LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 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:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 1.013 10 11 14 rVB 192675 246916 21.19% 1.143%
2 1.127 19 21 24 rVB 72160 92647 7.95% 0.429%
3 1.264 31 33 36 rvB 46255 56919 4._88% 0.263%
4 1.527 54 56 63 rvv 29915 49827 4._28% 0.231%
5 1.618 63 64 83 rvB 505177 840224 72.11% 3.888%
6 4.521 316 318 324 rBvY 47127 82878 7.11% 0.384%
7 5.127 369 371 381 rBVY 523795 664980 57.07% 3.077%
8 6.465 486 488 494 rBV 646762 717644 61.59% 3.321%
9 6.579 496 498 501 rVvB 784871 754607 64.76% 3.492%
10 6.865 520 523 525 rBY 197153 224932 19.30% 1.041%

11 7.047 536 539 541 rBV 605741 579035 49.69% 2.679%
12 7.562 581 584 587 rBV 505842 449545 38.58% 2.080%
13 8.442 658 661 663 rBv 322958 327007 28.06% 1.513%

14 9.162 721 724 726 rBV2 10579 15127 1.30% 0.070%
15 9.391 743 744 749 rBV3 8679 14366 1.23% 0.066%
16 9.779 776 778 781 rVB 678462 897560 77.03% 4_.153%
17 10.293 821 823 828 rVB 46699 52776 4_.53% 0.244%
18 10.419 832 834 836 rBvV 13171 13552 1.16% 0.063%
19 10.591 847 849 852 rVB 323793 380315 32.64% 1.760%
20 11.494 926 928 931 rVB 34356 43373 3.72% 0.201%
21 11.574 932 935 937 rBV 557789 591799 50.79% 2.738%
22 11.791 949 0954 958 rVB3 4863 12238 1.05% 0.057%
23 11.939 965 967 969 rBvV 45638 50193 4_.31% 0.232%
24 12.099 979 981 983 rBV 9409 13860 1.19% 0.064%
25 12.419 1007 1009 1011 rBV 428685 418026 35.88% 1.934%
26 12.454 1011 1012 1014 rVvVv 38117 34828 2.99% 0.161%
27 12.511 1014 1017 1018 rVVv2 41126 54815 4._70% 0.254%

28 12.545 1018 1020 1021 rVvVv 310152 296816 25.47% 1.373%
29 12.579 1021 1023 1025 rVvV 79110 110429 9.48% 0.511%

30 12.671 1028 1031 1034 rVV 65045 74676 6.41% 0.346%
31 12.774 1038 1040 1045 rVB 115445 119896 10.29% 0.555%
32 12.979 1057 1058 1062 rVB3 9717 13091 1.12% 0.061%
33 13.082 1065 1067 1069 rBV 10533 11885 1.02% 0.055%

34 13.174 1073 1075 1082 rBV2 99063 149633 12.84% 0.692%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 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-BF040115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.391 1091 1094 1096 rBV3 8330 16492 1.42% 0.076%
36 13.482 1100 1102 1107 rVB4 7931 18835 1.62% 0.087%
37 13.734 1122 1124 1125 rBV2 8937 12435 1.07% 0.058%
38 13.780 1125 1128 1129 rVV2 8038 14622 1.25% 0.068%
39 13.917 1138 1140 1146 rVB 155669 199444 17.12% 0.923%
40 14.031 1148 1150 1152 rVV 7085 11807 1.01% 0.055%
41 14.077 1152 1154 1159 rVB3 10920 20179 1.73% 0.093%
42 14.157 1159 1161 1162 rBV 9718 16780 1.44% 0.078%
43 14.191 1162 1164 1166 rVV 145710 172658 14.82% 0.799%
44 14.260 1166 1170 1172 rVv4 14076 29714 2.55% 0.137%
45 14.420 1181 1184 1186 rBVY 766116 1071482 91.96% 4._.958%
46 14.465 1186 1188 1191 rVB2 11914 24950 2.14% 0.115%
47 14.614 1196 1201 1203 rBV 28233 51456 4.42% 0.238%
48 14.694 1206 1208 1210 rBV 45578 44982 3.86% 0.208%
49 14.740 1210 1212 1213 rBV2 23963 29417 2.52% 0.136%
50 14.774 1213 1215 1217 rVB2 20741 32926 2.83% 0.152%
51 14.820 1217 1219 1220 rBV2 21593 25148 2.16% 0.116%
52 14.842 1220 1221 1223 rVB 14026 15872 1.36% 0.073%
53 14.911 1223 1227 1228 rBV3 14448 25525 2.19% 0.118%
54 15.014 1232 1236 1239 rBV3 25545 70588 6.06% 0.327%
55 15.117 1242 1245 1246 rBV3 10184 17580 1.51% 0.081%
56 15.151 1246 1248 1252 rBV2 29263 68002 5.84% 0.315%
57 15.345 1263 1265 1266 rBV 34427 41943 3.60% 0.194%
58 15.425 1269 1272 1273 rVV2 29584 48914 4._.20% 0.226%
59 15.460 1273 1275 1277 rVV2 20561 29015 2.49% 0.134%
60 15.505 1277 1279 1281 rVB 20459 32975 2.83% 0.153%

