LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\

Data File : BF090892.D

Aca On - 28 Oct 2016 2:57 Instrument :
Operator - UM/SJ BNA_F

Sample - H5427-01 ClientSampleld :
Misc - EME-BLEND-008
ALS Vial : 25 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-BF102616.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 4.933 246 249 257 rBV 531134 739737 20.98% 2.176%
2 5.367 284 287 289 rBVY 3094298 3075236 87.24% 9.044%
3 6.419 376 379 381 rBVY 3098311 3474612 98.56% 10.219%
4 6.544 387 390 392 rBVY 3299180 3495952 99.17% 10.282%
5 6.773 408 410 420 rBV 962561 917130 26.02% 2.697%
6 6.933 421 424 426 rBV 2543455 2594357 73.59% 7.630%
7 7.344 457 460 462 rBV 1852251 2054972 58.29% 6.044%
8 8.064 520 523 525 rBVY 1103192 1148421 32.58% 3.377%
9 9.139 615 617 620 rBY 4050134 3525210 100.00% 10.368%
10 9.539 649 652 654 rBV 660790 667844 18.94% 1.964%
11 9.813 674 676 678 rBY 1519568 1234164 35.01% 3.630%
12 10.259 711 715 716 rBV 52554 81021 2.30% 0.238%
13 10.476 730 734 737 rBV 27918 48298 1.37% 0.142%

14 10.602 742 745 747 rBV 2010696 1829434 51.90% 5.380%
15 10.728 754 756 762 rVB 106414 121352 3.44% 0.357%

16 11.173 793 795 797 rBV 62459 55613 1.58% 0.164%
17 11.299 804 806 808 rBvV 832653 861457 24 .44% 2.534%
18 12.888 942 945 947 rBV 2216292 2479724 70.34% 7.293%
19 13.791 1021 1024 1028 rBV 94727 143911 4.08% 0.423%
20 13.928 1034 1036 1039 rBV 766214 914424 25.94% 2.689%

21 14.236 1060 1063 1065 rBV3 16581 39612 1.12% 0.116%
22 14.419 1074 1079 1082 rBVZ2 63886 132119 3.75% 0.389%
23 14.785 1109 1111 1114 rBV 31413 40782 1.16% 0.120%
24 14.854 1114 1117 1119 rBV 51169 74665 2.12% 0.220%

25 15.025 1130 1132 1136 rVB 69755 109257 3.10% 0.321%

26 15.345 1157 1160 1162 rBV 686738 841100 23.86% 2.474%
27 15.574 1177 1180 1182 rBV 79992 131061 3.72% 0.385%
28 15.791 1196 1199 1201 rBV 80883 130552 3.70% 0.384%
29 16.031 1218 1220 1226 rVB 55101 98311 2.79% 0.289%
30 16.522 1260 1263 1269 rVB 63241 124286 3.53% 0.366%

31 17.243 1322 1326 1329 rBV4 77826 190559 5.41% 0.560%
32 17.311 1329 1332 1336 rVvv4 46939 105942 3.01% 0.312%
33 17.437 1340 1343 1346 rVV 99361 223996 6.35% 0.659%
34 17.540 1349 1352 1356 rvv4 51224 171839 4._.87% 0.505%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102716\

Data File : BF090892.D

Aca On - 28 Oct 2016 2:57

Operator : UM/SJ

a?ggle i H5427-01 EME-BLEND-008
ALS Vial : 25 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-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 17.665 1359 1363 1366 rVVv2 50031 159008 4_.51% 0.468%

36 17.757 1367 1371 1376 rVB3 128876 379854 10.78% 1.117%
37 18.111 1399 1402 1405 rBV5 36616 92745 2.63% 0.273%
38 18.180 1405 1408 1415 rVB2 96167 245269 6.96% 0.721%
39 18.980 1472 1478 1486 rBV 156329 554013 15.72% 1.629%
40 19.140 1486 1492 1499 rVB 222170 694465 19.70% 2.042%

Sum of corrected areas: 34002304
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102716\

Data File : BF090892.D

Aca On - 28 Oct 2016 2:57

Operator : UM/SJ

a?ggle i H5427-01 EME-BLEND-008
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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: BF090892.D
4000000

6.54
5.37 6.42
3000000

6.93

2000000 7.34

1000000 6.77

4.93

0 L_ \ -

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF090892.D
4000000 914

3000000

12.89

2000000 10.60

8.06

1000000 11.30
9.54

/L 10.2610.4g|10,73 111
0 N LI\

A
LI B

I
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF090892.D
4000000

3000000

2000000

10000001 13.93 15.35

15.5715.7916.03

14.044.42 14488503 16.52
M ————————E——— 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:\HPCHEMI\BNA F\DATA\BF102716\

