LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\
Data File : BF087133.D

Aca On : 18 May 2016 6:10

Operator : UM/SJ

Sample : H3115-01

Misc :

ALS Vial : 35 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-BF051716.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 1.724 10 12 27 rVV 2891361 5076809 100.00% 9.461%
2 1.930 27 30 32 rvB 117267 233625 4 .60% 0.435%
3 3.255 143 146 155 rvB 25412 54378 1.07% 0.101%
4 3.987 208 210 220 rBV 49156 113884 2.24% 0.212%
5 4.718 271 274 288 rBVY 1361355 2257665 44 _.47% 4_.207%
6 5.187 312 315 317 rBVY 3621656 4073791 80.24% 7.592%
7 5.587 347 350 357 rVB 118290 164940 3.25% 0.307%
8 6.261 406 409 411 rBV 3894345 4375193 86.18% 8.153%
9 6.364 416 418 420 rBV 4299335 4154154 81.83% 7.741%
10 6.593 435 438 440 rBV 860641 981732 19.34% 1.829%

11 6.741 449 451 454 rBV 2672936 2909520 57.31% 5.422%
12 7.164 485 488 491 rBV 2606798 2599549 51.20% 4.844%
13 7.873 548 550 553 rBV 1021731 1226062 24.15% 2.285%
14 8.959 642 645 647 rBV 4110106 3771073 74.28% 7.027%
15 9.359 678 680 684 rBvV 680801 627353 12.36% 1.169%

16 9.576 697 699 701 rBV 146312 132864 2.62% 0.248%
17 9.622 701 703 706 rBV 1036820 1306503 25.73% 2.435%
18 10.068 741 742 744 rVB 193802 172523 3.40% 0.322%
19 10.285 758 761 765 rBV 63965 115324 2.27% 0.215%
20 10.422 770 773 775 rBV2 1756510 2477893 48.81% 4.618%

21 10.536 782 783 790 rVB 164327 258971 5.10% 0.483%
22 10.982 821 822 828 rVB 92407 168771 3.32% 0.315%
23 11.108 830 833 835 rvv 1069446 1218979 24.01% 2.272%
24 11.176 836 839 842 rVB3 56768 90466 1.78% 0.169%
25 11.416 857 860 865 rBvV 48680 72131 1.42% 0.134%

26 11.656 878 881 885 rBv3 123366 172907 3.41% 0.322%
27 12.205 926 929 931 rVB 192447 182071 3.59% 0.339%
28 12.308 936 938 941 rBV 123898 136325 2.69% 0.254%
29 12.536 955 958 960 rBV 129866 138290 2.72% 0.258%
30 12.685 969 971 974 rBV 2466738 2511684 49.47% 4.681%

31 12.754 974 977 979 rVvV 193080 256406 5.05% 0.478%
32 12.925 990 992 994 rBV 221925 236114 4._.65% 0.440%
33 12.971 994 996 1001 rBV 37978 61505 1.21% 0.115%
34 13.268 1020 1022 1024 rBV 50172 57650 1.14% 0.107%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\
Data File : BF087133.D

Aca On : 18 May 2016 6:10

Operator : UM/SJ

Sample : H3115-01

Misc :

ALS Vial : 35 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.599 1049 1051 1052 rVvVv 167781 159848 3.15% 0.298%

36 13.645 1052 1055 1060 rvVv 115546 344053 6.78% 0.641%
37 13.725 1060 1062 1069 rVB 755524 1080282 21.28% 2.013%
38 13.908 1076 1078 1080 rBV 45960 52717 1.04% 0.098%
39 14.217 1102 1105 1107 rBV 219595 222560 4_.38% 0.415%
40 14.274 1108 1110 1118 rVV2 101384 314522 6.20% 0.586%

41 14.514 1128 1131 1134 rBV3 51762 113518 2.24% 0.212%
42 14.571 1134 1136 1138 rVV 61327 78509 1.55% 0.146%
43 14.639 1140 1142 1144 rVB 73899 79388 1.56% 0.148%
44 14.731 1147 1150 1151 rVV 63559 115996 2.28% 0.216%
45 14.799 1154 1156 1160 rVB 410801 400272 7.88% 0.746%

