LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021115\
Data File : BF077282.D
Acq On : 12 Feb 2015 11:19 Instrument :
Operator : TP/1Z E?Afs el

- _ lentosampleld :
3?22'6 : 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method : Z:\HPCHEMI1\BNA_F\METHODS\8270-BF011415_.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 0.955 4 6 20 rBV6 19068 100212 4_.69% 0.554%
2 1.344 39 40 51 rBV 112593 242104 11.34% 1.337%
3 5.241 373 381 389 rBvV2 13072 55613 2.60% 0.307%
4 6.796 514 517 524 rVB3 7316 21658 1.01% 0.120%
5 7.127 543 546 548 rBvY 99381 179548 8.41% 0.992%
6 7.550 579 583 586 rBY 101961 196207 9.19% 1.084%
7 7.665 590 593 596 rvv2 43794 95770 4._49% 0.529%
8 7.825 602 607 608 rBv4 16913 51647 2.42% 0.285%
9 7.870 608 611 612 rBvV2 24326 45943 2.15% 0.254%
10 8.007 617 623 625 rBV3 42697 177312 8.30% 0.979%
11 8.945 702 705 709 rvB 18472 40057 1.88% 0.221%
12 9.173 721 725 731 rBv4 24720 58270 2.73% 0.322%
13 9.448 745 749 753 rBV2 13358 39624 1.86% 0.219%
14 9.539 753 757 761 rVvv 50342 154983 7.26% 0.856%
15 9.608 761 763 768 rvVB 22196 46533 2.18% 0.257%
16 10.465 834 838 842 rBvY 139874 229315 10.74% 1.267%
17 10.556 842 846 849 rBvV 35733 63717 2.98% 0.352%
18 10.819 864 869 874 rBV3 6934 24307 1.14% 0.134%
19 10.911 874 877 880 rvv 25330 42590 1.99% 0.235%
20 11.528 925 931 935 rBV3 7578 24112 1.13% 0.133%
21 12.259 992 995 997 rBvV 18273 28739 1.35% 0.159%
22 12.316 997 1000 1003 rvv2 25006 39104 1.83% 0.216%
23 12.385 1003 1006 1013 rVB5 18062 38827 1.82% 0.214%
24 12.625 1023 1027 1032 rBV5 9428 27873 1.31% 0.154%
25 13.037 1057 1063 1065 rBV3 14679 44847 2.10% 0.248%
26 13.117 1069 1070 1076 rVB3 13410 27676 1.30% 0.153%
27 13.311 1084 1087 1095 rVB2 12095 32527 1.52% 0.180%
28 13.597 1108 1112 1118 rVB3 9332 30750 1.44% 0.170%
29 13.711 1118 1122 1125 rVV 10467 21968 1.03% 0.121%
30 13.837 1129 1133 1137 rVB2 46084 78974 3.70% 0.436%
31 14.214 1159 1166 1169 rBV 10647 25942 1.21% 0.143%

32 14.305 1169 1174 1178 rVV 135605 233815 10.95% 1.292%
33 14.579 1192 1198 1204 rVB2 143392 255250 11.95% 1.410%
34 14.705 1205 1209 1213 rBV 32927 98343 4.61% 0.543%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021115\
Data File : BF077282.D
Acq On : 12 Feb 2015 11:19 Instrument :
Operator : TP/1Z E?Afs el

- _ lentosampleld :
3?22'6 : 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA_F\METHODS\8270-BF011415.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.911 1222 1227 1229 rBV5 9599 30196 1.41% 0.167%
36 14.945 1229 1230 1233 rVV 12894 21968 1.03% 0.121%
37 15.025 1233 1237 1239 rVV 9474 24036 1.13% 0.133%
38 15.357 1260 1266 1274 rVB4 11373 35791 1.68% 0.198%
39 15.848 1306 1309 1314 rBV 12788 26404 1.24% 0.146%
40 16.397 1354 1357 1364 rVB5 10408 33074 1.55% 0.183%
41 16.523 1364 1368 1370 rBVY 43123 71723 3.36% 0.396%
42 16.568 1370 1372 1374 rVV 13810 21814 1.02% 0.121%
43 16.614 1374 1376 1378 rVV 19473 23693 1.11% 0.131%
44 16.671 1378 1381 1385 rVB3 16028 30991 1.45% 0.171%
45 16.854 1394 1397 1401 rBV3 22958 57849 2.71% 0.320%
46 16.945 1401 1405 1407 rVvVv 426940 709711 33.24% 3.921%
47 16.980 1407 1408 1414 rVB2 28247 53706 2.52% 0.297%
48 17.174 1420 1425 1429 rBV 38293 62565 2.93% 0.346%
49 17.254 1429 1432 1434 rVV 37559 73833 3.46% 0.408%

50 17.346 1437 1440 1446 rVV 128145 285490 13.37% 1.577%

51 17.437 1446 1448 1449 rVVv2 23775 35262 1.65% 0.195%
52 17.506 1452 1454 1456 rVvV 257026 418418 19.60% 2.311%
53 17.563 1456 1459 1467 rVB 868109 1260502 59.03% 6.963%

54 17.860 1483 1485 1487 rVB 28037 32269 1.51% 0.178%
55 17.917 1487 1490 1495 rBV5 22483 52454 2.46% 0.290%
56 18.008 1495 1498 1500 rBV 356134 448071 20.98% 2.475%
57 18.043 1500 1501 1504 rVB4 14685 23127 1.08% 0.128%
58 18.100 1504 1506 1508 rBV3 30092 43848 2.05% 0.242%
59 18.134 1508 1509 1511 rVvVv 48450 56718 2.66% 0.313%
60 18.237 1511 1518 1520 rVB 248984 519567 24.33% 2.870%
61 18.306 1520 1524 1525 rBV3 26581 40795 1.91% 0.225%
62 18.351 1525 1528 1529 rBV 34081 38198 1.79% 0.211%
63 18.420 1529 1534 1539 rBV 1099301 1552880 72.73% 8.578%
64 18.500 1539 1541 1546 rVB2 52238 96925 4._.54% 0.535%
65 18.728 1559 1561 1565 rVB 74565 104855 4.91% 0.579%
66 18.797 1565 1567 1570 rBV2 38176 54026 2.53% 0.298%
67 18.866 1570 1573 1574 rBV 56171 74408 3.48% 0.411%

