LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77577.D

Aca On > 4 Mar 2015 7:11

Operator : TP/1Z

Sample : 6G1332-10

Misc :

ALS Vial : 34 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: CENTROID

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.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

1.401 42 45 47 rBV 4551481 5489663 34.15% 3.405%
1.527 52 56 59 rBvV 121966 219332 1.36% 0.136%
361 366 rBV 243020 298076 1.85% 0.185%
5.527 404 406 409 rVB 1379635 1602639 9.97% 0.994%
6.796 515 517 520 rBV 1359656 1606275 9.99% 0.996%

abrwWNPEF
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w
W
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6.945 528 530 533 rvB 1682028 1710172 10.64% 1.061%
7.230 553 555 557 rBvV 506436 634964 3.95% 0.394%
572 574 rBV 1433435 1398894 8.70% 0.868%
7.928 612 616 618 rBY 1189552 1103010 6.86% 0.684%
8.808 691 693 695 rBvV 762822 883255 5.50% 0.548%

O © o~ O
\l
D
N
ol
o
o
©

11 9.288 733 735 739 rVB3 174615 188813 1.17% 0.117%
12 10.156 809 811 814 rVB 1682767 2050057 12.75% 1.272%
13 10.991 882 884 886 rvB 1036992 1025130 6.38% 0.636%
14 11.334 912 914 915 rBV 406242 556523 3.46% 0.345%
15 11.414 917 921 922 rVV 76381 320292 1.99% 0.199%

16 11.814 954 956 958 rVB 254026 316668 1.97% 0.196%
17 11.962 967 969 972 rBV2 1004141 1317204 8.19% 0.817%
18 12.065 975 978 980 rBV 605871 876374 5.45% 0.544%
19 12.831 1042 1045 1047 rBV 1137705 1237767 7.70% 0.768%
20 13.551 1106 1108 1110 rBV 213263 365234 2.27% 0.227%

21 14.431 1183 1185 1187 rVB 1503640 1653474 10.29% 1.026%
22 14.625 1199 1202 1204 rVB 498974 546160 3.40% 0.339%
23 14.694 1206 1208 1212 rVB 1201352 1664587 10.36% 1.033%
24 14.831 1217 1220 1223 rBV 2170390 2113016 13.15% 1.311%
25 15.174 1247 1250 1252 rVB 449899 641397 3.99% 0.398%

26 15.597 1285 1287 1290 rVB 2094602 2576082 16.03% 1.598%
27 15.757 1298 1301 1302 rBV 1998261 2330913 14.50% 1.446%
28 16.020 1321 1324 1327 rBV 5709007 7205438 44.83% 4._.470%
29 16.123 1330 1333 1335 rVVv2 1067631 1432626 8.91% 0.889%
30 16.191 1338 1339 1342 rVB 413548 396422 2.47% 0.246%

31 16.431 1356 1360 1363 rBV 7132757 11202132 69.69% 6.949%
32 16.671 1379 1381 1383 rBV 321756 364305 2.27% 0.226%
33 16.843 1391 1396 1398 rBV 7836283 14208904 88.40% 8.814%
34 17.071 1413 1416 1418 rBV 689895 936712 5.83% 0.581%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77577.D

Aca On > 4 Mar 2015 7:11

Operator : TP/1Z

Sample : 6G1332-10

Misc :

ALS Vial : 34 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: CENTROID

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 17.231 1426 1430 1433 rVB 7560091 13998343 87.09% 8.684%

36 17.380 1441 1443 1445 rBV 297544 484647 3.02% 0.301%
37 17.426 1445 1447 1448 rVV 240154 438791 2.73% 0.272%
38 17.460 1448 1450 1453 rVB2 703325 1069170 6.65% 0.663%
39 17.631 1460 1465 1472 rBV 7587575 16073668 100.00% 9.971%
40 17.860 1481 1485 1491 rVB2 969170 2697535 16.78% 1.673%

41 18.020 1494 1499 1502 rBVY 6721234 12187049 75.82% 7.560%
42 18.203 1513 1515 1517 rBV 297209 399828 2.49% 0.248%
43 18.271 1519 1521 1523 rVB 574458 738350 4_.59% 0.458%
44 18.466 1533 1538 1543 rBY 6158279 12849068 79.94% 7.971%
45 18.752 1560 1563 1566 rVB 619990 1010935 6.29% 0.627%

