LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078346.D

Aca On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 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-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 heiaht area % max. total
1 1.081 15 17 19 rBvV 711131 743767 78.04% 4 .886%
2 1.195 24 27 30 rvB 98102 129189 13.56% 0.849%
3 1.332 37 39 42 rVB 81766 94025 9.87% 0.618%
4 1.652 65 67 78 rBv 67642 109953 11.54% 0.722%
5 4 _555 318 321 323 rBV 8438 12174 1.28% 0.080%

4.601 323 325 335 rVB 60002 87243 9.15% 0.573%

5.184 374 376 387 rBV 548691 712839 74.79% 4.683%
500 rBvY 673838 774404 81.25% 5.087%
6.624 500 502 505 rvB 680754 778341 81.67% 5.113%
6.910 525 527 530 rBV 280265 250292 26.26% 1.644%

QO ~NO®
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N
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11 7.093 541 543 546 rBV 604205 597047 62.65% 3.922%
12 7.607 586 588 591 rBV 455250 450050 47.22% 2.956%
13 8.487 663 665 668 rBvV 401497 353445 37.09% 2.322%
14 9.207 725 728 730 rBV 10824 10748 1.13% 0.071%
15 9.836 781 783 786 rVB 1000340 904783 94.93% 5.943%

16 10.350 826 828 830 rBV 39966 35267 3.70% 0.232%
17 10.476 837 839 841 rBvV 11759 12337 1.29% 0.081%
18 10.647 852 854 857 rBV 357231 393882 41.33% 2.587%
19 11.550 931 933 936 rVB 22025 23356 2.45% 0.153%
20 11.630 937 940 942 rBV 486992 558749 58.63% 3.670%
21 11.996 970 972 975 rBV 44489 44535 4.67% 0.293%
22 12.476 1012 1014 1016 rBV 401140 394997 41.45% 2.595%
23 12.511 1016 1017 1019 rVvVv 24737 19819 2.08% 0.130%
24 12.568 1019 1022 1023 rVV3 23089 35256 3.70% 0.232%
25 12.602 1023 1025 1026 rVvVv 182136 220140 23.10% 1.446%
26 12.625 1026 1027 1030 rVvVv 59143 75849 7.96% 0.498%
27 12.728 1033 1036 1040 rVvVv 46539 54735 5.74% 0.360%
28 12.831 1042 1045 1050 rVB 71469 83248 8.73% 0.547%
29 13.036 1059 1063 1066 rBV2 6650 17379 1.82% 0.114%
30 13.231 1078 1080 1087 rBV 68368 106178 11.14% 0.697%
31 13.436 1095 1098 1101 rBVZ2 6577 12295 1.29% 0.081%
32 13.539 1105 1107 1110 rBvV4 6339 12407 1.30% 0.082%
33 13.974 1142 1145 1150 rVB 63299 81662 8.57% 0.536%
34 14.214 1162 1166 1167 rBV3 5894 13990 1.47% 0.092%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078346.D

Aca On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 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-BF040115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.248 1167 1169 1171 rVB 49752 53438 5.61% 0.351%
36 14.465 1186 1188 1191 rBV 718505 953062 100.00% 6.261%
37 14.671 1203 1206 1211 rVB2 10709 23015 2.41% 0.151%
38 14.751 1211 1213 1215 rBV2 29669 37762 3.96% 0.248%
39 14.796 1215 1217 1218 rBV 13790 17548 1.84% 0.115%
40 14.831 1218 1220 1222 rVB3 9872 14602 1.53% 0.096%
41 14.876 1222 1224 1225 rBVY 18310 24136 2.53% 0.159%
42 14.899 1225 1226 1228 rVB2 13385 16069 1.69% 0.106%
43 14.979 1229 1233 1237 rBV6 14961 54883 5.76% 0.361%
44 15.071 1237 1241 1243 rBV2 20045 36364 3.82% 0.239%
45 15.117 1243 1245 1247 rVB2 24773 38628 4._05% 0.254%
46 15.231 1251 1255 1257 rBV2 33143 74830 7.85% 0.492%
47 15.402 1267 1270 1271 rBV 14626 20840 2.19% 0.137%
48 15.482 1275 1277 1279 rVB2 13046 16804 1.76% 0.110%