Data File : BF090892.D

Aca On - 28 Oct 2016 2:57

Operator : UM/SJ

a?ggle i H5427-01 EME-BLEND-008
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.93 16.13 ng 739737 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 249 (4.933 min): BF090892.D (-246) (-) m/z 43.10 100.00%
43
59
5000
101 e
4.60 4.80 5.00 5.20
83
o..,....,....',':..?R.~:I,...‘?,9....,.-...,...:,....,....,....,....,...., m/z 59.10 63.36%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R I L L
59 460 480 500 520
m/z 101.10 22 .56%
31 83 g3 101
O'W'“Wﬂ'“T“'w'”'w'“l“'w“”'w'“”“'w'“'w'”l”'w'“'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 500 520
5000 m/z 58.05 17.16%
41
o 50 73 86
mmwwwwwwwwmw
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R AR
59 4.60 4.80 5.00 5.20
m/z 41.10 8.75%
5000 41
68
0 Il s0 | 126 142
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102716\

Data File : BF090892.D

Aca On - 28 Oct 2016 2:57

Operator : UM/SJ

a?ggle i H5427-01 EME-BLEND-008
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 unknown6.54 Concentration Rank 1

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

6.54 76.24 ng 3495950 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 390 (6.544 min): BF090892.D (-387) (-) m/z 132.00 100.00%
32
5000 68
96 USSR AR SR A
40 54 || o 15 6.20 6.40 6.60 6.80
Ob el e S5 e e e m/z 68.10 37.28%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BESSEBE AR S A
6.20 6.40 6.60 6.80
31 51 m/z 134.00 33.88%
0"hMH'H'|J”ﬂ|'“'|““'|"“l"'w""w"'l”"l'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
620 6.40 6.60 680
5000 67 m/z 66.10 23.49%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil R e
132 6.20 6.40 6.60 6.80
m/z 96.10 14 .95%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090892.D

Aca On : 28 Oct 2016 2:57

Operator : UM/SJ

Sample : H5427-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 4 Hexadecane Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.73 2.82 ng 121352 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
4 Dodecane., 2-methvl- 184 C13H28 001560-97-0 78
5 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 72

Abundance Scan 756 (10.728 min): BF090892.D (-754) (-) m/z 57.10 100.00%
57
71
5000
99 1040 1060 1080 11.00
113 127 10.40 10.60 10.80 11.00
o 140 195 183 m/z 71.10 75.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73963: Hexadecane
57
43
71
5000 85 SRR LR SR SR
10,40 10.60 10.80 11.00
29 % m/z 43.10 63.55%
OmJLHHH‘MMmmmmm 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 AU UL SRR
71 10.40 10.60 10.80 11.00
5000 g5 m/z 85.10 49.89%
29
o 9 113 127 141 155 169 183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45605: Decane, 2,3,5-trimethyl- ST T T
57 10.40 10.60 10.80 11.00
43 m/z 41.10 25.31%
71
5000 85
99 141
0 ,\,h,\,w,m,,\ Lo R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102716\

Data File : BF090892.D

Aca On - 28 Oct 2016 2:57

Operator : UM/SJ

a?ggle i H5427-01 EME-BLEND-008
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Trichloroacetic acid, hexad... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.79 3.15 ng 143911 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
5 1-Octadecanol 270 C18H380 000112-92-5 90

Abundance Scan 1024 (13.791 min): BF090892.D (-1021) (-) m/z 57.10 100.00%

57 97
43

5000

g

125 B B e
139

153167 193207 230 13.40 13.60 13.80 14.00 14.200
m/z 83.10 98.00%

0!

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

13.40 13.60 13.80 14.00 14.20
m/z 97.10 92.02%

5000

125

139153167181196 224

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57

83 e

97 13.40 13.60 13.80 14.00 14.20

5000 m/z 69.10 83.96%

29 111

125
0 139153167182196210224 252 280

W‘mﬁwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene R B e TR
13.40 13.60 13.80 14.00 14.20

m/z 43.10 81.55%

3

5000

125

g

139154168182196210224238 266
R
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090892.D

