LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097036.D

Aca On : 25 Jul 2017 18:35 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 14369-02 MW-2-20170720

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF072517.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 4.645 465 469 477 rBV 276965 340813 11.25% 1.082%
2 5.104 543 547 557 rBV 619764 668833 22.09% 2.123%
3 6.098 713 716 722 rBV 65074 55608 1.84% 0.177%
4 6.157 722 726 738 rBV 488769 554605 18.31% 1.761%
5 6.269 741 745 749 rVV 1578987 1431206 47.26% 4 .544%
6 6.322 752 754 758 rVB 87978 74352 2.46% 0.236%
7 6.457 770 777 780 rBV 121668 125756 4.15% 0.399%
8 6.498 780 784 788 rBV 849988 823527 27.20% 2.615%
9 6.651 806 810 819 rBVY 2291628 2306119 76.16% 7.322%
10 6.786 830 833 837 rVB 54198 49180 1.62% 0.156%
11 6.828 837 840 848 rVB 121879 132571 4.38% 0.421%
12 6.975 862 865 867 rBV 49597 41971 1.39% 0.133%
13 7.063 872 880 890 rBY 1953581 2469763 81.56% 7.841%
14 7.157 890 896 899 rBV3 81984 93829 3.10% 0.298%
15 7.281 910 917 918 rBV3 62050 78212 2.58% 0.248%

16 7.304 918 921 925 rVB 207108 179498 5.93% 0.570%
17 7.439 939 944 946 rBV2 91317 134123 4.43% 0.426%
18 7.522 953 958 962 rBVv3 165175 206015 6.80% 0.654%

19 7.563 962 965 968 rVB 47110 43554 1.44% 0.138%
20 7.598 968 971 973 rBV2 48424 51971 1.72% 0.165%
21 7.663 978 982 985 rVB 40568 43572 1.44% 0.138%
22 7.751 993 997 998 rvv2 70338 98170 3.24% 0.312%

23 7.780 998 1002 1005 rVvV 1274467 1286063 42.47% 4.083%
24 7.810 1005 1007 1008 rVvV2 116434 111191 3.67% 0.353%
25 7.851 1008 1014 1017 rVvv2 340479 536925 17.73% 1.705%

26 7.880 1017 1019 1023 rVB 69311 59101 1.95% 0.188%
27 7.980 1032 1036 1040 rBv4 90728 102588 3.39% 0.326%
28 8.028 1040 1044 1046 rvv2 72015 72746 2.40% 0.231%
29 8.063 1046 1050 1052 rvv2 54725 57103 1.89% 0.181%
30 8.092 1052 1055 1057 rvv 37685 38803 1.28% 0.123%

31 8.169 1064 1068 1072 rVB 148422 163373 5.40% 0.519%
32 8.251 1075 1082 1085 rBV2 129466 173725 5.74% 0.552%
33 8.286 1085 1088 1094 rvv2 178699 206108 6.81% 0.654%
34 8.333 1094 1096 1100 rvv2 43982 61223 2.02% 0.194%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097036.D

Aca On : 25 Jul 2017 18:35 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 14369-02 MW-2-20170720

ALS Vial : 12 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF072517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.375 1100 1103 1107 rvv2 98269 132455 4._.37% 0.421%

36 8.416 1107 1110 1112 rVvVv2 80670 120686 3.99% 0.383%
37 8.445 1112 1115 1117 rVV2 241960 227418 7.51% 0.722%
38 8.480 1117 1121 1126 rVV3 61761 104415 3.45% 0.332%
39 8.586 1134 1139 1144 rBV4 336696 515215 17.01% 1.636%
40 8.627 1144 1146 1151 rVB2 116353 140877 4._.65% 0.447%

41 8.686 1151 1156 1157 rBvV4 54046 68552 2.26% 0.218%
42 8.722 1160 1162 1168 rVB3 48383 75224 2.48% 0.239%
43 8.863 1180 1186 1189 rVB 2706220 3028182 100.00% 9.614%
44 8.957 1197 1202 1204 rBV 394228 398583 13.16% 1.265%
45 8.975 1204 1205 1208 rvv2 205459 156471 5.17% 0.497%

46 9.004 1208 1210 1212 rVV 117611 119121 3.93% 0.378%
47 9.027 1212 1214 1217 rVvV3 110937 152164 5.02% 0.483%
48 9.063 1217 1220 1222 rVV 120542 122824 4._.06% 0.390%
49 9.116 1224 1229 1233 rVV2 173768 227495 7.51% 0.722%
50 9.192 1237 1242 1244 rVvVv2 318738 380695 12.57% 1.209%

51 9.216 1244 1246 1250 rvv4 196285 256192 8.46% 0.813%
52 9.257 1250 1253 1258 rVvV2 132564 173703 5.74% 0.551%
53 9.304 1258 1261 1266 rVB 166319 209558 6.92% 0.665%
54 9.386 1271 1275 1278 rVV2 74581 69987 2.31% 0.222%
55 9.439 1280 1284 1289 rVB6 30246 39209 1.29% 0.124%

