LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040516\

Data File : BF086084.D

Aca On : 5 Apr 2016 20:04 Instrument :

Operator : UM/SJ ?:'l\:gﬁ't:Sam ol

3‘?”‘0'6 : H2170-01 1505133102Po3-04-05
isc :

ALS Vial : 5 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-BF040216.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 4.007 166 168 182 rVB 127942 620130 10.80% 1.375%
2 4.304 182 194 196 rBvV 894274 4707990 81.98% 10.435%
3 4.750 230 233 246 rVB 71610 169615 2.95% 0.376%
4 5.196 270 272 276 rVB 56408 73912 1.29% 0.164%
5 5.356 284 286 297 rVB 1591250 1823772 31.76% 4.042%
6 5.653 297 312 313 rBV 266424 1637245 28.51% 3.629%
7 6.407 375 378 380 rBY 1810978 1902024 33.12% 4.216%
8 6.476 380 384 386 rvVv 62324 109163 1.90% 0.242%
9 6.522 386 388 391 rVV 1931414 1826349 31.80% 4.048%
10 6.613 391 396 400 rvVv 53716 259308 4_.52% 0.575%

11 6.682 400 402 406 rvv 87717 133253 2.32% 0.295%
12 6.750 406 408 411 rVvv 749467 656882 11.44% 1.456%
13 6.910 419 422 424 rVV 1467126 1711276 29.80% 3.793%
14 6.990 426 429 433 rVV 91180 146566 2.55% 0.325%
15 7.162 442 444 447 rBV2 48394 68459 1.19% 0.152%

16 7.322 452 458 460 rBV 1411522 1472440 25.64% 3.264%
17 7.505 472 474 480 rBvY 307453 363399 6.33% 0.805%

18 7.813 500 501 506 rvB 58022 63877 1.11% 0.142%
19 8.042 518 521 523 rBV 690465 874717 15.23% 1.939%
20 8.453 555 557 559 rBvV 50592 71915 1.25% 0.159%

21 8.636 570 573 575 rVB 157897 166442 2.90% 0.369%
22 9.116 612 615 616 rVvV 2444515 2332186 40.61% 5.169%
23 9.139 616 617 619 rvv 91846 85661 1.49% 0.190%
24 9.276 627 629 635 rvB2 38152 80514 1.40% 0.178%
25 9.516 648 650 651 rBvY 127031 137791 2.40% 0.305%

26 9.722 666 668 671 rBv2 107478 124802 2.17% 0.277%
27 9.790 671 674 676 rBV 971895 902821 15.72% 2.001%
28 10.225 707 712 715 rVB2 115460 176536 3.07% 0.391%

29 10.442 728 731 734 rBV 40332 73744 1.28% 0.163%
30 10.533 737 739 740 rvV 48615 60907 1.06% 0.135%
31 10.579 740 743 745 rVV 1338197 1274546 22.19% 2.825%
32 10.659 749 750 752 rvv2 39948 63783 1.11% 0.141%
33 10.693 752 753 757 rVvV 134539 178588 3.11% 0.396%
34 10.808 760 763 764 rvv2 30148 62166 1.08% 0.138%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040516\

Data File : BF086084.D

Aca On : 5 Apr 2016 20:04 Instrument :

Operator : UM/SJ ?:'l\:gﬁ't:Sam ol

3‘?”‘0'6 : H2170-01 1505133102'-003-04-05
isc :

ALS Vial : 5 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-BF040216.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.899 768 771 774 rVV3 39565 93276 1.62% 0.207%
36 10.956 774 776 777 rVV 53497 72918 1.27% 0.162%
37 11.276 802 804 805 rBvV 613219 798597 13.91% 1.770%
38 11.333 805 809 812 rVB3 37966 83716 1.46% 0.186%
39 11.379 812 813 817 rBv4 30545 69945 1.22% 0.155%
40 11.654 832 837 841 rVB4 45196 88598 1.54% 0.196%
41 11.734 841 844 848 rBv4 31171 78535 1.37% 0.174%
42 11.825 848 852 855 rBv2 1992832 3466185 60.36% 7.683%
43 12.214 884 886 890 rBvV2 29143 60912 1.06% 0.135%

44 12.545 908 915 917 rBV2 2306084 5742704 100.00% 12.729%
45 12.602 918 920 927 rVB 623280 764109 13.31% 1.694%