46 14.868 1160 1162 1167 rBV2 84177 242802 4.78% 0.452%
47 15.039 1174 1177 1179 rVB 68906 96620 1.90% 0.180%
48 15.085 1179 1181 1187 rBV 671658 918880 18.10% 1.712%
49 15.291 1196 1199 1202 rVB2 86091 127769 2.52% 0.238%
50 15.405 1207 1209 1213 rBV3 36296 70773 1.39% 0.132%

51 15.485 1213 1216 1221 rVB 252748 422719 8.33% 0.788%
52 15.600 1222 1226 1229 rBV2 95396 300816 5.93% 0.561%

53 16.011 1260 1262 1265 rBV3 37631 69515 1.37% 0.130%
54 16.137 1270 1273 1277 rVB2 57891 100613 1.98% 0.187%
55 16.331 1288 1290 1292 rBV2 53247 96274 1.90% 0.179%
56 16.377 1292 1294 1301 rVB 82668 185551 3.65% 0.346%
57 16.480 1301 1303 1305 rBV3 31622 58824 1.16% 0.110%
58 16.537 1305 1308 1317 rVB3 70338 250142 4._.93% 0.466%
59 16.708 1321 1323 1329 rBV 38063 99579 1.96% 0.186%

60 16.822 1329 1333 1338 rBv4 208113 725663 14.29% 1.352%

61 16.903 1338 1340 1342 rBV2 57100 121004 2.38% 0.225%
62 17.097 1354 1357 1362 rBV5 97396 312260 6.15% 0.582%
63 17.223 1365 1368 1376 rVB3 250646 832410 16.40% 1.551%
64 17.497 1386 1392 1399 rBV6 186627 915765 18.04% 1.707%
65 17.611 1399 1402 1413 rVB3 170620 586026 11.54% 1.092%

66 17.840 1420 1422 1424 rBV2 30520 72249 1.42% 0.135%
67 17.908 1425 1428 1433 rVB3 105960 293565 5.78% 0.547%
68 18.468 1468 1477 1484 rVB 403916 1413081 27.83% 2.633%

Sum of corrected areas: 53661670
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\
Data File : BF087133.D

Aca On : 18 May 2016 6:10

Operator : UM/SJ

Sample : H3115-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF087133.D

4000000 6.26
5.19

3000000 Lr
6.74 7.16
2000000
4.72

1000000 6.59

1.93 326 3.99 5.59

O e : e e B s S
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF087133.D
8.96

4000000

3000000

12.68

2000000 10.42

1000000

12293112 5412.

10.94)1.1811.42 11.66

04
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF087133.D

4000000

3000000

2000000

1000000
18.47

e S-S

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\
Data File : BF087133.D

Aca On : 18 May 2016 6:10

Operator : UM/SJ

Sample : H3115-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 2 Hexane, 3-methyl- Concentration Rank 19

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

1.93 4.76 ng 233625 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 72
2 Heptane 100 C7H16 000142-82-5 64
3 Pvrrolidine 71 C4HON 000123-75-1 38
4 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 25
5 Butanal, 2,2-dimethyl- 100 C6H120 002094-75-9 23

Abundance Scan 30 (1.930 min): BF087133.D (-27) (-) m/z 43.10 100.00%
43.1
5000 s k
U A I AL
| | | | gso  100.1 1.80 200 2.20
O e e e e T e ey m/z 41.10 53.88%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3897: Hexane, 3-methyl-
43.0
5000 57.0 70.0 DL L I L BB
29.0 1.80 200 2.20
m/z 57.10 48.85%
15.0 ‘ 85.0  100.0
S L S A UL RS AN LS RS RS IS RERR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
180 200 220
5000 29.0 57.0 71.0 m/z 71.10 38.61%
100.0
1.0 150 85.0
e R A LS RN IS RS RS RS RS RARRS RRRRE
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #593: Pyrrolidine T |/|\| LI L L S B R |
43.0 1.80 200 2.20
m/z 56.10 26.41%
70.0
5000
28.0
150 |l se0
e R S IS RN IR RS RS RS LS RARRS SRS U L I SR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 1.80 200 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\
Data File : BF087133.D