56 9.527 1293 1299 1302 rVV 1125958 1174122 38.77% 3.728%
57 9.569 1302 1306 1312 rVV5 132382 251325 8.30% 0.798%
58 9.633 1314 1317 1321 rVV2 130554 163556 5.40% 0.519%
59 9.680 1321 1325 1328 rVV3 111665 162795 5.38% 0.517%
60 9.727 1330 1333 1337 rVV 253583 300900 9.94% 0.955%

61 9.774 1337 1341 1344 rVB2 89556 111431 3.68% 0.354%
62 9.845 1349 1353 1356 rBv2 122307 138190 4._.56% 0.439%
63 9.951 1369 1371 1374 rVB3 54213 50014 1.65% 0.159%
64 10.027 1379 1384 1387 rVV5 77693 124188 4._.10% 0.394%
65 10.069 1387 1391 1393 rVV2 107308 113141 3.74% 0.359%

66 10.092 1393 1395 1398 rVVv2 56063 67859 2.24% 0.215%
67 10.133 1398 1402 1404 rVvVv 290122 294285 9.72% 0.934%
68 10.151 1404 1405 1409 rVVv2 102213 133399 4.41% 0.424%
69 10.198 1409 1413 1415 rVV5 84786 142994 4.72% 0.454%
70 10.227 1415 1418 1422 rVV 139055 182180 6.02% 0.578%

71 10.269 1422 1425 1428 rVV3 38963 57433 1.90% 0.182%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097036.D

Aca On : 25 Jul 2017 18:35 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 14369-02 MW-2-20170720

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF072517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 10.310 1428 1432 1437 rVV 1050209 1041079 34.38% 3.305%
73 10.357 1437 1440 1444 rVB3 73072 81286 2.68% 0.258%
74 10.404 1444 1448 1451 rBV 40907 52859 1.75% 0.168%
75 10.439 1451 1454 1461 rVB2 70444 116585 3.85% 0.370%
76 10.604 1477 1482 1486 rBV5 52960 86678 2.86% 0.275%
77 10.645 1486 1489 1496 rBV2 146450 155686 5.14% 0.494%
78 10.698 1496 1498 1501 rVB2 42530 41111 1.36% 0.131%
79 10.751 1501 1507 1508 rBvV4 76839 108318 3.58% 0.344%
80 10.863 1522 1526 1528 rBV3 37706 50738 1.68% 0.161%

81 10.892 1528 1531 1538 rVB 237775 253923 8.39% 0.806%
82 10.998 1543 1549 1551 rBV 1119790 1049418 34.66% 3.332%
83 11.021 1551 1553 1557 rVB 526129 392693 12.97% 1.247%
84 11.110 1566 1568 1572 rBV2 102466 97912 3.23% 0.311%
85 11.327 1598 1605 1609 rBV2 100589 116717 3.85% 0.371%

86 11.363 1609 1611 1616 rVVv2 55610 71734 2.37% 0.228%
87 11.410 1616 1619 1622 rVV 58963 72121 2.38% 0.229%
88 11.457 1624 1627 1630 rVVv2 42145 41564 1.37% 0.132%

89 11.498 1630 1634 1637 rVV 162298 156430 5.17% 0.497%
90 11.527 1637 1639 1641 rVV 157586 130918 4._.32% 0.416%

91 11.551 1641 1643 1647 rVV 112557 115895 3.83% 0.368%

92 11.604 1649 1652 1654 rVVv2 67656 76010 2.51% 0.241%
93 11.633 1654 1657 1663 rVB 58968 64172 2.12% 0.204%
94 11.886 1697 1700 1703 rVB 114643 97575 3.22% 0.310%
95 11.921 1703 1706 1708 rBV 83103 71372 2.36% 0.227%
96 12.045 1722 1727 1730 rBv4 44997 59756 1.97% 0.190%
97 12.586 1814 1819 1822 rBV 2351823 2538796 83.84% 8.060%
98 13.492 1969 1973 1979 rBV 59075 68613 2.27% 0.218%

99 13.621 1991 1995 2002 rVB 823599 744004 24.57% 2.362%
100 14.968 2220 2224 2229 rBV 429870 484593 16.00% 1.539%

Sum of corrected areas: 31497591
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BFO072517\

BF097036.D

25 Jul 2017 18:35

SJ/Ju

14369-02

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

MW-2-20170720

Abundance

2500000
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097036.D

Aca On : 25 Jul 2017 18:35

Operator : SJ/JU

ﬁ?ggle i 14369-02 MW-2-20170720
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 4