46 12.854 940 942 945 rBV 1848994 1638690 28.54% 3.632%
47 13.277 975 979 980 rvv2 41896 77400 1.35% 0.172%
48 13.334 981 984 990 rvB2 81353 188183 3.28% 0.417%
49 13.757 1019 1021 1029 rVB 72334 112950 1.97% 0.250%
50 13.905 1032 1034 1037 rVB 629590 581333 10.12% 1.289%

51 14.648 1097 1099 1102 rBV 820388 1222052 21.28% 2.709%
52 14.740 1104 1107 1109 rVB 283849 335760 5.85% 0.744%
53 15.311 1154 1157 1166 rBV 415199 561954 9.79% 1.246%
54 15.620 1181 1184 1188 rBV 55020 84357 1.47% 0.187%
55 16.637 1270 1273 1281 rBV3 72407 198118 3.45% 0.439%

56 16.774 1281 1285 1297 rBV 567154 1382014 24.07% 3.063%
57 17.151 1313 1318 1323 rBV2 769838 1964945 34.22% 4 _355%
58 17.243 1323 1326 1338 rVB3 115710 355704 6.19% 0.788%
59 17.426 1339 1342 1349 rVB6 24102 84800 1.48% 0.188%
60 17.723 1365 1368 1376 rVB3 37423 121845 2.12% 0.270%

61 18.054 1393 1397 1402 rBV5 23588 80715 1.41% 0.179%
62 18.157 1402 1406 1417 rVB2 71402 239845 4.18% 0.532%
63 18.980 1474 1478 1486 rVB2 42659 153439 2.67% 0.340%

Sum of corrected areas: 45116378
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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:\HPCHEM1I\BNA F\DATA\BF040516\

BF086084 .D

5 Apr 2016 20:04

UM/SsJ

H2170-01

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

1505133102-03-04-05

Abundance

2000000

1500000

1000000

500000

TIC: BF086084.D

6.52
6.41

5.36

4.30

4.75 5.20
A

6.75

6.91 7.30

7.50

0
Time-->

5.00

Abundance

2000000

1500000

1000000

8.04

500000

0

TIC: BF086084.D
55

11.82

10.58

9.79

12.85

T
Time--> 8.00

9.50

10.00 10.50 11.00 11.50 12.00 12.50

13.00 13.50

Abundance

2000000

1500000

1000000

500000

.76

0

13.91

TIC: BF086084.D

14.65 17.15

16.77
15.31

|

4.74

16.6 U

24
15.62 16
17.43 17.72 188Kl
I

18.98

14.

Time-->

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\BF040516\

Data File : BF086084.D

Aca On - 5 Apr 2016 20:04

Operator : UM/SJ

ﬁ?ggle i H2170-01 1505133102-03-04-05
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 2,3-Butanediol Concentration Rank 11

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

4.01 18.88 ng 620130 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Butanediol 90 C4H1002 000513-85-9 90
2 2.3-Butanediol. ITR-(R*.R™)1- 90 C4H1002 024347-58-8 78
3 2.3-Butanediol. IS-(R*.R™)1- 90 C4H1002 019132-06-0 78
4 1sopropvl Alcohol 60 C3H80 000067-63-0 45
5 2-Propanol, 1-methoxy- 90 C4H1002 000107-98-2 9

Abundance Scan 168 (4.007 min): BFO86084.D (-166) (-) m/z 45.10 100.00%
45
5000 :
57 3.60 3.80 4.00 4.20 4.40
75
el S L To 84 90 sz 43.05  13.12%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2250: 2,3-Butanediol
45
5000
3.60 3.80 4.00 4.20 4.40
27 . m/z 57.10 11.73%
|39 50 75 9
miz--> 0 20 30 40 50 60 70 8 90
Abundance
45
3.60 3.80 4.00 4.20 4.40
5000 m/z 47.10 5.21%
15 27 39 50 >7 75 90
miz--> 0 20 30 40 50 6 70 8 90
Abundance #2276: 2,3-Butanediol, [S-(R*,R*)]-
45 3.60 3.80 4.00 4.20 4.40
m/z 44.10 4 _43%
5000
29
1 T sl Y 75 %
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040516\
Data File : BF086084.D

Aca On : 5 Apr 2016 20:04

Operator : UM/SJ

Sample : H2170-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.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 unknown4.75 Concentration Rank 20