Aca On : 18 May 2016 6:10

Operator : UM/SJ

Sample : H3115-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.72 45.99 ng 2257670 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Acetic acid. 2-propenvl ester 100 C5H802 000591-87-7 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 274 (4.718 min): BF087133.D (-271) (-) m/z 43.05 100.00%
43.0
5000 58.1 A
101.1 A0 AR 4R0 E00
440 460 480 500
Ol 890 831 | sz 59.10  49.21%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LN R L R
59.0 440 460 480 500
m/z 58.10 13.32%
31.0 83.0 %Omp
r 77T
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
440 4.60 480 500 '
5000 m/z 101.10 12.89%
58.0
. 150 579 72.0 100.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R R e e R
43.0 440 460 480 500

m/z 41.05 9.42%

5000
101.0
150 310 %80 690 86.0
Ol el e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\
Data File : BF087133.D

Aca On : 18 May 2016 6:10

Operator : UM/SJ

Sample : H3115-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 4 unknown6.36 Concentration Rank 2

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

6.36 84 .63 ng 4154150 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 418 (6.364 min): BF087133.D (-416) (-) m/z 132.10 100.00%
13p.1
5000 68.1
©lsay || N oh0 o2 o ok
0 AR Lo m/z 68.10 48.68%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 SRR R L R
6.00 6.20 6.40 6.60
70.0 m/z 66.05 33.78%
310 440
0 | L L | \ ! 116.0 !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
90 o o5 650 w0 om0
5000 m/z 134.10 33.17%
31.0 510
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! e e
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.10 20.51%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\
Data File : BF087133.D

Aca On : 18 May 2016 6:10

Operator : UM/SJ

Sample : H3115-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 6 Naphthalene, 2,6-bis(l1,1-di... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
1275  4.75ng 256406  Chrysene-di2 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Naphthalene. 2.6-bis(1.1-dimethy... 244 C18H28 042981-76-0 50
2 Naphthalene. 2.7-bis(l.1-dimethy... 244 C18H28 043012-91-5 50

229 C13H15N30
229 C13H8FNS
229 C17H11N

078755-15-4 43
1000298-18-6 42
000225-11-6 40

3 4-Piperidino-1-oxo-1.2-dihvdroph. ..
4 2-(3-Fluorophenvl)-1.3-benzothia...
5 Benzo(a)acridine

Abundance Scan 977 (12.754 min): BF087133.D (-974) (-) m/z 229.20 100.00%
229.2
5000
114.1 202.1 12.40 12.60 12.80 13.00
. 88.1 . . :
o 4.1 530 1501 el m/z 228.10 37.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84934: Naphthalene, 2,6-bis(1,1-dimethylethyl)-1,2,3,4-te...
229.0
57.0
5000 LI L L L L L L L L L L
20.0 12.40 12.60 12.80 13.00
: m/z 244.20 21.75%
‘ 91.0 1810 4574 1870
P N P /R O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
229.0
57.0 L
12.40 12.60 12.80 13.00
5000 m/z 226.10 18.93%
29.0
. 770 1050 129.0 152.0171.0 2010
R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75638: 4-Piperidino-1-oxo-1,2-dihydrophthalazine S B
229.0 12.40 12.60 12.80 13.00
m/z 230.20 17 .55%
5000 830
147.0
55.0 103.0 J 1720  200.0
SRS P 1N W< VAN AN S AN [ PR | NS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\
Data File : BF087133.D

Aca On : 18 May 2016 6:10

Operator : UM/SJ

Sample : H3115-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 7 5-Eicosene, (E)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.65 6.37 ng 344053 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 60
2 1-Nonadecene 266 C19H38 018435-45-5 58
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 53
4 Bromoacetic acid. hexadecvl ester 362 C18H35Br02 005454-48-8 53
5 1-Heptadecanol 256 C17H360 001454-85-9 53

Abundance Scan 1055 (13.645 min): BF087133.D (-1052) (-) m/z 43.10 100.00%

1

5000

-

13.40 13.60 13.80 14.00

139.2 169.1 193.2 234.1 260.2

01 m/z 55.10 73.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)-
55.0
83.0
5000 LA L L L L L L L
13.40 13.60 13.80 14.00
29.0 m/z 57.10 65.72%
o “ A L 139.0 167.0 196.0 223.0 252.0 280.0
e
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260 280
Abundance
41,0
L AR
83.0 13.40 13.60 13.80 14.00
5000 m/z 41.10 53.51%
111.0
o 139.0 168.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #106400: 3-Eicosene, (E)- AN BEa TS e L
13.40 13.60 13.80 14.00

m/z 83.10 47 .61%

5000

s

139.0 167.0 196.0 224.0 252.0 280.0
A
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\
Data File : BF087133.D