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

4._.65 8.28 ng 340813 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 32
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 470 (4.651 min): BF097036.D (-465) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
| 83.0 | 440 4.60 4.80 5.00
I L L s m/z 59.00 53.77%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN I UL UL I
59.0 440 460 480 5.00
m/z 101.10 17.92%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
59.0
440 460 480 5.00
5000 41.0 m/z 58.00 14.81%
31.0
69.0 870
15.0 51.0 98.0
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester L B B e A
43.0 440 4.60 4.80 5.00
m/z 41.00 8.51%
5000 57.0
29.0
‘ ‘ 101.0
"I'”'I"LI“"hl"'ﬁ'“'ﬁ"'I”Z%?'”'I"”It"W
m/z--> 10 20 30 40 50 60 70 80 90 100 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097036.D

Aca On : 25 Jul 2017 18:35

Operator : SJ/JU

ﬁ?ggle i 14369-02 MW-2-20170720
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.27 Concentration Rank 2

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

6.27 34.76 ng 1431210 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 745 (6.269 min): BF097036.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.1
IREBERAREE SRS RSN S
401 540 | 96.1 6.00 6.20 6.40 6.60
S T IO | RN . A B N m/z 68.10 38.57%
m/z--> 10 20 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 U R A I A
6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 32 .44%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
RSN RAASSRARSE RARAS BN
6.00 6.20 6.40 6.60
5000 67.0 m/z 66.00 25.03%
41.0 97.0
53.0
79.0 117.0
wwmw@wmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.00 6.20 6.40 6.60
m/z 69.10 14 .58%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097036.D

Aca On : 25 Jul 2017 18:35

Operator : SJ/JU

ﬁ?ggle i 14369-02 MW-2-20170720
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 10

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

6.83 3.22 ng 132571 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 95
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 94
3 Benzene. 1-methvIl-3-(1l-methvleth... 134 C10H14 000535-77-3 93
4 Benzene. 1l.4-diethvl- 134 C10H14 000105-05-5 92
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 840 (6.828 min): BF097036.D (-837) (- m/z 119.10 100.00%
119.1
105.1
5000 911 134.1
39.0 510 650 770 6.40 6.60 6.80 7.00 7.20

ettt el L Tm/z 105.05 53.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14885: Benzene, 1-ethyl-3,5-dimethyl-

119.0

5000
134.0 6.40 6.60 6.80 7.00 7.20

m/z 134.10 45 _.45%

270 390 510 650 770 10 1050 ‘
\. [ \.\ | ‘w i L1 1l
B o e e  REARRREEEENEEEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

105.0 119.0

6.40 6.60 6.80 7.00 7.20
5000 134.0 m/z 91.10 39.38%

91.0
270 39.0 510 g9 'O

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

Abundance #14909: Benzene, 1-methyl-3-(1-methylethyl)-

119.0 6.40 6.60 6.80 7.00 7.20
m/z 77.00 12.72%
5000
91.0 134.0
27.0 3%? 5.0 650 770 | 1030
1 | 1 L L 1y | L
B R e e A A R o e i i e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097036.D

Aca On : 25 Jul 2017 18:35

Operator : SJ/JU

ﬁ?ggle i 14369-02 MW-2-20170720
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 16

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

7.30 2.79 ng 179498 Naphthalene-d8 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
5 p-Cymene 134 C10H14 000099-87-6 94

Abundance Scan 920 (7.298 min): BF097036.D (-918) (-) m/z 119.10 100.00%
119.1
5000
39.0 77.0 266.9 7.00 7.20 7.40 7.60
SNBSSV OISV NSRS} A SN SUNM. L2 m/z 134.10 40.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
7.00 7.20 7.40 7.60
910 m/z 120.10 10.01%
150 410\ 650\ ‘ H‘ li
m/z--> 25 40 60 80 160 120 140 160 180 200 220 240 260
Abundance
119.0
7.00 7.20 7.40 7.60
5000 m/z 117.00 9.69%
91.0
150 390 650
mwmwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14810: o-Cymene
119.0 7.00 7.20 7.40 7.60
m/z 77.05 8.55%
5000
150 %0 65.0 91.0 |
| | il 1l I, 1l

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097036.D

Aca On : 25 Jul 2017 18:35

Operator : SJ/JU

ﬁ?ggle i 14369-02 MW-2-20170720
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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, 2-ethenyl-1,4-dime... Concentration Rank 12

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

7.52 3.20 ng 206015 Naphthalene-d8 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
2 2.4-Dimethvlstvrene 132 C10H12 002234-20-0 87
3 Benzene. l1l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 86
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 76
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 70