68 18.900 1574 1576 1579 rVvVv 718515 997070 46.70% 5.508%
69 18.957 1579 1581 1591 rVB 1731748 2135260 100.00% 11.795%
70 19.106 1591 1594 1595 rBV2 22039 28140 1.32% 0.155%
71 19.163 1596 1599 1602 rVB 83768 154237 7.22% 0.852%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021115\
Data File : BF077282.D
Acq On : 12 Feb 2015 11:19 Instrument :
Operator : TP/1Z E?Afs el

- _ lentosampleld :
3?22'6 : 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

> Z:\HPCHEM1I\BNA_F\METHODS\8270-BF011415.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 19.300 1609 1611 1614 rBvV4 55196 108721 5.09% 0.601%
73 19.380 1615 1618 1622 rVB2 249088 335640 15.72% 1.854%
74 19.460 1622 1625 1629 rVB 92966 165804 7.77% 0.916%

75 19.574 1629 1635 1636 rBV3 24304 83812 3.93% 0.463%
76 19.666 1640 1643 1647 rVB5 28958 75227 3.52% 0.416%
77 19.734 1647 1649 1650 rBV 19637 25056 1.17% 0.138%
78 19.803 1652 1655 1657 rBV 162088 229707 10.76% 1.269%
79 19.849 1657 1659 1661 rBV 24475 34854 1.63% 0.193%
80 19.929 1663 1666 1668 rBV3 33887 72100 3.38% 0.398%

81 20.009 1668 1673 1675 rBV 128825 260077 12.18% 1.437%
82 20.169 1685 1687 1688 rVB2 28123 33497 1.57% 0.185%
83 20.226 1688 1692 1695 rBV2 138816 250565 11.73% 1.384%
84 20.294 1695 1698 1700 rVV3 45579 106798 5.00% 0.590%
85 20.386 1704 1706 1708 rVvVv 161561 256148 12.00% 1.415%

86 20.443 1708 1711 1718 rVV7 118747 463879 21.72% 2.563%
87 20.557 1718 1721 1726 rVV 725168 1155865 54.13% 6.385%
88 20.637 1726 1728 1732 rVB5 41507 71768 3.36% 0.396%
89 20.774 1738 1740 1744 rVB4 26977 62154 2.91% 0.343%
90 20.854 1744 1747 1748 rBV3 86166 173870 8.14% 0.960%

91 20.889 1748 1750 1754 rVvVv 453136 677846 31.75% 3.744%
92 20.992 1757 1759 1762 rVB 232332 287207 13.45% 1.587%
93 21.163 1767 1774 1775 rBV7 30767 110345 5.17% 0.610%

94 21.197 1775 1777 1782 rVB6 35072 77680 3.64% 0.429%
95 21.369 1790 1792 1794 rVB3 33244 51144 2.40% 0.283%
96 21.792 1827 1829 1833 rVB4 22266 35930 1.68% 0.198%
97 22.546 1893 1895 1896 rBV 21875 34048 1.59% 0.188%

98 22.660 1903 1905 1908 rBV 183347 258690 12.12% 1.429%

Sum of corrected areas: 18102463

8270-BF011415.M Wed Feb 18 16:24:49 2015 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF021115\

Data File : BF077282.D

Acq On : 12 Feb 2015 11:19

Operator : TP/1Z

ﬁ?ggle - 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

TIC: BFO77282.D

1.34 713 7.5%g
96 |\ 5.24 6.80 A 89@179

0

Time--> 1.00 150 200 250 3.00 350 400 450 500 550 6.00 6. 50 7.00 750 8.00 8. 50 9. OO 9.50

Abundance

1500000

1000000

500000

0!

TIC: BFO77282.D

18.4:

17.56

16.95

14.314.58
1 A Hu@B315.36  15.85

10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

Time-->
Abundance TIC: BF077282.D
18.96

1500000

1000000

500000

o1t T T T T T T T T T T T T T T T T T T T T

Time--> 19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF021115\

Data File : BF077282.D

Acq On : 12 Feb 2015 11:19

Operator : TP/1Z

ﬁ?ggle - 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Ethanone, 1-cyclopropyl-2-(... Concentration Rank 14

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

7.13 18.30 ng 179548 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone, 1-cyclopropyl-2-(4-pyr... 161 C10H11NO 006580-95-6 50
2 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C10H16 004889-83-2 32
3 Pyridine, 2-propyl- 121 C8H11N 000622-39-9 27
4 3-Methyl-6-hepten-1-yn-3-ol 124 C8H120 051193-99-8 25
5 2-Pyridineethanamine 122 C7H10N2 002706-56-1 25

Abundance Scan 546 (7.127 min): BF077282.D (-543) (-) m/z 41.10 100.00%
4 9B
69
5000
53 " AR AN U R
‘ | | || | 107 121 6.80 7.00 7.20 7.40
) SN S| RSN ISP N | e m/z 93.10 98.19%
m/iz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30013: Ethanone, 1-cyclopropyl-2-(4-pyridinyl)-
69 93
5000 41 I A U R
6.80 7.00 7.20 7.40
m/z 69.10 76.79%
0 - A | 106 117 132 161
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
93
6.80 7.00 7.20 7.40
5000 m/z 91.10 29.66%
41 f
27 53 67 105 121 .0
m/iz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9269: Pyridine, 2-propyl-
93 6.80 7.00 7.20 7.40
m/z 39.05 28.24%
5000
106 0
39 51 65 79
0'VH'V“”V“'N“'v”'VHHVH'JL'v“'v“'ﬁ“'v“'v“'V“'VH'l U I UL
m/iz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF021115\