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

4.75 5.16 ng 169615 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. ethoxvtriethvl- 160 C8H200Si 000597-67-1 47
2 Propanedioic acid. nitrile. hvdr... 229 C12H11N302 294878-35-6 38
3 1.3-Phenvlene. bis(3-phenvlprope... 370 C24H1804 1000259-62-4 37
4 Vinvl trans-cinnamate 174 C11H1002 017719-70-9 37
5 Oxalic acid, monoamide monohydra... 323 C18H17N303 1000294-01-4 35

Abundance Scan 233 (4.750 min): BF086084.D (-230) (-) m/z 131.10 100.00%
131
5000 87
440 4.60 4.80 5.00
4
ﬂ,|1||],|5 e || M/Z  87.00  42.20%
m/z--> 50 100 150 200 250 300 350
Abundance #29810: Silane, ethoxytriethyl-
131
103
5000 LR L LS AR RS
28 5 4.40 4.60 4.80 5.00
47 m/z 103.10 38.79%
Imll\mlh‘l L |“|||‘| 1§0|||||||| — T
m/z--> 50 100 150 200 250 300 350
Abundance
131
440 460 480 500
5000 103 m/z 59.10 21.12%
77
51
33 161 195 229
m/z--> 50 100 150 200 250 300 350
Abundance #148449: 1,3-Phenylene, bis(3-phenylpropenoate)
131 4.40 4.60 4.80 5.00
m/z 75.10 20.48%
5000 77 108
51
< l 152171189207 240 283301 326 370
m/z--> 50 100 150 200 250 300 350 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040516\

Data File : BF086084.D

Aca On - 5 Apr 2016 20:04

Operator : UM/SJ

ﬁ?ggle i H2170-01 1505133102-03-04-05
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Diisopropyl ether Concentration Rank 7

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

5.65 49.85 ng 1637250 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diisopropvl ether 102 C6H140 000108-20-3 56
2 (S)-2-Hvdroxvpropanoic acid 90 C3H603 000079-33-4 56
3 Pentane. l-methoxv- 102 C6H140 000628-80-8 9
4 Propanoic acid. 2-hvdroxv- 90 C3H603 000050-21-5 9
5 Methyltartronic acid 134 C4H605 000595-98-2 9

Abundance Scan 312 (5.653 min): BF086084.D (-297) (-) m/z 45.10 100.00%
45
" 540 560 580 6.00
B S et er72 s s s10 0 15.55%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4334: Diisopropyl ether
45
5000 AR AN RN AR R
540 560 580 6.00
. 87 m/z 46.10 3.32%
G} G 102
miz--> 20 30 40 50 60 70 80 90 100 110
Abundance
45
" 540 5060 580 6.00
5000 m/z 42.05 2.87%
29
24 40 55 63 69 75 90
miz--> 20 30 40 50 60 70 80 90 100 110 JL
Abundance #4339: Pentane, 1-methoxy- Al Baa s e
45 5.40 5.60 5.80 6.00
m/z 44.05 2.60%
5000
- 70
i s Teoes s e s N ST e
m/z--> 20 30 40 50 60 70 80 90 100 110 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040516\

Data File : BF086084.D

Aca On - 5 Apr 2016 20:04

Operator : UM/SJ

ﬁ?ggle i H2170-01 1505133102-03-04-05
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Glycerin Concentration Rank 16

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

6.61 7.90 ng 259308 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glvcerin 92 C3H803 000056-81-5 72
2 Dialvcerol 166 C6H1405 000627-82-7 64
3 dI-Glvceraldehvde 90 C3H603 000056-82-6 39
4 Propane. 2-Fluoro-2-methvl- 76 CAH9F 000353-61-7 36
5 N-Methoxy-N-methylacetamide 103 C4H9NO2 078191-00-1 9

Abundance Scan 396 (6.613 min): BF086084.D (-391) (-) m/z 61.10 100.00%
61
43
5000
AP RAREE SR LR R
75 103 117 43 6.20 6.40 6.60 6.80 7.00
el et e e || M/Z . 43.10  68.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2372: Glycerin
61
43
5000 SRS RS S
6.20 6.40 6.60 6.80 7.00
15 31 m/z 44.10 36.72%
‘ ‘\ u“ il 53 ‘\ 74 87
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 61
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
6.20 6.40 6.60 6.80 7.00
5000 31 m/z 60.00 8.66%
15 75 117
53 g3 93 103 135
mmmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2216: di-Glyceraldehyde R e e S AR
31 43 61 6.20 6.40 6.60 6.80 7.00
m/z 57.10 8.01%
15 1
5000
I 2 H“\ I 53 ! 7\2 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040516\

