LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093497.D

Aca On : 10 Mar 2017 1:19

Operator : SJ/MA

Sample : 12155-01

Misc :

ALS Vial : 17 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-BF030717.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 1.932 3 4 20 rvB 92284 225864 1.15% 0.238%
2 3.590 142 149 152 rBVY 7407676 19589103 100.00% 20.613%
3 4.904 262 264 276 rBV 958053 1802213 9.20% 1.896%
4 5.350 300 303 325 rBVY 5200786 6161705 31.45% 6.484%
5 6.413 393 396 398 rBVY 5177261 6437136 32.86% 6.773%
6 6.527 403 406 408 rBVY 5282915 5896078 30.10% 6.204%
7 6.744 424 425 428 rBV 881015 1239541 6.33% 1.304%
8 6.904 437 439 442 rBV 4510161 4231015 21.60% 4_.452%
9 7.327 473 476 478 rBV 3969647 4192005 21.40% 4.411%
10 8.036 536 538 541 rBVY 1891787 1673301 8.54% 1.761%

11 9.110 629 632 634 rBVY 5592389 5438008 27.76% 5.722%
12 9.510 665 667 669 rBV 1494571 1264387 6.45% 1.330%
13 9.785 689 691 693 rBVY 1988493 1789471 9.14% 1.883%
14 10.573 758 760 763 rBV2 2416787 3181929 16.24% 3.348%
15 10.688 768 770 774 rBV 226987 286216 1.46% 0.301%

16 11.271 819 821 823 rBV 1768092 1774268 9.06% 1.867%
17 11.808 866 868 873 rBv2 314740 420287 2.15% 0.442%
18 11.945 877 880 886 rBv3 208088 353056 1.80% 0.372%
19 12.414 919 921 924 rBV 224150 270613 1.38% 0.285%
20 12.516 926 930 935 rBV 634872 1077052 5.50% 1.133%

21 12.859 957 960 962 rBV 3462217 4720625 24.10% 4._.967%
22 13.236 991 993 995 rBvV2 260479 329782 1.68% 0.347%
23 13.351 1001 1003 1005 rVvv 201938 289833 1.48% 0.305%
24 13.751 1035 1038 1041 rBV 344008 482133 2.46% 0.507%
25 13.911 1050 1052 1054 rVvVv 1228758 1187727 6.06% 1.250%

26 14.379 1089 1093 1101 rBV2 339702 790196 4._.03% 0.831%
27 14.722 1121 1123 1125 rVB 203017 219725 1.12% 0.231%
28 14.859 1133 1135 1139 rBV3 126872 257107 1.31% 0.271%
29 14.928 1139 1141 1142 rVV 150040 203820 1.04% 0.214%
30 14.962 1142 1144 1146 rVV 744712 891903 4 _55% 0.939%

31 15.202 1163 1165 1170 rBV2 163789 257286 1.31% 0.271%
32 15.317 1172 1175 1180 rVB 865944 1151457 5.88% 1.212%
33 15.614 1198 1201 1205 rVvV 143975 243590 1.24% 0.256%
34 15.705 1206 1209 1211 rVB 331551 554473 2.83% 0.583%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093497.D

Aca On : 10 Mar 2017 1:19

Operator : SJ/MA

Sample : 12155-01

Misc :

ALS Vial : 17 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-BF030717.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.762 1211 1214 1216 rBV 120851 237220 1.21% 0.250%

36 15.945 1227 1230 1236 rVB2 210028 404965 2.07% 0.426%
37 16.642 1288 1291 1296 rBV4 106955 309190 1.58% 0.325%
38 16.768 1299 1302 1306 rBV3 78831 200147 1.02% 0.211%
39 17.145 1330 1335 1342 rBV 798796 2682504 13.69% 2.823%
40 17.317 1347 1350 1353 rVB 239818 469761 2.40% 0.494%

41 17.431 1356 1360 1363 rBVY 197803 544596 2.78% 0.573%
42 17.545 1367 1370 1374 rBV2 287372 833580 4.26% 0.877%
43 17.637 1374 1378 1385 rVB4 373237 1438559 7.34% 1.514%
44 17.854 1393 1397 1398 rBVY 295799 686723 3.51% 0.723%
45 17.980 1405 1408 1411 rBV2 164277 417025 2.13% 0.439%