Aca On : 28 Oct 2016 2:57

Operator : UM/SJ

Sample : H5427-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Ethanol, 2-(hexadecyloxy)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.42 2.89 ng 132119 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 64
2 Eicosane. 9-cvclohexvl- 364 C26H52 004443-61-2 52
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 49
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 49
5 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 49
Abundance Scan 1079 (14.419 min): BF090892.D (-1074) (-) m/z 57.10 100.00%
57
5000 83 \‘NMW/LJVA“N/ﬂ}\Nwﬁvf&/\V¢j\A
11 LA UL BUMRU BN B
JI (141163 197 237 283 326 397 14.00 14.20 14.40 14.60 14.80
0! l'”".."'|"'.'.'".|...'.|..'..|....I| m/Z 71_10 72_80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #110007: Ethanol, 2-(hexadecyloxy)-
57
5000 85 AR B DR A
14. 00 14. 20 14. 40 14 60 14. 80
31 111 m/z 43.10 63.33%
. Al e 190 224 B8
m/z--> 50 1 150 200 250 300 350 400
Abundance
57
83 LA UL SUARU BN B
14.00 14.20 14.40 14.60 14.80
5000 m/z 69.10 53.13%
111
oL_38 139 167199209 251 280 555 35
m/z--> éo 160 1éo 260 2éo 360 3%0 400
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester A ERmaEmamEs R
43 14.00 14.20 14.40 14.60 14.80
m/z 55.10 51.39%
1 M
5000
97
oL bdf [0 154 188 204 252
m/z--> 50 1& 1% 2& 2m 3& 350 4& 1mmumummmmo
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102716\

Data File : BF090892.D

Aca On - 28 Oct 2016 2:57

Operator : UM/SJ

a?ggle i H5427-01 EME-BLEND-008
ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Heptadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.03 2.60 ng 109257 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Nonadecane 268 C19H40 000629-92-5 86
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86

Abundance Scan 1132 (15.025 min): BF090892.D (-1130) (-) m/z 57.10 100.00%

57
5000

14.80 15.00 15.20 15.40

113
127142 168183 210 276 295

243

0 m/z 71.10 78.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82608: Heptadecane
57
85
5000 LA I L L L L L L L
4 14.80 15.00 15.20 15.40
m/z 85.10 61.79%
113
e rebprbegbdpiogr A9, d07212 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
T
14.80 15.00 15.20 15.40
5000 41 a5 m/z 43.10 50.68%
. M3 141 169 197 %P 353 A,v\/\\wJ\vu/J\V\\,J/N’Vftxhb
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91035: Octadecane AR Baa T e
57 14.80 15.00 15.20 15.40
m/z 99.10 20.09%
4
0 \‘ ‘\ ‘\ L | 1:\I‘-3 J 141 169 197 225 254
e P e e e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102716\

Data File : BF090892.D

Aca On - 28 Oct 2016 2:57

Operator : UM/SJ

a?ggle i H5427-01 EME-BLEND-008
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Oxirane, heptadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.57 3.12 ng 131061 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
2 Octadecanal 268 C18H360 000638-66-4 87
3 1.19-Eicosadiene 278 C20H38 014811-95-1 81
4 Hexadecanal 240 C16H320 000629-80-1 80
5 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 70

Abundance Scan 1180 (15.574 min): BF090892.D (-1177) (-) m/z 57.10 100.00%

7 2

5000

-

137 170 194 218 241259 285 241 15.20 15.40 15.60 15.80
m/z 82.10 93.80%

0!
m/z--> 50 100 150 200 250 300
Abundance #107629: Oxirane, heptadecyl-

%

5000 LA L L L L L L L L L
15.20 15.40 15.60 15.80
110 m/z 43.10 65.47%
L2 6 238 166 10411 236 264282
- T T T T I I I T T I T T T T T T T T I
m/z--> 50 100 150 200 250 300
Abundance
43 82
e
15.20 15.40 15.60 15.80
5000 m/z 96.05 62.62%
110
250
———— |
m/z--> 50 100 150 200 250 300
Abundance #105306: 1,19-Eicosadiene R AR L
55 15.20 15.40 15.60 15.80
82 m/z 83.10 62 .24%
- L\/V\«\/\]\\J\/\\A/\
29 109
oLl h MB7 166 194 222 250 278
—— e e
m/z--> 50 l 150 200 250 300 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102716\