Data File : BF086084.D

Aca On - 5 Apr 2016 20:04

Operator : UM/SJ

ﬁ?ggle i H2170-01 1505133102-03-04-05
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Maltol Concentration Rank 15

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

7.50 8.31 ng 363399 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Maltol 126 C6H603 000118-71-8 97
2 4.5-Diamino-6-hvdroxvpvrimidine 126 C4H6N40 001672-50-0 40
3 3-AMINO-4-PYRAZOLECARBOXAMIDE 126 C4H6N40 1000239-42-1 38
4 Thymine 126 C5H6N202 000065-71-4 38
5 6-Methoxy-3(2H)-pyridazinone 126 C5H6N202 001703-10-2 33

Abundance Scan 474 (7.505 min): BF086084.D (-472) (-) m/z 126.10 100.00%
126
5000 71
4r 55 97
7.20 7.40 7.60 7.80
o...,....,....,..3.6.-,-!.-..,."!|:.,....';...?ﬂ.f??,...|:,....1,1.1...,..'.,.... m/z 71.10 38.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10741: Maltol
126
5000
43 g5 n 7.20 7.40 7.60 7.80
97 m/z 43.10 29.23%
27
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
126
720 7.40 7.60 7.80
5000 m/z 55.10 24 .10%
43
71
28 98
16 36 56 63 83 109
mﬁmﬁmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10635: 3-AMINO-4-PYRAZOLECARBOXAMIDE B O HLALEL I B e e
109 126 7.20 7.40 7.60 7.80
m/z 97.10 21.59%
5000 A\
28 52 g4 80
16 T B oy Ty %8 |
RN s A RS A LA RS RAREA RN AN BN LA AR R U L IR L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040516\

Data File : BF086084.D

Aca On - 5 Apr 2016 20:04

Operator : UM/SJ

ﬁ?ggle i H2170-01 1505133102-03-04-05
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 9 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.83 86.81 ng 3466190 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 852 (11.825 min): BF086084.D (-848) (-) m/z 73.05 100.00%
73
43 60
5000 129
97 115 157 213 LU ILELELELE BLOLELL DU B
i ” 143 197171185 149 22759 256 11.60 11.80 12.00 12.20
e i m/z 60.05 79.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 L B B SULLLN B
129 nmnmnmnm
. 213 m/z 43.10 73.49%
185
T I‘l - I‘I‘I ||||| | HH‘ MH |M T Iulwl |14‘|.3|| "l . |‘| . |‘| I]:ggl . I‘I 2|2|7|?49| . I‘ —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 "' 11560 11.80 12,00 12,20
m/ 57.10 64 .43%
5000 129 4 0
29 87 185 228
99 115 ' 143,57171 199213
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #65562: Tridecanoic acid
43 8078 nmnmnmnm
m/z 55.10 58.99%
5000 29 s
‘ ?7 1115 ‘ 171185 214
N T S N O (OO | R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040516\

Data File : BF086084.D

Aca On - 5 Apr 2016 20:04

Operator : UM/SJ

ﬁ?ggle i H2170-01 1505133102-03-04-05
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 cis,cis,cis-7,10,13-Hexadec... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.55 143.82 ng 5742700 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.cis.cis-7.10.13-Hexadecatrienal 234 C16H260 056797-43-4 91
2 9.12.15-Octadecatrienoic acid. m... 292 C19H3202 000301-00-8 90
3 9.12.15-Octadecatrien-1-ol. (Z.Z... 264 C18H320 000506-44-5 87
4 11.14.17-Eicosatrienoic acid. me... 320 C21H3602 055682-88-7 80
5 1,4,9-Decatriene, (2)- 136 C10H16 1000155-93-2 68
Abundance Scan 915 (12.545 min): BF086084.D (-908) (-) m/z 79.10 100.00%

5000

—

12.20 12.40 12.60 12.80
m/z 67.05 68.68%

121
135149163177101 209222036249 264278

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #78684: cis,cis,cis-7,10,13-Hexadecatrienal

F

12.20 12.40 12.60 12.80
m/z 55.10 51.84%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
79
e A BRR N
41 o 12.20 12.40 12.60 12.80
5000 93 m/z 95.10 48.32%
108
121
135
1“9163 101 23 202
RN e e R e AR REE Y
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96963: 9,12,15-Octadecatrien-1-ol, (Z,Z,2)- R REEREE S

12.20 12.40 12.60 12.80
m/z 93.05  48.28%

5000

%

208 235 264

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12. 60 12. 80

8270-BF040216.M Wed Apr 06 16:15:14 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040516\