61 15.597 1283 1287 1290 rBV2 159942 293678 25.20% 1.359%
62 15.677 1292 1294 1296 rVV2 451924 764445 65.61% 3.537%
63 15.757 1299 1301 1303 rVB 128728 166975 14.33% 0.773%

64 15.803 1303 1305 1307 rVB 35714 43664 3.75% 0.202%
65 15.860 1307 1310 1314 rBV5 24442 62667 5.38% 0.290%
66 15.940 1315 1317 1319 rVB 21474 26302 2.26% 0.122%
67 16.008 1319 1323 1327 rBV2 39677 85364 7.33% 0.395%
68 16.088 1328 1330 1333 rBV3 13636 32564 2.79% 0.151%
69 16.168 1335 1337 1340 rBV2 31491 66783 5.73% 0.309%
70 16.214 1340 1341 1344 rBV2 14226 21679 1.86% 0.100%

71 16.397 1355 1357 1362 rVB 121817 207068 17.77% 0.958%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 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-BF040115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 16.557 1369 1371 1373 rBV2 25871 35968 3.09% 0.166%
73 16.740 1385 1387 1389 rBV2 73906 99419 8.53% 0.460%
74 16.786 1389 1391 1395 rVV3 43674 92529 7.94% 0.428%
75 16.854 1395 1397 1400 rVB 49922 63109 5.42% 0.292%

76 16.946 1402 1405 1410 rBV 300808 586556 50.34% 2.714%
77 17.060 1413 1415 1418 rVB 31501 34239 2.94% 0.158%
78 17.163 1422 1424 1430 rVV2 324951 672948 57.75% 3.114%
79 17.254 1430 1432 1435 rVV 165578 209853 18.01% 0.971%
80 17.311 1435 1437 1440 rVV 194081 244871 21.01% 1.133%

81 17.380 1440 1443 1449 rVB2 415606 632022 54.24% 2.925%
82 17.540 1455 1457 1459 rBV2 63266 102962 8.84% 0.476%
83 17.723 1470 1473 1477 rBV3 83887 174348 14.96% 0.807%
84 17.803 1477 1480 1483 rVV3 115181 211121 18.12% 0.977%
85 17.917 1488 1490 1492 rVvV 334748 549404 47.15% 2.542%

86 17.963 1492 1494 1498 rVB2 136245 209794 18.00% 0.971%
87 18.111 1505 1507 1511 rVB 160452 253779 21.78% 1.174%
88 18.580 1545 1548 1549 rBV 67308 107456 9.22% 0.497%
89 18.614 1549 1551 1555 rVB2 99399 188331 16.16% 0.871%
90 18.820 1566 1569 1574 rVB 96226 206654 17.74% 0.956%

91 18.969 1580 1582 1586 rVB 136072 256211 21.99% 1.186%
92 19.129 1593 1596 1602 rBV2 348519 1165221 100.00% 5.392%
93 19.460 1621 1625 1628 rBV3 87553 285438 24 .50% 1.321%
94 19.552 1630 1633 1639 rVB3 241615 609205 52.28% 2.819%
95 19.689 1643 1645 1647 rBV2 49232 100920 8.66% 0.467%

96 19.757 1647 1651 1658 rVV5 157609 653515 56.09% 3.024%
97 19.940 1662 1667 1672 rVB3 163617 605963 52.00% 2.804%