46 18.957 1577 1581 1584 rBV 3601533 7706618 47.95% 4.781%
47 19.014 1584 1586 1590 rVB2 453018 878592 5.47% 0.545%
48 19.232 1603 1605 1609 rBV3 166128 379414 2.36% 0.235%
49 19.312 1609 1612 1615 rVB2 351249 678574 4.22% 0.421%
50 19.552 1628 1633 1641 rBV 2595732 7138731 44.41% 4.428%

51 19.940 1663 1667 1673 rVB4 538724 2047672 12.74% 1.270%
52 20.123 1681 1683 1686 rVB 266952 524147 3.26% 0.325%
53 20.226 1688 1692 1697 rVV 939948 2418550 15.05% 1.500%
54 20.363 1701 1704 1707 rVvVv 462147 1188448 7.39% 0.737%
55 20.466 1710 1713 1720 rVB2 715666 1929539 12.00% 1.197%

56 20.706 1729 1734 1741 rVB3 425657 1523256 9.48% 0.945%
57 20.923 1749 1753 1758 rBV 300512 830268 5.17% 0.515%
58 21.026 1758 1762 1771 rVB 429993 1540140 9.58% 0.955%

Sum of corrected areas: 161203843
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

C:\DATABASE\NISTO2

-L

TIC Integration Parameters: LSCINT.P

> Z:\HPCHEM1\BNA F\DATA\BF030315\
: BFO77577.D

: 4 Mar 2015 7:11

: TP/1Z

: G1332-10

1 34 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

8000000

6000000

4000000

2000000

1.40

1.53

TIC: BFO77577.D

6.94
6.80

1

5.53

5.01

Time-->

ol
1.00

1.50

2.00 2.50

3.00

T
3.50
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6.00 6.50

T T
4.00 4.50

5.00 5.50

Abundance

8000000

6000000

4000000

2000000

0

7.93

10.16

TIC: BFO77577.D

14.43

10.99

Time-->

9.50

10.00

10.50

12.50 13.00 13.50

11.00 11.50 12.00

14.00

Abundance

8000000

6000000

4000000

2000000

0

16.43

16.02

19.84 17

TIC: BFO77577.D
.23 17|63
18.02

18.47

18.96

Time-->

15.00 15.50

16.00 16.50

17.00

19.50 20.00 20.50

18.00 18.50 19.00

17.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77577.D

Aca On : 4 Mar 2015 7:11

Operator : TP/1Z

Sample : 61332-10

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.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.40 Concentration Rank 2

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

1.40 172.91 ng 5489660 1,4-Dichlorobenzene-d4 7.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 45 (1.401 min): BFO77577.D (-42) (-) m/z 73.10 100.00%
73
5000 43
89
I
1.00 1.20 1.40 1.60 1.80
55
| AN NTI VI R A A S m/z 43.05 51.80%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 B LN AR AR AR
1.00 1.20 1.40 1.60 1.80
31 89 m/z 89.10 32.42%
0 2@ ‘ ‘ 33\‘ \48 ‘5\7 !
L SRR SR SIS LA UL SR SULLLN FUL LS JULL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
32 UL SRR
58 89 1.00 1.20 1.40 1.60 1.80
5000 18 m/z 41.10 10.11%
27 53 72
e S L S SR L LIS S SIS FUR B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #837: 1-Propanol, 2-methyl-
43 1.00 1.20 1.40 1.60 1.80
33 m/z 45.05 7.95%
5000
27
59 74
0"|""|"'J|"'Ji'“'|"““H""l'l"l"'w""l NSRBI NS SRR
m/z--> 10 20 30 40 50 60 70 80 90 1.00 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77577.D

Aca On : 4 Mar 2015 7:11

Operator : TP/1Z

Sample : 61332-10

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.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 2 unknown6.94 Concentration Rank 10

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

6.94 53.87 ng 1710170 1,4-Dichlorobenzene-d4 7.24
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 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 530 (6.945 min): BF077577.D (-528) (-) m/z 132.00 100.00%
132
5000 68
0 s || %L o5 ok 700 70
01 e B m/z 68.05 42 .86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I SRS U
6.60 6.80 7.00 7.20
31 51 m/z 134.00 31.97%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
660 6.80 7.00 7.20 |
5000 m/z 66.05 27 .65%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 N
Abundance #48639: Tranylcypromine-propiony! B R e e
57 132 6.60 6.80 7.00 7.20
24 m/z 69.10 17.34%
5000 98 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77577.D