Aca On : 18 May 2016 6:10

Operator : UM/SJ

Sample : H3115-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 17-Pentatriacontene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.27 5.82 ng 314522 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 81
2 1-Hexacosanol 382 C26H540 000506-52-5 76
3 1-Octadecene 252 C18H36 000112-88-9 72
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 70
5 1-Tetracosanol 354 C24H500 000506-51-4 68
Abundance Scan 1110 (14.274 min): BF087133.D (-1108) (-) m/z 43.10 100.00%
431
5000 ngj\/\gww
14,00 14.20 14.40 1460
Ol m/z 57.10 69.53%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 LR BRI BRI BRI B
mmmmmmmm
m/z 55.10 63.91%
. M M ‘\ 25 9 167.0 210.0  267.0307.0 490.0
miz--> 0 5 1éo 260 2%0 300 3éo 460 4%0 '
Abundance
43.0
14,00 14.20 14.40 1460
5000 83.0 m/z 41.10 44 .86%
0 125.0 168.0200.0 252.0  322.0364.0 w
miz--> 0 55 160 1éo 200 250 300 350 460 4%0 '
Abundance #89783: 1-Octadecene Al BaREE R
7.0 14.00 14.20 14.40 14.60
70 m/z 83.10 44 . 70%
ok LI | 13201820 2520
miz--> 0 5'0 1(')0 1éo 2(')0 251,0 3(')0 3&'30 4(')0 4&1,0 ' 14'00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\
Data File : BF087133.D

Aca On : 18 May 2016 6:10

Operator : UM/SJ

Sample : H3115-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Nonadecane, 9-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.80 8.71 ng 400272 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 1156 (14.799 min): BF087133.D (-1154) (-) m/z 57.10 100.00%
51.1
UL R w0 smmn sspsaee 1440 1460 1480 1500 15,20
ol Ay 7 1832 23832681 m/z 43.10 69.94%
m/z--> 50 100 150 200 250 300 350
Abundance #107661: Nonadecane, 9-methyl-
57.0
5000 LR AL SRS SURIURE B
14.40 14.60 14.80 15.00 15.20
99.0 140.0 m/z 71.10 54 _15%
\ 0
oL— ‘.“ IH" “U\ .‘h‘.““l Ih‘ Al l\ I' M. ; .2|1.1'.0. . |2|67|()| T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 37 .52%
99.0
27.0 141.0 1830 2250 281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane T L BREa e
57.0 14.40 14.60 14.80 15.00 15.20
m/z 55.10 23.68%
- WW\A_/W
99.0
0 2@0‘ ] | |/, 1410 183.0 2250 267.0 309.0338.0
m/z--> 50 100 150 200 250 300 350 ' 14.40 14.60 14.80 15.00 15.20

8270-BF051716.M Wed May 18 16:49:59 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\
Data File : BF087133.D

Aca On : 18 May 2016 6:10

Operator : UM/SJ

Sample : H3115-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknownl14.87 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.87 5.28 ng 242802 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 47
2 17-Pentatriacontene 491 C35H70 006971-40-0 46
3 3-Tetradecanol 214 C14H300 001653-32-3 46
4 Oxirane. l(dodecvloxv)methvIl- 242 C15H3002 002461-18-9 43
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 41
Abundance Scan 1162 (14.868 min): BF087133.D (-1160) (-) m/z 43.10 100.00%
431
5000 Mj\w
251 180172921 2831 1460 14.80 15.00 15.20
Ot m/z 59.05 64 .79%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #72492: Cyclohexadecane
55.0
5000 LR DAL B B RO
14.60 14.80 15.00 15. 20
‘ o 2240 m/z 58.05  62.01%
oL 00800 [
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
1460 14.80 15.00 15.20
5000 83.0 m/z 57.10 56.04%
. 1250 167.0 2100 267.0307.0 490.0
I SRR ARSI DAL DAL S UL AL SARLLN SRR
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #65751: 3-Tetradecanol A B e s Bt
59.0 14.60 14.80 15.00 15.20
m/z 55.10 55.15%
5000 97.0
185.0
ol15. | | 139.0
miz--> 0 50 160 1%0 260 2éo 360 3%0 460 4%0 ' 14%0 1480 1500 1520

8270-BF051716.M Wed May 18 16:50:01 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\
Data File : BF087133.D