98 20.592 1721 1724 1731 rVB4 76761 228022 19.57% 1.055%
99 20.729 1732 1736 1747 rVB2 188012 659376 56.59% 3.051%

Sum of corrected areas: 21610579
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 1 unknownl.01 Concentration Rank 5

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

1.01 21.95 ng 246916 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9

Abundance Scan 11 (1.013 min): BF078442.D (-10) (-) m/z 73.05 100.00%
7B
43
5000
89
1.00 1.10 1.20 1.30 1.40
3 48 55
et b B et || M7z 43.10 0 57.31%
m/iz--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4670: Propane, 2,2-dimethoxy- ‘L\w
73
1.00 1.10 1.20 1.30 1.40
a1 89 m/z 89.10 27 .00%
'“'I”"%q'W"”I'§§i"“k'ﬂql'”'l?z'l”"P"'" AR AR RARAA AR ALY
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
33 1.00 1.10 1.20 1.30 1.40
5000 m/z 41.05 10.91%
27
59 74
ﬂmﬁwﬁwﬁwﬁwﬁwﬁwﬁwﬁrﬁwﬁwﬁm
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2102: Propane, 2-methoxy-2-methyl- RS R EEEEEEEES e
73 1.00 1.10 1.20 1.30 1.40
m/z 45.10 8.43%
5000
41
- 57
'“W”“Phﬁ“”P”“LLﬂq”ﬁkd””P”W““"l'”W””P”W””P”W
m/iz--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 1.00 1.10 1.20 1.30 1.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17

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

4.52 7.37 ng 82878 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol 102 C6H140 000623-37-0 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 3-Heptanol 116 C7H160 000589-82-2 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 318 (4.521 min): BF078442.D (-316) (-) m/z 43.10 100.00%
43
59
5000
101
s .| 83 | 4.20 4.40 4.60 4.80
S Y P NPTV | RS« SN E— m/z 59.10 57.73%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 B SARLSREDESARE SRR
4.20 4.40 4.60 4.80
59 m/z 101.10 18.91%
21 37 | 53‘\‘ 67 77 83 91 ‘1?1
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
420 440 460 480
5000 31 43 73 m/z 58.10 16.01%
25 37 53 67 84 101
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- L m R
59 4.20 4.40 4.60 4.80
m/z 41.10 10.80%
5000 41
31
H T
"|'%§'|" jll""“l""léﬁlk‘""i' "'I""I"'g?l""l' B SARLAREDE SR SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 5 unknown6.58 Concentration Rank 2

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

6.58 67.10 ng 754607 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 498 (6.579 min): BF078442.D (-496) (-) m/z 132.00 100.00%
32
5000 68
© 45 g || 75 g L aos g 2% 64 6.0 0By 7ho
R R R e e e R e e T m/z 68.10 37.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AL AR VU SRS R
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 32.34%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 24.03%
41 97
53 2 117
34 60 89 105 124
wwmm@wmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14006: 5-Aminoindole e o )
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 14 .80%

5000
104

66
14 27 37445168 P 77 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

8270-BF040115.M Mon Apr 13 13:21:30 2015 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 7 Bicyclo[3.1.1]heptane, 2,6,... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.55 14.20 ng 296816 Phenanthrene-d10 12.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 006876-13-7 60
2 4-Hexen-1-ol, 5-methyl-2-(1-meth... 196 C12H2002 020777-39-3 53
3 4-Tridecen-1-ol, acetate, (E)- 240 C15H2802 072269-48-8 47
4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 46
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004795-86-2 41
Abundance Scan 1020 (12.545 min): BF078442.D (-1018) (-) m/z 68.10 100.00%
6
43 57 g2 %
5000 123
109
137 12.20 12.40 12.60 12.80
S ol L 151185 179 108 ST Ge G 70 1%
m/z--> 20 40 60 8 100 120 140 160 180
Abundance #16409: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, (1.alpha....
41 55 05
67 82
5000
27 12.20 12.40 12.60 12.80
123 m/z 43.05 67.75%
I o w
...l....ﬂ‘..‘a‘l‘l.“.‘..‘Hl.‘.“.‘l..“..l....‘l....l....|....|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance

57 69 81 95

123 I e e e RS S
M 12.20 12.40 12.60 12.80
5000 m/z 82.10 64.50%
109
29 138
A I B i i B o o B B o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #82446: 4-Tridecen-1-ol, acetate, (E)-
68 12.20 12.40 12.60 12.80
43 81 m/z 57.10 64.21%
5000 55
% 180
29 ‘ ‘ ‘ 109 124
SNV I J;L..‘J,.JM P 1%21es
m/z--> 20 40 60 80 100 120 140 160 180 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 8 Pentadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.17 7.16 ng 149633 Phenanthrene-d10 12.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 74
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecane, 1,2-dibromo- 326 C12H24Br2 055334-42-4 35
Abundance Scan 1075 (13.174 min): BF078442.D (-1073) (-) m/z 73.10 100.00%
4 60 73
5000
7 129 190 B S S
011t | 43157171 23, 0 e 12.80 13.00 13.20 13.40
m/z 43.05 90.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43 60 78
5000 AU BARER
nmnmnmnm
m/z 60.00  83.84%
alf ) \ il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
AUABAARARSARARAR BAREE S
60 12.80 13.00 13.20 13.40
5000 3 m/z 57.10 73.05%
87 101115129143157171185199213227242256
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid R B R R B
60 78 12.80 13.00 13.20 13.40
m/z 41.10 71.50%
43
5000
129
29 ‘ 115 11 214
185
15“""""\””'\‘ ‘ T”fhlllllllllllll ||‘|||||1|98|||| e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 80 13 00 13 20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 9 1-Nonadecene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

15.60 7.68 ng 293678 Chrysene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 94
2 1-Nonadecanol 284 C19H400 001454-84-8 93
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 90

Abundance Scan 1287 (15.597 min): BFO78442.D (-1283) (-) m/z 57.10 100.00%

5000

15.20 15.40 15.60 15.80 16.00
m/z 55.10 96.04%

186 153169185 205221 239

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98171: 1-Nonadecene
43 97

3

5000 BRI LI L L L L L L
15.20 15.40 15.60 15.80 16.00
m/z 83.10 94 .33%
27 | 140 168 196 222238 266
S—iE -
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 83
e RS
15.20 15.40 15.60 15.80 16.00
5000 m/z 43.10 90.47%
68 111
27
126 154 180 210 238 266
memmmmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
I I I I I

Abundance #106400: 3-Eicosene, (E)- T
15.20 15.40 15.60 15.80 16.00

m/z 97.10 85.77%

5000

:

126 153168 196 224 252 280
T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 10 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.16 21.30 ng 672948 Perylene-d12 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
4 Docosane, 9-butyl- 366 C26H54 055282-14-9 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 1424 (17.163 min): BF078442.D (-1422) (-) m/z 57.10 100.00%
57
e T v-AA__A.,_,j\x\Aﬁ,\~_ﬁuﬁ~
4 L B s s o L e e
141 268 16.80 17.00 17.20 17.40
0,,|| ,.J'.-.,-....'1,....,.-...,-....,??.9. Aor216 239 3% Tm/z 71.10  70.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99477: Nonadecane
57
5000 85 U DR SR SO B
mmﬂmnmﬂm
4 m/z 43.10 60.56%
‘ ‘ o 1}3 r 141 ‘ 169 197 225 268
m/z--> ﬁo 45 eb éo 160 150 140 160 180 200 220 240 260 2éo 360
Abundance
57
o 16.80 17.00 17.20 17.40
5000 m/z 85.10 49 .42%
41
25 13 141 169 197 225 253 296
Wmmmﬂmmmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl- R BEREsEEEEE
57 16.80 17.00 17.20 17.40
m/z 55.10 21.21%
- T ajkﬁvxﬁf\AApvj\k»~ﬂ/¥«~”W”“
4
i L I i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 80 17. oo 17. 20 17. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 _gamma.-Tocopherol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.80 6.68 ng 211121 Perylene-di12 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _.gamma.-Tocopherol 416 C28H4802 007616-22-0 98
2 Benzenepropanenitrile, 3,4-dimet... 191 C11H13NO2 049621-56-9 43
3 2H-1,4-Benzothiazine, 3,4-dihydro- 151 C8HONS 003080-99-7 37
4 2" ,6"-Dihydroxy-3"-methylacetoph... 166 C9H1003 029183-78-6 35
5 (S)-(+)-Alpha-methyl-4-nitrobenz... 166 C8H10N202 004187-53-5 35
Abundance Scan 1480 (17.803 min): BF078442.D (-1477) (-) m/z 151.10 100.00%
151
5000 ‘_JL
416
i 17.40 17.60 17.80 18.00 18.20
69 91 123 177 : : - : :
ol .‘,". il Wit .1,].2.2?2.46. 20 s | Tm/z 416.45 34.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159683: .gamma.-Tocopherol
151
5000 SRR SRR SUCILR BULIR B
416 17.40 17.60 17.80 18.00 18.20
101 m/z 148.10 25.36%
43 69 107128 | 171 | 213233255 288 330 373396 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
151
17.40 17.60 17.80 18.00 18.20
5000 m/z 150.10 21.81%
191
107
39 18 130
m/z--> 50 100 150 200 250 300 350 400
Abundance #23818: 2H-1,4-Benzothiazine, 3,4-dihydro- i A R
151 17.40 17.60 17.80 18.00 18.20
m/z 203.10 19.65%
- “/j\\/\/\/\‘,
109
45 78 ‘
I‘I\IJEJLI‘\I‘IIII\IMIIIIIIIII ——T T R A REEEE TR
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 12 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.92 17.39 ng 549404 Perylene-di12 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 1490 (17.917 min): BF078442.D (-1488) (-) m/z 57.10 100.00%
g7
1 ‘/L_AJLA
5000
LRI SRR BN S
113 17.60 17.80 18.00 18.20
141
ol LU I AT 148 160 197 205 pampes 204 324 s6376 | 7T 40 70.84%
m/z--> 50 100 150 200 250 300 350
Abundance #82608: Heptadecane
57
85
5000 R LR AR LA SR
17,60 17.80 18.00 18.20
29 m/z 43.10 61.29%
| L [ i Alé 141‘169 197 240
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
17.60 17.80 18.00 1820
5000 g5 m/z 85.10 52 _.57%
29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #115570: Heneicosane T
57 17.60 17.80 18.00 18.20
m/z 55.10 21.25%
85
- J\A/\/\,J\L/\V\J\
29 113
BNy J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 17,60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 13 Vitamin E Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.11 8.03 ng 253779 Perylene-di12 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vitamin E 430 C29H5002 010191-41-0 95
2 Vitamin E 430 C29H5002 000059-02-9 94
3 Piperazine, 1-(3,4-dimethoxybenz... 430 C26H26N204 333756-87-9 59
4 4-Amino-3-methoxypyrazolo[3,4-d]... 165 C6H7N50 111375-22-5 53
5 Isoxaben 332 C18H24N204 082558-50-7 47
Abundance Scan 1507 (18.111 min): BF078442.D (-1505) (-) m/z 165.10 100.00%
165
5000 \
43 205 =0 17.80 18.00 18.20 18.40
69 12 - : - -
2 S LTI 240 279 316344 | nzz 164.10  30.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161942: Vitamin E
165
17.80 18.00 18.20 18.40
23 - 430 m/z 430.50 19.72%
18, | 59 91113136 246 288 316 344
m/z--> 50 100 150 200 250 300 350 400
Abundance
165
17.80 18.00 18.20 18.40
5000 43 m/z 43.10 13.44%
430
71
07 121143 = *® 09051275301 341 368 402 ﬁ“J\j\‘JAﬂLﬂ\fkﬁ___f\\ﬂ\-/\
m/z--> 50 100 150 200 250 300 350 400
Abundance #161878: Piperazine, 1-(3,4-dimethoxybenzoyl)-4-(4-phenylb... L B B
165 17.80 18.00 18.20 18.40
m/z 166.10 11.50%
5000 JW
430
44 77 107 137) 207 233 265 362
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.M

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 4

Peak Number 14 _beta.-Sitosterol

R.T. EstConc Area Relative to ISTD R.T.
19.13 36.87 ng 1165220 Perylene-di12 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _.beta.-Sitosterol 414 C29H500 000083-46-5 99
2 _gamma.-Sitosterol 414 C29H500 000083-47-6 93
3 Pregn-5-en-3-ol, 21-bromo-20-met... 394 C22H35BrO 055103-80-5 70
4 Ergost-5-en-3-ol, (3.beta.)- 400 C28H480 004651-51-8 58
5 Stigmasterol, 22,23-dihydro- 414 C29H500 1000214-20-7 55

