng 142444 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 93
2 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 90
3 2-tert-Butvltoluene 148 C11H16 001074-92-6 87
4 1.5.6.7-Tetramethvlbicvclol3.2.0... 148 C11H16 134329-46-7 83
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 83

Abundance Scan 1099 (8.801 min): BF106554.D (-1095) (-) m/z 133.10 100.00%
138.1
5000 148.1
410 91.0 117.1
: 65.0 77.0 104.0 160.1 8.40 860 8.80 9.00 9.20

e et bbbty || M7z 148.10  39.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22771: Benzene, pentamethyl-

133.0

5000
148.0 8.40 8.60 8.80 9.00 9.20

m/z 91.00 16.86%

91.0
77.0 105.0117.0
B0 A O N irrerrtrrretrrresbirrttoberr s e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
133.0
e e e
8.40 8.60 8.80 9.00 9.20
5000 m/z 117.05 13.05%
148.0
105.0
150 27.0 410 65.0 77.0 210 117.0
Wwwmmmmmmm
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22766: 2-tert-Butyltoluene A RN R
138.0 8.40 8.60 8.80 9.00 9.20
m/z 134.10 11.37%
5000 105.0
148.0
91.0
41.0 65.0 77.0 117.0
SO 2T v | e N N
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00 9.20

8270-BF061118.M Tue Jun 19 15:25:16 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106554.D

Aca On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample : J3564-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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-methyl- Concentration Rank 4

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

9.06 7.11 ng 379832 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 95
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 87
5 1-Naphthaleneethanol 172 C12H120 000773-99-9 47

Abundance Scan 1143 (9.060 min): BF106554.D (- 1140) ) m/z 142.05 100.00%

5000 115.1

8.80 9.00 9.20 9.40
m/z 141.05 90.31%

76.0 89.0 102.0
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #19239: Naphthalene, 2-methyl-
142.0
5000 ,,,,‘J
115.0 8.80 9.00 9.20 9.40
m/z 115.10 38.12%
39.0 580 71.0 8“Mmo 1280 |/

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
142.0
e A EEEREE R
8.80 9.00 9.20 9.40
m/z 118.10 14.11%
5000 115.0
26.0 39.0 630 76.0 8901020 | 1280
wmmmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 8.80 9.00 9.20 9.40
m/z 143.10 12.31%
5000 115.0
63.0
260 390 " 760 8901020 ul
T e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.80 9.00 9.20 9.40

8270-BF061118.M Tue Jun 19 15:25:16 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106554.D

Aca On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample : J3564-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Benzene, 1-(2-butenyl)-2,3-... Concentration Rank 15

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

9.10 3.04 ng 162697 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-(2-butenvl)-2.3-dimet... 160 C12H16 054340-85-1 81
2 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 81
3 1H-Indene. 2.3-dihvdro-1.1.5-tri... 160 C12H16 040650-41-7 81
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021564-91-0 74
5 Benzene, (2,2-dimethyl-1-methyle... 160 C12H16 005676-29-9 74

Abundance Scan 1150 (9.101 min): BF106554.D (-1146) (-) m/z 145.10 100.00%
146.1
105.1
5000
1801 TTgho obo 9o o
0 m/z 105.05 60.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30890: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145.0 ﬁmeAMNJ
5000 160.0 A"'|""|""|""|""|
8.80 9.00 9.20 9.40
91.01050 1300 m/z 150.10 18.37%
39.0 77.0
: IJI'SI'OI —— "|" .Sglf)l‘.‘ — 'HI el |“=“' I‘NI .‘H“k : |“l‘. : I\I\I T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
145.0
8.80 9.00 9.20 9.40
5000 160.0 m/z 77.00 16.80%

91.0105.0  130.0
150 90830 770

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30907: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl- A ma e AR RRRa
145.0 8.80 9.00 9.20 9.40

m/z 128.00 14.27%

5000

160.0
180 390 630 77.0 9101050 1280
| 11 | ] | !

m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40

8270-BF061118.M Tue Jun 19 15:25:17 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106554.D

Aca On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample : J3564-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown9.91 Concentration Rank 16

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

9.91 2.78 ng 217424 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid. 2.4.6-trimethvl-.... 214 C13H2602 002490-57-5 22
2 2-t-Butvl-5-propvl-I1.31dioxolan... 186 C10H1803 157733-17-0 14
3 1.3.4-Thiadiazol-2-amine 101 C2H3N3S 004005-51-0 11
4 2.3"-Bifuran. octahydro- 142 C8H1402 073373-15-6 11
5 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 11