Aca On : 18 May 2016 6:10

Operator : UM/SJ

Sample : H3115-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Tetratriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.49 9.20 ng 422719 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 1216 (15.485 min): BF087133.D (-1213) (-) m/z 57.10 100.00%
57.1
2000 q\,L_A_M
99.1 15.20 1540 15.60 15.80
141.2 : : : :
Ofrdih b h | g 242 183221822503 207.2 3562 | “n7z; 43.10  65.91%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57.0
5000 LRI BSURIL UL L B
mmmmmmmm
m/z 71.10 53.49Y%
0250 ML H I 1.0 1830 2250 267.0 3110 367.0 410.0
miz--> 0 §o 100 150 260 250 360 3%0 460
Abundance
57.0
15.20 1540 15.60 15.80
5000 m/z 85.10 40.48%
99.0
o 141.0 183.0 225.0 281. 0 337.0 394.0
miz--> 0 §o 160 1éo 260 250 300 350 460
Abundance #73991: Dodecane, 2-methyl-6-propyl- R e A B
57.0 15.20 15.40 15.60 15.80
m/z 55.10 22.87%
99.0 140.0
o 1820 2960
miz--> 0 §o 160 1éo 260 250 360 3%0 460 1550 1540 1560 1580

8270-BF051716.M Wed May 18 16:50:04 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\
Data File : BF087133.D

Aca On : 18 May 2016 6:10

Operator : UM/SJ

Sample : H3115-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 2-Pentadecanone Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.54 5.44 ng 250142 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentadecanone 226 C15H300 002345-28-0 50
2 2-Nonadecanone 282 C19H380 000629-66-3 47
3 Hexadecanal. 2-methvl- 254 C17H340 055019-46-0 43
4 3-Tetradecanol 214 C14H300 001653-32-3 35
5 2-Tetradecanone 212 C14H280 002345-27-9 27
Abundance Scan 1308 (16.537 min): BF087133.D (-1305) (-) m/z 43.10 100.00%
T JM
5000
16.20 16.40 16.60 16.80
(o} m/z 59.05 87.76%
m/z--> 50 100 150 200 250 300 350
Abundance #73904: 2-Pentadecanone
58.0
5000
16.20 16.40 16.60 16.80
20,0 85.0 m/z 58.10 73.77%
ol— “.. i Ih" ”‘l‘ I\MI\‘\I lmllz\?I'Ol Ille'ﬁlol 1|97|0|2|2§|0| e
m/z--> 50 100 150 200 250 300 350
Abundance
58.0
16,20 16.40 16.60 16.80
5000 m/z 55.10 58.92%
29.0 96.0 282.0
0 127.0 180.0 224.0 530 M
m/z--> éo 160 1éo 200 2%0 300 3%0
Abundance #91012: Hexadecanal, 2-methyl- R R RS S
58.0 16.20 16.40 16.60 16.80
m/z 57.10 58.74%
5000 QJNw‘hj/\kﬂf\‘V‘»jﬂ\ﬂﬂ\v
m/z--> éo 160 1éo 260 2%0 360 3%0 1650 1620 16%0 1&80

8270-BF051716.M Wed May 18 16:50:05 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\
Data File : BF087133.D

Aca On : 18 May 2016 6:10

Operator : UM/SJ

Sample : H3115-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 _beta.-Sitosterol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.82 15.79 ng 725663 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 89
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 86
3 17-(1.5-Dimethvlhexv)-10.13-dim... 414 C29H500 1000210-86-9 62
4 Kauren-18-ol. acetate. (4.beta.)- 330 C22H3402 072150-74-4 53
5 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 025246-27-9 45
Abundance Scan 1333 (16.822 min): BF087133.D (-1329) (-) m/z 43.10 100.00%
43
9.1 1331 W
5000
3204 gg1 44145 "' 16,60 16.80 17.00 17.20
0! m/z 55.10 94 _.79%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #159283: .beta.-Sitosterol
43.0
5000 LR S BRI B B
810 145.0 16.|60 16.I80 17.'00 17.'20
213.0 414.0 m/z 41.10 74.28%
78.0 777 255.0 3290 4o
04— ‘: ‘: \I\ |H" Hl‘ ‘\l\“wl 89. )
miz--> 0 50 100 150 200 250 300 350 400
Abundance
43.0
" 16,60 16.80 17.00 17.20
5000 81.0 4140 m/z 95.10 60.67%
145.0 213.0 303.0 '
178.0 255.0 3819
0 113.0 | 342.0
miz--> 0 55 160 1%0 260 2%0 360 3éo 460
Abundance #159311: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa. .. R  RREEEEES e
43.0 16.60 16.80 17.00 17.20
81.0 m/z 133.10 56.04%
0 "L“ IR SR SN SRR B
miz--> 0 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20