46 18.060 1411 1415 1420 rVB 379444 1073141 5.48% 1.129%
47 18.837 1477 1483 1491 rBV 524695 2156199 11.01% 2.269%
48 19.008 1491 1498 1509 rVB 1344694 4698087 23.98% 4.944%

Sum of corrected areas: 95034602
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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

Z:\HPCHEMI\BNA F\DATA\BF030917\

BF093497.D

10 Mar 2017 1:19

SJ/MA

12155-01

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000
1.93

TIC: BF093497.D
59

4.90

5.35

6.43:53

6.74

|

6.90

7.33

oFr—

Time-->  2.00

T
4.50 5.00

2.50

3.00

5.50

6.00

6.50

Abundance
7000000

6000000
5000000
4000000
3000000
8.

2000000

1000000

TIC: BF093497.D

9.11

10.57
04

0.69

11.27

11.83 o4

12.52
12.4

12.86

13.23.35

Or——
Time-->

9.50 10.00 10.50 11.00

11.50

12.00

12.50

13.00

13.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF093497.D

Time-->

14.00

16.00 16.50

14.50

15.00 15.50

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093497.D

Aca On : 10 Mar 2017 1:19

Operator : SJ/MA

Sample : 12155-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.90 29.08 ng 1802210 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 53
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 264 (4.904 min): BF093497.D (-262) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
4.60 4.80 5.00 5.20

ey 520 671 881e11 | 25510 55, 80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-

43.0

5000 e
4.60 4.80 5.00 5.20

59.0 m/z 101.10 15.53%

101.0
QQ%mu‘mo‘ 67.0 830 910 |
Sy 22 HOTE PS5 U1 S £ Sl S\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
_'_'_'—I_'_'_'_'—I_'_r

4.60 4.80 5.00 5.20

5000 m/z 58.10 15.17%
41.0
50.0 73.0 86.0
i i e o o B o B L e o A
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.68%
5000
410 101.0
31.0
S N WIS I O AN AN NN (RS I S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093497.D

Aca On : 10 Mar 2017 1:19

Operator : SJ/MA

Sample : 12155-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 unknown6.53 Concentration Rank 2

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

6.53 95.13 ng 5896080 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 406 (6.527 min): BF093497.D (-403) (-) m/z 132.10 100.00%
131
5000 68.0
%0 L s T ok ok ok
0! e A o e o m/z 68.05 40.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
=000 i e o
0 70 7o m/z 134.10  33.37%
S | Y POV XY O P
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 26.11%
104.0
270 510 %00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R RREEEEEEEEs RSy
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.68%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093497.D

Aca On : 10 Mar 2017 1:19

Operator : SJ/MA

Sample : 12155-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 9-Hexadecenoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.52 12.14 ng 1077050 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid 254 C16H3002 002091-29-4 87
2 Oleic Acid 282 C18H3402 000112-80-1 86
3 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 86
4 15-Tetracosenoic acid. methvl es... 380 C25H4802 002733-88-2 86
5 3-Bromobenzoic acid, tridecyl ester 382 C20H31Br02 1000281-94-9 58

Abundance Scan 930 (12.516 min): BF093497.D (-926) (-) m/z 55.10 100.00%

54.1

:

5000 83.1
111.1
12.20 12.40 12.60 12.80
137.1 165.2 221.2 264.3
bbb et 2oL 2OdS o m/z 41.10 68.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90859: 9-Hexadecenoic acid

%

12.20 12.40 12.60 12.80
m/z 69.10 58.31%

5000

138.0 165.0 194.0 236.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
e
83.0 12.20 12.40 12.60 12.80
5000 m/z 43.10 56.41%
220 111.0
’ 264.0

138.0 165.0 104.0 222.0

mmrmmmmw’m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90865: Hexadecenoic acid, Z-11- I B A
12.20 12.40 12.60 12.80

m/z 83.10 42 _.53%

-

5000

5

12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093497.D

Aca On : 10 Mar 2017 1:19

Operator : SJ/MA

Sample : 12155-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Heptafluorobutanoic acid, h... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.75 8.12 ng 482133 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
3 1-Eicosene 280 C20H40 003452-07-1 90
4 Cvclopentadecane 210 C15H30 000295-48-7 89
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 83
Abundance Scan 1038 (13.751 min): BF093497.D (-1035) (-) m/z 57.10 100.00%
51.1