Abundance Scan 1288 (9.913 min): BF106554.D (-1282) (-) m/z 57.00 100.00%
5000
'9.60 9.80 10.00 10.20
m/z 71.05 100.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72730: Nonanoic acid, 2,4,6-trimethyl-, methyl ester, (R, ...
88.0
5000 LS L RULILLN BN SRR
43.0 9.60 9.80 10. 00 10.20
69.0 m/z 43.00 82.29%
1290
150 ) | Il L, HOEBO 1o o awo
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
101.0 SRR SRR
9.60 9.80 10.00 10.20
5000 20.0 m/z 101.05 80.86%
' 129.0
74.0 1560
m/z--> 25 Jo éo éo 160 150 150 160 180 260 220
Abundance #4008: 1,3,4-Thiadiazol-2-amine
101.0 9.60 9.80 10.00 10.20
74.0 m/z 88.00 64 .65%
5000
28.0 45.0
Loob !
m/z--> 25 b ' éo 160 150 150 160 180 260 220 9.60 9.80 10.00 10.20

8270-BF061118.M Tue Jun 19 15:25:17 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106554.D

Aca On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample : J3564-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknownl10.31 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.31 4.78 ng 374141 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (3-MethoxvphenvDacetonitrile 147 CO9HONO 019924-43-7 38
2 Thiananphthene-3-acetic acid 192 C10H802S 001131-09-5 38
3 2-Carboxvcinnamic acid 192 C10H804 000612-40-8 35
4 Benzene. 1.4-bis(l-methvlethvl)- 162 C12H18 000100-18-5 35
5 2-Indolizinemethanol 147 C9HONO 022320-21-4 35
Abundance Scan 1356 (10.313 min): BF106554.D (-1353) (-) m/z 147.10 100.00%
14y.1
5000
91.0 1171 1631 192.1
430 s 10.00 10.20 10.40 10.60
o} m/z 163.05 36.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22567: (3-Methoxyphenyl)acetonitrile
147.0
5000 77.0
10.00 10.20 10.40 10.60
510 116.0 m/z 91.00 30.36%
I]-IS‘I-OI |3|1|.Q“| : |“l : |“l‘| Iul‘\l I#‘?'IOI\MI : "Hl e l e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
147.0
10.00 10.20 10.40 10.60
5000 m/z 117.05 28.12%
192.0
45.0
28.0 69.0 8501030 1210
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54149: 2-Carboxycinnamic acid AR R
147.0 10.00 10.20 10.40 10.60
m/z 132.10 27.01%
5000
510 770 1050 129.f 192.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106554.D

Aca On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample : J3564-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknownl10.56 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.56 2.69 ng 210669 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluorene 166 C13H10 000086-73-7 41
2 L-Alanine. N-T(9H-fluoren-9-vIme... 311 C18H17NO4 035661-39-3 35
3 Fluorene-9-methanol 196 C14H120 024324-17-2 35
4 Benzenebutanoic acid. 2.5-dimeth... 206 C12H1403 005394-59-2 35
5 1,2,3,4-Tetrahydrophosphinoline ... 166 C9H110P 052221-85-9 35
Abundance Scan 1398 (10.560 min): BF106554.D (-1393) (-) m/z 133.10 100.00%
138.1
165.1
105.1
5000
206.1 0 d NV ol Do
55.0 79| 0 | ‘ | 10.20 10.40 10.60 10.80
rrrrodiboi b i bl ly m/z 165.10 73.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #35226: Fluorene

5000
10.20 10.40 10.60 10.80

m/z 166.05 70.58%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
165.0
10.20 10.40 10.60 10.80
5000 m/z 146.10 68.22%
196.0
150 B0  ggo 115.0139.0 3110

Wmmwwrwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58225: Fluorene-9-methanol L B e
10.20 10.40 10.60 10.80

m/z 105.05 58.10%

5000

63.0 88.0 115.0139.0

31.0
R e o e N EEmee
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 20 10. 40 10 60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106554.D

Aca On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample : J3564-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Cinnamic acid, .alpha.,.bet... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.74 3.52 ng 275641 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamic acid. .alpha...beta.-di... 176 C11H1202 1000151-56-4 55
2 1-Naphthalenecarboxvlic acid. 5.... 176 C11H1202 004242-18-6 52
3 I2-(Hvdroxv-phenvl-phosphinovl)-... 316 C15H13N204P 300566-65-8 38
4 Benzene. (3-chloro-1-methvl-1-pr... 166 C10H11ClI 1000327-43-7 38
5 3-Pentenoic acid, 4-phenyl- 176 C11H1202 053774-19-9 37
Abundance Scan 1429 (10.742 min): BF106554.D (-1424) (-) m/z 131.10 100.00%
13f.1
176.1
5000
91.0 AP TN
51.0 041 10.40 10.60 10.80 11.00
; m/z 176.10 52 .56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #42373: Cinnamic acid, .alpha.,.beta.-dimethyl-
176.0

115.0

5000
10.40 10.60 10.80 11.00

m/z 115.05 40.27%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

131.0
176.0

10.40 10.60 10.80 11.00
5000 91.0 m/z 158.10 35.15%

51.0
27.0

Wmmﬂwwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #157706: [2-(Hydroxy-phenyl-phosphinoyl)-benzoimidazol-1-y...
131.0