Data File : BF090892.D

Aca On - 28 Oct 2016 2:57

Operator : UM/SJ

a?ggle i H5427-01 EME-BLEND-008
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.79 3.10 ng 130552 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
4 Dodecane. 3-methvl- 184 C13H28 017312-57-1 90
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86
Abundance Scan 1199 (15.791 min): BF090892.D (-1196) (-) m/z 57.10 100.00%
57
4 15,40 15.60 15.80 16.00 16.20
140155 263
S 183 206 227 245 25 25 m/z 71.10 80.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57
85
5000 AR DR B B
15. 40 15 60 15. 80 16 00 16 20
4 m/z 85.10 59.41%
. % | B e 197 225 253268 29
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300
Abundance
57
g5 15,40 15.60 15.80 16.00 16.20
5000 m/z 43.10 46 .94%
41
113
oL 26 141 169 197 205 53 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99487: Octadecane, 2-methyl- I RREEEEEES T
57 15.40 15.60 15.80 16.00 16.20
m/z 99.10 20.57%
5000 4 85
0 I‘ ‘ ullll Hh ‘ 113 | 141 ! 169 197 2%5 253
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300 1540 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102716\

Data File : BF090892.D

Aca On - 28 Oct 2016 2:57

Operator : UM/SJ

a?ggle i H5427-01 EME-BLEND-008
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Vitamin E Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.03 2.34 ng 98311 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vitamin E 430 C29H5002 010191-41-0 87
2 Vitamin E 430 C29H5002 000059-02-9 46
3 1.6-Dimethvill.2.4Ttriazolol3.4-... 165 C6H7N50 1000146-89-4 43
4 2-0xo0-2-phenvlethvl 2.6-dimethox... 300 C17H1605 283170-58-1 28
5 Benzamide, 4-chloro-, o-(2,6-dim... 334 C16H15CIN204 1000263-23-0 25
Abundance Scan 1220 (16.031 min): BF090892.D (-1218) (-) m/z 165.10 100.00%
165
5000
3 208 e " 15,80 1600 1650 16.40
92 121 : : : :
ol 8 2 AR L2320, %0 || e iea a0 050 o
m/z--> 50 100 150 200 250 300 350 400
Abundance #161942: Vitamin E
165
5000
15.80 16.00 16.20 16.40
43 430 m/z 430.40 20.69%
69 136 205
ol38 uy Stug P 1 246 288316344 0 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
165
B R B R R
15.80 16.00 16.20 16.40
5000 430 m/z 166.10 16.17%
43 205
. 71 g5 12115 246 288 316 344 387
m/z--> éo 160 1éo 260 250 360 3éo 460
Abundance #32641: 1,6-Dimethyl[1,2,4]triazolo[3,4-c][1,2,4]triazin-5...
82 165 15.80 16.00 16.20 16.40
42 137 m/z 205.10 9.18%
5000
0 IIII“I""I""I""I"" rrrTrTrTTT T T T T T T UL LU DU DU B
m/z--> 100 150 200 250 300 350 400 15.80 16.00 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102716\

Data File : BF090892.D

Aca On - 28 Oct 2016 2:57

Operator : UM/SJ

a?ggle i H5427-01 EME-BLEND-008
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Octadecanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.52 2.96 ng 124286 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 80
2 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 60
3 E-14-Octadecen-1-ol acetate 310 C20H3802 1000130-94-0 53
4 Dodecane. 6-cvclohexvl- 252 C18H36 013151-86-5 53
5 E-11(13-Methyl)tetradecen-1-ol a... 268 C17H3202 1000130-80-4 46
Abundance Scan 1263 (16.522 min): BF090892.D (-1260) (-) m/z 57.10 100.00%

7 82

S

5000

137 163184 207204 249 278 16.20 16.40 16.60 16.80

0! m/z 82.05 89.29%
m/z--> 50 100 150 200 250 300 350
Abundance #99446: Octadecanal
43 8

16.20 16.40 16.60 16.80
110 m/z 43.10 71.19%

5000 L R

250
LU L0 a0 108 222 B0
oLl ki | h“ﬁ“ﬂ. IR T
m/z--> 50 100 150 200 250 300 350
Abundance
55 82
B A RAREEE RS
16.20 16.40 16.60 16.80
5000 m/z 83.10 64.09%
110
138
0 166 194 222 250 278 2 343366
e e
m/z--> 50 100 150 200 250 300 350
Abundance #123025: E-14-Octadecen-1-ol acetate R R mEEE
s 8 16.20 16.40 16.60 16.80
m/z 96.10 63.06%
5000 250
110
o \ w | 166 104 222 | 977 310
- ‘IIII IIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 1 150 200 250 300 350 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102716\