5000

-

13.40 13.60 13.80 14.00
m/z 43.10 78.48%

139.1 168.2189.1210.2 253.3 280.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0

83.0

%

5000 LA L L L L L LB L L B
13.40 13.60 13.80 14.00
20.0 m/z 55.10 61.79%
, -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
A mma s
83.0 13.40 13.60 13.80 14.00
5000 m/z 83.10 56.03%
111.0
29.0 139.0 1650  210.0 238.0 283.0
WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106396: 1-Eicosene R e EEaE L
43.0 13.40 13.60 13.80 14.00
83.0 m/z 71.10 51.63%
5000
139.0 280.0
Ll © 167.0 209.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13 60 13. 80 14. 00

8270-BF030717.M Fri Mar 10 15:31:33 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093497.D

Aca On : 10 Mar 2017 1:19

Operator : SJ/MA

Sample : 12155-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Trichloroacetic acid, hexad... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.38 13.31 ng 790196 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 Cvclotetradecane 196 C14H28 000295-17-0 92
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Cvclooctacosane 392 C28H56 000297-24-5 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 91
Abundance Scan 1093 (14.379 min): BF093497.D (-1089) (-) m/z 57.10 100.00%
51.1
97.1
5000
LSRR BN IR B B
39.2 14.00 14.20 14.40 14.60
Ot p [)%1682 2071 2831231 8974 p U310 85.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0
5000 U UL BN B U B
14. oo 14 20 14.40 14.60
250 m/z 55.10 85.29%
“ \‘H \\‘\ HH\ \1550 19602250 e
m/z--> 50 200 250 300 350 400
Abundance
55.0
14.00 14.20 1440 1460
5000 970 m/z 83.10 71.86%
24.0 126.0 196.0 LJM/—VvaMJALV~w¢ﬁAxA4«
m/z--> ' "55" "166 B 150"' éod B ésd B éod B ééd B 260
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester A REams Rmma s
43.0 14.00 14.20 14.40 14.60
m/z 69.10 64 .56%
B Il WL/KA/
LA [0 1600 9100 2520
m/z--> 50 160 1%0 200 250 360 350 400 1400 1420 1440 14%0 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093497.D

Aca On : 10 Mar 2017 1:19

Operator : SJ/MA

Sample : 12155-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.96 15.49 ng 891903 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 87
3 Eicosane 282 C20H42 000112-95-8 86
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 1144 (14.962 min): BF093497.D (-1142) (-) m/z 57.10 100.00%
57.1
5000 85.1
13. 11 41 2 14.60 14.80 15.00 15.20
|, AL ]1 c1092197.32252 2690 | m/z 71.10 60.23%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57.0
5000 U AR SR SR
85.0 14,60 14.80 15.00 15.20
m/z 43.10 59.05%
290/ || 113.0141.0169.0197.0225.0253.0281.0 323.0351.0380.0
m/z--> 50 160 150 200 250 300 350
Abundance
57.0
1460 14.80 15.00 15.20
5000 85.0 m/z 85.10 42 .53%
29.0
113.0141.0169.0197.0225.0253.0281.0309.0338.0
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane R AR REaasw
57.0 14.60 14.80 15.00 15.20
m/z 55.10 19.17%
5000
85.0
| ‘ | | }13014101690 282.0
m/z--> 50 100 150 200 250 300 350 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093497.D

Aca On : 10 Mar 2017 1:19

Operator : SJ/MA

Sample : 12155-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Pentadecane, 8-heptyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.71 9.63 ng 554473 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Docosane. 9-butvl- 366 C26H54 055282-14-9 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 1209 (15.705 min): BF093497.D (-1206) (-) m/z 57.10 100.00%
57.1
2000 \/\Q/\A/J\LNA
%01 1540 15,60 15,80 1600 |
141.2 - - - -
ok L1} .1.11, Loiopn, 2902 2832831 S22 m/z 71.10 63.01%
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl-
57.0
5000 LRI B UL S SRR
1540 15.60 15.80 16.00
m/z 43.10 50.09%
270 ‘ 99.0 210.0
POl Ly M0ame0 a0 0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
15.40 15.60 15.80 16.00 |
5000 m/z 85.10 45_.01%
99.0
27,0 141.0 1830 2250 281.0 337.0  394.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #115570: Heneicosane B R R R
57.0 15.40 15.60 15.80 16.00
m/z 55.10 20.77%
99.0
270) | | | ,\ | 1410 183.0 2250 266,0296.0
m/z--> 50 100 150 200 250 300 350 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093497.D