Abundance Scan 958 (7.522 min): BF097036.D (-953) (-) m/z 117.10 100.00%
117.1
5000 1321
91.1
39.0 5.0 65.0 77.0 | 105.1 | || 145.1 7.20 7.40 7.60 7.80
rerererprrer el el el bl 1 Tmzz 132.10 0 38.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
91.0 7.20 7.40 7.60 7.80

m/z 119.10 38.36%

39.0 51.0 650 77.0 ‘
27.0 - : 105.0
..,1..5.'(.),...‘.,....‘,....ﬁl‘..‘.,lm..,.:‘.‘l‘,....‘,a...,:‘a‘..,...l,...‘l‘,.‘...,....,....
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117.0
132.0 720 7.40 7.60 7.80
5000 m/z 115.10 33.39%
91.0
27.0 390 63.0
: 51.0 63.0 77.0
15.0 105.0

wrwmwmmﬁwmwmmﬁmm

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117.0

7.20 7.40 7.60 7.80
m/z 91.10 23.27%

132.0
5000
91.0
b7 390 510 650 77.0 105.0
15.0 L ‘ \‘u ‘M H‘H A ‘\\‘ | m\‘\

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

8270-BF072517 .M Wed Jul 26 17:37:20 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097036.D

Aca On : 25 Jul 2017 18:35

Operator : SJ/JU

ﬁ?ggle i 14369-02 MW-2-20170720
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Benzo[c]thiophene Concentration Rank 3

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

7.85 8.35 ng 536925 Naphthalene-d8 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolclthiophene 134 C8H6S 000270-82-6 94
2 Benzolblthiophene 134 C8H6S 000095-15-8 91
3 Cvclopentalclthiapvran 134 C8H6S 000270-63-3 91
4 I11Benzothienol2".3":3.41cvclobu... 246 C13H1003S 034002-19-2 40
5 Benzofuran, 2,3-dihydro-2-methyl- 134 C9H100 001746-11-8 9

Abundance Scan 1014 (7.851 min): BF097036.D (-1008) (-) m/z 134.00 100.00%
134.0
5000 ﬁ
450 630 749 890 1080 7.60 7.80 8.00 8.20

PP YRR I VPR | U A | m/z 89.00 10.17%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15269: Benzo[c]thiophene

134.0

5000 W

7.60 7.80 8.00 8.20
m/z 135.00 9.66%

89.0
R R A B e B o A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
134.0
7.60 7.80 8.00 8.20
5000 m/z 90.10 9.44%
67.0 89.0
26.0 450 570 77.0 108.0118.0
R e R R S EE e L o e e  RARAA AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15272: Cyclopenta[c]thiapyran AR RS S
134.0 7.60 7.80 8.00 8.20
m/z 63.00 6.14%
5000
89.0
o @0 MO w0
\ | | |
R B A B R B o R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20

8270-BF072517 .M Wed Jul 26 17:37:20 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097036.D

Aca On : 25 Jul 2017 18:35

Operator : SJ/JU

ﬁ?ggle i 14369-02 MW-2-20170720
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 20

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

8.17 2.54 ng 163373 Naphthalene-d8 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 95
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 94
3 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 94
4 1H-Indene. 2.3-dihvdro-5.6-dimet... 146 C11H14 001075-22-5 93
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91

Abundance Scan 1068 (8.169 min): BF097036.D (-1064) (-) m/z 131.10 100.00%
1311
5000
146.1
39.0 510 629 770 910 1151 7.80 8.00 8.20 840 8.60
et el 260 g7 146,10 0 32.18%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 146.0
7.80 8.00 8.20 8.40 8.60
m/z 115.10 13.24%
27.0 39.0 51.0 650 770 91‘0 03011?0 m I
miz> 20 30 40 % 80 7o 80 9 100 110 130 130 140 15 140
Abundance
131.0
7.80 8.00 8.20 8.40 8.60
5000 m/z 145.05 12.09%
oL0 146.0
27.0 390 510 630 770 103.0115'0
memmmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0 7.80 8.00 8.20 8.40 8.60
m/z 132.10 11.18%
5000
910 B 146.0
o200 ss0 7o | o™ || |
\ 1t \ |
m/z--> 20 30 40 50 60 70 80 90 1(')0 ﬁo 120 130 140 1&'30 160 7.80 8.00 8.20 8.40 8.60

8270-BF072517 .M Wed Jul 26 17:37:21 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097036.D

Aca On : 25 Jul 2017 18:35

Operator : SJ/JU

ﬁ?ggle i 14369-02 MW-2-20170720
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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, (1-methyl-1-butenyl)- Concentration Rank 18

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

8.25 2.70 ng 173725 Naphthalene-d8 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1-methvl-1-butenvl)- 146 C11H14 053172-84-2 83
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 83
3 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 83
4 Benzolblthiophene. 2.3-dihvdro- 136 C8HS8S 004565-32-6 46
5 Benzene, l-methyl-3-(1-methyl-2-_._. 146 C11H14 052161-57-6 46

Abundance Scan 1082 (8.251 min): BF097036.D (-1075) (-) m/z 131.10 100.00%
1311
5000 91.0
146.1
39.0 63.0 771 115.0 162.2 8.00 8.20 8.40 8.60
m/z 135.00 94 _47%