Data File : BF077282.D

Acq On : 12 Feb 2015 11:19

Operator : TP/1Z

ﬁ?ggle - 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 Cyclopentanecarboxylic acid... Concentration Rank 16

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

8.01 18.07 ng 177312 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentanecarboxylic acid, cyc... 182 C11H1802 1000282-58-8 50
2 Cyclopentane, nitro- 115 C5H9NO2 002562-38-1 43
3 2(5H)-Furanone, 5,5-dimethyl- 112 C6H802 020019-64-1 40
4 1,2-Cyclohexanediol, cyclic sulf... 162 C6H1003S 019456-19-0 40
5 Trifluoroacetic acid, 1-cyclohex... 210 C9H13F302 1000245-83-0 40

Abundance Scan 623 (8.007 min): BFO77282.D (-617) (-) m/z 41.10 100.00%
9
97
5000
114
53 M I R U
79 140 7.60 7.80 8.00 8.20 8.40
o} e m/z 69.10 93.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43885: Cyclopentanecarboxylic acid, cyclopenty! ester
69
97
5000 115 ISR SRR LRSS R
a1 7.60 7.80 8.00 8.20 8.40
m/z 97.05 68.79%
A T N < | s 11 15060 12
miz--> % 40 6 8 10 10 140 160 180
Abundance
41 69
750 780 800 620 840
5000 m/z 114.10 29.51%
27
15 53 86 ’i’ﬁzlﬂwfﬂddfrj/r//“ﬂ/J/v
G L SO L S W L B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6221: 2(5H)—Furan0ne, 5,5—dimethy|— LSRN NI L LN LN N N L
3 6! o7 7.60 7.80 8.00 8.20 8.40
m/z 39.10 29.41%
5000
26 | o4 112
0|||||H|‘||“ﬁ‘||”|“‘|“||‘|‘|||82||||‘|||||||||||||||||||| — R B o
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF021115\

Data File : BF077282.D

Acq On : 12 Feb 2015 11:19

Operator : TP/1Z

ﬁ?ggle - 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 _alpha.-Caryophyllene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14_.31 18.32 ng 233815 Acenaphthene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _alpha.-Caryophyllene 204 C15H24 006753-98-6 96
2 1,4,7,-Cycloundecatriene, 1,5,9,... 204 C15H24 1000062-61-9 52
3 Bicyclo[3.1.1]hept-3-ene, 4,6,6-... 178 C12H180 1000163-23-1 50
4 1,3,6-Octatriene, 3,7-dimethyl-,... 136 C10H16 003338-55-4 49
5 Pyridine, 2-butyl- 135 C9H13N 005058-19-5 47
Abundance Scan 1174 (14.305 min): BF077282.D (-1169) (-) m/z 93.10 100.00%
93
5000
80
41 55 67 107121 147 /\IIIIIIIIIIIIIIIIII
14.00 14.20 14.40 14.60
ol e ) lor 189 2 m/z 80.10 31.16%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #58682: .alpha.-Caryophyllene
93
5000 a 80 UL DU B B
1 14.00 14.20 14.40 14.60
53 67 ‘ 107 ‘ 147 m/z 121.10 29.42%
0 R I“' : ‘IH. I .“‘l‘ IHI\\I : M. I .Hl‘. I\I\I I:II'3;6| - IJ'?:!'I]IJISI |1|8?| |2?4: :
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
93
A UL DU B B
14.00 14.20 14.40 14.60
5000 m/z 91.10 22.22%
T 121 147
107
A 4l 55 67 136 | 161 175 189 204
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #41285: Bicyclo[3.1.1]hept-3-ene, 4,6,6-trimethyl-2-vinyloxy-
93 14.00 14.20 14.40 14.60
43 m/z 79.10 20.85%
5000
7 ‘ e o 107 119 135
B I i -“‘r \ b ) ‘. _laes 163 ars
mz-> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF021115\

Data File : BF077282.D

Acq On : 12 Feb 2015 11:19

Operator : TP/1Z

ﬁ?ggle - 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl6.95 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.95 33.92 ng 709711 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dehydro-cohumulinic acid 234 C14H1803 1000041-27-1 35
2 7-Acetyl-6,8-dimethyl-8H-pteridi... 234 C10H10N403 1000193-96-8 35
3 Cyclodeca[b]furan-2(3H)-one, 3a,... 234 C15H2202 002225-79-8 18
4 2,4-Diamino-5,6,7,8-tetrahydro-6... 234 C11H14N4S 042159-83-1 18
5 7,8-Dimethoxy-5-nitroisoquinoline 234 C11H10N204 1000213-88-3 15
Abundance Scan 1405 (16.945 min): BF077282.D (-1401) (-) m/z 234.10 100.00%
234
43 149

5000

16.60 16.80 17.00 17.20

01 m/z 43.10 78.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78484: Dehydro-cohumulinic acid
191 234
219
5000 LA L L L L L L L
43 57 95 16.60 16.80 17.00 17.20
123 m/z 149.00 75.40%
\\ H e
0 ..,l.u“l O e o o P N TN I
m/z--> 20 40 100 120 140 160 180 200 220 240
Abundance
234
a3 %® S AN
16.60 16.80 17.00 17.20
5000 11 m/z 191.10 64.21%
148
219
28

83
68 g4 107120 135 = 163176 | 504
o NPV T Y NS WU PR W S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78614: Cyclodeca[b]furan-2(3H)-one, 3a,4,5,8,9,11a-hexahy... e P
234 16.60 16.80 17.00 17.20
m/z 41.10 55.80%