49 15.654 1290 1292 1295 rBV 155825 230119 24.15% 1.512%
50 15.745 1297 1300 1304 rVvVv 447099 603386 63.31% 3.964%

51 15.825 1304 1307 1309 rVB2 23810 49526 5.20% 0.325%
52 15.871 1309 1311 1313 rBV 12617 21627 2.27% 0.142%
53 16.077 1326 1329 1332 rBV 32275 57133 5.99% 0.375%
54 16.237 1341 1343 1346 rBV2 13697 27470 2.88% 0.180%
55 16.374 1352 1355 1358 rBV3 22989 51289 5.38% 0.337%
56 16.488 1362 1365 1369 rVB 71520 140663 14.76% 0.924%
57 16.831 1393 1395 1397 rBV2 30654 42268 4.43% 0.278%
58 16.877 1397 1399 1404 rVB3 25691 46411 4._.87% 0.305%
59 16.945 1404 1405 1409 rVB 23850 38456 4_.03% 0.253%

60 17.048 1411 1414 1419 rBV 108168 242502 25.44% 1.593%

61 17.277 1431 1434 1440 rBV2 160859 381610 40.04% 2.507%

62 17.368 1440 1442 1444 rVV 59223 94251 9.89%% 0.619%
63 17.425 1445 1447 1450 rVvVv 73935 98028 10.29% 0.644%
64 17.494 1450 1453 1458 rVvVv 377256 520139 54.58% 3.417%
65 17.677 1466 1469 1472 rBV3 31921 69900 7.33% 0.459%

66 17.860 1482 1485 1488 rBv4 42971 103821 10.89% 0.682%
67 17.940 1489 1492 1495 rVVv2 80582 136492 14.32% 0.897%
68 18.065 1500 1503 1505 rVvVv 168083 263427 27 .64% 1.730%
69 18.111 1505 1507 1511 rVB3 95288 167361 17.56% 1.099%
70 18.260 1517 1520 1525 rVB2 95892 154487 16.21% 1.015%

71 19.311 1608 1612 1618 rBV4 224643 689516 72.35% 4_.529%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078346.D

Aca On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 19.654 1638 1642 1644 rBV2 40720 113402 11.90% 0.745%
73 19.746 1647 1650 1656 rVB4 101896 256201 26.88% 1.683%
74 19.883 1660 1662 1664 rBV2 33818 59851 6.28% 0.393%
75 19.951 1665 1668 1676 rVB5 76322 303092 31.80% 1.991%

76 20.146 1682 1685 1689 rBV2 50244 107707 11.30% 0.708%
77 20.820 1740 1744 1749 rVB4 55903 167680 17.59% 1.101%
78 20.957 1752 1756 1763 rVB4 134851 399006 41.87% 2.621%

Sum of corrected areas: 15223183
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078346.D

Aca On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Ablugggggg TIC: BF078346.D

800000

1.08
6.%162

7.09
600000 5.18

7.61

400000
6.91

200000

12033 165 4.60
: ife
At L

I
Time-->  1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abppdancs s TIC: BF078346.D

800000 .
14.4

600000
11.63

400000 8.49 10.65 1548

200000 2.60

| 83 13.23 13.9714.25
9.21 13ﬁ§48 1155 1ﬁ00 1R2RT3 | 13.04 |\ 1314454 141

Time--> 8.00 8.50 9.00 950  10.00 1050  11.00  11.50  12.00 1250  13.00  13.50  14.00
Aby .
Hpdance TIC: BFO78346.D

800000

600000

15.75 17.49

400000

200000

e

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00

8270-BF040115.M Thu Apr 09 13:09:43 2015 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078346.D

Aca On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Propane, 2,2-dimethoxy- Concentration Rank 2

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

1.08 59.43 ng 743767 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 5
5 1,3,5-Trioxane 90 C3H603 000110-88-3 4