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

Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131.0
91.0
5000
146.0 8.00 820 8.40 8.60
51.0 77.0 115.0 m/z 136.00  70.46%
210 | 640 ‘
..,1.4"9,...‘.,....‘,‘....ﬁl‘...,:‘l".‘. e l‘a‘..,...‘a,...‘”,l...,..‘.‘.,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131.0
T R B
8.00 8.20 8.40 8.60
5000 146.0 m/z 91.00 39.43%
115.0
60 0 630 770 910
wmmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)- e R RAR
131.0 8.00 8.20 8.40 8.60
146.0 m/z 146.10 31.94%
5000 91.0
115.0
39.0 SF'O 77.0 ‘
““”q“”“HML”“MWNM“JMHHUHWML“”M”ﬂm”q”M“”q””“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60

8270-BF072517 .M Wed Jul 26 17:37:21 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097036.D

Aca On : 25 Jul 2017 18:35

Operator : SJ/JU

ﬁ?ggle i 14369-02 MW-2-20170720
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 11

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

8.29 3.21 ng 206108 Naphthalene-d8 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 94
2 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 C11H14 1000189-31-0 83
3 1H-Indene. 2.3-dihvdro-5.6-dimet... 146 C11H14 001075-22-5 76
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 70
5 1H-Indene, 2,3-dihydro-4,6-dimet... 146 Cl11H14 001685-82-1 70

Abundance Scan 1089 (8.292 min): BF097036.D (-1085) (-) m/z 131.10 100.00%
131.1
5000 118.1 146.1
39.0 oL 10 8.00 820 840 8.60
: 64.1 77.0 : . . .
S 160.1 m/z 146.10  49.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
118.0
146.0
5000
390 91.0 105.0 8.00 8.20 8.40 8.60
15.0 63.0 77.0 m/z 118.10 44 .44%
AR e e |||||l‘|i||||l|‘||||‘|‘|l:ulun‘:l:u:lnnl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
146.0
118.0 8.00 820 840 8.60
5000 131.0 m/z 117.05 27.07%
91.0
26.0 39.0 63.0 77.0 105.0
wmmmmmmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21649: 1H-Indene, 2,3-dihydro-5,6-dimethyl- B i e B e
131.0 8.00 8.20 8.40 8.60
m/z 115.00 20.07%
5000 146.0
39.0 115.0
150 | 630 77.0 %19 bl

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60

8270-BF072517 .M Wed Jul 26 17:37:22 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097036.D

Aca On : 25 Jul 2017 18:35

Operator : SJ/JU

ﬁ?ggle i 14369-02 MW-2-20170720
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Benzo[b]thiophene, 4-methyl- Concentration Rank 9

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

8.45 3.54 ng 227418 Naphthalene-d8 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 4-methvl- 148 C9HS8S 014315-11-8 90
2 Benzolblthiophene. 2-methvl- 148 C9HS8S 001195-14-8 87
3 Benzolblthiophene. 5-methvl- 148 C9HS8S 014315-14-1 87
4 3-Methvlbenzothiophene 148 C9HS8S 001455-18-1 87
5 Benzaldehyde, 2,4,6-trimethyl- 148 C10H120 000487-68-3 86

Abundance Scan 1116 (8.451 min): BF097036.D (-1112) (-) m/z 147.00 100.00%
147.0
5000
450 63.0 740 121.0 8.20 8.40 8.60 8.80
e e e el | Tm/ZZ 148.10 79.02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23294: Benzo[b]thiophene, 4-methyl-
147.0
5000 IR SRS RN RN A
8.20 8.40 860 8.80
45.0 40 m/z 148.95 11.35%
' 63.0 4 115.0
'I""I'"'I'J"”"'W'h"“'wuhl"églg"}ﬁ%f%l"“' “"%??'q'l""l"'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
147.0
8.20 8.40 860 8.80
5000 m/z 121.00 7.52%
270 450 630 740 g9 10301150 o),
mmwwmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23295: Benzo[b]thiophene, 5-methyl-
147.0 8.20 8.40 860 8.80
m/z 74.00 6.61%
5000
45.0 69.0
580, 890 108000 1m0 | /
m/z--> 20 30 40 55 60 70 80 95 100 110 120 130 140 1éo ' 8.20 840 8.60 8.80

8270-BF072517 .M Wed Jul 26 17:37:22 2017 Page: 14



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BFO072517\

BF097036.D

25 Jul 2017 18:35

SJ/JU

14369-02 MW-2-20170720
12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 Benzo[b]thiophene, 3,6-dime... Concentration Rank 19

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

9.03 2.59 ng 152164 Acenaphthene-d10 9.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 3.6-dimethvl- 162 C10H10S 016587-50-1 83
2 Benzolblthiophene. 3.5-dimethvl- 162 C10H10S 001964-45-0 80
3 Benzolblthiophene. 2.5-dimethvl- 162 C10H10S 016587-48-7 80
4 Acetic acid. (1.3-dioxo-1.3-dihv... 206 C9H6N204 1000310-27-1 42
5 Benzene, 1-(2-methoxy-1-propenyl... 162 C11H140 053291-92-2 38