81

5000
109 161 219

41 67 133145 179191

205

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16. 60 16. 80 17. 00 17. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF021115\

Data File : BF077282.D

Acq On : 12 Feb 2015 11:19

Operator : TP/1Z

ﬁ?ggle - 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 3,7-Nonadien-2-ol, 4,8-dime... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.35 13.65 ng 285490 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,7-Nonadien-2-ol, 4,8-dimethyl- 168 C11H200 067845-50-5 64
2 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 50
3 1,5-Heptadiene, 3,4-dimethyl- 124 C9H16 1000061-77-9 50
4 Neric acid 168 C10H1602 004613-38-1 50
5 Pentane, 1,5-dibromo- 228 C5H10Br2 000111-24-0 50
Abundance Scan 1440 (17.346 min): BF077282.D (-1437) (-) m/z 69.10 100.00%
6o
5000 41

168 17.00 17.20 17.40 17.60

180192203 221

0 m/z 41.10 48.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34639: 3,7-Nonadien-2-ol, 4,8-dimethyl-
41 69
5000 LA L L L L L L L L L

17.00 17.20 17.40 17.60
m/z 168.10  13.19%

7
55 ‘ ‘ 123135 15 168
o...,.‘.‘..‘,‘.‘..“.‘,.N‘..‘,“.‘.‘.‘”.“,.M..,‘....,....,.... S
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
69
4 17.00 17.20 17.40 17.60
5000 m/z 95.10 12.33%
95
ol 15 27 53 81 110
B B e B e AR E
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10348: 1,5-Heptadiene, 3,4-dimethyl- T
69 17.00 17.20 17.40 17.60
41 m/z 67.05 11.97%
5000
27 55
0 | ‘ i | 81 95 109 124
R B L R B e e R R L L B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17. 00 17. 20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF021115\

Data File : BF077282.D

Acq On : 12 Feb 2015 11:19

Operator : TP/1Z

ﬁ?ggle - 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 4,4,57,5"-Tetramethyl-bicyc... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.56 60.25 ng 1260500 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,4,57,5"-Tetramethyl-bicyclohex... 248 C16H2402 010517-07-4 60
2 Pyrazine, 2,3-dimethyl-5-(1-meth... 164 C10H16N2 032263-00-6 35
3 8-l1sopropyl-1,3-dimethylphenanth... 248 C19H20 135886-06-5 30
4 1,4-Naphthoquinone, 6-acetyl-2,5... 248 C12H806 013378-89-7 30
5 Allomatrine 248 C15H24N20 006783-60-4 25
Abundance Scan 1459 (17.563 min): BF077282.D (-1456) (-) m/z 136.00 100.00%
5000 /\/L
17.20 17.40 17.60 17.80
0’ m/z 248.20 81.74%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #87290: 4,4,5',5'-Tetramethyl-bicyclohexyl-6-ene-2,3'-dione
233 248
5000 41 191 N SRR IR BRI SULILE B
55 109 125 205 17.20 17.40 17.60 17.80
29 ‘ 149 164 ‘ m/z 233.05 62.42%
OII‘II i\ : H ‘H‘ ‘M MH‘ ‘HH\ Hm‘ \\ | H\“ MH‘ H\ ‘H‘ " |||l‘=| \“ “‘::l
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance
136
17.20 17.40 17.60 17.80
5000 149 m/z 41.10 46.04%
53
a0 122 164
66 80 g3 108
O g T T T e T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #87380: 8-Isopropyl-1,3-dimethylphenanthrene e T
233 248 17.20 17.40 17.60 17.80
m/z 191.10 44 .74%
5000
218
108 203
oL 27 39 51 63 76 94, " 124 139152 16517715 LrTT

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17. 20 17. 40 17. 60 17. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF021115\

Data File : BF077282.D

Acq On : 12 Feb 2015 11:19

Operator : TP/1Z

ﬁ?ggle - 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl1l8.01 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.01 21.42 ng 448071 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-tert-Butyl-4-methylcoumarin 216 C14H1602 017874-32-7 46
2 6-Methoxyfuro[2,3-h]chromen-2-one 216 C12H804 000483-66-9 38
3 Cyclobutane, tetrakis(l-methylet... 216 C16H24 088919-66-8 35
4 Benzofuro[3,2-d]pyrimidin-4(3H)-... 216 C11H8N203 329210-45-9 35
5 Silane, (4-ethenylphenyl)trimethyl- 176 C11H16Si 001009-43-4 35
Abundance Scan 1498 (18.008 min): BF077282.D (-1495) (-) m/z 131.10 100.00%
216
5000
233 17.60 17.80 18.00 18.20 18.40
of m/z 91.05 99 .98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66907: 6-tert-Butyl-4-methylcoumarin
201
5000
17.60 17.80 18.00 18.20 18.40
39 173 m/z 216.20 87.63%
1527 | 5163 77 o1 pgplt51ee M5 160 216
0 ..‘.l.‘...l..‘..l‘.“.l.“l.‘.“..l‘.‘..‘a .‘l”..l.‘...‘l‘.... i BaamsEE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216
17.60 17.80 18.00 18.20 18.40
5000 173 201 m/z 145.10 78 .56%
145
1 89 188
63 158
o 2% 51102 197129
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67005: Cyclobutane, tetrakis(1-methylethylidene)-
216 17.60 17.80 18.00 18.20 18.40
m/z 173.10 71.10%
5000 129
o1 105 131145 173 201
5”5\ Lk A LT
oL, ,.‘.‘ “\ ol \\ .l | H“IHH\ HH MH ‘I""I
m/z--> 20 100 120 140 160 180 200 220 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF021115\