8270-BF051716.M Wed May 18 16:50:06 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\
Data File : BF087133.D

Aca On : 18 May 2016 6:10

Operator : UM/SJ

Sample : H3115-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknownl17.10 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.10 6.80 ng 312260 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-5-en-3-ol. 4.4-dimethyl-... 302 C21H340 007673-17-8 46
2 Humulane-1.6-dien-3-o0l 222 C15H260 1000140-23-1 42
3 Cvcloproplelindene-l1a.2(1H)-dica... 232 C15H2002 037841-91-1 41
4 Farnesvl bromide 284 C15H25Br 006874-67-5 38
5 1R,4S,7S,11R-2,2,4,8-Tetramethyl. .. 204 C15H24 1000140-07-6 38
Abundance Scan 1357 (17.097 min): BF087133.D (-1354) (-) m/z 43.10 100.00%
T M
5000
302.3 AU BRI U B
341.2 399.4 16.80 17.00 17.20 17.40
ol S T m/z 55.10 91.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #118849: Androst-5-en-3-ol, 4,4-dimethyl-, (3.beta.)-
41.0
95.0 269.0
5000 U SRR BRI B B
135.0 1680 17.00 17.20 17.40
‘ 1730 2190 302.0 m/z 41.10 81.23%
0 : s \\‘;\ H‘whﬁu\ \W I\HMI ‘Mu \I‘H Iw\‘w‘l 4 'H‘l 4 l Iw‘\\l IL —— T
m/z--> 50 100 150 200 250 300 350 400
Abundance
109.0
43.0 16,80 17.00 17.20 17.40
5000 204.0 m/z 231.20 80.64%
2o 161.0
L L L W I L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #77536: Cycloprop[e]indene-1a,2(1H)-dicarboxaldehyde, 3a,4... R EEEE RS S
41.0 91.0 232.0 16.80 17.00 17.20 17.40
175.0 m/z 69.10 75.12%
5000 33.0 \NJ‘»/\JM\»VJAV//\\j,AJ/\\/
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40

8270-BF051716.M Wed May 18 16:50:07 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\
Data File : BF087133.D

Aca On : 18 May 2016 6:10

Operator : UM/SJ

Sample : H3115-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 2-Isopropenyl-4a,8-dimethyl... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.22 18.12ng 832410  Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-1soprovenvi-4a.8-dimethvi-1.2.... 204 C15H24 1000193-57-0 91

000116-04-1 68
000473-13-2 47
1000195-92-1 46
039007-93-7 42

1

2 .beta.-Humulene 204 C15H24
3 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24
4 1-Oxaspirol2.51octane. 5.5-dimet... 206 C14H220
5 Sesquirosefuran 218 C15H220

Abundance Scan 1368 (17.223 mm) BF087133.D (-1365) (-) m/z 55.10 100.00%
5.1 |95.1 205.
5000
313.3 R e
355.2 424.4 17.00 17.20 17.40 17.60
oyl = AT R m/z 81.10 97.53%
miz--> 50 100 150 200 250 300 350 400
Abundance #58780: 2-1sopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa...
189.0
107.0
5000 410 LA I L L LB L L B
: 147. 17.00 17.20 17.40 17.60
‘ m/z 205.20 92.63%
miz--> 50 100 150 200 250 300 350 400
Abundance
107.0
R T o
410 17.00 17.20 17.40 17.60
5000 ' 1480 2040 m/z 95.10 88.92%
0 74.0
L T LA e S o
miz--> 50 100 150 200 250 300 350 400
Abundance #58907: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-dime... R B e o
189.0 17.00 17.20 17.40 17.60
93.0 m/z 109.10 87.78%
41.0
5000 133.0
ol ‘..HLAJ..... e e
miz--> 50 100 50 200 250 300 350 400 17.00 17.20 17.40 17.60