Abundance Scan 17 (1.081 min): BF078346.D (-15) (-) m/z 73.10 100.00%
73
5000 43
89
1.001.101.201.301.40 1.50
0 I N ! m/z 43.10 47.80%
LU SR SR UL UL FELRLEL IELIL L SO SR UL B - - ¢
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
1.001.101.201.301.40 1.50
31 89 m/z 89.10 29.40%
O I'?§M‘J"??M"”'“I '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
1.001.101.201.301.40 1.50
5000 m/z 41.05 9.02%
57
29 41
15 50 87
e S I SIS SULIURS SUSILILS IS IULILS SULIRS SIS I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8446: 2-Hydroxy-2-methylbutyric acid
73 1.001.101.201.301.40 1.50
43 m/z 45.10 7.06%
55
5000
29
0 1‘5 w‘\“ 37“\\‘\49 L \‘ 6\1 67 il 82 8\9 100
m/z--> 10 20 30 40 50 60 70 8 90 100 110 1.001.101.201.301.40 1.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078346.D

Aca On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Butane, 2-methoxy-2-methyl- Concentration Rank 14

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

1.33 7.51 ng 94025 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 39 (1.332 min): BF078346.D (-37) (-) m/z 73.10 100.00%
73
5000 43
55 87 SN A VN N
| 1.00 1.20 1.40 1.60
)t X 1 R U I m/z 43.05 37.27%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 LR IS AR
43 1.00 1.20 1.40 1.60
55 87 m/z 55.10 26.13%
0 ‘%9 35 ‘ 67 ||, 80
LN SURLELN SURLERELS SURILELS SURLLELN IR S DU SUREMS SURILIL SR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
- 87 100 120 140 160
5000 m/z 87.10 25.16%
29
15 67 97
G R U S S SRS SURI I I I UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy- e R m
7B 1.00 1.20 1.40 1.60
m/z 41.05 13.04%
5000
45
29
0 3O ™ er | 101
m/z--> 10 20 30 40 5 6 70 8 90 100 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078346.D

Aca On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15

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

4.60 6.97 ng 87243 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 1.3.4-0xadiazole. 2-(acetvloxv)-... 172 C7H12N203 066398-57-0 12
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Propylamine 59 C3HON 000107-10-8 9

Abundance Scan 325 (4.601 min): BFO78346.D (-323) (-) m/z 43.05 100.00%
43
59
5000
101
| 83 | 420 4.40 4.60 4.80 5.00
Obreprerrrrrer el b e e || M/ 59.10 0 55..39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R S AN R
420 4.40 4.60 4.80 5.00
59 m/z 101.10 19.30%
101
0"'P"W"'W'"W"”?}”'I”q?P"Wg?”?}”'l“"P"W"”I'”'I'”'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43
- 420 440 460 480 500
5000 m/z 58.00 16.05%
29 101
o 15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #37714: 1,3,4-Oxadiazole, 2-(acetyloxy)-2,5-dihydro-2,5,5-... L T i e e
43 420 4.40 4.60 4.80 5.00
m/z 41.10 10.51%
5000

58 100
U 72 8 114 144

e e e R 11 K S

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 4.20 4.40 4.60 4.80 5.00

8270-BF040115.M Thu Apr 09 13:09:46 2015 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078346.D

Aca On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.62 Concentration Rank 1

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

6.62 62.19 ng 778341 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 502 (6.624 min): BF078346.D (-500) (-) m/z 132.00 100.00%
132
5000 68
96 ISR SRR S
40 5y 28 06 6.20 6.40 6.60 6.80 7.00
01 e B m/z 68.10 44 _.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AL PR I L I
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 31.68%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 28.32%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl R e e e S
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 17.77%
5000 98 116
| I n,m...“,.nh.,uh..h, W .- 189 SN £ i SRS
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078346.D