Aca On : 4 Mar 2015 7:11

Operator : TP/1Z

Sample : 61332-10

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.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 Benzenesulfonamide, 4-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.07 14.16 ng 876374 Phenanthrene-d10 12.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7H9NO2S 000070-55-3 98
2 O-p-toluenesulfonvll-N-acetvlser... 315 C13H17NO6S 1000126-44-8 83
3 Tolbutamide 270 C12H18N203S 000064-77-7 47
4 Benzenemethanesulfonamide 171 C7HONO2S 004563-33-1 47
5 4-Toluenesulfonylmethylisocyanide 195 C9HONO2S 036635-61-7 43
Abundance Scan 978 (12.065 min): BF077577.D (-975) (-) m/z 91.05 100.00%
il
5000 et
65 107
39 11.80 12.00 12.20 12.40
Obrrrprrrdrrtrlherr .,.'..?,???.??...,..r.,l.??. 228 26 e m/z 171.00  48.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #37053: Benzenesulfonamide, 4-methyl-
il
5000 171
65 107 155 11.80 12.00 12.20 12.40
39 m/z 155.00 39.46%
N T —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
a1
11.80 12.00 12.20 12.40
5000 155171 m/z 65.05 26.48%
65 107
o 41 139 196 226243 264 316
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100179: Tolbutamide e AR
il 11.80 12.00 12.20 12.40
m/z 107.10 23.15%
5000
4 65 155171
‘ 107
ok 15 H‘. ‘ ‘L..,Jl.‘..‘ g .“...,...1.3?... e ..1.?7.... N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77577.D

Aca On : 4 Mar 2015 7:11

Operator : TP/1Z

Sample : 61332-10

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.43 26.72 ng 1653470 Phenanthrene-d10 12.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11,... 238 C18H22 006566-19-4 98
2 3.47-Diisopropvibiphenvl 238 C18H22 061434-46-6 89
3 4.47-Diisopropvibiphenvl 238 C18H22 018970-30-4 60
4 Anthracene. 1.4-dimethoxyv- 238 C16H1402 013076-29-4 58
5 4-tert-Butyl-benzophenone 238 C17H180 022679-54-5 47
Abundance Scan 1185 (14.431 min): BFO77577.D (-1183) (-) m/z 223.20 100.00%
238
5000 181
165
104 141 106 14.20 14.40 14.60 14.80
ol 1388 A 263 289 | 177 23820  61.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81281: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223
181 238
5000 LR L IR I R
14.20 14.40 14.60 14.80
m/z 181.10 41 _.57%
55 g1 104 ;,0137
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
223
1420 14.40 14.60 14.80
5000 238 m/z 195.05 28.05%
43
27 104 165,81
o 62 [/ 128 151 195
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81270: 4,4"-Diisopropylbipheny! REEEEERRS A o
223 14.20 14.40 14.60 14.80
238 m/z 165.10 27 .64%
5000
104
oo 27 ® 27 | 119 141 165181 207
m/z--> 20 40 60 80 100 120 140 1éo 180 260 220 240 260 280 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77577.D

Aca On : 4 Mar 2015 7:11

Operator : TP/1Z

Sample : 61332-10

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.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 6 Phenol, 4,4"-(1-methylethyl... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

14.69 23.24 ng 1664590 Chrysene-di12 16.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 47
3 TrimethvII5-(trimethvisilv)-2-t. .. 228 C10H20SSi2 017906-71-7 42
4 Naphthalene-2.6-dicarboxvlic aci... 376 C24H2404 1000189-60-8 40
5 2-Bromo-7-(methylamino)tropone 213 C8H8BrNO 103539-25-9 40
Abundance Scan 1208 (14.694 min): BF077577.D (-1206) (-) m/z 213.10 100.00%

213
5000 [\‘
119
91 228 AL B BRI SURIIRN B

39 8 g5 | 135 151165 181 197 | 242257 275 298 - /124 410 113 6254 20 ;570017%

o

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213

5000 LI L L L L L L L B L
14.40 14.60 14.80 15.00
o 110 228 m/z 214.10 16.12%
o 51 65 135 165
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
213
O B B
14.40 14.60 14.80 15.00
5000 m/z 91.05 15.81%
167 196
o 51 77 98 115 139
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74641: Trimethyl[5-(trimethylsilyl)-2-thienyl]silane # T T
213 14. 40 14. 60 14. 80 15. 00
m/z 228.10 15.59%
5000
73
99 228
115 163 183197