Data File : BF077282.D

Acq On : 12 Feb 2015 11:19

Operator : TP/1Z

ﬁ?ggle - 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl8.24 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.24 24 .83 ng 519567 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 27
2 2-Butenal, 2-ethenyl- 96 C6H80 020521-42-0 27
3 2,4a-Methanonaphthalen-7(4aH)-on... 218 C15H220 026839-52-1 25
4 Furazan-3-carboxamidine, 4-amino... 218 C9H10N60 309741-77-3 25
5 Longipinene epoxide 220 C15H240 142792-93-6 22
Abundance Scan 1518 (18.237 min): BF077282.D (-1511) (-) m/z 218.10 100.00%
218
41
5000 53 67 79 96 135 s 208

236 18.00 18.20 18.40 18.60
01 m/z 41.10 60.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #68225: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...
218
41
I o 147 175 203
5000 119 161 LB L B L L
55 77 107 18.00 18,20 18.40 18.60
29 m/z 203.10 52.62%
190
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
41
67 MDY N R WA A -
18.00 18.20 18.40 18.60
5000 9% m/z 175.10 50.74%
53
81
o S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #68234: 2 4a-Methanonaphthalen-7(4aH)-one, 1,2,3,4,5,6-hex...
175 18.00 18.20 18.40 18.60
162 m/z 67.05 47 .65%
41 147
5000 91 119 218
105 133
‘ ‘ ‘ 189 203
ol w\ \w NI T o N USRS O, SO
m/z--> 20 40 lOO 120 140 160 180 200 220 240 18.00 18.20 18.40 18. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF021115\

Data File : BF077282.D

Acq On : 12 Feb 2015 11:19

Operator : TP/1Z

ﬁ?ggle - 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Dehydro-cohumulinic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.42 74.23 ng 1552880 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dehydro-cohumulinic acid 234 C14H1803 1000041-27-1 53
2 N-Methylbis(5-methylfurfuryl)amine 219 C13H17N0O2 109843-37-0 27
3 [1,2]Dithiolo[1,5-b][1,2]oxathio... 234 C12H100S2 074810-14-3 25
4 Phenanthrene, 1-methyl-7-(1-meth... 234 C18H18 000483-65-8 25
5 Ethanone, 1-(4,6-dihydroxy-2,3,5... 234 C13H1404 021987-07-5 25
Abundance Scan 1534 (18.420 min): BF077282.D (-1529) (-) m/z 219.10 100.00%
219
79 123 234
5000 43
55
149 473 AR U BRI BN IR
9 137 | RS o4g 18.00 18.20 18.40 18.60 18.80
0 bt b g2 bl 248 m/z 95.10 95.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78484: Dehydro-cohumulinic acid
191 234
219
5000
43 57 95 18.00 18.20 18.40 18.60 18.80
79 123 m/z 191.10 89 .56%
149 164
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
95
18.00 18.20 18.40 18.60 18.80
5000 m/z 79.05 63.94%
137 219
o 2 2 MO serie as
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78315: [1,2]Dithiolo[1,5-b][1,2]oxathiole-7-SIV, 2-methyl...
219 18.00 18.20 18.40 18.60 18.80
234 m/z 234.10 63.22%
5000
51 f 103 121‘ 147 185 N
0|||||||||||||‘|||||‘||||‘||||||‘|||||||||‘|||||||||||||| A R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.00 18,20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF021115\

Data File : BF077282.D

Acq On : 12 Feb 2015 11:19

Operator : TP/1Z

ﬁ?ggle - 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 3-Cyclopenten-1-one, 3-hydr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.90 47 .66 ng 997070 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Cyclopenten-1-one, 3-hydroxy-2... 248 C15H2003 038574-23-1 83
2 2,4,6-Triisopropylbenzoic acid 248 C16H2402 049623-71-4 51
3 N1-(4,4-Dimethyl-1,3-thiazolan-2... 248 C14H20N2S 284665-76-5 30
4 2-Amino-5-iodotoluene 233 CT7HS8IN 013194-68-8 25
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 25
Abundance Scan 1576 (18.900 min): BF077282.D (-1574) (-) m/z 191.05 100.00%
o5 191 233
a1 79
123 248
5000 55 215
‘ 149 164
18.60 18.80 19.00 19.20
O | el .~',-'l- ; 1'|7,8' ol ol 271286 1 T 727533.10 98.80%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87165: 3-Cyclopenten-1-one, 3-hydroxy-2-(1-hydroxy-3-meth...
4

79

5000
18.60 18.80 19.00 19.20

m/z 95.10 78.77%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
233
PR T T T T
18.60 18.80 19.00 19.20
5000 248 m/z 79.05 65.88%

43 205
62 77 91 115128141955 173187

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87101: N1-(4,4-Dimethyl-1,3-thiazolan-2-yliden)-4-isoprop...
233 18.60 18.80 19.00 19.20
m/z 41.10 57.48%
5000
248
41 55 77 91 109 199
0 ...TW.J‘,a.hhhlt.,w.t.”.l..,ﬁ..%6}.}?7....29??}3..h A A S S co i
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 18 60 18 80 19. 00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF021115\

Data File : BF077282.D

Acq On : 12 Feb 2015 11:19

Operator : TP/1Z

ﬁ?ggle - 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl8.96 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.96 102.06 ng 2135260 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4,6-Triisopropylbenzoic acid 248 C16H2402 049623-71-4 38
2 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 35
3 Ethanone, 1-(7-hydroxy-5-methoxy... 248 C14H1604 000529-70-4 22
4 Amiphenazole 191 C9HON3S 000490-55-1 22
5 _beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 22
Abundance Scan 1581 (18.957 min): BF077282.D (-1579) (-) m/z 233.10 100.00%
191 233
5000 248 ‘/\/\¥
1860 18.80 19.00 19.20
0 m/z 191.10 84 .35%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #87255: 2,4,6-Triisopropylbenzoic acid
233
5000 248 AU L UMLRE
18.60 18.80 19.00 19.20
43 205 m/z 79.10 50.28%
0 |62 77 S11gall5128141 155 173187 | g7 h\ |
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
191
18,60 18.80 19.00 19.20
5000 57 m/z 248.15 42 .69%