Abundance Scan 1596 (19.129 min): BF078442.D (-1593) (-) m/z 43.10 100.00%
43
i m
145
5000
255 303 329 R B i R
g5, 381 414 18.80 19.00 19.20 19.40
i m/z 107.10 61.07%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #159283: .beta.-Sitosterol
43
5000 LR SRR BN SN B
815 18.:80 19.00 19.20 19.40
18 by 23 e - 4l4 m/z 55.10 60.84%
303
; \‘I “. \I\ I“" “l‘ “l‘“‘. b IL\MLI iy \IHI‘HI%\F‘I" |‘.2.V.6. I“ — ‘; |3|5‘|]' |3?1| Mi .L. .
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43
18:80 19.00 19,20 19.40
5000 81 4107 m/z 95.10 56.75%
145 414
213 303
173 255 329 381 vAvw/pf\,\ﬂﬂﬁ/\\$\\x4w/\w/\»
234 | 276 354
mz-> 0 50 100 150 200 250 300 350 400
Abundance #155057: Pregn—5—en—3—0|, 21—br0mo—20—methy|—, (3.b9ta.)' TT T T T T[T T T T[T T T T [TTTT
41 107 394 18.80 19.00 19.20 19.40
283 m/z 105.10 55.62%
mz-> 0 50 100 150 200 250 300 350 400 18:80 19.00 19,20 19.40

8270-BF040115.M Mon Apr 13 13:21:36 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 15 5-(1-Naphthyl)tricyclo[4.1.... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.46 9.03 ng 285438 Perylene-d12 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-(1-Naphthyl)tricyclo[4.1.0.0(2... 218 C17H14 107729-05-5 64
2 Benzo[b]naphtho[2,3-d]furan 218 C16H100 000243-42-5 60
3 8-Amino-6,7-dimethoxy-4-methylqu... 218 C12H14N202 1000213-07-2 60
4 6H-[1,2]Dioxeto[3",4":4,5]Furo[3... 260 C14H1205 129812-24-4 60
5 Anthracene, 9-(2-propenyl)- 218 C17H14 023707-65-5 58

Abundance Scan 1625 (19.460 min): BF078442.D (-1621) (-) m/z 218.20 100.00%

218

5000

189

109 135

163 258 304 330 356 211 19.20 19.40 19.60 19.80
m/z 203.15 71.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #68287: 5-(1-Naphthylytricyclo[4.1.0.0(2,7)]hept-3-ene
218
5000 LIS L L L L L L
108 19.20 19.40 19.60 19.80
189 m/z 189.15 25.44%
152
3\9 \6\3 8%‘ ‘ \\128\\ \\ M \ \\‘ ‘\H
m/z--> 50 100 150 200 250 300 350 400
Abundance
218
T T
19.20 19.40 19.60 19.80
5000 m/z 69.10 22 .96%
189