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.40 14. 60 14. 80 15. 00

8270-BF021915.M Wed Mar 04 12:44:30 2015 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77577.D

Aca On : 4 Mar 2015 7:11

Operator : TP/1Z

Sample : 61332-10

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.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 Tridecane, l-iodo- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.60 35.96 ng 2576080 Chrysene-di12 16.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 87
4 Hexatriacontane 507 C36H74 000630-06-8 80
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 80
Abundance Scan 1287 (15.597 min): BF077577.D (-1285) (-) m/z 57.10 100.00%
57
5000 85 C M
113 15.20 15.40 15.60 15.80 16.00
141
o34 b 724t 169 197017236 267 205318 | 7 71.10  68.75%
m/z--> 50 100 150 200 250 300 350
Abundance #122578: Tridecane, 1-iodo-
57
5000 85
15.20 15.40 15.60 15.80 16.00
28 183 m/z 43.10 67.26%
o A |-
m/z--> 50 100 150 200 250 300 350
Abundance
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
85 15.20 15.40 15.60 15.80 16.00
5000 m/z 85.10 50.16%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #151556: Heptacosane
57 15.20 15.40 15.60 15.80 16.00
m/z 41.10 25.71%
5000
85
o 29 (113 141 169 197 225 253 281 323 351 380 A __J\__JL
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3éo 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\BF030315\
Data File : BFO77577.D

Aca On : 4 Mar 2015 7:11

Operator : TP/1Z

Sample : 61332-10

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.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 Octicizer Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.76 32.54 ng 2330910 Chrysene-di12 16.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octicizer 362 C20H2704P 001241-94-7 64
2 trans-4-(Dimethvlamino)chalcone 251 C17H17NO 022965-98-6 50
3 2-Benzoll.31dioxol-5-vI-7-methvl... 251 C16H13NO2 1000274-75-9 50
4 Phosphoric acid. isodecvl diphen... 390 C22H3104P 029761-21-5 49
5 2H-1,3,4-Benzotriazepin-2-one, 1... 251 C15H13N30 002855-57-4 40
Abundance Scan 1301 (15.757 min): BFO77577.D (-1298) (-) m/z 251.10 100.00%
251
5000
" T 170 15.40 15.60 15.80 16.00
65 . . . .
oL 1.12.1.31.152 | 103211232 | 269 305 333 362 | 7, 250.10  25.35%
m/z--> 50 100 150 200 250 300 350
Abundance #145590: Octicizer
251
5000 % L DN FURIL SN BN I
55 15.40 15.60 15.80 16.00
m/z 94.10 20.76%
“ ‘ “ 112 170 362
Ouuuu‘l‘“umu‘:‘:‘l:‘::|||l||||||||||||||||||‘|
m/z--> 50 100 150 200 250 300 350
Abundance
251
15.40 15.60 15.80 16.00
5000 m/z 249.10 18.90%
174
121 146 222
oL 18 51 77 103 193
m/z--> 56 160 1%0 260 250 360 3éo
Abundance #89026: 2-Benzo[1,3]dioxol-5-yl-7-methyl-indolizine A m e
251 15.40 15.60 15.80 16.00
m/z 252.10 13.75%
5000
192
125
39 §3 95 143 165 A{ 222
OIIIJI\I Iulawl\ |||| |||| ——— —— —— — ||||||||||||||||||
m/z--> 56 160 1%0 200 250 360 3éo 1520 1560 1580 1600 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77577.D

Aca On : 4 Mar 2015 7:11

Operator : TP/1Z

Sample : 61332-10

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.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 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.02 100.59 ng 7205440 Chrysene-di12 16.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 96
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
Abundance Scan 1324 (16.020 min): BF077577.D (-1321) (-) m/z 57.10 100.00%
g7
85
5000
113 15.60 15.80 16.00 16.20 16.40
141
ol 3 LA L " Y 169 197 205 253271 295 3 32 yn 71 40 72.10%
m/z--> 50 100 150 200 250 300 350
Abundance #142113: Heptadecane, 9-octyl-
57
5000 85
15.60 15.80 16.00 16.20 16.40
m/z 43.10 67.42%
b “\ LM 160 107 2 a67 so4 323 352
m/z--> 50 100 150 200 250 300 350
Abundance
57
—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—ﬁ
15.60 15.80 16.00 16.20 16.40
5000 85 m/z 85.10 53.20%
29 113 169
O "1ﬁ9' UL UL ?48' UL LR B
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57 15.60 15.80 16.00 16.20 16.40
m/z 41.10 25.88%
85
5000
29 113
oL Ll [ 160 16 25 gsa 206
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77577.D