Aca On : 10 Mar 2017 1:19

Operator : SJ/MA

Sample : 12155-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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.
15.95 7.03 ng 404965 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vitamin E 430 C29H5002 000059-02-9 94
2 Vitamin E 430 C29H5002 010191-41-0 94
3 4-Amino-3-methoxypvrazolol3.4-d1... 165 C6H7N50 111375-22-5 59
4 _alpha.-Tocopherol-_beta.-D-mann... 592 C35H6007 1000156-68-2 52
5 Propanenitrile, 3-[methyl(4-nitr... 205 C10H11N302 097473-81-9 42
Abundance Scan 1230 (15.945 min): BF093497.D (-1227) (-) m/z 165.10 100.00%
165.1
5000 J\\\‘
43.1 NN RS BN I
205.2 430.5 15.60 15.80 16.00 16.20
121.1
g 2L | 1T awsazes2 1 soU164.10  33.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161945: Vitamin E
165.0
5000 430.0 A AR IR AR AR
15.60 15.80 16.00 16.20
43.0 m/z 43.10 16.34%
080 20| "0 aae0 280 saa0 sro |
m/z--> 50 100 150 200 250 300 350 400
Abundance
165.0 430.0
15,60 15.80 16.00 16,20
5000 m/z 166.10 12.23%
43.0
81.0 121.0 205.0 302.0 344.0
m/z--> éo 160 1éo 260 250 360 3éo 460
Abundance #32620: 4-Amino-3-methoxypyrazolo[3,4-d]pyrimidine I e
165.0 15.60 15.80 16.00 16.20
m/z 430.50 12.01%
5000
67.0
108.0
] T A T T e T e Y e
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20

8270-BF030717.M Fri Mar 10 15:31:35 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093497.D

Aca On : 10 Mar 2017 1:19

Operator : SJ/MA

Sample : 12155-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 _gamma.-Sitosterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.15 46.59 ng 2682500 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 99
3 Stiamasterol. 22.23-dihvdro- 414 C29H500 1000214-20-7 78
4 Erqost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 70
5 Campesterol 400 C28H480 000474-62-4 62

Abundance Scan 1335 (17.145 min): BF093497.D (-1330) (-) m/z 43.10 100.00%

431

5000
213.2

-

255.3 303.3

4 381.4414.5 16.80 17.00 17.20 17.40
m/z 55.10 65.07%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #159285: .gamma.-Sitosterol JJJ\\M\I
43.0
5000 81.0 UV A DU B I

16.80 17.00 17.20 17.40
m/z 57.10 58.95%

?

m/z--> 0
Abundance
43.0
e B
16.80 17.00 17.20 17.40
5000 81.0 m/z 107.10 52.57%
145.0 414.0
213.0
) 255.0 329.0
1130, | (1780 289.0 381.0
T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #159291: Stigmasterol, 22,23-dihydro- R EEEma S B
43.0 16.80 17.00 17.20 17.40
m/z 81.10 46.87%
414.0
105.0
145.0 320.0
— .’,. Il b b 7802150 2730, PRLD 38LQ | e
m/z--> 0 50 100 150 200 250 300 350 400 16. 80 17. 00 17. 20 17. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093497.D