Abundance Scan 1214 (9.027 min): BF097036.D (-1212) (-) m/z 161.10 100.00%
16
5000
147.0
300 630 800 y5e0 201 8.60 8.80 9.00 9.20 9.40
' m/z 162.05 92.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32049: Benzo[b]thiophene, 3,6-dimethyl-
162.0
5000 28.0 A A
147.0 8.60 8.80 9.00 9.20 9.40
5.0 80.0 ' m/z 147.00 28.32%
wo | B0 s % w0 1801 I
S—T T Iwi\l |‘l“‘l‘”|”|‘l‘:“:‘l“u wl\ A“‘.“l‘. — ‘I\lewlwl = I "l l T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
161.0
8.60 8.80 9.00 9.20 9.40
5000 m/z 167 .05 17.23%
147.0
128.0
40.0 63.0 80.0 102.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #32051: Benzo[b]thiophene, 2,5-dimethyl-
162.0 8.60 8.80 9.00 9.20 9.40
m/z 163.00 15.51%
5000
147.0
10 30 %9 WO w0 O | ||
mz-> 20 40 60 80 100 120 140 160 180 | 8.60 880 9.00 9.20 9.40

8270-BF072517.

M Wed Jul 26 17:37:23 2017

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097036.D

Aca On : 25 Jul 2017 18:35

Operator : SJ/JU

ﬁ?ggle i 14369-02 MW-2-20170720
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Naphthalene, 2,7-dimethyl- Concentration Rank 8

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

9.12 3.88 ng 227495 Acenaphthene-d10 9.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 90
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 89
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 84
4 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 66
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 64

Abundance Scan 1230 (9.122 min): BF097036.D (-1224) (-) m/z 156.10 100.00%
1411 PPt
5000
115.1128.0

8.80 9.00 9.20 9.40
m/z 141.05 79.23%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28482: Naphthalene, 2,7-dimethyl-

156.0

5000
141.0 8.80 9.00 9.20 9.40

‘ m/z 161.05 66 .23%

%05“)Moff 1010 115:0128.0 ‘ ,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance
156.0
8.80 9.00 9.20 9.40
5000 141.0 m/z 162.05 60.35%
150 390 630 770 10p(l1501280
Wmmﬁmmm
mz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28501: Naphthalene, 1,6-dimethyl- s L EEEL e
156.0 8.80 9.00 9.20 9.40
141.0 m/z 155.10 38.02%
5000
115.0128.0
280  49.0 69.0 85.0 98.0 Vol
T P e o [P [ e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.80 9.00 9.20 9.40

8270-BF072517 .M Wed Jul 26 17:37:23 2017 Page: 16



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

EAECE R e e e

Peak Number

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BFO072517\

BF097036.D

25 Jul 2017 18:35

SJ/JU

14369-02 MW-2-20170720
12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

EAE R R R ok R R R e R AR O R AR R R AR R o R R R R R AR R R R R R G R R Sk R o Sk R R R AR e e

15 Naphthalene, 2-(1-methyleth... Concentration Rank 17

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

9.63 2.79 ng 163556 Acenaphthene-d10 9.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-(1-methvlethvl)- 170 C13H14 002027-17-0 93
2 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 83
3 4a.8a-Methanonaphthalene. 9.9-di... 170 C13H14 038963-97-2 80
4 Ethanone. 1-(5-chloro-2-hvdroxvp... 170 C8H7CI02 001450-74-4 72
5 Naphthalene, 1-(1-methylethyl)- 170 C13H14 006158-45-8 64

Abundance Scan 1316 (9.627 min): BF097036.D (-1314) (-) m/z 155.05 100.00%
155.1
5000 170.1
9.40 9.60 9.80 10.00
m/z 170.10 45 .94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38381: Naphthalene, 2-(1-methylethyl)-
155.0
5000
170.0 9.40 9.60 9.80 10.00
128.0 m/z 156.10 15.59%
miz--> 20 40 60 80 100 120 140 160 180
Abundance
155.0
170.0
9.40 9.60 9.80 10.00
5000 m/z 153.10 14 .63%
128.0
400 8070 00
miz--> 20 40 60 80 100 120 140 160 180
Abundance #38390: 4a,8a-Methanonaphthalene, 9,9-dimethyl-4a,8a-dihydro-
155.0 9.40 9.60 9.80 10.00
m/z 152.00 12 .26%
128.0
5000
170.0
3%? \ 63.0 7?0 10%0 \ “ \ 0l ‘
1 L I | N 1 I L
m/z--> 25 45 65 85 160 150 1&0 1éo 1§0 9.40 9.60 9.80 10.00

8270-BF072517.