Data File : BF090892.D

Aca On - 28 Oct 2016 2:57

Operator : UM/SJ

a?ggle i H5427-01 EME-BLEND-008
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 unknownl7.24 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.24 4.53 ng 190559 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 32
2 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 30
3 1.10.25.26-Tetraaza-4.7-dioxatet... 354 C20H26N402 286013-88-5 16
4 Acethvdrazide. 2-(2-allvilphenoxv... 350 C21H22N203 1000267-00-2 14
5 1-[3-(Benzothiazol-2-ylsulfanylm... 329 C17H15N02S2 346642-22-6 11
Abundance Scan 1326 (17.243 min): BF090892.D (-1322) (-) m/z 107.10 100.00%
79 213
303
5000 255 329
73 381 414
) 354 "' 17.00 1720 17.40 17.60
0 1 m/z 43.10 92.71%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #165053: .beta.-Sitosterol acetate
43
5000 LR UL B UL B
ﬂ%ﬂ%ﬂ@ﬂm
‘ Lo 147 396 m/z 105.10 87.90%
o ,\ \ Ll HM Hu Ll ‘HH T3 215 2% 2315 354 | 428456
m/z--> 150 200 250 300 350 400 450
Abundance
43
"' 17.00 1720 17.40 17.60
5000 m/z 145.10 83.13%
81 368
107
145 329 .
. 173 213 247 2751301
miz-> 50 100 150 200 250 300 350 400 450
Abundance #142715: 1,10,25,26-Tetraaza-4,7-dioxatetracyclo[8.7.7.1(1... e RARREEE RS
107 17.00 17.20 17.40 17.60
133 m/z 133.10 75.66%
5000
248 354
2 e
0 "i‘l‘.L...ll‘... s B
m/z--> 50 100 150 200 250 300 350 400 450 17.00 17. 20 17. 40 17. 60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102716\

Data File : BF090892.D

Aca On - 28 Oct 2016 2:57

Operator : UM/SJ

a?ggle i H5427-01 EME-BLEND-008
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 unknownl7.31 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.31 2.52 ng 105942 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-isopropvlidenetri... 204 Cl15H24 1000140-07-7 41
2 1R.4S.7S.11R-2.2.4.8-Tetramethvl... 204 C15H24 1000140-07-6 38
3 9(1HY)-Phenanthrenone. 2.3.4.4a.1... 300 C20H2802 000511-05-7 20
4 2(1H)-Phenanthrenone. 3.4.4a.9.1... 300 C20H2802 006755-93-7 20
5 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 015340-83-7 18
Abundance Scan 1332 (17.311 min): BF090892.D (-1329) (-) m/z 133.10 100.00%
69 109 133 204 285
5000 41
225
175 257 409 e
355376 17.00 17.20 17.40 17.60
0 R e m/z 204.15 99.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204
5000
17.00 17.20 17.40 17.60
123 m/z 69.10 89.92%
) H\\\\\H\H\u.
m/z--> 50 200 250 300 350 400
Abundance
109133 161 204
41 A DA BRI SUMRE B
17.00 17.20 17.40 17.60
5000 69 m/z 285.15 86.92%
OIIIII""I""I""""""""I""III
m/z--> 50 100 150 200 250 300 350 400
Abundance #117812: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexahydro-6...
285 17.00 17.20 17.40 17.60
m/z 109.10 84.06%
5000
21 243
41 69
91 115 ,,,163 189 w
0 |]7|8m| ‘.“lL.”l. ul.\l\ |‘.L‘. IH}?&\.ML#HI.U} H.‘{. JI .ll'. P! S S . e A ma
m/z--> 50 100 150 200 250 300 350 400 ﬂ%ﬂ%ﬂ%ﬂm
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102716\

Data File : BF090892.D

Aca On - 28 Oct 2016 2:57

Operator : UM/SJ

a?ggle i H5427-01 EME-BLEND-008
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 8-Amino-6,7-dimethoxy-4-met... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.44 5.33 ng 223996 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 72
2 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 64
3 1l.4-Naphthoauinone. 6-ethvl-2.5-... 218 C12H1004 013378-87-5 50
4 1.2.3.4-Tetrahvdro-1-phenvl-1.2..._ 218 C17H14 138089-69-7 47
5 _beta.-Amyrin 426 C30H500 000559-70-6 43
Abundance Scan 1343 (17.437 min): BF090892.D (-1340) (-) m/z 218.20 100.00%
218
5000
® Mg WO 720 1740 1760 1780
0 b ot e S m/z 203.10 81.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #67928: 8-Amino-6,7-dimethoxy-4-methylquinoline
218
5000 R SR B SURIURN SUME
17.20 17.40 17.60 17.80
0
104 137 160 m/z 57.10 25.66%
[o) IslhlwIHI?h?wl i“:“: N "‘hl Hi |“‘:!-§|7|‘|‘| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
218
" 17.20 17.40 17.60 17.80
m/z 55.10 20 .88%
5000 190 0
69
o 39 91 115 14746g
mz-> 50 100 150 200 250 300 350 400
Abundance #67867: 1,4-Naphthoquinone, 6-ethyl-2,5-dihydroxy- AN EEa TS e S
218 17.20 17.40 17.60 17.80
m/z 69.10 18.38%
5000
175
L4 Pyt |
mz-> 50 100 150 200 250 300 350 400 " 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102716\