8270-BF051716.M Wed May 18

16:50:07 2016

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\
Data File : BF087133.D

Aca On : 18 May 2016 6:10

Operator : UM/SJ

Sample : H3115-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 2,2,6-Trimethyl-1-(2-methyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.50 19.93 ng 915765 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 70
2 .beta.-Amvrin 426 C30H500 000559-70-6 55
3 Sesauirosefuran 218 C15H220 039007-93-7 53
4 7-Oxabicvclol4.1.01heptane. 2.2.... 218 C15H220 070038-20-9 53
5 Longifolenaldehyde 220 C15H240 019890-84-7 46
Abundance Scan 1392 (17.497 min): BF087133.D (-1386) (-) m/z 55.10 100.00%
5000
390.3 426.5 17.20 17.40 17.60 17.80
ob—Hh il m/z 95.10 97 .09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #68212: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta...
410  95.0
5000 LRI BRI B B
34.0 218.0 17.20 17.40 17.60 17.80
0
‘1150 m/z 43.10 88.17%
O.l. ] .”‘i.h‘.\‘.‘ll‘.‘... —
m/z--> 50 100 150 200 250 300 350 400
Abundance
218.0
17.20 17.40 17.60 17.80
5000 m/z 81.10 87 .33%
550 90 1350 1750 257.0 297.0 339.0 393.0426.0 m
m/z--> 50 100 150 200 250 300 350 400
Abundance #68176: Sesquirosefuran R EEEER RS S
69.0 1230 17.20 17.40 17.60 17.80
m/z 41.10 73.80%
1T T
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80

8270-BF051716.M Wed May 18 16:50:08 2016

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\
Data File : BF087133.D

Aca On : 18 May 2016 6:10

Operator : UM/SJ

Sample : H3115-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Testosterone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.61 12.76 ng 586026 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 84
2 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 43
3 3-Cvclohexene-1-carboxaldehvde. ... 124 C8H120 007560-64-7 41
4 5-Ethylcvclopent-1-enecarboxalde... 124 C8H120 036431-60-4 35
5 4H-Pyran-4-one, 2,6-dimethyl- 124 C7H802 001004-36-0 22
Abundance Scan 1402 (17.611 min): BF087133.D (-1399) (-) m/z 43.10 100.00%
43.1
5000
80.3 3273 3704 4124 | 17.20 17.40 17.60 17.80 18.00
ob—Hy m/z 57.10 74 .34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #111023: Testosterone
124.0
288.0
5000 246.0 LRSI BN SRR DU B
410 79.0 17.20 17.40 17.60 17.80 18.00
203.0 m/z 124.10 71.87%
165.0
o! .“HH.M"“J‘H.‘.”. “.“.“.. .l‘..l....l....l..
m/z--> 50 100 150 200 250 300 350 400
Abundance
124.0
17:20 17.40 17.60 17.80 18.00
5000 m/z 55.10 51.05%
910 288.0
164.0 2030 2460
L L L S B UL WL W
m/z--> 50 100 150 200 250 300 350 400
Abundance #10246: 3-Cyclohexene-1-carboxaldehyde, 4-methyl- e EREEE S
67.0 124.0 17.20 17.40 17.60 17.80 18.00
m/z 41.10 45 _.59%
5000
29
0 J'J"I""I"" U UL SRR B LRSI BRI SRR DU B
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80 18.00

8270-BF051716.M Wed May 18 16:50:09 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\
Data File : BF087133.D