Aca On : 10 Mar 2017 1:19

Operator : SJ/MA

Sample : 12155-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Anthracene, 9-(2-propenyl)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.32 8.16 ng 469761 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-(2-propenvl)- 218 C17H14 023707-65-5 58
2 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 53
3 Olean-12-ene 410 C30H50 000471-68-1 47
4 2H-Cvclopropalalbenzofuran. 4.5.... 218 C15H220 102681-49-2 35
5 5-Methanesulfonyl-3-methoxy-isot... 218 C6H6N203S2 157138-41-5 35
Abundance Scan 1350 (17.317 min): BF093497.D (-1347) (-) m/z 218.25 100.00%
218.3
5000
55.1  109.1
161.2 17.00 17.20 17.40 17.60
2691 409.3 m/z 203.20 85.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #68277: Anthracene, 9-(2-propenyl)-
218.0
5000 U R B B
17.00 17.20 17.40 17.60
m/z 55.10 29 .58%
270 630 10\1'\0 ! ?0 | \‘
miz--> 50 100 150 200 250 300 350 400
Abundance
218.0
17.00 17.20 17.40 17.60
5000 m/z 109.10 26.41%
1040 1600
51.0
mz-> 50 100 150 200 250 300 350 400
Abundance #158507: Olean-12-ene B BEmma B B
218.0 17.00 17.20 17.40 17.60
m/z 95.10 26.26%
5000
41.0
135.0 177.
“ U M Lo e L 200 seso 4100 e
m/z--> 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60

8270-BF030717.M Fri Mar 10 15:31:36 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093497.D

Aca On : 10 Mar 2017 1:19

Operator : SJ/MA

Sample : 12155-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 1,4-Dimethyl-8-isopropylide... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.43 9.46 ng 544596 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-i1sopropvlidenetri... 204 C15H24 1000140-07-7 58
2 Aciphvllene 204 C15H24 087745-31-1 55
3 Naphthalene. 1.2.3.5.6.7.8.8a-0oc... 204 C15H24 004630-07-3 49
4 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 49
5 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 49
Abundance Scan 1360 (17.431 mm) BF093497.D (-1356) (-) m/z 204.20 100.00%
135.2 204.
5000
wes a4l | 70 1740 1760 1780
m/z 135.15 86 .00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10..
204.0
5000 LR SR IR UL
95.0 161.0 17.20 17.40 17.60 17.80
41.0 M ‘ m/z 55.10 74 .87%
; I‘\ I\‘I\‘\I ‘U R :UH“NIOI IHIHI ‘. ——— ——— ——— T
m/z--> 50 100 150 200 250 300 350 400
Abundance
95.0
147.0 189.0 1720 17.40 17.60 17.80
5000 m/z 95.10 66.31%
55.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #58892: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet... R AR RRRES T
161.0 204.0 17.20 17.40 17.60 17.80
41.0 m/z 133.10 65.73%
5000 79.0
ngo
ILI{ “ “::kul —— ———T —— T R A BEREE maE e L
m/z--> 200 250 300 350 400 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093497.D

Aca On : 10 Mar 2017 1:19

Operator : SJ/MA

Sample : 12155-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 2(1H)Naphthalenone, 3,5,6,7... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.55 14.48 ng 833580 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 89
2 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 70
3 2.3-Diethoxvauinoxaline 218 C12H14N202 057050-66-5 58
4 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 58
5 8-Amino-6,7-dimethoxy-4-methylqu... 218 C12H14N202 1000213-07-2 58
Abundance Scan 1370 (17.545 min): BF093497.D (-1367) (-) m/z 218.25 100.00%
218.3
5000
2573 17.20 17.40 17.60 17.80
3002 3411 4114 m/z 203.20  70.40%
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...
218.0
41.0 91.0 133.0
5000 175.0 R SRR SRR DA BN I
17.20 17.40 17.60 17.80
m/z 69.10 29.57%
.“H“.‘.“.‘:,‘....,.... T
m/z--> 50 100 150 200 250 300 350 400
Abundance
218.0
41.0 17.20 17.40 17.60 17.80
5000 175.0 m/z 95.10 27.08%
79.0
135.0
mz-> 50 100 150 200 250 300 350 400
Abundance #67911: 2,3-Diethoxyquinoxaline R AEma T L
218.0 17.20 17.40 17.60 17.80
m/z 55.10 23.73%
5000 134.0
75.0
29.0 900 \ J ‘
|d||||“|M‘| \\‘\\JJ\ F—— T e R
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80

8270-BF030717.M Fri Mar 10 15:31:38 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093497.D