Aca On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Bicyclo[3.1.1]heptane, 2,6,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.60 11.15 ng 220140 Phenanthrene-d10 12.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.11lheptane. 2.6.6-tri... 138 C10H18 006876-13-7 64
2 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 000473-55-2 60
3 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 004795-86-2 46
4 4-Hexen-1-ol. 5-methvl-2-(l1-meth... 196 C12H2002 020777-39-3 43
5 2H-Pyran, 3,6-dihydro-4-methyl-2_... 152 C10H160 001786-08-9 30
Abundance Scan 1025 (12.602 min): BF078346.D (-1023) (-) m/z 68.10 100.00%
68
95
43 SF 82
5000 123
109 VAN
|| IR | || | 137 15 12.20 12.40 12.60 12.80 13.00
Obrrprrrr el b b il L TS Tm/z 95.10 73.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16409: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, (1.alpha....
41 55 95
67 82
5000
27 12.20 12.40 12.60 12.80 13.00
123 m/z 57.10 63.32%
‘ ‘ 109 138
0“|““v'HVH'M“WHWW“HJHAWJ“ﬁL“VH”'“W“'W“”l““V'“V
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
55 95
4 7 e 1220 12.40 12.60 12.80 13,00
5000 m/z 82.10 60.95%
123
27 109
ol 15 138
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16412: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1R-(1.al...
41 55 12.20 12.40 12.60 12.80 13.00
m/z 43.10 59.94%
67 95
5000 81
123
“ ‘\‘ Il RN H\ | H“\ 10\9 ‘ 138
S R A R R KRR R AR AN A ALY AL LARAN LS LARSN LR N LN IR R BN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078346.D

Aca On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetradecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.23 5.38 ng 106178 Phenanthrene-d10 12.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 72
2 n-Decanoic acid 172 C10H2002 000334-48-5 59
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
4 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 35
5 Sedoheptulosan 192 C7H1206 000469-90-9 22
Abundance Scan 1080 (13.231 min): BF078346.D (-1078) (-) m/z 73.10 100.00%
43 60 1B
5000 129
8 8 213 A
115 189 L I B B
143157171 256 13.00 1320 13.40 13.60
o} m/z 60.00 82.44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 73
43
5000 LRI R ---A T
129 13.00 1320 13.40 13.60
7 115 185 228 m/z 43.10 81.52%
01 143 157 171
0 “ ‘\ " ‘ H“ |T||}||||| |“|‘|||‘||fl-|5|7|||| |‘||1|99||25L|3||‘|||||||||
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
4 "' 13.00 13.20 13.40 13.60
5000 29 129 m/z 41.10 65.67%
& 101115 143 172
O R A e o o o AR AR AR ma
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #92227: n-Hexadecanoic acid R AR RRRES T
43 13.00 13.20 13.40 13.60
m/z 55.05 62.79%
6073 \j\wvﬂvw“A\«hﬂkﬁh\f
5000
. Il ‘ H bt %Ol}151291431571711851992132272422?6
m/z--> 2'0 4'0 80 100 120 14'10 1('30 180 200 220 240 260 13. oo 13 20 13. 40 13. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078346.D

Aca On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Trichloroacetic acid, hexad... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.65 7.63 ng 230119 Chrysene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 1-Octadecanol 270 C18H380 000112-92-5 87
5 Cyclohexadecane 224 C16H32 000295-65-8 87

Abundance Scan 1292 (15.654 min): BF078346.D (-1290) (-) m/z 57.10 100.00%

43 57 83 o7

5000

5

15.40 15.60 15.80 16.00

139154168182 503

234

0 m/z 43.10 95.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57
83

5000

15.40 15.60 15.80 16.00
m/z 55.10 94.81%

125

139153167181196 224

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 RS RAEEamama
97 15.40 15.60 15.80 16.00
5000 m/z 83.10 89.62%
29 111

25
0 139153167182196210224 252 280

W‘mﬁwwmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #98171: 1-Nonadecene R e
15.40 15.60 15.80 16.00

m/z 97.10 82 .66%

4

5000

125

s

139154168182196210224238 266
T T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078346.D

Aca On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.28 14.67 ng 381610 Perylene-di12 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptadecane 240 C17H36 000629-78-7 95
3 Nonadecane 268 C19H40 000629-92-5 94
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 1434 (17.277 min): BF078346.D (-1431) (-) m/z 57.10 100.00%
57
T JAWUA_W_AL\NAAJ\N
5000
L AN SRR B B
113 17.00 17.20 17.40 17.60
141 268
I A L2 108 20210237 268 sss R 0SS o
m/z--> 50 100 150 200 250 300 350
Abundance #107655: Eicosane
57
85
5000 LRI U UL B B
ﬂ%ﬂ%ﬂ%ﬂm
m/z 43.10 62.86%
29 ‘ ‘ 13 9
0 \‘ \‘ il HH\ \“\ h‘ H‘ \‘ \‘ i 169 197 225 253 282
m/z--> 55 160 1éo 260 250 300 3%0
Abundance
57
g5 117.00 17.20 17.40 17.60
5000 m/z 85.10 54 _.28%
29
. 13 141 169 197 240
m/z--> o '55' - 160" "150" "260" "250" ' 560" "350
Abundance #99476: Nonadecane A AR
57 17.00 17.20 17.40 17.60
m/z 55.10 22.37%
T JV\,‘/\M]LP/W
5000
29
0 \‘ | il \J\ Jl JJ 1:!-3 | 141 169 197 268
m/z--> 50 160 1éo 260 250 300 3%0 17'00 17. 20 17. 40 17. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078346.D