Aca On : 4 Mar 2015 7:11

Operator : TP/1Z

Sample : 61332-10

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.43 156.39 ng 11202100 Chrysene-di12 16.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 1360 (16.431 min): BFO77577.D (-1356) (-) m/z 57.10 100.00%
57
85
5000
(141 16.20 16.40 16.60 16.80
N '] \ZC 109 197 225 253 281 309 337 366 | ns7 71.10  73.14%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000
16.20 16.40 16.60 16.80
m/z 43.10 67 .63%
29 113
0 \‘ Al h “\ ‘hw h‘ u‘ il 1ﬂ.1\1§9 197 225 253 296
m/z--> §o 160 1%0 260 2éo 360 3%0
Abundance
57
16.20 16.40 16.60 16.80
5000 85 m/z 85.10 54 _.32%
0 38 U3 141 182 515 5 281 308 337
m/z--> §o 160 1%0 260 250 360 3%0
Abundance #107652: Eicosane
57 16.20 16.40 16.60 16.80
m/z 41.10 26.47%
5000
85
29 ‘
o M e
m/z--> 50 100 150 200 250 300 350 mmmmmmmm

8270-BF021915.M Wed Mar 04 12:44:33 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77577.D

Aca On : 4 Mar 2015 7:11

Operator : TP/1Z

Sample : 61332-10

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.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 Pentacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.84 198.36 ng 14208900 Chrysene-di12 16.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 98
2 Pentacosane 352 C25H52 000629-99-2 96
3 Hexadecane. l1l-iodo- 352 C16H33l1 000544-77-4 94
4 Nonacosane 408 C29H60 000630-03-5 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 1396 (16.843 min): BF077577.D (-1391) (-) m/z 57.10 100.00%
g7
85
5000
Wlw 16.60 16.80 17.00 17.20
oL L L l| LA 20 197 225 253 281 309 337357380 | nso 71 10 74.05%
m/z--> 50 100 150 200 250 300 350
Abundance #142113: Heptadecane, 9-octyl-
57
5000 85
16.60 16.80 17.00 17.20
m/z 43.10 66.74%
ol_3 ‘J | L‘\Jlﬁ3‘\1fl 169 107 %39 567 204 323 352
m/z--> 55 160 150 260 2éo 360 3éo
Abundance
57
16.60 16.80 17.00 17.20
5000 85 m/z 85.10 56.51%
113
o2 141 169189211 239 267 205 323 352
m/z--> 55 160 1%0 200 250 360 3éo
Abundance #141774: Hexadecane, 1-iodo-
57 16.60 16.80 17.00 17.20
m/z 41.10 25.45%
85
5000
225
29 113 14
ow‘\ L X9 wee | 82
m/z--> 50 100 150 200 250 300 350 1%mmmmmno
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77577.D

Aca On : 4 Mar 2015 7:11

Operator : TP/1Z

Sample : 61332-10

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.23 103.79 ng 13998300 Perylene-di12 17.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 97
2 Hexacosane 366 C26H54 000630-01-3 95
3 Pentacosane 352 C25H52 000629-99-2 95
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 95
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 94
Abundance Scan 1430 (17.231 min): BFO77577.D (-1426) (-) m/z 57.10 100.00%
57
85
5000
3 ]fBM1M1wnszmm5m3mmw4 17.00 17.20 17.40 17.60
ol bbbl a7yt 20 197 225 267 295 323 35137439¢ m/z 71.10  71.98%
m/z--> 50 100 150 200 250 300 350
Abundance #142113: Heptadecane, 9-octyl-
57
5000 85
17.00 17.20 17.40 17.60
m/z 43.10 65.94Y%
oL 381 mlﬁ3wlﬂl‘169 197 %39 267 204 323 352
m/z--> §o 100 1éo 260 2%0 360 3éo
Abundance
57
17.00 17.20 17.40 17.60
5000 - m/z 85.10 55.01%
113
o 29 141 169 197 225 253 295 366
m/z--> §o 160 1éo 260 250 360 3éo
Abundance #142112: Pentacosane
57 17.00 17.20 17.40 17.60
m/z 41.10 24 .22%
5000 85
113
L2 ﬂ | 11 169189211 239 267 295 303 352
m/z--> 5'0 100 1&'30 200 250 3(')0 3&'30 ' 17'00 17. 20 17. 40 17. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77577.D