107 149
| 2s 43 69 g1 98 11219355 0177 206
Y S Y PP PRSP - et

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

Abundance #87060: Ethanone, 1-(7-hydroxy-5-methoxy-2,2-dimethyl-2H-1... R R RRR s
233 18.60 18.80 19.00 19.20

m/z 77.05 37 .33%

-

5000
203 248
51 6? .91 109 g3 159 1?1‘ 218 |
-t N RARs e e RABEAN
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 1860 18.80 19.00 19.20

8270-BF011415.M Wed Feb 18 16:25:04 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF021115\

Data File : BF077282.D

Acq On : 12 Feb 2015 11:19

Operator : TP/1Z

ﬁ?ggle - 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Thiophene-3-carbonitrile, 2... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.38 23.37 ng 335640 Chrysene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene-3-carbonitrile, 2-meth... 231 C12H9NS2 116526-45-5 62
2 Benzene, 1-nitro-4-(phenylthio)- 231 C12H9NO02S 000952-97-6 30
3 4-Acetamido-6-methoxy-8-aminoqui... 231 C12H13N302 063456-99-5 30
4 2,3(1H)-Dihydro-7-methylthio-9-c... 231 C13H13NOS 1000257-08-5 27
5 Pyrimidine, 2-dimethylamino-4,6-... 231 C12H13N302 1000261-69-3 27
Abundance Scan 1618 (19.380 min): BF077282.D (-1615) (-) m/z 41.10 100.00%
a1
57 231
5000
257 300 T
285 19.00 19.20 19.40 19.60 19.80
of m/z 231.10 76 .86%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #76784: Thiophene-3-carbonitrile, 2-methylthio-4-phenyl-
231
5000
134 189 19.00 19.20 19.40 19.60 19.80
216 m/z 57.05 71.27%
69 89 114 154 172
0
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
231
184 19.00 19.20 19.40 19.60 19,80
5000 m/z 69.10 60.36%
28
51
) 65 g 109,,5 152 . = 201
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #76728: 4-Acetamido-6-methoxy-8-aminoguinoline L o
43 231 19.00 19.20 19.40 19.60 19.80
m/z 175.10 49_00%
5000
189
146160
miz-> 20 45 eb éo 160 120 140 160 180 200 220 240 260 280 300 19.00 19.20 19.40 19.60 19.80

8270-BF011415.M Wed Feb 18 16:25:05 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF021115\

Data File : BF077282.D

Acq On : 12 Feb 2015 11:19

Operator : TP/1Z

ﬁ?ggle - 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl19.80 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.80 16.00 ng 229707 Chrysene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Benzyl-1,3-oxazol-2-ine 161 C10H11NO 010431-95-5 45
2 Bicyclo[2.2.2]octane, l1-methoxy-... 216 C15H200 006555-88-0 38
3 Thiophene, 3-phenyl- 160 C10H8S 002404-87-7 35
4 Indenone, 5-methylamino-2,3-dihy... 161 C10H11NO 1000153-18-7 27
5 1H-Isoindol-1-one, 2,3-dihydro-4... 217 C14H19NO 071940-28-8 22
Abundance Scan 1655 (19.803 min):$BFO77282.D (-1652) (-) m/z 160.10 100.00%
160
132
57
5000 41 216 MM
91 117 e T N
237 25797, 390 19.40 19.60 19.80 20.00 20.20
o m/z 132.05 77 .68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #29978: 2-Benzyl-1,3-oxazol-2-ine
9 160
5000 NN UNUA
19.40 19.60 19.80 20.00 20,20
65 117132 m/z 57.10 68.07%
L
OHHVHW“Lﬁ“HJLJHWH“V“'M“w“'““V“'HHVH'““V'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
132
19.40 19.60 19.80 20.00 20.20
5000 o 216 m/z 161.05 53.40%
117
44
L2 29 65 102 156,187
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #29321: Thiophene, 3-phenyl- L B B
160 19.40 19.60 19.80 20.00 20.20
m/z 216.10 46.76%
5000 115
39 63 80 34
Ollll|||||‘||‘||||‘|‘|J|‘|‘|‘l||‘||||||l||||‘||||||”‘||||||||| R Aam R RRARARE e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19,40 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF021115\

Data File : BF077282.D

Acq On : 12 Feb 2015 11:19

Operator : TP/1Z

ﬁ?ggle - 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown20.01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.01 18.11 ng 260077 Chrysene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 43
2 (2)-all-trans-3,7,11-Trimethyl-2._._.. 235 C15H25NO 123257-83-0 43
3 1-Hexyn-3-ol, 3-methyl- 112 C7H120 004339-05-3 38
4 Methanone, dicyclopropyl- 110 C7H100 001121-37-5 38
5 6-Bromohexanoic acid, 3,5-difluo... 306 C12H13BrF202 1000293-66-5 38
Abundance Scan 1673 (20.009 min): BF077282.D (-1668) (-) m/z 69.10 100.00%
69
5000 4l

165
99216233251 oo a3 19.60 19.80 20.00 20.20 20.40

o1 113 139

(o} m/z 41.10 51.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #21957: Cyclopentane, bromo-
69
5000 41 TTTT LI L L L L
19. 60 19. 80 20 00 20. 20 20 40
m/z 183.10 35.75%
ol1s | ! 108 148
T T [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
69
41 19.60 19.80 20.00 20.20 20.40
5000 m/z 43.10 32.05%
99 218