Aca On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 _gamma.-Tocopherol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.94 5.25 ng 136492 Perylene-d12 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _aamma.-Tocopherol 416 C28H4802 007616-22-0 97
2 3.4-Dihvdro-3.5.8-trimethvl-3-(4... 458 C30H5003 1000105-71-9 72
3 Benzenepropanenitrile., 3.4-dimet... 191 C11H13NO2 049621-56-9 49
4 4H-1.3.2-Dioxaborin. 6-ethenvl-2... 208 C12H21B02 074630-05-0 47
5 Ethanone, 2-(1H-imidazo[4,5-b]py... 278 C12H14N402S 1000272-55-7 43
Abundance Scan 1492 (17.940 min): BF078346.D (-1489) (-) m/z 151.10 100.00%
181
5000 ,_hv__v_AJ__/“/L\____JxaN_\~_
416
ot 17.60 17.80 18.00 18.20
83 107 . . . .
ok i, 1,' s | w/z 416.40 26.58%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159683: .gamma.-Tocopherol
151
5000 A SR SRR SUARURR B B
416 17.60 17.80 18.00 18.20
101 m/z 150.10 20.44%
ol 23,89 107 | 213 255 288 330 373
m/z--> 5 100 1%0 200 250 300 350 400 450
Abundance
151
17.60 17.80 18.00 18.20
5000 m/z 191.10 19.17%
103 416
57
o 81 122 233 275 331 458
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #49753: Benzenepropanenitrile, 3,4-dimethoxy- e ma
151 17.60 17.80 18.00 18.20
m/z 152.10 17.54%
- T WA\N\’/\/\
107
0 39 L 71?4 | "
m/z--> 50 100 150 200 250 300 350 400 450 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078346.D

Aca On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.07 10.13 ng 263427 Perylene-di12 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 86
Abundance Scan 1503 (18.065 min): BF078346.D (-1500) (-) m/z 57.10 100.00%
57
5000 T J\\/x_‘/\
LR DAL UL BRI U
113 17.80 18.00 18.20 18.40
141
I ,I. b LTI M 160 107 220043961280 324 | 365 | oTUu1 g 71130
m/z--> 50 100 150 200 250 300 350
Abundance #82608: Heptadecane
57
85
5000 LR DAL SRR BRI U
17.80 18.00 18.20 18.40
29 m/z 43.10 60.38%
0 g \\1%3‘\1ﬂ1 169 107 240
m/z--> 50 100 150 200 250 300 350
Abundance
57
8 17.80 18.00 18.20 18.40
5000 m/z 85.10 51.92%
29 141
113 169
L L L B L WL B
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl- e
57 17.80 18.00 18.20 18.40
m/z 55.10 20.88%
o T MNV/\/W
29
o M MR 141 169 10 539 966 309
L L L L T IR UL D rrTTpTTTTT T T T T T T
m/z--> 50 100 150 200 250 300 350 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078346.D

Aca On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Decane, 5,6-bis(2,2-dimethy... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.11 6.44 ng 167361 Perylene-d12 17 .49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 5.6-bis(2.2-dimethvilprop... 278 C20H38 073002-85-4 50
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 30
3 4.4-Dimethvlpent-2-enal 112 C7H120 1000195-01-6 30
4 3-Hexene. 3-ethvl-2.5-dimethvl- 140 C10H20 062338-08-3 27
5 6-Bromo-2,2-dimethylcyclohexanone 204 C8H13Bro 021690-26-6 22
Abundance Scan 1507 (18.111 min): BF078346.D (-1505) (-) m/z 83.10 100.00%

lels

5000
394

17.80 18.00 18.20 18.40

275

196218 254 340 363

0 m/z 69.10 88.48%
m/z--> 50 100 150 200 250 300 350
Abundance #105319: Decane, 5,6-bis(2,2-dimethylpropylidene)-, (Z,2)-
83
41
5000 111 LA L L L L L LN |