Aca On : 4 Mar 2015 7:11

Operator : TP/1Z

Sample : 61332-10

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.63 119.17 ng 16073700 Perylene-d12 17.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Octadecane 254 C18H38 000593-45-3 91

Abundance Scan 1465 (17.631 min): BFO77577.D (-1460) (-) m/z 57.10 100.00%

57
85
5000

17. 40 17.60 17.80 18.00

L ﬂ | 1141 169 197 225 253 281 309 337 379400

0 ..?.,.. Lo 222 203 281 309 337 879400 | Tnyz  71.10  73.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151555: Heptacosane
57
5000 85

" 17.40 1760 17.80 18.00
m/z 43.10 65.25%

29 113 141
o h\m“‘ﬂ‘”‘ Y ‘1§9‘197 225 253 281 309 337 380
e T T e ;
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R T R T
85 17.40 17.60 17.80 18.00
5000 m/z 85.10 55.95%
29 113
o 141 169 197 225 253 296
e L H e ;
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl-
57 17.40 17.60 17.80 18.00
m/z 55.10 24 .69%
5000 85
113
ol 31 L4 [ 341 169 107 239 567 204 323 352
e T o = T o L I B I
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77577.D

Aca On : 4 Mar 2015 7:11

Operator : TP/1Z

Sample : 61332-10

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.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 14 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

18.02 90.36 ng 12187000 Perylene-d12 17.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratriacontane 479 C34H70 014167-59-0 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 1499 (18.020 min): BFO77577.D (-1494) (-) m/z 57.10 100.00%

7
5000

_r'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_‘
17.60 17.80 18.00 18.20 18.40

141 169 197 225 253 281 309 337 365 393 422

0 m/z 71.10 73.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #91036: Octadecane
57
5000 35
17.60 17.80 18.00 18.20 18.40
29 m/z 43.10 63.44%
0 h‘ A ‘\ L4 “‘11'3‘14‘-1‘169 197 225 254
I o e o S RN e e s o o
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
T T T T T T
17.60 17.80 18.00 18.20 18.40
5000 a5 m/z 85.10 56.06%

113
141 169 197 239 267 204 323 352

O L o o o o o o e LA e e e e e LB m i
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57 17.60 17.80 18.00 18.20 18.40
m/z 55.10 23.96%
85
5000
29 113
oL L. ||| 177,241 169 197 205 253 296
L T L S e e o e e LN e e o o e o R e e e e
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77577.D

Aca On : 4 Mar 2015 7:11

Operator : TP/1Z

Sample : 61332-10

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.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 Heptadecane, 9-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.47 95.27 ng 12849100 Perylene-di12 17.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
Abundance Scan 1538 (18.466 min): BF077577.D (-1533) (-) m/z 57.10 100.00%
57
85
5000
‘ ﬂ113 141 169 197 225 253 205 323 365 393 436 18.20 18.40 18.60 18.80
Ol A d b L b L7 729197 225 253 295 323 365393 436 nsn 71.10  74.57%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #130022: Heptadecane, 9-hexyl-
43
71
5000
18.20 18.40 18.60 18.80
% 210 m/z 43.10 61.16%
ol 127 185182 71 239 267 206 323
m/z-> 0 50 100 150 200 250 300 350 400 '
Abundance
57
o 1820 18.40 18.60 18.80
5000 m/z 85.10 57 .00%
29
o 13 141 169 197 225 253 296
m/z-> 0 50 100 150 200 250 300 350 400 '
Abundance #167078: Tetratriacontane
57 18.20 18.40 18.60 18.80
m/z 55.10 23.46%
5000 85
29 113
o vhld (141 169 197 225 253 281 311337 367 410435
m/z-> 0 50 100 150 200 250 300 350 400 ' 18,20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77577.D

Aca On : 4 Mar 2015 7:11

Operator : TP/1Z

Sample : 61332-10

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.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 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.96 57.14 ng 7706620 Perylene-di12 17.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 1581 (18.957 min): BF077577.D (-1577) (-) m/z 57.10 100.00%
57
85
5000
] ] “113 141 169 197 225 253 280 309 337358379 408 18.60 18.80 19.00 19.20
bt b b L7y 89 297 225 253 280 509 337388379 408 | ‘m/z 71.10  73.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #136481: Tetracosane
57
5000 85
18.60 18.80 19.00 19.20
29 m/z 43.10 58.86%
OHMMWWmmmmmmm
m/z--> 50 100 1%0 260 250 300 350 460
Abundance
57
18160 18.80 19.00 19.20
5000 g5 m/z 85.10 54 _.52%
29
oLt (1141 169 107 225 253 281 300 337 365 394
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl-
57 18.60 18.80 19.00 19.20
m/z 55.10 21.87%
5000 85
o L‘l i 1ﬁ3dlﬂl‘169 197 2?9 267 294 323 352
m/z--> % 1& ﬁo ﬁ 2% %o @ 4& mmmmmmmw'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77577.D