119137 166 192 235

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #6336: 1-Hexyn-3-ol, 3-methyl- A ERmEa mEa S
69 19.60 19.80 20.00 20.20 20.40

m/z 71.05 17.31%
5000
43
97

O,ZPJ,L‘,“,‘, A a A A B A nan] L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19. 60 19. 80 20 00 20. 20 20 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF021115\

Data File : BF077282.D

Acq On : 12 Feb 2015 11:19

Operator : TP/1Z

ﬁ?ggle - 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown20.23 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.23 17.45 ng 250565 Chrysene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methyl-3H-naphth[1,2-e]indol-1... 247 C17H13NO 098033-21-7 38
2 5-Acetamido-2,3-dimethylquinoxal... 247 C12H13N303 1000110-70-4 22
3 4,5-Dihydro-3-(4-pyridinyl)-2H-b. .. 247 C16H13N3 052837-55-5 18
4 N1-(4,4-Dimethyl-1,3-thiazolan-2... 248 C14H20N2S 284665-76-5 15
5 3,5-di-tert-Butyl-4-hydroxyaceto... 248 C16H2402 014035-33-7 15
Abundance Scan 1692 (20.226 min): BF077282.D (-1688) (-) m/z 69.05 100.00%
5000 _/\/,\j\~4\_j\,~fAu«m/\\\_#
262 g7 | 20,00 20,20 20.40 20.60
o} m/z 41.10 81.76%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #86584: 3-Methyl-3H-naphth[1,2-e]indol-10-ol
247
5000 LB SULIULN SULIILE ISUIULN
20.00 20.20 20.40 20.60
176 218 m/z 247.10 78.64%
il Wl
0 —— ”\” |||‘| A Ml”l r ”” N ——
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
247
171 20.00 20.20 20.40 20.60
5000 188 m/z 235.10 62.89%
205
43
o 62 77 93 117133 156 232
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #86537: 4,5-Dihydro-3-(4-pyridinyl)-2H-benz(g)indazole
247 20.00 20.20 20.40 20.60
m/z 233.10 51.74%
5000
143
oL28 51 748 o | 169 189 217232
TTTT[ T T T TT T T[T I T T[T I T I TTIT I[rrrT |||| TTTT |||| TTTT |||| TTTT[TTTT[TTTT [T —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF021115\

Data File : BF077282.D

Acq On : 12 Feb 2015 11:19

Operator : TP/1Z

ﬁ?ggle - 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 17 unknown20.39 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.39 17.84 ng 256148 Chrysene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 35
2 2,6-Octadiene, 2,7-dimethyl- 138 C10H18 016736-42-8 35
3 4-Aza-5-thiatricyclo[5.2.1.0(3,7... 283 C14H21N0O3S 1000156-44-2 35
4 1,6-Octadiene, 2,7-dimethyl- 138 C10H18 040195-09-3 25
5 1,3-Butylene glycol dimethacrylate 226 C12H1804 001189-08-8 25
Abundance Scan 1706 (20.386 min): BF077282.D (-1704) (-) m/z 69.10 100.00%
6o
I T JUJ\M
I 109 139 163179 218236 20° 283 301 20.00 20.20 20.40 20.60 20.80
0...,....','...l.,."..',"...l.'l.."..l...."....l..'..l'..'..'l..'..'...'! - .|'...|....|....|. m/z 197.10 48 . 459
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #5803: 4-Methyl-1,5-Heptadiene
69
41
5000
20.00 20.20 20.40 20.60 20.80
m/z 41.10 42 .82%
‘ 95
OAﬁ””ﬁ”Wﬂ”P”h””P”'“”P”W””P”W””'”W””P”W””P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 ©9
2000 20.20 20.40 20.60 20.80
5000 m/z 57.10 25.85%
o 25 95 123139 M/M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107919: 4-Aza-5-thiatricyclo[5.2.1.0(3,7)]decane, 4-(2-bu... T
69 20.00 20.20 20.40 20.60 20.80
m/z 85.05 14.12%
5000
41
o 91108 134150 176 20450 54 283
I g g g gl I P g ssagspagstagsata
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF021115\

Data File : BF077282.D

Acq On : 12 Feb 2015 11:19

Operator : TP/1Z

ﬁ?ggle - 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown20.44 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.44 32.30 ng 463879 Chrysene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,6-Octadiene, 3,7-dimethyl-1-(2... 194 C13H220 139694-23-8 35
2 1-Propanamine, N,N-dichloro-1,1,... 248 C3CI2F6N2 105882-90-4 25
3 Phosphetane, 1-chloro-2,2,3,4,4-._._. 194 C8H16CI0OP 029276-11-7 17
4 Cyclopropanecarboxylic acid, 2,4... 330 C22H3402 113719-02-1 17
5 1,2,5-Tris-0-(trifluoracetyl)-3-... 422 C11H7F907 071301-31-0 16
Abundance Scan 1711 (20.443 min): BF077282.D (-1708) (-) m/z 41.10 100.00%
4
. WL\
" 20.20 20.40 20.60 20.80
O m/z 69.10 90.93%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #51989: 2,6-Octadiene, 3,7-dimethyl-1-(2-propenyloxy)-
41 69
5000 LB UL BN BN I
2020 20.40 20.60 20.80
m/z 57.10 42 _.58%
‘ 123 194
obre b H e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
69
" 20.20 20.40 20.60 20.80
5000 m/z 77.00 36.87%
194
99
o 50 248
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #52347: Phosphetane, 1-chloro-2,2,3,4,4-pentamethyl-, 1-oxide e e A EEmasmme
69 20.20 20.40 20.60 20.80
m/z 91.05 32.69%
41 97
5000
126 179
L.
O,JHLN.JHWﬂh”“lhw“hu”ﬂnﬂ.”.””.”.““.”.“““”w”. B —
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 2020 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF021115\