17.80 18.00 18.20 18.40
m/z 97.10  87.34%

139 181 221
R o™ ol
m/z--> 50 100 150 200 250 300 350
Abundance
55
T T
83 17.80 18.00 18.20 18.40
5000 m/z 55.10 76.38%
29 111
o 139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #6333: 4,4-Dimethylpent-2-enal R R ma AR
a9 97 17.80 18.00 18.20 18.40
m/z 43.10 68.55%
- 1 M/\M
m/z--> 50 100 150 200 250 300 350 17. 80 18. OO 18. 20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078346.D

Aca On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Vitamin E Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.26 5.94 ng 154487 Perylene-d12 17.49
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 93
3 Piperazine. 1-(3.4-dimethoxvbenz... 430 C26H26N204 333756-87-9 64
4 4-Amino-3-methoxvpvrazolol3.4-d1... 165 C6H7N50 111375-22-5 64
5 _alpha.-Tocopherol-_beta.-D-mann... 592 C35H6007 1000156-68-2 52
Abundance Scan 1520 (18.260 min): BF078346.D (-1517) (-) m/z 165.10 100.00%
165 n
5000
3 205 =0 18,00 18.20 18.40 18.60
69 121 . . . .
ot S L N1 233250 287 326351 L m/z 164.10 31.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161942: Vitamin E
165
5000 A R SR BN AR
18.00 18.20 18.40 18.60
43 430 m/z 430.50 19.08%
69 136 205
oLy Stus P | L 26 288316344 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
165
" 18.00 18.20 18.40 18.60
5000 m/z 43.10 13.08%
57
83 121 205 430
o-——r-—re— 17—
m/z--> 50 100 150 200 250 300 350 400
Abundance #161878: Piperazine, 1-(3,4-dimethoxybenzoyl)-4-(4-phenylb... e EAEE EE
165 18.00 18.20 18.40 18.60
m/z 166.10 11.23%
5000
430
o 44 77 107 137 207 233 265 362
m/z--> 50 100 150 2(')0 250 300 350 400 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078346.D

Aca On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 _.gamma.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.31 26.51 ng 689516 Perylene-d12 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 99
3 Stiamasterol. 22.23-dihvdro- 414 C29H500 1000214-20-7 89
4 Erqost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 72
5 Campesterol 400 C28H480 000474-62-4 59
Abundance Scan 1612 (19.311 min): BF078346.D (-1608) (-) m/z 43.10 100.00%
a3
gy 107 145 ,MAMALANN\vJﬂ\A~V\/~/\N«M
5000
303 329
381 414 19.00 19.20 19.40 19.60
0 m/z 55.10 63.81%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #159285: .gamma.-Sitosterol
43
5000 81 107 USRS
145 o1s 203 414 mmmmwmmmo
‘ s 255 ‘ 329 g m/z 145.10  62.74%
o) — \‘I 1 IM' i “l“‘. ‘?“I“' ZIVIGI IH : ‘l |3$‘|1| .“ Imi .‘. .
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43
19.00 19.20 19.40 19.60
5000 81 105 m/z 107.10 61.85%
18 145 . 414
329
. 173 234255276 303 354 381
mz-> 0 50 100 150 200 250 300 350 400
Abundance #159291: Stigmasterol, 22,23-dihydro- R R ma AR
43 19.00 19.20 19.40 19.60
m/z 95.10 60.78%
414
69 105
0 ’ Ll m \m MJ U\ s Jhlism 1\718 213 246 273 303 329 354 381 Il
mz-> 0 50 100 150 2(')0 250 3(')0 350 400 19,00 19,20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078346.D