Aca On : 10 Mar 2017 1:19

Operator : SJ/MA

Sample : 12155-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 unknownl7.64 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.64 24.99 ng 1438560 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 49
2 1-Hvdroxvmethvl-5.8.9-endo-10-ex... 236 C16H280 1000140-32-9 43
3 6.10-Dimethvl-3-(1-methvlethvlid... 206 C15H26 069239-71-0 41
4 4-(1.5-Dimethvlhex-4-envcvcloh... 206 C14H220 001723-80-4 38
5 1-Oxaspiro[2.5]octane, 5,5-dimet... 206 C14H220 1000195-92-1 30
Abundance Scan 1378 (17.637 min): BF093497.D (-1374) (-) m/z 109.10 100.00%
109.1 205
5000
2452 B133 o0 400.4 " 17.40 17.60 17.80 18.00
L m/z 205.20 92.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #160960: Lup-20(29)-en-3-one
124.0 205.0
424.0
5000 a0 1760 1780 18,00
61.0 2450 3140 m/z 81.10 92.06%
L o
— ﬁ“‘.“.‘.‘,“.‘l ‘.“.‘,‘. b A PARPTRIVERSNE
m/z--> 50 100 150 200 250 300 350 400
Abundance
205.0
" 17.40 17.60 17.80 18.00
5000 m/z 218.20 90.63%
109.0
149.0
55.0
mz-> 50 100 150 200 250 300 350 400
Abundance #60314: 6,10-Dimethyl-3-(1-methylethylidene)-1-cyclodecene
41.0 840 17.40 17.60 17.80 18.00
m/z 95.10 86.72%
121.0
5000
e
"hHJ' '|""'lj"1|""'| UL UL SRR SR LR B BN SURIURN SUMS
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00

8270-BF030717.M Fri Mar 10 15:31:39 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093497.D

Aca On : 10 Mar 2017 1:19

Operator : SJ/MA

Sample : 12155-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 unknownl7.85 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.85 11.93 ng 686723 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Oxabicvclol4.1.01lheptane. 2.2.... 218 C15H220 070038-20-9 46
2 1-Formvl-2.2.6-trimethvl-3-cis-(... 220 C15H240 1000144-10-1 42
3 1-Naphthalenecarboxvlic acid. de... 316 C21H3202 001235-39-8 42
4 Cvclopropaldlnaphthalen-2(4aH)-o... 204 C14H200 004677-90-1 38
5 Cyclohexanone, 2,3,3-trimethyl-2... 206 C14H220 069296-90-8 38
Abundance Scan 1397 (17.854 min): BF093497.D (-1393) (-) m/z 95.10 100.00%
55.1 931 1359 1892
5000
" 17.60 17.80 18.00 18.20
g m/z 189.20 89.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #68231: 7-Oxabicyclo[4.1.0]heptane, 2,2,6-trimethyl-1-(3-m
43.0
119.0
5000 LRI SURLR SR UM
218.0 17.60 17.80 18.00 18.20
‘ 79. 175.0 ‘ m/z 55.10 85.01%
H. l\ I\\‘\I“‘L Hl‘\u M H\ HH " Ly I R A Banans s
m/z--> 50 100 200 250 300 350 400
Abundance
69.0
121.0 17,60 17.80 18.00 18.20
5000 m/z 135.10 83.09%
162.0  220.0
mz-> 50 100 150 200 250 300 350 400
Abundance #126231: 1- Naphthalenecarboxyllc acid, decahydro-1,4a-dime... L e e
121. 316.0 17.60 17.80 18.00 18.20
m/z 93.10 81.80%
5000
miz--> 50 100 150 200 250 300 350 400 17,60 17.80 18.00 18.20

8270-BF030717.M Fri Mar 10 15:31:39 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093497.D

Aca On : 10 Mar 2017 1:19

Operator : SJ/MA

Sample : 12155-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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-Cyclohexene-1-carboxaldeh... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

17.08 7.24ang 417025  Perylene-di2 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Cvclohexene-1-carboxaldehvde. ... 220 C15H240 056772-07-7 55

054482-31-4 52
230646-72-7 35
020536-40-7 25
000074-39-5 22

-Homoandrostane. (5.alpha..13.a... 274 C20H34
.9-Decatriene. 2.3.5.8-tetram... 192 C14H24
vclol2.2.11Theptane. 2.2.3-tri... 138 C10H18
-Benzenediol, 4-[(4-nitrophen... 259 C12H9N304