M Wed Jul 26 17:37:24 2017

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097036.D

Aca On : 25 Jul 2017 18:35

Operator : SJ/JU

ﬁ?ggle i 14369-02 MW-2-20170720
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 1,1"-Biphenyl, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.13 5.01 ng 294285 Acenaphthene-d10 9.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2-methvl- 168 C13H12 000643-58-3 81
2 1.1°-Biphenvl. 3-methvl- 168 C13H12 000643-93-6 70
3 Naphthalene. 1-(2-propenvl)- 168 C13H12 002489-86-3 68
4 Naphthalene. 2-(l1-methvlethenvl)- 168 C13H12 003710-23-4 59
5 1-l1sopropenylnaphthalene 168 C13H12 001855-47-6 58
Abundance Scan 1401 (10.127 min): BF097036.D (-1398) (- m/z 168.05 100.00%
168.1
153.1
5000
9.80 10.00 10.20 10.40
: m/z 153.10 65.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36907: 1,1'-Biphenyl, 2-methyl-
168.0
5000
153.0 9.80 10.00 10.20 10.40
83.0 ' m/z 167.10 62 .00%
. 63.0 ' 115.0 ‘
SU— |3|9\|0| e I“" . .‘l‘l“l .”.9.8'|0. i .‘. |:!'3-0-'(-)‘|‘- i ‘l‘. I‘l‘ ‘. e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
168.0
9.80 10.00 10.20 10.40
5000 m/z 165.10 42 _.40%
152.0
39.0 63.0 91.0 1150 4379
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #36909: Naphthalene, 1-(2-propenyl)-
168.0 9.80 10.00 10.20 10.40
153.0 m/z 152.10 35.79%
5000
115.0
3900 630 830 ‘ ‘ ‘
; I].IS‘I? .“l‘. "‘I : IHI , I“" ; .Hl‘ I‘Hl y Igla'lol — I\\l :!'3| i‘(.). ‘.‘. I‘l‘ ‘. R EEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097036.D

Aca On : 25 Jul 2017 18:35

Operator : SJ/JU

ﬁ?ggle i 14369-02 MW-2-20170720
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Dibenzofuran, 4-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.23 3.10 ng 182180 Acenaphthene-d10 9.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzofuran. 4-methvl- 182 C13H100 007320-53-8 86
2 9H-Fluoren-9-ol 182 C13H100 001689-64-1 80
3 Pvridine. 4.4"-(1.2-ethenedivl)bis- 182 C12H10N2 001135-32-6 64
4 Norharmane. N-methvl- 182 C12H10N2 1000374-78-6 64
5 6H-Dibenzo[b,d]-pyran 182 C13H100 000229-95-8 53
Abundance Scan 1418 (10.227 min): BF097036.D (-1415) (-) m/z 182.10 100.00%
18%.1
5000
%0 910 11111270 1521 10.00 10.20 10.40 10.60
: m/z 181.10 92.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47252: Dibenzofuran, 4-methyl-
182.0
5000
10.00 10.20 10.40 10.60
152.0 m/z 152.10 16.05%
39.0 76.0 91.0
e S0 Lot g0 ]
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
181.0
10.00 10.20 10.40 10.60
5000 m/z 76.00 13.58%
152.0
18.0 51.0 760 91.0 111.0126.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #47144: Pyridine, 4,4'-(1,2-ethenediyl)bis-
182.0 10.00 10.20 10.40 10.60
m/z 183.10 12.96%
5000
510 154.0
o [ 0 a0 0]
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:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097036.D

Aca On : 25 Jul 2017 18:35

Operator : SJ/JU

ﬁ?ggle i 14369-02 MW-2-20170720
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 4,4"-Dimethylbiphenyl Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.65 2.97 ng 155686 Phenanthrene-d10 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4"-Dimethvibiphenvl 182 C14H14 000613-33-2 89
2 Benzene. 1-methvl-4-(phenvimethvl)- 182 C14H14 000620-83-7 64
3 1.1°-Biphenvl. 2-ethvl- 182 C14H14 001812-51-7 53
4 1.1"-Biphenvl. 2.3"-dimethvl- 182 C14H14 000611-43-8 49
5 4-Ethylbiphenyl 182 C14H14 005707-44-8 43
Abundance Scan 1490 (10.651 min): BF097036.D (-1486) (-) m/z 182.05 100.00%
167.118p.1
5000
m/z 167.10 98.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47313: 4,4'-Dimethylbiphenyl
182.0
5000
167.0 10.40 10.60 10.80 11.00
m/z 165.10 90.56%
150 390 s70 760910 1150 1520 ||
miz--> 20 40 60 80 100 120 140 160 180
Abundance
167.0
182.0 10.40 10.60 10.80 11.00
5000 m/z 179.10 40.56%
104.0
300 650 890 152.0
15.0 128.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #47322: 1,1'-Biphenyl, 2-ethyl-
167.0 10.40 10.60 10.80 11.00
182.0 m/z 180.10 27 .05%
5000
152.0
51.0 83.0 115.0
a0 | eroy 90 "> o |
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00