Aca On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl19.75 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.75 9.85 ng 256201 Perylene-di12 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Isopropenvl-4_.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 42
2 9-Thiabicvclol3.3.1Tnonane. 2.6-... 274 C14H18N4S 1000141-52-1 30
3 Lup-20(30)-en-28-o0ic acid. 19.be... 452 C30H4403 000510-78-1 30
4 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 30
5 6.beta.Bicyclo[4.3.0]nonane, 5.b... 332 C15H25I 1000195-85-9 27
Abundance Scan 1650 (19.746 min): BFO78346.D (-1647) (-) m/z 95.10 100.00%
9k
55 205
123 241 273
5000
161
313 393 425 R —
i 339 368 19.40 19.60 19.80 20.00
0 | m/z 109.10  90.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #68220: 6-sopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr...
9
123
5000] 41 67 218 AU AR SRS B
1940 1960 19.80 20.00
147 175 m/z 205.20 73.59%
o bl
m/z--> 50 100 150 200 250 300 350 400
Abundance
95
1 241 10.40 19.60 19.80 20.00
5000{ ., m/z 55.10 71.26%
147
274
5 192 M
0"'I""I""I""""""""I""I"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #164639: Lup-20(30)-en-28-oic acid, 19.beta.-hydroxy-3-0xo... R AEma T L
7 205 19.40 19.60 19.80 20.00
m/z 107.10 69.18%
- ]\w\ﬂ/\_p/m
0 R
m/z--> 1940 1960 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078346.D

Aca On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl19.95 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.95 11.65 ng 303092 Perylene-di12 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Azabicvclol9.2.21pentadeca-1(... 218 C14H22N2 1000185-25-0 38
2 6-l1sopropenvl-4_8a-dimethvl-4a.5... 218 C15H220 086917-79-5 30
3 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 27
4 p-(3-Methvl-5-o0x0-2-pvrazolin-1-... 218 C11H10N203 060875-16-3 27
5 2,2,4-Trimethyl-4-(2"-hydroxyphe... 268 C18H2002 116996-10-2 25
Abundance Scan 1668 (19.951 min): BF078346.D (-1665) (-) m/z 95.10 100.00%
95 121 218
189
5000
257 T T AT
| 378 3, 6 19.60 19.80 20.00 20.20
o} m/z 218.20 93.80%
m/z--> 50 100 150 200 250 300 350
Abundance #68159: 12-Azabicyclo[9.2.2]pentadeca-1(13),11,14-trien-13...
121 218
5000
19.60 19.80 20.00 20.20
" 75 m/z 121.10 87 .32%
77 147
o) H; \I‘m |‘“$|9‘”|““l‘ I\ﬂgw?hu\l i Ih‘\l hl |“ I‘ml ‘ﬁz?ou | — 71—
m/z--> 50 100 150 200 250 300 350
Abundance
95
123 19.60 19.80 20.00 20.20
5000 41 67 218 m/z 81.10 83.70%
147 4175 W’VV/WJJ\\v/\/\\L\x/\ﬂﬂvajdﬂ
200
L L L L S L WL
m/z--> 50 100 150 200 250 300 350
Abundance #68212: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta... R e EEaE L
1 9 19.60 19.80 20.00 20.20
m/z 189.15 79.11%
67 123
5000
147 218
175
0 ‘ﬂ.hﬁﬂp.t.., UL UL B RUNNBSUNNES UL UL
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078346.D

Aca On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.82 6.45 ng 167680 Perylene-d12 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-oxo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 90
2 cis.cis-1.6-Dimethvilspirol4.51de... 166 C12H22 1000111-72-4 38
3 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 30
4 Bicvclol3.1.11heptane. 2.6.6-tri... 138 C10H18 000473-55-2 30
5 2-Butenal, 2-methyl-4-(2,6,6-tri... 206 C14H220 003155-71-3 30
Abundance Scan 1744 (20.820 min): BF078346.D (-1740) (-) m/z 95.10 100.00%
6o P |13 165 fAﬁf¥ﬁw‘~ﬁ\\N//\\J/\kv“fA\,\v«
5000 a1
147 206 231 275
189 253 205 341 LA SRR AU SN B
| | | 20.40 20.60 20.80 21.00 21.20
0! — m/z 109.10 97.87%
m/z--> 50 100 150 200 250 300
Abundance #67072: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan
109
45 137 218
5000 78 AR I I
160 20. 40 20 60 20. 80 21. oo 21 20