WO IO

Abundance Scan 1408 (17.980 min): BF093497.D (-1405) (-) m/z 95.10 100.00%
1 259.3

5000

17.60 17.80 18.00 18.20
m/z 259.30 92.77%

86.3313.3 341.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #69579: 2-Cyclohexene-1-carboxaldehyde, 2,6-dimethyl-6-(4-...
69.0 109.0

5000
17.60 17.80 18.00 18.20

m/z 55.10 79.41%

137.0162.0 205.0

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

55.0 95.0 250.0

17.60 17.80 18.00 18.20
m/z 69.10 75.50%

5000 149.0

121.0 217.0

177.0

mﬁmﬂvmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #50582: 1,5,9-Decatriene, 2,3,5,8-tetramethyl- R REmEE e
17.60 17.80 18.00 18.20
m/z 134.10 69.08%

41.0 69.0

95.0
5000

137.0
H ‘ ‘ }L \H ull H \ \ﬂ 1710

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. 60 17. 80 18 00 18. 20

8270-BF030717.M Fri Mar 10 15:31:40 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093497.D

Aca On : 10 Mar 2017 1:19

Operator : SJ/MA

Sample : 12155-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Stigmast-4-en-3-one Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.06 18.64 ng 1073140 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamast-4-en-3-one 412 C29H480 001058-61-3 93
2 2-Cvclohexen-1-one. 4-hvdroxv-3.... 222 C13H1803 007070-24-8 49
3 Atropine 289 C17H23NO3 000051-55-8 49
4 Prean-4-ene-3.20-dione. (9.beta.... 314 C21H3002 002755-10-4 47
5 Phosphonic acid, 2-phenylethenyl... 290 C15H1504P 330855-58-8 47
Abundance Scan 1415 (18.060 min): BF093497.D (-1411) (-) m/z 124.10 100.00%
124.1
so00] 431 VV/L\
—v—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—ﬁ
289.4 5574 3704 412.4 17.80 18.00 18.20 18.40
m/z 43.10 50.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158845: Stigmast-4-en-3-one
124.0
43.0
5000 229.0 412.0 17,80 18.00 18.20 18.40
81.0 289.0 00 m/z 229.20 36.30%
61.0 :
.‘M“‘ R [T A - | - ‘\ \‘ 3270| ; l — II l‘.
m/z--> 50 100 150 200 250 300 350 400
Abundance
124.0
" 17.80 18.00 18.20 1840
5000 m/z 55.10 32.22%
43.0 166.0
77.0 222.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #111483Atr0p|ne LI L L B
124.0 17.80 18.00 18.20 18.40
m/z 41.10 23.93%
>0 28.0 50 W
ﬂni | 167.0 229.0 2890
m/z--> 50 100 150 200 250 300 350 400 17,80 18.00 18.20 18.40

8270-BF030717.M Fri Mar 10 15:31:41 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093497.D

Aca On : 10 Mar 2017 1:19

Operator : SJ/MA

Sample : 12155-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 unknownl18.84 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

18.84 37.45 ng 2156200 Perylene-di12 15.32

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Theptane-1-methanes... 232 C10H1604S 005872-08-2 44
2 Imidazole. 4-methyl-5-13.3.3-tri... 234 C10H13F3N20 1000129-15-8 38
3 Propionitrile. 2-(3-fluorophenvl... 275 C13H14FN50 341500-82-1 35
4 3-Cvclopentvlpropionic acid. but... 194 C12H1802 1000292-46-4 35
5 Naphthalene, decahydro-1,2-dimet... 166 C12H22 003604-14-6 30