Aca On : 4 Mar 2015 7:11

Operator : TP/1Z

Sample : 61332-10

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.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 2-Bromo dodecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.55 52.93 ng 7138730 Perylene-d12 17.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 94
4 Eicosane. 9-octvl- 394 C28H58 013475-77-9 94
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 93
Abundance Scan 1633 (19.552 min): BF077577.D (-1628) (-) m/z 57.10 100.00%
e _,\_,\/\,\_4/\«\_A,__,/\VA
RUNSNBSRUNNS R BULSR SURE
141 169 19.20 19.40 19.60 19.80
o 197 225 253 281 309 351 379 412 n/z 71.10 74 23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #136482: Tetracosane
57
85
5000 AR DA U
mmwmmmmm
m/z 43.10 57 .57%
141
mﬁJMMH@W%ﬁwwﬁwwm
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
19.20 19.40 19.60 19.80
5000 85 m/z 85.10 55.96%
o 13 141 169 197 239 567 204 323 352
m/z--> éo 160 1%0 260 2éo 360 3%0 460
Abundance #86886: 2-Bromo dodecane I ALER s s e o
57 19.20 19.40 19.60 19.80
m/z 55.10 22 .41%
- T J\,)N/\f\,d/\“gdx,v~/“\,
29 113 169
0 \J\‘m ‘J‘\140 J 248
m/z--> % 1& ﬁo ﬁ 2% %o ﬁ)4® 1wmwm%m%0'

8270-BF021915.M Wed Mar 04 12:44:39 2015 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77577.D

Aca On : 4 Mar 2015 7:11

Operator : TP/1Z

Sample : 61332-10

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.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 Stigmasterol, 22,23-dihydro- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.94 15.18 ng 2047670 Perylene-d12 17.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamasterol. 22.23-dihvdro- 414 C29H500 1000214-20-7 86
2 .aamma.-Sitosterol 414 C29H500 000083-47-6 78
3 .beta.-Sitosterol 414 C29H500 000083-46-5 78
4 Tetracosane. 1-bromo- 416 C24H49Br 006946-24-3 43
5 Octacosane 394 C28H58 000630-02-4 41
Abundance Scan 1667 (19.940 min): BF077577.D (-1663) (-) m/z 57.10 100.00%
q7 {
5000
38329 . 381 4 10.60 19.80 20.00 20.20
Ob——tply m/z 43.10 92.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159291: Stigmasterol, 22,23-dihydro-
43
5000 USRS RUARER R
mmmmmmmw
414 m/z 71.10 60.53%
69 105
145 329
[o) Imw H\ W H‘ H\ \h\ \h \‘\ il :IIT?I8 |2|13| ; 2|4|6|2|73| .3|0? : . |3|5‘|]' |3|81| ‘I .‘.
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—|
19.60 19.80 20.00 20.20
5000 81 107 m/z 85.10 48 .49%
145 414
- 23 303 5.9 a81
0 233 | 275 354
mz-> 50 100 150 200 250 300 350 400
Abundance #159282: .beta.-Sitosterol L B B O e
43 19.60 19.80 20.00 20.20
m/z 55.10 41 .10%
5000
107 414
255, 303 329
0 —— ‘ H ‘H ““ H \‘LHH ‘ Hil HH M IL 2{33 t 2?5 : l: |3|5? |3|81|“| " A AR R
m/z--> 50 100 150 200 250 300 350 400 1960 1980 2000 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77577.D