m/z 96.10 88.61%
‘ 189
0 u”“” ”‘ —
m/z--> 50 100 250 300 350
Abundance
95
55 [Trrr[rrrr[rrrrrrrr[ro1
166 20.40 20.60 20.80 21.00 21.20
5000 m/z 123.10 79.53%
123
o
m/z--> 50 100 150 200 250 300 350
Abundance #68212: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta... L REEaE B e
1 9 20.40 20.60 20.80 21.00 21.20
m/z 165.10 79.25%
67 123
5000
147 218
‘ 175
o B - —
m/z--> 50 100 150 200 250 300 350 20. 40 20 60 20. 80 21. OO 21 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078346.D

Aca On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Longifolenaldehyde Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.96 15.34 ng 399006 Perylene-d12 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lonaifolenaldehvde 220 C15H240 019890-84-7 64
2 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 43
3 (-)-Neoclovene-(I11). dihvdro- 206 C15H26 1000152-83-6 38
4 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 35
5 Phenol, 2-(3,7-dimethylocta-2,6-... 230 C16H220 010232-02-7 35
Abundance Scan 1756 (20.957 min): BF078346.D (-1752) (-) m/z 69.10 100.00%
9
5000 /\A/\A_/\\/\‘/\,\/
20.60 20.80 21.00 21.20
0 m/z 95.10 91.42%
m/z--> 50 100 150 200 250 300 350
Abundance #69487: Longifolenaldehyde
9
41 67
135
5000 205 USRS U SRR
163 187 20.60 20.80 21.00 21.20
L m/z 81.10 75.90%
o IHM\I \‘;\\ |H.2.2. —
m/z--> 50 100 150 200 250 300 350
Abundance
41 95
67 123 20.60 20.80 21.00 21.20
5000 m/z 55.10 72.54%
218
147
1 M\/‘\‘/\\/_\’\ﬂ
e L B A B ??q UL UL UL S
m/z--> 50 100 150 200 250 300 350
Abundance #60308: (-)-Neoclovene-(11), dihydro- U DL SRS B B
1 109 163 20.60 20.80 21.00 21.20
41 m/z 123.10 69.48%
ol B ,‘.*‘.“.‘.J,.{.'. I\Il —— —
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040815\
Data File : BF078346.D

Acq On : 8 Apr 2015 21:02

Operator : TP/1Z

Sample : G1793-12

Misc :

ALS Vial : 8 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]
Propane, 2,2-dime... 1.08 59.4 ng 743767 1 6.91 250292 20.0
Butane, 2-methoxy... 1.33 7.5 ng 94025 1 6.91 250292 20.0
2-Pentanone, 4-hy... 4._.60 7.0 ng 87243 1 6.91 250292 20.0
unknown6 .62 6.62 62.2 ng 778341 1 6.91 250292 20.0
Bicyclo[3.1.1]hep... 12.60 11.2 ng 220140 4 12.48 394997 20.0
Tetradecanoic acid 13.23 5.4 ng 106178 4 12.48 394997 20.0
Trichloroacetic a... 15.65 7.6 ng 230119 5 15.75 603386 20.0
Eicosane 17.28 14.7 ng 381610 6 17.49 520139 20.0
-gamma.-Tocopherol 17.94 5.3 ng 136492 6 17.49 520139 20.0
Heptadecane 18.07 10.1 ng 263427 6 17.49 520139 20.0
Decane, 5,6-bis(2... 18.11 6.4 ng 167361 6 17.49 520139 20.0
Vitamin E 18.26 5.9 ng 154487 6 17.49 520139 20.0
-.gamma.-Sitosterol 19.31 26.5 ng 689516 6 17.49 520139 20.0
unknownl19.75 19.75 9.8 ng 256201 6 17.49 520139 20.0
unknown19 .95 19.95 11.7 ng 303092 6 17.49 520139 20.0
5-Bromo-4-oxo0-4,5... 20.82 6.5 ng 167680 6 17.49 520139 20.0
Longifolenaldehyde 20.96 15.3 ng 399006 6 17.49 520139 20.0
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