10.40 10.60 10.80 11.00
176.0 m/z 130.05  26.18%

5000

77.0 104.0
45.0
|y A 2070 2350 2700 298.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106554.D

Aca On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample : J3564-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 19 Benzenebutanoic acid, .beta... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.96 2.46 ng 83530 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenebutanoic acid. .beta..3.4... 220 C14H2002 069855-51-2 50
2 1H-Indazol-5-amine. 3-methvl- 147 C8HON3 1000338-20-2 43
3 Benzenebutanoic acid. .alpha...a... 220 C12H1204 006296-54-4 38
4 Benzene. 1.2-diethvl-3.4-dimethvl- 162 C12H18 054410-75-2 35
5 Benzoyl chloride, 4-propyl- 182 C10H11CIO 052710-27-7 35
Abundance Scan 1466 (10.960 min): BF106554.D (-1464) (-) m/z 147.10 100.00%
147.1
43.0 N0 220.2 NN SRR SO
65.0 173.1 10.60 10.80 11.00 11.20
2Lt m/z 160.10  66.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77413: Benzenebutanoic acid, .beta.,3,4-trimethyl-, methy...
147.0
5000 AU SRR IR
10,60 10.80 11.00 11.20
15.0 m/z 131.10 35.21%
41.0 910 1190 220.0
et 1730 2030 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
147.0
10,60 10.80 11.00 11.20
5000 m/z 91.00 31.11%
105.0
52.0 79.0
1300
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77073: Benzenebutanoic acid, .alpha.,.gamma.-dioxo-, ethy... B e o e EEmae
147.0 10.60 10.80 11.00 11.20
m/z 117.10 26 .29%
69.0
105.0
200 5L0 | lg70 | 1300 | 17401920 2200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,60 10.80 11.00 11.20

8270-BF061118.M Tue Jun 19 15:25:20 2018

Page: 21



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106554.D

Aca On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample : J3564-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Supraene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.00 3.75 ng 133531 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 72
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 58
Abundance Scan 2153 (15.001 min): BF106554.D (-2150) (-) m/z 69.05 100.00%
69.0
5000
AL re T 0 ey sus 14160 145 1600 1520 1540
SRS I S v Y IO AN/ S-S R M 4. S m/z 81.05 49.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 AR DU SUR B
14.60 14.80 15.00 15.20 15.40
1370 m/z 41.00 24 .33%
29, o’ L4 107077 191.0 231.0 273.0 341.0 410.0
m/z--> éo 100 150 200 250 300 350 400
Abundance
69.0
14.60 14.80 15.00 15.20 15.40
5000 m/z 68.10 13.56%
1070879 1910 2310 2730 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0 14.60 14.80 15.00 15.20 15.40
m/z 95.05 12_.57%
- W’Mj\/\lw
%%ww“%#yo‘m%
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061818\
Data File : BF106554.D

Acq On : 18 Jun 2018 23:14

Operator : JU/SJ

Sample - J3564-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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... 5.20 3.7 ng 127775 1 6.97 687486 20.0
unknown6.74 6.74 68.9 ng 2369890 1 6.97 687486 20.0
Indane 7.14 8.8 ng 303305 1 6.97 687486 20.0
Naphthalene, deca... 7.36 2.8 ng 95091 1 6.97 687486 20.0
Benzene, (2-methy... 7.60 5.4 ng 184326 1 6.97 687486 20.0
2,2-Dimethylinden. .. 7.89 3.7 ng 200064 2 8.25 1068790 20.0
Benzene, 1,2,4,5-... 7.98 4.2 ng 222299 2 8.25 1068790 20.0
Naphthalene, 1,2,... 8.44 4.9 ng 260387 2 8.25 1068790 20.0
Naphthalene, 1,2,... 8.49 4.9 ng 261837 2 8.25 1068790 20.0
Benzene, pentamet. .. 8.80 2.7 ng 142444 2 8.25 1068790 20.0
Naphthalene, 1-me... 9.06 7.1 ng 379832 2 8.25 1068790 20.0
Benzene, 1-(2-but... 9.10 3.0 ng 162697 2 8.25 1068790 20.0
unknown9 .91 9.91 2.8 ng 217424 3 10.01 1566950 20.0
unknown10.31 10.31 4.8 ng 374141 3 10.01 1566950 20.0
unknown10.56 10.56 2.7 ng 210669 3 10.01 1566950 20.0
Cinnamic acid, .a... 10.74 3.5 ng 275641 3 10.01 1566950 20.0
Benzenebutanoic a... 10.96 2.5 ng 83530 4 11.50 677785 20.0
Supraene 15.00 3.8 ng 133531 6 15.68 712571 20.0
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