Aca On : 4 Mar 2015 7:11

Operator : TP/1Z

Sample : 61332-10

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.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 Hexadecane, l-iodo- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.23 17.93 ng 2418550 Perylene-d12 17.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l-iodo- 352 C16H33l1 000544-77-4 96
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 93
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 1692 (20.226 min): BF077577.D (-1688) (-) m/z 57.10 100.00%
g7
85
5000
RN IR B
141 169 20.00 20.20 20.40 20.60
ol ,I. Ay JI Lo, 7PN 225 253 287 315336 365 393 426 nzz 7110  74.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141774: Hexadecane, 1-iodo-
57
85
5000 LN SO SULLLN BN
mmmmmmmm
13 , 295 m/z 43.10 55_.55%
29
oL .‘ ‘l‘-‘”-“. 4 ‘1‘391,953, 2
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
20,00 20.20 20.40 20.60
5000 85 m/z 85.10 55.40%
N - s o 07 - S
m/z--> 50 100 150 200 250 300 350 400
Abundance #122578: Tridecane, 1-iodo- L B e AAE.
57 20.00 20.20 20.40 20.60
m/z 55.10 21.83%
o T WU
ol b ‘ B, 155 1?3 310
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 3&1;0 4(')0 20. oo 20. 20 20. 40 20. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77577.D

Aca On : 4 Mar 2015 7:11

Operator : TP/1Z

Sample : 61332-10

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021915.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 D:C-Friedoolean-8-en-3-one Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.47 14.31 ng 1929540 Perylene-d12 17.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 70
2 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 49
3 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 42
4 6.10-Dimethvl-3-(1-methvlethvlid... 206 C15H26 069239-71-0 41
5 1-Naphthalenepropanol, .alpha.-e... 306 C20H3402 004549-12-6 38
Abundance Scan 1713 (20.466 min): BF077577.D (-1710) (-) m/z 205.20 100.00%
83109 205
135
5000 161
. ' 20.20 20.40 20.60 20.80
(o} m/z 109.10 99.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #160967: D:C-Friedoolean-8-en-3-one
205
257
5000 L B BRI UG SR
mmmmmmmm
121 449 424 m/z 55.10 93.97%
0 T I\‘;‘\‘W‘\‘w‘lw”w‘i\u‘l\ilﬂ?I I\\‘I ‘\I . "l M— |3?O| — ‘: I\I
m/z--> 50 100 150 200 250 300 350 400
Abundance
41 95
67 = 123 20.20 20.40 20.60 20.80
5000 m/z 95.10 93.08%
147 218
175
0"'I""I""I"" rrrT T rrrrT T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #68225: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di... L N LR e o
218 20.20 20.40 20.60 20.80
m/z 83.10 83.50%
41 91 133
5000 175
67 \
0 ?Hw.nw,.t.. ———————— T
m/z--> 50 100 150 200 250 300 350 400 20 20 20. 40 20. 60 20. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030315\
Data File : BFO77577.D

Acq On > 4 Mar 2015 7:-11

Operator : TP/1Z

Sample - G1332-10

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
Quant Title : 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 .40 1.40 172.9 ng 5489660 1 7.24 634964 20.0
unknown6 .94 6.94 53.9 ng 1710170 1 7.24 634964 20.0
Benzenesulfonamid... 12.07 14.2 ng 876374 4 12.83 1237770 20.0
10,18-Bisnorabiet... 14.43 26.7 ng 1653470 4 12.83 1237770 20.0
Phenol, 4,4"-(1-m... 14.69 23.2 ng 1664590 5 16.13 1432630 20.0
Tridecane, l-iodo- 15.60 36.0 ng 2576080 5 16.13 1432630 20.0
Octicizer 15.76 32.5 ng 2330910 5 16.13 1432630 20.0
Heptadecane, 9-oc... 16.02 100.6 ng 7205440 5 16.13 1432630 20.0
Heneicosane 16.43 156.4 ng 11202100 5 16.13 1432630 20.0
Pentacosane 16.84 198.4 ng 14208900 5 16.13 1432630 20.0
Hexacosane 17.23 103.8 ng 13998300 6 17.87 2697540 20.0
Heptacosane 17.63 119.2 ng 16073700 6 17.87 2697540 20.0
Octadecane 18.02 90.4 ng 12187000 6 17.87 2697540 20.0
Heptadecane, 9-he... 18.47 95.3 ng 12849100 6 17.87 2697540 20.0
Tetracosane 18.96 57.1 ng 7706620 6 17.87 2697540 20.0
2-Bromo dodecane 19.55 52.9 ng 7138730 6 17.87 2697540 20.0
Stigmasterol, 22,... 19.94 15.2 ng 2047670 6 17.87 2697540 20.0
Hexadecane, 1-iodo- 20.23 17.9 ng 2418550 6 17.87 2697540 20.0
D:C-Friedoolean-8... 20.47 14.3 ng 1929540 6 17.87 2697540 20.0
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