Abundance Scan 1483 (18.837 min): BF093497.D (-1477) (-) m/z 95.10 100.00%

5000

-

M35 4704 18.60 18.80 19.00 19.20
' m/z 69.10 88.40%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #77050: Bicyclo[2.2.1]heptane-1-methanesulfonic acid, 7,7-...
109.0
151.0
5000 LA L L L L L
67 18.60 18.80 19.00 19.20
' m/z 96.10 81.05%
il
s TR UL —
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
95.0
AR R
18.60 18.80 19.00 19.20
5000 m/z 55.10 76.14%
42.0
136.0 234.0
e s L B anan s B S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #103343: Propionitrile, 2-(3-fluorophenylhydrazono)-3-imin... R e A e S S
95.0 165.0 18.60 18.80 19.00 19.20
m/z 109.10 72.64%
5000 42.0
il L)
m/z--> 0 50 100 150 200 250 300 350 400 450 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093497.D

Aca On : 10 Mar 2017 1:19

Operator : SJ/MA

Sample : 12155-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 unknownl19.01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.01 81.60 ng 4698090 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 35
2 1-Formvl-2.2-dimethvl-3-trans-(3... 220 C15H240 1000144-09-7 30
3 Humulane-1.6-dien-3-ol 222 C15H260 1000140-23-1 25
4 (7.7-Dimethvl-2-oxobicvclol2.2.1... 246 C11H1804S 1000197-55-6 25
5 3-Cyclopentylpropionic acid, but... 194 C12H1802 1000292-46-4 25
Abundance Scan 1498 (19.008 min): BF093497.D (-1491) (-) m/z 69.10 100.00%
69.1
5000 ,\,_-_/f\\j/\x___“VN___AW
163.2 5052
| 213.3 14 1860 18.80 19.00 19,20 19,40
Al m/z 95.10 86.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #68212: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta...
41.0 95.0
5000 LRI A SR SRR B
34.0 218.0 18.60 18.80 19.00 19.20 19.40
0
‘1750 m/z 55.10 78.94%
.l. .Mi”.“‘.h‘.‘l|‘.‘... —
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
18.60 18,80 19.00 19.20 19.40
5000 109.0 m/z 109.10 70.25%
151.0 220.0
mz-> 50 100 150 200 250 300 350 400
Abundance #70968: Humulane-1,6-dien-3-ol | LLLAL N L B L L N LA
109.0 18.60 18.80 19.00 19.20 19.40
m/z 81.10 64 .74%
43.0
5000 204.0
161.0 \
7
“w'hlﬁ'{l"" U UL DA SR LR SRR SRR B
m/z--> 50 100 150 200 250 300 350 400 18.60 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030917\
Data File : BF093497.D

Acq On : 10 Mar 2017 1:19

Operator : SJ/MA

Sample : 12155-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .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 .90 29.1 ng 1802210 1 6.76 1239540 20.0
unknown6 .53 6.53 95.1 ng 5896080 1 6.76 1239540 20.0
9-Hexadecenoic acid 12.52 12.1 ng 1077050 4 11.27 1774270 20.0
Heptafluorobutano... 13.75 8.1 ng 482133 5 13.91 1187730 20.0
Trichloroacetic a... 14.38 13.3 ng 790196 5 13.91 1187730 20.0
Heptacosane 14.96 15.5 ng 891903 6 15.32 1151460 20.0
Pentadecane, 8-he... 15.71 9.6 ng 554473 6 15.32 1151460 20.0
Vitamin E 15.95 7.0 ng 404965 6 15.32 1151460 20.0
-gamma.-Sitosterol 17.15 46.6 ng 2682500 6 15.32 1151460 20.0
Anthracene, 9-(2-... 17.32 8.2 ng 469761 6 15.32 1151460 20.0
1,4-Dimethyl-8-is... 17.43 9.5 ng 544596 6 15.32 1151460 20.0
2(1H)Naphthalenon... 17.55 14.5 ng 833580 6 15.32 1151460 20.0
unknownl7 .64 17.64 25.0 ng 1438560 6 15.32 1151460 20.0
unknownl17 .85 17.85 11.9 ng 686723 6 15.32 1151460 20.0
2-Cyclohexene-1-c... 17.98 7.2 ng 417025 6 15.32 1151460 20.0
Stigmast-4-en-3-one 18.06 18.6 ng 1073140 6 15.32 1151460 20.0
unknownl18.84 18.84 37.5 ng 2156200 6 15.32 1151460 20.0
unknown19.01 19.01 81.6 ng 4698090 6 15.32 1151460 20.0

8270-BF030717.M Fri Mar 10 15:31:42 2017 Page: 22