Data File : BF090892.D

Aca On - 28 Oct 2016 2:57

Operator : UM/SJ

a?ggle i H5427-01 EME-BLEND-008
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 unknownl7.54 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.54 4.09 ng 171839 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1S.2S.5R-1.4.4-Trimethviltricvclo... 204 Cl15H24 1000140-07-5 25
2 (-)-Tricvclol6.2.1.0(4.11D)lundec... 204 C15H24 1000154-06-7 25
3 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 22
4 Cvclopropene. 1.3-dimethvl-2.3-b... 204 C7H6F6 054932-73-9 22
5 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 20
Abundance Scan 1352 (17.540 min): BF090892.D (-1349) (-) m/z 204.10 100.00%
135 204 287
109
302
5000 69 3 257
43 160 | 189 | 227 173
17.20 17.40 17.60 17.80
o} m/z 135.10 95 .58%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58760: 1S,2S,5R-1,4,4-Trimethyltricyclo[6.3.1.0(2,5)]dode...

5000

17.20 17.40 17.60 17.80
m/z 133.05 91.16%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
M 105 133148
o1 R R o N NS S NE
55 189 17.20 17.40 17.60 17.80
5000 204 m/z 287.20 86.62%
26 70 162

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58885: 1H-3a,7-Methanoazulene, 2,3,6,7,8,8a-hexahydro-1,4... R e i Raamy

135 17.20 17.40 17.60 17.80

93 m/z 109.10 62.97%
5000 108
41
55 161 204
7 189

o M MMM

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17. 20 17. 40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102716\

Data File : BF090892.D

Aca On - 28 Oct 2016 2:57

Operator : UM/SJ

a?ggle i H5427-01 EME-BLEND-008
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 Anthracene, 9-(2-propenyl)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.67 3.78 ng 159008 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-(2-propenvl)- 218 C17H14 023707-65-5 52
2 2H-Cvclopropalalnaphthalen-2-one... 218 C15H220 006831-17-0 50
3 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 50
4 Indolizine. l-acetvl-2-methvl-6-... 218 C11H10N203 1000071-33-1 50
5 2-Chloro-5,6-dimethyl-1-(2-propy... 218 C12H11CIN2 080276-20-6 43
Abundance Scan 1363 (17.665 min): BF090892.D (-1359) (-) m/z 218.15 100.00%
218

5000

Lol

17.40 17.60 17.80 18.00
o’ m/z 203.10  75.22%

m/z--> 50 100 150 200 250 300 350
Abundance #68277: Anthracene, 9-(2-propenyl)-
218

5000 L e e e  E  EMR e e
17. 40 17. 60 17. 80 1800

189 m/z 109.10 37 .49Y%

101
0 2\\7 1. 6\3 “‘82‘” A \‘ L 122139”‘ 1\‘\35\ \‘\ ‘ \‘
B e e e B e B B e e B e e e e e o
m/z--> 50 100 150 200 250 300 350
Abundance

218
R A M
77 17.40 17.60 17.80 18.00
5000 147 m/z 147.10 37.18%
96
oLty Wl iy gh W00 4L L
m/z--> 50 100 150 200 250 300 350
Abundance #67928: 8-Amino-6, 7-dimethoxy-4-methylquinoline A B B
218 17.40 17.60 17.80 18.00
m/z 69.10 35.65%
5000
160
104 132
L ey
0 I PO PRI TP at L e S
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17. 80 18. OO
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102716\