Data File : BF086084.D

Aca On - 5 Apr 2016 20:04

Operator : UM/SJ

ﬁ?ggle i H2170-01 1505133102-03-04-05
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.60 26.29 ng 764109 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 62
4 Pentadecanoic acid 242 C15H3002 001002-84-2 49
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38

Abundance Scan 920 (12.602 min): BF086084.D (-918) (-) m/z 73.10 100.00%

12 20 12. 40 12. 60 12. 80 13. 00
S m/z 43.10 81.44%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43 57 73
129

5000 R EEEEEREEEE e
12 20 12. 40 12. 60 12. 80 13. OO

284 m/z 60.05 75.64%

3 B
5000 129
171

gl

14357171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
A RRREN R
12.20 12.40 12.60 12.80 13.00
5000 41 m/z 57.10 74 .88%
129
27
87
115
143157172
wmmﬁwmwwwmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid L
73 12 20 12. 40 12. 60 12. 80 13. 00
43 m/z 55.10 59.20%
5000
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12. 60 12. 80 13. 00

8270-BF040216.M Wed Apr 06 16:15:15 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040516\

Data File : BF086084.D

Aca On - 5 Apr 2016 20:04

Operator : UM/SJ

ﬁ?ggle i H2170-01 1505133102-03-04-05
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Octanamide Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.33 6.47 ng 188183 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanamide 143 C8H17NO 000629-01-6 53
2 Nonanamide 157 C9H19NO 001120-07-6 53
3 7-Nonenamide 155 C9H17NO 090949-53-4 50
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 45
5 Tetradecanamide 227 C14H29NO 000638-58-4 45
Abundance Scan 984 (13.334 min): BF086084.D (-981) (-) m/z 59.05 100.00%
59
72
5000
41
86 98 112 126137 149 13.00 13.20 13.40 13.60
165 179 m/z 72.10  69.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19501: Octanamide
59
5000 AR BARUNERE
72 Bmwmnmnm

m/z 55.10 32.43%

86
100 143
‘ ‘ L1 L \ | 114 127 L

m/z--> 20 60 80 100 120 140 160 180 200
Abundance
59
AR
13.00 13.20 13.40 13.60
5000 m/z 41.10 29.41%
72
43 86
15 29 100 114 128 141 157
T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26840: 7-Nonenamide AN B B
59 13.00 13.20 13.40 13.60
m/z 43.10 21.82%
5000 72
44
2 ) ) 8 %8 112 126138
..w....,..”,....,”..,....“...,..”,....,”..,.... s o SISl
m/z--> 20 60 80 100 120 140 160 180 200 13. 00 13 20 13. 40 13. 60

8270-BF040216.M Wed Apr 06 16:15:16 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040516\

Data File : BF086084.D

Aca On - 5 Apr 2016 20:04

Operator : UM/SJ

ﬁ?ggle i H2170-01 1505133102-03-04-05
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 13 9-Octadecenamide, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.65 43.49 ng 1222050 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 72
2 Tetradecanamide 227 C14H29NO 000638-58-4 64
3 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 59
4 Decanamide- 171 C10H21NO 002319-29-1 53
5 Dodecanamide 199 C12H25N0O 001120-16-7 53
Abundance Scan 1099 (14.648 min): BF086084.D (-1097) (-) m/z 59.10 100.00%
9
5000
14.40 14.60 14.80 15.00
140 170 198 221240 277294 320337 n/z 72.10 71.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106877: 9-Octadecenamide, (2)-
59
5000
41 14.40 14.60 14.80 15.00
‘ a1 98 126 28 m/z 55.10 48.08%
1
e I\l‘ ‘\‘u‘ H\ M‘\ m‘\\ \\ll |“ |:|I-ﬁ4| tr |18||4||2(??|2|2|0|?|38|n I26”4” ‘”” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
" 14.40 14.60 14.80 15.00
5000 m/z 41.10 29.20%
41
18 79 %7 18 149166184 210%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #7608: Pentanamide, 4-methyl- T e
59 14.40 14.60 14.80 15.00
m/z 43.10 28.72%
5000
100
m/z--> 2'0 40 6|O 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14140 14.60 14.80 15.00