109
50 81 139 163

m/z--> 50 100 150 200 250 300 350 400

Abundance #67928: 8-Amino-6, 7-dimethoxy-4-methylquinoline R B A M e

218 19.20 19.40 19.60 19.80
m/z 81.10 21.65%

5000
160
104 132
ot 717 t J 1187

IIIIIHIlII. L B B T T T T IIIIIIIIIIII IIIIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 400 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 16 5-Bromo-4-oxo-4,5,6,7-tetra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.55 19.28 ng 609205 Perylene-d12 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-o0x0-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 90
2 1-Hydroxymethyl-5,8,9-endo-10-ex... 236 C16H280 1000140-32-9 38
3 6-1sopropenyl-4,8a-dimethyl-4a,5. .. 218 C15H220 086917-79-5 25
4 Sesquirosefuran 218 C15H220 039007-93-7 20
5 6.beta.Bicyclo[4.3.0]nonane, 5.b... 332 C15H25I 1000195-85-9 16
Abundance Scan 1633 (19.552 min): BF078442.D (-1630) (-) m/z 95.10 100.00%
® 121 205
5000 149 241
273
175 425 AR
314 55 398 1920 19.40 19.60 19.80
m/z 55.10 92.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #67072: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan
109
45 137 218
5000 AR IR SN B
8 160 10,20 19.40 19.60 19.80
m/z 109.10 90.14%
‘ ‘ 189
H‘l‘:h“l‘ ||d‘hu‘|||”|“|‘||“||| — T
m/z--> 50 100 150 200 250 300 350 400
Abundance
205
19.20 19.40 19.60 19.80
5000 m/z 93.10 89.25%
109
81 135
55 175
m/z--> 50 100 150 200 250 300 350 400
Abundance #68220: 6-1sopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr... L e
9 19.20 19.40 19.60 19.80
m/z 81.10 87.70%
123
5000 41 67 218
147 175
Jl\\Lk l....l....l....l....l... R .
m/z--> 50 100 ' 200 250 300 350 400 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 17 Hop-22(29)-en-3.beta.-ol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.76 20.68 ng 653515 Perylene-d12 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 90
2 2,6,10-Cycloundecatrien-1-one, 2... 218 C15H220 000471-05-6 41
3 .alpha.-Amyrin 426 C30H500 000638-95-9 38
4 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 38
5 4,6,6-Trimethyl-2-(3-methylbuta-... 218 C15H220 1000190-22-2 25

Abundance Scan 1651 (19.757 min): BF078442.D (-1647) (-) m/z 218.20 100.00%
121
69
5000; 41 147
19.40 19.60 19.80 20.00
m/z 95.10 92 .20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161281: Hop-22(29)-en-3.beta.-ol
189
95
55
5000 Bi& 19.40 19,60 19,80 20.00
m/z 189.15 91.56%
Ll me a7 s g an
m/z--> 50 100 150 200 250 300 350 400
Abundance
41 96, 135
- 19.40 19.60 19.80 20.00
5000 67 m/z 121.10 82.47%
163
189
mz-> 50 100 150 200 250 300 350 400
Abundance #161264: .alpha.-Amyrin R R R o
218 19.40 19.60 19.80 20.00
m/z 135.10 79 .48%
5000
95 135 189
43 0 M Ul | 2as 272007 330 365 303 “e
m/z--> 50 100 150 200 250 300 350 400 19.40 19,60 19.80 20.00

8270-BF040115.M Mon Apr 13 13:21:39 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 18 Pregn-4-ene-3,20-dione, (10... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.94 19.18 ng 605963 Perylene-d12 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pregn-4-ene-3,20-dione, (10.alph... 314 C21H3002 003562-13-8 55
2 Stigmast-4-en-3-one 412 C29H480 001058-61-3 43
3 Hexanethioic acid, (2-hexanethio... 288 C14H28N2S2 1000193-53-9 41
4 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 38
5 Pregn-4-ene-3,20-dione, (9.beta.... 314 C21H3002 002755-10-4 38
Abundance Scan 1667 (19.940 min): BF078442.D (-1662) (-) m/z 124.10 100.00%
124
>0 a3 29 \M\4A\~V
01 147 R
67 177203 | o5, 288 327 370 412 453 19:60 19.80 20.00 20.20

m/z 229.20 40.31%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #125172: Pregn-4-ene-3,20-dione, (10.alpha.)-
124
43

5000 5150 1250 200 030"
314

m/z 43.10 37 .90%

o1 229
o, 147 g, 272
S O Y O
miz--> 50 100 150 200 250 300 350 400 450

Abundance
124
R e e e s R
43 19.60 19.80 20.00 20.20
5000 m/z 57.10 21.16%
229 412
69 95
149
289 370
175 201 257 314
L s i o o L oo e s
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #110736: Hexanethioic acid, (2-hexanethioylaminoethyl)-amide L e MR e
124 19.60 19.80 20.00 20.20
m/z 147.10 20.54%
5000 101

m/z--> 50 100 150 200 250 300 350 400 450 19 60 19. 80 20. OO 20 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 19 unknown20.59 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

20.59 7.22 ng 228022 Perylene-d12 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11,1,6,6-Tetramethylspiro[4.4]nonane 180 C13H24 074054-92-5 47
2 5-Cyclohexyl-1-pentene 152 C11H20 005729-54-4 35
3 Naphthalene, decahydro-1,6-dimet... 208 C15H28 034315-85-0 27
4 Benzenamine, 4-butoxy- 165 C10H15NO 004344-55-2 25
5 p-Formophenetidide 165 C9H11NO2 061587-14-2 25