Data File : BF077282.D

Acq On : 12 Feb 2015 11:19

Operator : TP/1Z

ﬁ?ggle - 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 unknown20.56 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.56 80.49 ng 1155870 Chrysene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Acetyl-6-methyl-6,7-dihydro-9H... 219 C12H13NO3 134076-68-9 22
2 2-(Difluoroamino)-2,2-difluoro-0... 257 C4H2F7N302 115983-88-5 12
3 1-(Phenylthio)-3,7,11-trimethyl-.__. 314 C21H30S 028413-57-2 12
4 Octa-2,6-dienal, 3,7-dimethyl-, ... 332 C16H20N404 002553-67-5 12
5 9Bh-1,3,4,6,7,9,9b-heptaazaphena... 221 C6H3N703 1000293-92-9 10
Abundance Scan 1721 (20.557 min): BF077282.D (-1718) (-) m/z 69.10 100.00%
69
41
5000 275
177 233
109 205 331 AR SRR SN PN
135 20.20 20.40 20.60 20.80
I 2 dpoo. | 857 400z U1 10 77.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #68648: 2-Acetyl-6-methyl-6,7-dihydro-9H-5-oxa-9-azabenzoc...
69
5000 AR AR AR AR
41 20,20 20.40 20.60 20.80
151 19 m/z 275.15 44 .84%
. \‘ iy 196 132 | 175004
m/z--> 50 160 150 200 250 300 350 400
Abundance
69
20.20 20.40 20.60 20.80
5000 m/z 233.05 32.06%
42 205
92 257
o 121 159 238
m/z--> 50 100 150 200 250 300 350 400
Abundance #125214: 1-(Phenylthio)-3,7,11-trimethyl-2,6,10-dodecatrie... S L B B
69 20.20 20.40 20.60 20.80
m/z 43.10 31.75%
5000{ .
137
204
177 314
OIHIEJIH‘ILlLL\ ;lllﬁ ”Juluulluu 24|5|2?1||||‘||| —— : A R R
m/z--> 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021115\
Data File : BF077282.D

Acq On : 12 Feb 2015 11:19

Operator : TP/1Z

Sample : G1280-01 5X

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown20.89 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.89 47.20 ng 677846 Chrysene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dimethyl 1-phenyl-naphthalene-2, ...
2 6-aza-octanenitrile, 8-(3,4-dime...
3 Benzeneacetonitrile, .alpha.-[3-...
4 5H-Dibenzo[b,f]1l,4-diazepin-7(8H. ..
5 Propenenitrile, 1-(3H-indol-3-yl.._.

320 C20H1604

440 C26H36N204
440 C26H36N204
366 C25H22N20
289 C17H11N302

003404-99-7 32
1000150-02-6 22
067018-85-3 22
312626-26-9 22
1000272-51-0 14

69.10 100.00%

i

20.60 20.80 21.00 21.20

m/z 289.15 85.94%

-

20.60 20.80 21.00 21.20

41.10 74 .20%

F

20.60 20.80 21.00 21.20

m/z 277.15 65.04%

20.60 20.80 21.00 21.20

Abundance Scan 1750 (20.889 min): BF077282.D (-1748) (-) m/z
289
5000
345
o 317 371 414
m/z--> 50 100 150 200 250 300 350 400
Abundance #128073: Dimethyl 1-phenyl-naphthalene-2,3-dicarboxylate
289
320
5000
101 202 m/z
128 246
1 “ PR 169 ‘\ H\ [ A
o e e ey
m/z--> 50 100 150 200 250 300 350 400
Abundance
289
5000
58
o 36 8410710910172 204 246 395 439
e e L e e A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #163193: Benzeneacetonitrile, .alpha.-[3-[[2-(3,4-dimethox...
289
5000
151
o 44 77 107129 | 177 218 260
T T T
m/z--> 50 100 150 200 250 300 350 400

m/z 275.10 36.95%

-

20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021115\
Data File : BF077282.D
Acq On : 12 Feb 2015 11:19 Instrument :
Operator : TP/1Z gﬁA{s el

- _ lentosampleld :
3?22'6 : 61280-01 5X 1501222551-52-53-COMP
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethanone, 1-cyclo... 7.13 18.3 ng 179548 1 7.55 196207 20.0
Cyclopentanecarbo. .. 8.01 18.1 ng 177312 1 7.55 196207 20.0
-alpha.-Caryophyl... 14.31 18.3 ng 233815 3 14.58 255250 20.0
unknownl16.95 16.95 33.9 ng 709711 4 17.48 418418 20.0
3,7-Nonadien-2-ol... 17.35 13.7 ng 285490 4 17.48 418418 20.0
4,4,5" ,5"-Tetrame... 17.56 60.3 ng 1260500 4 17.48 418418 20.0
unknown18.01 18.01 21.4 ng 448071 4 17.48 418418 20.0
unknownl18.24 18.24 24.8 ng 519567 4 17.48 418418 20.0
Dehydro-cohumulin... 18.42 74.2 ng 1552880 4 17.48 418418 20.0
3-Cyclopenten-1-o0... 18.90 47.7 ng 997070 4 17.48 418418 20.0
unknownl18.96 18.96 102.1 ng 2135260 4 17.48 418418 20.0
Thiophene-3-carbo... 19.38 23.4 ng 335640 5 20.99 287207 20.0
unknown19.80 19.80 16.0 ng 229707 5 20.99 287207 20.0
unknown20.01 20.01 18.1 ng 260077 5 20.99 287207 20.0
unknown20.23 20.23 17.4 ng 250565 5 20.99 287207 20.0
unknown20.39 20.39 17.8 ng 256148 5 20.99 287207 20.0
unknown20.44 20.44 32.3 ng 463879 5 20.99 287207 20.0
unknown20.56 20.56 80.5 ng 1155870 5 20.99 287207 20.0
unknown20.89 20.89 47.2 ng 677846 5 20.99 287207 20.0
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