8270-BF040216.M Wed Apr 06 16:15:17 2016

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040516\

Data File : BF086084.D

Aca On - 5 Apr 2016 20:04

Operator : UM/SJ

ﬁ?ggle i H2170-01 1505133102-03-04-05
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Squalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.74 11.95 ng 335760 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 78
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 1107 (14.740 min): BF086084.D (-1104) (-) m/z 69.10 100.00%
69
5000 J\VA_
41 9% 137 A DA IR SRR AR B
14.40 14.60 14.80 15.00
- |, A gy 175203 231 281 341 uzrg1.10 | 54.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 A AR NARAN BARRR RARRR N
14,40 14.60 14.80 15.00
41 o 137 m/z 41.10 17.69%
oyl 37 163 101 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.40 14.60 14.80 1500
5000 m/z 95.10 14 .55%
41
% 121 149
175 203 231 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #126274: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal R B
69 14.40 14.60 14.80 15.00
m/z 137.15 12.23%
5000{ 41
Y
i h 13 | ae1 12 19 247 273 316
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF040216.M Wed Apr 06 16:15:18 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040516\
Data File : BF086084.D

Aca On : 5 Apr 2016 20:04

Operator : UM/SJ

Sample : H2170-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 15 unknownl6.64 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.64 7.05 ng 198118 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Corticosterone 2l-acetate 388 C23H3205 001173-26-8 28
2 Methvl 4-bromo-3-keto-12-acetoxv... 524 C27H41Br05 1000251-88-4 27
3 Cholesta-4.6-dien-3-one 382 C27H420 000566-93-8 25
4 p-Acrvlotoluidide 161 C10H11NO 007766-36-1 14
5 Methyl 12-acetyl-7-desoxycholate 448 C27H4405 055547-48-3 12
Abundance Scan 1273 (16.637 min): BF086084.D (-1270) (-) m/z 43.10 100.00%
43
5000 213 Il ,
255 289315 B =t S —
| 3‘|37| 400 1640 16.60 16.80 17.00
- A | m/z 107.05  64.41%
m/z--> 5 150 200 5 300 350 400 450
Abundance #153610: Corticosterone 21-acetate
43
315 16.40 16.60 16.80 17.00
‘ 1145 2 269 m/z 55.10 63.53%
s ‘Hm ‘H\ H\ \MMH\ h \h H :I|_99 ‘ 2?2 i - |.37.0. T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
" 16.40 16.60 16.80 17.00
5000 m/z 105.05 63.22%
81 105 1o, 385
131 185207229 269 295 325 353 429 466
m/z--> 55 160 1éo 260 2éo 360 3%0 460 4%0
Abundance #152043: Cholesta-4,6-dien-3-one A iam mEE e
43 16.40 16.60 16.80 17.00
m/z 145.05 57.97%
5000 136 382
160
‘ 247 o
| m \hu IHLJP,??iZ}?L, L e |
m/z--> 150 200 250 300 350 400 450 16.40 16.60 16.80 17.00

8270-BF040216.M Wed Apr 06 16:15:19 2016

1505133102-03-04-05
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040516\
Data File : BF086084.D

Aca On : 5 Apr 2016 20:04

Operator : UM/SJ

Sample : H2170-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 16 Stigmasterol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.77 49.19 ng 1382010 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamasterol 412 C29H480 000083-48-7 96
2 Cholesta-22.24-dien-5-ol. 4.4-di... 412 C29H480 1000128-66-1 44
3 Stiamastan-6.22-dien. 3.5-dedihv... 394 C29H46 107304-12-1 43
4 Stiamastervl tosvlate 566 C36H5403S 053139-42-7 32
5 Cholesta-6,22,24-triene, 4,4-dim... 394 C29H46 1000128-66-9 32

Abundance Scan 1285 (16.774 min): BF086084.D (-1281) (-) m/z 55.10 100.00%
55
83
5000 105 133 159
16.40 16.60 16.80 17.00
m/z 83.10 74 .46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158840: Stigmasterol
55
5000 AU AR AR
16.40 16.60 16.80 17.00
7 133 159 412 m/z 81.10 68.73%
— |‘ H ‘m “‘\ \MH ‘h e ul7\21\3l wlwz?l“wl I‘\ . | |‘|32|7|351 |37|9| T ILI
m/z--> 50 150 200 250 300 350 400
Abundance
55
16.40 16.60 16.80 17.00
5000 83 m/z 69.10 63.84%
121 255
159 300 412
187 213233 274 3202 379
m/z--> 50 100 150 200 250 300 350 400
Abundance #155186: Stigmastan-6,22-dien, 3,5-dedihydro- T
55 16.40 16.60 16.80 17.00
m/z 133.10 45.04%
5000 83
‘ 105 145 255 304
N Ji Jid \ J MZM h173193213 274295 351
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00