8270-BF072517 .M Wed Jul 26 17:37:25 2017 Page: 20



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097036.D

Aca On : 25 Jul 2017 18:35

Operator : SJ/JU

ﬁ?ggle i 14369-02 MW-2-20170720
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Naphtho[2,l1-b]thiophene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.89 4.84 ng 253923 Phenanthrene-d10 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Napnhthol2.1-bTlthiophene 184 C12H8S 000233-02-3 96
2 Naphthol2.3-blthiophene 184 C12H8S 000268-77-9 95
3 Dibenzothiophene 184 C12H8S 000132-65-0 95
4 Naphtholl.2-blthiophene 184 C12H8S 000234-41-3 93
5 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 90
Abundance Scan 1531 (10.892 min): BF097036.D (-1528) (-) m/z 184.05 100.00%
184.1
5000
570 139.1
430 °0F 710 921 4.0 10.60 10.80 11.00 11.20
Y RS vl B S i |, Apraeon m/z 139.05 21.21%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48784: Naphtho[2,1-b]thiophene
184.0
5000
10.60 10.80 11.00 11.20
139.0 m/z 185.10 13.72%
40.0 56.0 74.0 gﬁ.o 113.0 \ 153.0 169.0 ||
miz--> 40 60 80 100 120 140 160 180 200
Abundance
184.0
10.60 10.80 11.00 11.20
5000 m/z 57.00 13.26%
139.0
92.0
450 630 789 113.0 158.0
mz-> 40 60 80 100 120 140 160 180 200
Abundance #48782: Dibenzothiophene R
184.0 10.60 10.80 11.00 11.20
m/z 152.05 10.80%
5000
139.0
39.0 60.0 920 4539 158.0 I
m/z--> 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072517\

Data File : BF097036.D

Aca On : 25 Jul 2017 18:35

Operator : SJ/JU

ﬁ?ggle i 14369-02 MW-2-20170720
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Phenanthrene, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.50 2.98 ng 156430 Phenanthrene-d10 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 98
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 95
3 Anthracene. 1-methvl- 192 C15H12 000610-48-0 90
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 89
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 89
Abundance Scan 1634 (11.498 min): BF097036.D (-1630) (-) m/z 192.10 100.00%
199.1
5000
94.6 165.1 1120 1140 1160 1180
39.0 | 030 1o, m/z 191.10 60.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000
11.20 11.40 11.60 11.80
040 165.0 m/z 189.10 29.89%
39.0 630780 |, 1150 13.0 | |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
UL RS AR AR
11.20 11.40 11.60 11.80
5000 m/z 193.10 19.13%
165.0
150 390 630 2309801150 139.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54732: Anthracene, 1-methyl-
192.0 11.20 11.40 11.60 11.80
m/z 190.10 18.52%
5000
83.0
165.0
150 390 630 | 980 1150 139.0 | Al
m/z--> 20 40 60 8 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072517\

Data File : BF097036.D

Acq On : 25 Jul 2017 18:35 Instrument :

Operator : SJ/JU gﬁA{s el
- _ lentosampleld :

3?22'6 : 14369-02 MW-2-20170720

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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... 4.65 8.3 ng 340813 1 6.50 823527 20.0
unknown6 .27 6.27 34.8 ng 1431210 1 6.50 823527 20.0
Benzene, l-ethyl-_.. 6.83 3.2 ng 132571 1 6.50 823527 20.0
Benzene, 1,2,3,4-_.. 7.30 2.8 ng 179498 2 7.78 1286060 20.0
Benzene, 2-etheny... 7.52 3.2 ng 206015 2 7.78 1286060 20.0
Benzo[c]thiophene 7.85 8.3 ng 536925 2 7.78 1286060 20.0
1H-Indene, 2,3-di... 8.17 2.5 ng 163373 2 7.78 1286060 20.0
Benzene, (1-methy... 8.25 2.7 ng 173725 2 7.78 1286060 20.0
Naphthalene, 1,2,... 8.29 3.2 ng 206108 2 7.78 1286060 20.0
Benzo[b]thiophene. .. 8.45 3.5 ng 227418 2 7.78 1286060 20.0
Benzo[b]thiophene... 9.03 2.6 ng 152164 3 9.53 1174120 20.0
Naphthalene, 2,7-_.. 9.12 3.9 ng 227495 3 9.53 1174120 20.0
Naphthalene, 2-(1... 9.63 2.8 ng 163556 3 9.53 1174120 20.0
1,1*-Biphenyl, 2-_.. 10.13 5.0 ng 294285 3 9.53 1174120 20.0
Dibenzofuran, 4-m... 10.23 3.1 ng 182180 3 9.53 1174120 20.0
4,4°-Dimethylbiph... 10.65 3.0 ng 155686 4 11.00 1049420 20.0
Naphtho[2,1-b]Jthi... 10.89 4.8 ng 253923 4 11.00 1049420 20.0
Phenanthrene, 2-m... 11.50 3.0 ng 156430 4 11.00 1049420 20.0
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