Data File : BF090892.D

Aca On - 28 Oct 2016 2:57

Operator : UM/SJ

a?ggle i H5427-01 EME-BLEND-008
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 unknownl7.76 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.76 9.03 ng 379854 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-1sopropenvl-3-propenvicvclopen... 150 C11H18 1000192-81-2 43
2 2-Butenal. 2-methvl-4-(2.6.6-tri... 206 C14H220 003155-71-3 41
3 1-Hvdroxvmethvl-5.8.9-endo-10-ex... 236 C16H280 1000140-32-9 38
4 1-Formvl-2.2.6-trimethvl-3-cis-(... 220 C15H240 1000144-10-1 30
5 Androstan-17-one, 16,16-dimethyl... 302 C21H340 056052-96-1 25
Abundance Scan 1371 (17.757 mm) BF090892.D (-1367) (-) m/z 107.10 100.00%
218
245 e
33 424 17140 17.60 17.80 18.00

l 273 |
o Y I I . m/z 81.10 99.81%

m/z--> 50 100 150 200 250 300 350 400
Abundance #22903: 1-lsopropenyl-3-propenylcyclopentane
67 107

41
5000 LA L L L L L L L L L
3 17.40 17.60 17.80 18.00
‘ 135 m/z 95.10 97.81%
o L
m/z--> 50 100 150 200 250 300 350 400
Abundance
107
a g 206 e
135 17.40 17.60 17.80 18.00
5000 163 m/z 109.10 91.42%
oLt ptplhflbitbb b b 4 0 /\/NVXVA}\MWfJVVNV
m/z--> 50 100 150 200 250 300 350 400
Abundance #79977: 1-Hydroxymethyl-5,8,9-endo-10-exo-tetramethyltricy... T
205 17. 40 17. 60 17. 80 18. OO

m/z 218.20 90.03%

5000
109
135
55 ‘ 175
OII\\L\MJ ‘

m/z--> 50 100 150 200 250 300 350 400 17. 40 17. 60 17. 80 18. OO
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102716\

Data File : BF090892.D

Aca On - 28 Oct 2016 2:57

Operator : UM/SJ

a?ggle i H5427-01 EME-BLEND-008
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 7
R.T. EstConc Area Relative to ISTD R.T.
18.18 5.83 ng 245269 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 83
2 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 78
3 3-(3-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 300726-64-1 35
4 2-Methvl-4_ 5-pvrimidinediamine 124 C5H8N4 015579-63-2 35
5 Bicyclo[2.2.2]octane-1,4-diol, d... 226 C12H1804 010364-35-9 35
Abundance Scan 1408 (18.180 min): BF090892.D (-1405) (-) m/z 124.10 100.00%
4
17,80 18.00 18.20 18140
(o} m/z 43.10 60.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #111021: Testosterone
124 288
5000 246 L IR SO BRI UL B
o1 147 17.80 18.00 18.20 18.40
Al 67 203 m/z 55.10 39.27%
o .“H‘i“!“ﬂﬁ?““. I\\“ .“2.%‘.6.““‘;26!8. ‘; e E
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
17.80 18.00 18.20 1840
5000 m/z 57.10 37 .69%
288
o 147 246
174 203
L L (L L W UL LB B
m/z--> 50 100 150 200 250 300 350 400
Abundance #110774: 3-(3-Fluoroanilino)-1-(3-nitrophenyl)-1-propanone R REmEE e
124 17.80 18.00 18.20 18.40
m/z 229.10 36.55%
5000
95 288
ol 20 PPy 120 177108 223 258
m/z--> 5'0 1(')0 1&'30 2(')0 251;0 3(')0 3&'30 4(')0 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102716\

Data File : BF090892.D

Aca On - 28 Oct 2016 2:57

Operator : UM/SJ

a?ggle i H5427-01 EME-BLEND-008
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 2-Methyl-3-(3-methyl-but-2-_.._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.98 13.17 ng 554013 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-3-(3-methvl-but-2-envl)... 222 C15H260 1000144-10-2 60
2 5-Bromo-4-o0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 59
3 Cvclohexane. 3.4-bis(l-methvleth._.. 192 C14H24 061142-74-3 53
4 Cvclohexane. 1.1-dimethvl-2.4-bi... 192 C14H24 062337-98-8 53
5 (7,7-Dimethyl-2-oxobicyclo[2.2.1... 246 C11H1804S 1000197-55-6 42
Abundance Scan 1478 (18.980 min): BF090892.D (-1472) (-) m/z 95.10 100.00%
69 9
5000
215 o5 413 | 1860188019.001920
o /T UMM 44 M m/z 69.10 82.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #71024: 2-Methyl-3-(3-methyl-but-2-enyl)-2-(4-methyl-pent-...
69
5000 UV SRR S R
109 18.60 18.80 19.00 19.20
m/z 96.05 78.83%
135
. \\ \H \H 161191 239
m/z--> 50 100 150 200 250 300 350 400
Abundance
109
45 R A BN UL B
137 218 18.60 18.80 19.00 19.20
5000 28 m/z 109.10 78.16%
160
189
0"'I""I""""""""""""I"
m/z--> 50 100 150 200 250 300 350 400
Abundance #50588: Cyclohexane, 3,4-bis(1-methylethenyl)-1,1-dimethyl- R REmEE e
69 18.60 18.80 19.00 19.20
41 m/z 81.10 77 .76%
93
5000 121
149 177
m/z--> 50 100 150 200 250 300 350 400 18.60 18.80 19.00 19.20