8270-BF040216.M Wed Apr 06 16:15:20 2016

1505133102-03-04-05

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040516\
Data File : BF086084.D

Aca On : 5 Apr 2016 20:04

Operator : UM/SJ

Sample : H2170-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNISTO2.L
LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 _.beta.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.15 69.93 ng 1964950 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
3 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Br0O 055103-80-5 95
4 Stiamasterol. 22.23-dihvdro- 414 C29H500 1000214-20-7 68
5 Ergost-5-en-3-ol, (3.beta.)- 400 C28H480 004651-51-8 59
Abundance Scan 1318 (17.151 min): BF086084.D (-1313) (-) m/z 43.10 100.00%
48
107
5000
16,80 17.00 17.20 17.40
gl m/z 107.10 70.05%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #159283: .beta.-Sitosterol
43
5000 R UL BN BN
81 105 " 1680 17.00 17.20 17.40 '
18 m/z 55.10 64 .29%
213
255 303329
.“. \‘ H H H IL\MLI ““.‘ by ‘u P4 \ 276 I“' ; ‘; |3|5‘|]' |3?1| Mi .‘. .
miz--> 0 150 200 250 300 350 400
Abundance
43
16,80 17.00 17.20 17.40
5000 81 4107 m/z 105.10 63.56%
145 414
213 303
173 255 829 381
234 | 276 354
miz--> 0 55 160 1%0 200 250 360 3éo 460
Abundance #155057: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)- R AR
41 107 394 16.80 17.00 17.20 17.40
283 m/z 57.10 61.30%
- A/\VJ\*_‘
mz-> 0 50 100 150 200 250 300 350 400 16,80 17.00 17.20 17.40

8270-BF040216.M Wed Apr 06 16:15:21 2016

1505133102-03-04-05

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040516\
Data File : BF086084.D

Aca On : 5 Apr 2016 20:04

Operator : UM/SJ

Sample : H2170-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Methoxy-17(alpha)-ethyles. ..

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.24 12.66 ng 355704 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methoxv-17(alpha)-ethvlestra-1... 314 C21H3002 1000215-58-4 83
2 4a(2H)-Phenanthrenecarboxaldehvd... 314 C21H3002 057397-33-8 50
3 Prean-5-ene-3.20-dione 314 C21H3002 001236-09-5 46
4 5-Androsten-17.alpha.-ethvnyvl-3.... 314 C21H3002 1000126-90-5 43
5 2,4,5-Triethoxybenzophenone 314 C19H2204 052199-46-9 38

Abundance Scan 1326 (17.243 min): BF086084.D (-1323) (-) m/z 55.10 100.00%
5000 /\k&\~_/~_/\\/\_N.F\___,\,4~
' 17.00 17.20 17,40 17.60
m/z 314.30 74 .95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #125192: 3-Methoxy-17(alpha)-ethylestra-1,3,5(10)-triene-1...
4
5000 57 147 173 /\|||||||||||||||||||||
17.00 17.20 17.40 17.60
m/z 69.10 59.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
314
189 '~ 17.00 17.20 17,40 17.60
5000 271 m/z 281.15 43 .59%
215
27 4 6o 91197 12143 241
A AN AR KA LS LA AN LARAN LARRN LARN RARAN RARAS LARAS LARAN RARAN LY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #125155: Pregn-5-ene-3,20-dione L e e
17.00 17.20 17.40 17.60
m/z 229.20 38.54%
5000 M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1700 17.20 17.40 17.60