Abundance Scan 1724 (20.592 min): BF078442.D (-1721) (-) m/z 96.10 100.00%

5000

-

20.20 20.40 20.60 20.80 21.00
m/z 95.10 99.02%

m/z--> 50 100 150 200 250 300 350 400
Abundance #42749: 1,1,6,6-Tetramethylspiro[4.4]nonane
95
165

5000 41 69 B e e e e
20. 20 20 40 20. 60 20. 80 21. 00
\Hhu

m/z 109.10 97 .61%

137
“”‘M e
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 96
R B R
20.20 20.40 20.60 20.80 21.00
5000 m/z 69.10 92.55%
T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #61725: Naphthalene, decahydro-1,6-dimethyl-4-(1-methylethyl) I RREEEEEES T
95 20.20 20.40 20.60 20.80 21.00
m/z 81.10 92.19%
55
5000
124 165
29 ‘
..‘J.‘.‘,“.w. ,‘, T —
m/z--> 50 100 150 200 250 300 350 400 20. 20 20 40 20. 60 20. 80 21. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.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 20 Sesquirosefuran Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.73 20.87 ng 659376 Perylene-d12 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sesquirosefuran 218 C15H220 039007-93-7 64
2 2,4a,8,8-Tetramethyldecahydrocyc... 206 C15H26 074022-04-1 55
3 Spiro[4.4]nonan-2-one 138 C9H140 034177-18-9 42
4 Bicyclo[3.1.1]heptan-3-one, 2-(b... 192 C13H200 1000163-96-1 38
5 3-Cyclopentylpropionic acid, but... 194 C12H1802 1000292-46-4 38
Abundance Scan 1736 (20.729 min): BFO78442.D (-1732) (-) m/z 69.10 100.00%
g9 95

:

5000

163

179 205 232

273 T T T T T T T
7 302 20.40 20.60 20.80 21.00

m/z 95.10 88.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #68176: Sesquirosefuran
69 123
41 %
5000 R AR B
149 218 20 40 20 60 20. 80 21.00

‘ 175 m/z 109.10 81.19%
L]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

4

Abundance
81 123
41 R AR B
20.40 20.60 20.80 21.00
5000 191 m/z 123.10 74 .39%
57 105
150
175 | 208
Tnmmﬂmw’wmmrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #16876: Spiro[4.4]nonan-2-one R e R RR B
67 109 20.40 20.60 20.80 21.00
138 m/z 81.10 72.76%
5000
3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20 40 20 60 20. 80 21. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078442.D

Acq On : 11 Apr 2015 14:10

Operator : TP/1Z

Sample : G1793-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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]
unknownl.01 1.01 21.9 ng 246916 1 6.86 224932 20.0
2-Pentanone, 4-hy... 4.52 7.4 ng 82878 1 6.86 224932 20.0
unknown6 .58 6.58 67.1 ng 754607 1 6.86 224932 20.0
Bicyclo[3.1.1]hep... 12.55 14.2 ng 296816 4 12.42 418026 20.0
Pentadecanoic acid 13.17 7.2 ng 149633 4 12.42 418026 20.0
1-Nonadecene 15.60 7.7 ng 293678 5 15.69 764445 20.0
Nonadecane 17.16 21.3 ng 672948 6 17.38 632022 20.0
-gamma.-Tocopherol 17.80 6.7 ng 211121 6 17.38 632022 20.0
Heptadecane 17.92 17.4 ng 549404 6 17.38 632022 20.0
Vitamin E 18.11 8.0 ng 253779 6 17.38 632022 20.0
-beta.-Sitosterol 19.13 36.9 ng 1165220 6 17.38 632022 20.0
5-(1-NaphthyDtri... 19.46 9.0 ng 285438 6 17.38 632022 20.0
5-Bromo-4-oxo0-4,5... 19.55 19.3 ng 609205 6 17.38 632022 20.0
Hop-22(29)-en-3.b... 19.76 20.7 ng 653515 6 17.38 632022 20.0
Pregn-4-ene-3,20-... 19.94 19.2 ng 605963 6 17.38 632022 20.0
unknown20.59 20.59 7.2 ng 228022 6 17.38 632022 20.0
Sesquirosefuran 20.73 20.9 ng 659376 6 17.38 632022 20.0
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