8270-BF102616.-M Fri Oct 28 17:31:43 2016 Page: 21



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF102716\

BF090892.D

28 Oct 2016 2:57

UM/SJ

H5427-01 EME-BLEND-008
25 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L
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 3

R.T. EstConc Area Relative to ISTD R.T.
19.14 16.51 ng 694465 Perylene-d12 15.35
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 3.7-Decadivne. 2.2.5.5.6.6.9.9-0... 246 C18H30 017553-35-4 42
3 2-(4a.8-Dimethvl-6-0x0-1.2.3.4.4... 234 C15H2202 1000190-21-8 41
4 Cvclohexane. 1.1-dimethvl-2.4-bi... 192 C14H24 062337-98-8 38
5 2,4a,8,8-Tetramethyldecahydrocyc... 206 C15H26 074022-04-1 38

Abundance Scan 1492 (19.140 min): BF090892.D (-1486) (-) m/z 69.10 100.00%
o | | 5 100 T00 e
o e m/z 95.10 95.38%
m/z--> 50 100 150 200 250 300 350
Abundance #67072: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan
109
45
137 218
5000 78 A AR LA B
160 18:80 19.00 19.20 19.40
m/z 109.10 75.35%
H 189
o h h ALy A \\‘ e
m/z--> 50 1 250 300 350
Abundance
81 123
18.80 19.00 19.20 19.40
50000 41 m/z 81.10 74.04%
149
60, | 1105 189 231
[ e e o e e Y LA e e e e e e e e e NN e e e B S
m/z--> 5|0 lCI)O 150 200 250 300 3%0
Abundance #78609: 2—(4a,8—Dimethy|—6—0x0—l,2,3,4,4a,5,6,8a—0ctahydr0... LI L I B B B
4 5 191 18.80 19.00 19.20 19.40
69 123 m/z 123.10 73.93%
5000
161
o |%Al {2]@\ —————————— T
m/z--> 50 100 15l O 200 250 300 350 18. 80 19. 00 19 20 19. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102716\

Data File : BF090892.D

Acq On : 28 Oct 2016 2:57 Instrument :
Operator : UM/SJ BNA_F

Sample - H5427-01 ClientSampleld :
Misc - EME-BLEND-008
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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]
2-Pentanone, 4-hy... 4 .93 16.1 ng 739737 1 6.77 917130 20.0
unknown6 .54 6.54 76.2 ng 3495950 1 6.77 917130 20.0
Hexadecane 10.73 2.8 ng 121352 4 11.30 861457 20.0
Trichloroacetic a... 13.79 3.1 ng 143911 5 13.93 914424 20.0
Ethanol, 2-(hexad... 14.42 2.9 ng 132119 5 13.93 914424 20.0
Heptadecane 15.03 2.6 ng 109257 6 15.35 841100 20.0
Oxirane, heptadecyl- 15.57 3.1 ng 131061 6 15.35 841100 20.0
Heneicosane 15.79 3.1 ng 130552 6 15.35 841100 20.0
Vitamin E 16.03 2.3 ng 98311 6 15.35 841100 20.0
Octadecanal 16.52 3.0 ng 124286 6 15.35 841100 20.0
unknownl7 .24 17.24 4.5 ng 190559 6 15.35 841100 20.0
unknownl17.31 17.31 2.5 ng 105942 6 15.35 841100 20.0
8-Amino-6,7-dimet... 17.44 5.3 ng 223996 6 15.35 841100 20.0
unknownl7 .54 17.54 4.1 ng 171839 6 15.35 841100 20.0
Anthracene, 9-(2-... 17.67 3.8 ng 159008 6 15.35 841100 20.0
unknownl7.76 17.76 9.0 ng 379854 6 15.35 841100 20.0
Testosterone 18.18 5.8 ng 245269 6 15.35 841100 20.0
2-Methyl-3-(3-met... 18.98 13.2 ng 554013 6 15.35 841100 20.0
5-Bromo-4-oxo0-4,5... 19.14 16.5 ng 694465 6 15.35 841100 20.0
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