8270-BF040216.M Wed Apr 06 16:15:22 2016

1505133102-03-04-05
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040516\

Data File : BF086084.D

Aca On - 5 Apr 2016 20:04

Operator : UM/SJ

ﬁ?ggle i H2170-01 1505133102-03-04-05
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknownl18.16 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.16 8.54 ng 239845 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-Neoclovene-(1). dihvdro- 206 C15H26 1000152-82-1 38
2 Fenretinide 391 C26H33N02 065646-68-6 38
3 Bicvclol5.2.01nonane. 4-methvlen... 204 C15H24 1000159-38-2 35
4 Bicvclol4.3.01nonane. 7-methvlen... 204 C15H24 1000156-11-9 35
5 1-Cycloheptene, 1,4-dimethyl-3-(... 204 C15H24 1000159-38-6 27
Abundance Scan 1406 (18.157 min): BF086084.D (-1402) (-) m/z 55.10 100.00%
56 95
5000 147 175
201 S
1 v 229 282 4(|’7 17.80 18.00 18.20 18.40
Ll WL Tm/z 69.10 94.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60307: (-)-Neoclovene-(1), dihydro-
1
107
41
5000 L SR U A B B
135 1780 18,00 18.20 18.40
191 m/z 95.10 86.08%
m/z--> 50 250 300 350 400
Abundance
109
. 17,80 18.00 18.20 1840
5000 69 m/z 107.10 80.03%
161 202
48 181 | 225 2 583 301
m/z--> 50 100 150 200 250 300 350 400
Abundance #58751: Bicyclo[5.2.0]nonane, 4-methylene-2,8,8-trimethyl-... R EARmE RS
1 17.80 18.00 18.20 18.40
m/z 109.10 68.49Y%
5000f 41 107
133
} “ 161 189
| {1 — SN
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40

8270-BF040216.M Wed Apr 06 16:15:23 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040516\

Data File : BF086084.D

Aca On - 5 Apr 2016 20:04

Operator : UM/SJ

ﬁ?ggle i H2170-01 1505133102-03-04-05
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 20 unknownl18.98 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.98 5.46 ng 153439 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-di-tert-Butvl-4-(dimethvlami... 263 C17H29NO 000088-27-7 47
2 1.3.4-Thiadiazol-2-amine. 5-meth... 219 C11H13N3S 282729-98-0 38
3 2-Methvl-3-carbethoxv-5-hvdroxvi... 219 C12H13NO3 007598-91-6 35
4 Furol2.3-blindole. 2.3.3a.8.8a-p... 219 C13H17NO2 016641-65-9 35
5 Carbamic acid, [3-(10,11-dihydro... 321 C21H23NO2 074810-80-3 25
Abundance Scan 1478 (18.980 min): BF086084.D (-1474) (-) m/z 57.10 100.00%
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Abundance #96233: 2,6-di-tert-Butyl-4-(dimethylaminomethyl)phenol
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‘H89 ‘
:.I'S.‘..‘hl“..l‘l““‘.“‘” “‘... |‘|||||||||||||||||||||||||||
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
219
165 18/60 18.80 19.00 19.20 19.40
5000 m/z 55.10 39.17%
77
39 105,3; ¥\J~»wﬁxuwfj/«\‘\»WN\r«AAAf
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Abundance #68608: 2-Methyl-3-carbethoxy-5-hydroxyindole R REmEE e
18.60 18.80 19.00 19.20 19.40
m/z 147.05 37.25%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040516\
Data File : BF086084.D
Acq On : 5 Apr 2016 20:04 Instrument :
Operator : UM/SJ gﬁA{s el

- _ lentosampleld :
3?2?6 - Ha1r0-01 1505133102-03-04-05
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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 ,3-Butanediol 4.01 18.9 ng 620130 1 6.75 656882 20.0
unknown4 .75 4.75 5.2 ng 169615 1 6.75 656882 20.0
Diisopropyl ether 5.65 49.9 ng 1637250 1 6.75 656882 20.0
Glycerin 6.61 7.9 ng 259308 1 6.75 656882 20.0
Maltol 7.50 8.3 ng 363399 2 8.04 874717 20.0
n-Hexadecanoic acid 11.83 86.8 ng 3466190 4 11.28 798597 20.0
cis,cis,cis-7,10,... 12.55 143.8 ng 5742700 4 11.28 798597 20.0
Octadecanoic acid 12.60 26.3 ng 764109 5 13.91 581333 20.0
Octanamide 13.33 6.5 ng 188183 5 13.91 581333 20.0
9-Octadecenamide, ... 14.65 43.5 ng 1222050 6 15.31 561954 20.0
Squalene 14.74 11.9 ng 335760 6 15.31 561954 20.0
unknownl16 .64 16.64 7.0 ng 198118 6 15.31 561954 20.0
Stigmasterol 16.77 49.2 ng 1382010 6 15.31 561954 20.0
-beta.-Sitosterol 17.15 69.9 ng 1964950 6 15.31 561954 20.0
3-Methoxy-17(alph... 17.24 12.7 ng 355704 6 15.31 561954 20.0
unknownl18.16 18.16 8.5 ng 239845 6 15.31 561954 20.0
unknown18.98 18.98 5.5 ng 153439 6 15.31 561954 20.0
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