Aca On : 18 May 2016 6:10

Operator : UM/SJ

Sample : H3115-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknownl17.91 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.91 6.39 ng 293565 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androstan-6-one. (5.alpha.)- 274 C19H300 003676-06-0 37
2 10H-Phenoxaphosphine. 2-ethvl-10... 274 C15H1503P 036360-91-5 27
3 Ethanone. 1-I5-(5-trifluoromethy... 274 C11H9F3N20S 1000266-44-5 22
4 1-Phenanthrenemethanol. 7-ethenv... 274 C19H300 057119-13-8 16
5 4-Amino-5-[.beta., .beta.-dimethy... 259 C14H14CIN3 025844-58-0 14
Abundance Scan 1428 (17.908 min): BF087133.D (-1425) (-) m/z 43.10 100.00%
43.1 259.3 w//\V/\\RAV/AJA\AANWJNVﬂMIh//
5000 1311 e
1731 404.4 R BN BRI SN SUN
| 89.2  341.2 17.60 17.80 18.00 18.20
0 .:' ! m/z 259.25 81.91%
m/z--> 150 300 350 400
Abundance #103064: Androstan 6 one, (5.alpha.)—
219.0 259.0
55.0 95.0
5000 135.0 L B SR SO SRS
17.60 17.80 18. oo 18.20
m/z 95.10 66.49%
. L0 I
m/z--> 50 100 150 200 250 300 350 400
Abundance
259.0
17.60 17.80 18.00 1820
5000 m/z 274.30 55.01%
105.0
152.0 195.0
-t
m/z--> §o 160 150 260 250 300 350 460
Abundance #102545: Ethanone, 1-[5-(5-trifluoromethyl-1-methylpyrazol... H e ,/\. T
259.0 17.60 17.80 18.00 18.20
m/z 109.10 53.95%
43.0 187.0
oL . 750 11901550 | 2250 |
m/z--> 5'0 100 1&1,0 200 250 300 350 4(')0 17|60 17. 80 18. oo 18. 20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\
Data File : BF087133.D

Aca On : 18 May 2016 6:10

Operator : UM/SJ

Sample : H3115-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.47 30.76 ng 1413080 Perylene-di12 15.09

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-o0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 59
2 Cvclohexanone. 2.3.3-trimethvl-2... 206 C14H220 069296-90-8 55
3 2.2.6-Trimethvl-1-(2-methvl-cycl... 218 C15H220 1000188-72-8 50
4 7-Tetradecvne 194 C14H26 035216-11-6 49
5 (-)-Neoclovene-(1), dihydro- 206 C15H26 1000152-82-1 47

Abundance Scan 1477 (18.468 min): BF087133.D (-1468) (-) m/z 69.10 100.00%

:

5000
18.20 18.40 18.60 18.80
341.3 411.4
0 m/z 55.10 96.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #67072: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan
109.0
45.0
218.0
5000 LIS L L L L L L L
160.0 18.20 18.40 18.60 18.80
‘ m/z 95.10 86.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance
123.0
T T
410 1910 18.20 18.40 18.60 18.80
5000 79.0 ' m/z 81.10 74 .54%
T o T S B o o SRR, MMWNW//\\“AW_VMVw
m/z--> 50 100 150 200 250 300 350 400
Abundance #68212: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta... R B LA M e e
41.0 95.0 18.20 18.40 18.60 18.80
m/z 109.10 73.08%
5000
34.0 218.0
J 175.0 \
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051716\
Data File : BF087133.D

Acq On : 18 May 2016 6:10

Operator : UM/SJ

Sample : H3115-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.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]
Hexane, 3-methyl- 1.93 4.8 ng 233625 1 6.59 981732 20.0
2-Pentanone, 4-hy... 4.72 46.0 ng 2257670 1 6.59 981732 20.0
unknown6 .36 6.36 84.6 ng 4154150 1 6.59 981732 20.0
Naphthalene, 2,6-... 12.75 4.8 ng 256406 5 13.73 1080280 20.0
5-Eicosene, (E)- 13.65 6.4 ng 344053 5 13.73 1080280 20.0
17-Pentatriacontene 14 .27 5.8 ng 314522 5 13.73 1080280 20.0
Nonadecane, 9-met... 14.80 8.7 ng 400272 6 15.09 918880 20.0
unknownl14 .87 14.87 5.3 ng 242802 6 15.09 918880 20.0
Tetratriacontane 15.49 9.2 ng 422719 6 15.09 918880 20.0
2-Pentadecanone 16.54 5.4 ng 250142 6 15.09 918880 20.0
-beta.-Sitosterol 16.82 15.8 ng 725663 6 15.09 918880 20.0
unknownl17.10 17.10 6.8 ng 312260 6 15.09 918880 20.0
2-1sopropenyl-4a, ... 17.22 18.1 ng 832410 6 15.09 918880 20.0
2,2,6-Trimethyl-1_.. 17.50 19.9 ng 915765 6 15.09 918880 20.0
Testosterone 17.61 12.8 ng 586026 6 15.09 918880 20.0
unknownl7.91 17.91 6.4 ng 293565 6 15.09 918880 20.0
5-Bromo-4-oxo0-4,5... 18.47 30.8 ng 1413080 6 15.09 918880 20.0
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