LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\

Data File : BF087400.D

Aca On : 26 May 2016 7:35 Instrument :
Operator : UM/SJ gmgigamlem'
a?zgle ; H3220-12 SBQ%COME
ALS Vial : 33 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-BF052316.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 1.644 4 5 54 rvB 2757373 5407056 100.00% 14.480%
2 4.787 277 280 297 rBV 176351 514708 9.52% 1.378%
3 5.450 335 338 359 rBVY 2416897 4031878 74.57% 10.797%
4 7.084 478 481 484 rBV 2291619 3941537 72.90% 10.555%
5 7.187 487 490 502 rVB 2904517 4194153 77.57% 11.232%

7.519 517 519 525 rBV 553081 689110 12.74% 1.845%
7.759 537 540 543 rBV 2394742 2941799 54.41% 7.878%
8.433 596 599 602 rBV 1590436 2473261 45.74% 6.623%
623356 820244 15.17% 2.197%
11.336 849 853 855 rBvV 2773681 3839567 71.01% 10.282%
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11 12.022 910 913 916 rBV 724773 846948 15.66% 2.268%
12 12.376 941 944 955 rVB 622878 761280 14.08% 2.039%
13 13.668 1054 1057 1060 rBV 1249229 1899147 35.12% 5.086%
14 13.988 1082 1085 1093 rBV 52680 91718 1.70% 0.246%
15 14.777 1151 1154 1161 rVB 523756 638533 11.81% 1.710%

16 17.131 1357 1360 1363 rBV 2593586 2829881 52.34% 7.578%
17 18.388 1467 1470 1474 rBV 38119 72450 1.34% 0.194%
18 18.468 1474 1477 1480 rVvVv 562076 627273 11.60% 1.680%
19 18.537 1480 1483 1486 rVB 62557 100504 1.86% 0.269%
20 19.509 1565 1568 1569 rBV 38476 61518 1.14% 0.165%

21 19.611 1574 1577 1579 rVvV 90604 122053 2.26% 0.327%
22 20.137 1621 1623 1629 rBV 348824 437510 8.09% 1.172%

Sum of corrected areas: 37342128
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087400.D

Aca On : 26 May 2016 7:35

Operator : UM/SJ

Sample : H3220-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF087400.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087400.D

Aca On : 26 May 2016 7:35

Operator : UM/SJ

Sample : H3220-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 4

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

4.79 14.94 ng 514708 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 Butane 58 C4H10 000106-97-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 280 (4.787 min): BFO87400.D (-277) (-) m/z 43.05 100.00%

48
5000 59

101 L e e

440 460 480 500 520
O S BB 88 | Tm/z 59.10  49.09%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59

4.40 4.60 4.80 5.00 5.20

m/z 101.10 14 _.05%

25 31 37 83 o3 01
o) RS VAV NS SSTE MRSV | MNMLSMMSS NN S N
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43
L e
4.40 4.60 4.80 5.00 5.20
5000 57 m/z 58.10 13.72%
29
101
37 50 78
Y MANL . AN NS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3686: 1-Propen-2-ol, acetate T
43 4.40 4.60 480 500 5. 20
m/z 41.10 9.51%
5000
15 58 72

m/z--> 10 20 30 40 50 60 70 80 90 100 4. 40 4.60 4. 80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087400.D

Aca On : 26 May 2016 7:35

Operator : UM/SJ

Sample : H3220-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown7.19 Concentration Rank 2

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

7.19 121.73 ng 4194150 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 490 (7.187 min): BF087400.D (-487) (-) m/z 132.10 100.00%
132
5000 68
40 96 SRR SR IS A
54 6.80 7.00 7.20 7.40 7.60
7
ol Qe [ eus W n/z 68.10  45.34%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A L U A
6.80 7.00 7.20 7.40 7.60
2 51 78 m/z 134.10 33.42%
0""'H‘ll'H'l'l""l""l""'l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 97 m/z 66.05 32.10%
70
31
0 44 00 86 106 116
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl LA S e e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 19.56%
5000 og 0
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087400.D

Aca On : 26 May 2016 7:35

Operator : UM/SJ

Sample : H3220-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.99 2.87 ng 91718 Phenanthrene-d10 14.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Nonadecane 268 C19H40 000629-92-5 80
3 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 78
4 Eicosane 282 C20H42 000112-95-8 72
5 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 64
Abundance Scan 1085 (13.988 min): BF087400.D (-1082) (-) m/z 57.10 100.00%
43 %
71
5000 g5
99 113757 13.60 13.80 14.00 14.20 14.40
o} m/z 43.10 82.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83025: Hexadecane
43 7
5000 n R A SR B B
g5 1360 13.80 14.00 14.20 14.40
29 m/z 71.10 51.16%
0 Lo L ‘ 99 113127141155169183197 226
m/z--> 20 45 65 85 160 150 140 160 180 200 220 240 260
Abundance
57
a5 13.60 13.80 14.00 14.20 14.40
5000 m/z 41.10 43 .46%
29 99
o 113127141155169183197 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #125661: Sulfurous acid, 2-ethylhexy! isohexy! ester e B B o e man s SR
57 13.60 13.80 14.00 14.20 14.40
43 m/z 85.10 35.77%
71 g5
5000
29 113
I .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20 14.40

8270-BF052316.M Thu May 26 18:41:13 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087400.D

Aca On : 26 May 2016 7:35

Operator : UM/SJ

Sample : H3220-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Trichloroacetic acid, penta... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.39 2.31 ng 72450 Chrysene-di12 18.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91

2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
Abundance Scan 1470 (18.388 min): BF087400.D (-1467) (-) m/z 43.05 100.00%
48
83
5000
111
6 207 281 18.|00 18.|20 18.|40 18.I60 18.|80
el m/z 57.10 93.39%

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

#197885: Trichloroacetic acid, pentadecyl ester

83

-

18.I00 18.I20 18.I40 18.I60 18.I80
m/z 55.05 84.98%

5000

139155 182 210

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 MJMN\(
Abundance
43
69 USRNSSR
97 18.00 18.20 18.40 18.60 18.80
5000 m/z 83.10 58.72%
27 125

o 153169 196 224

mrwmmwmwwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate

F

18.00 18.20 18.40 18.60 18.80
m/z 41.10 58.47%

5000

125

154 182 210 238 265283

m/z-->

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

-

I I T T I
18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087400.D

Aca On : 26 May 2016 7:35

Operator : UM/SJ

Sample : H3220-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

19.51 2.81 ng 61518 Perylene-di12 20.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91
2 Tetradecanamide 227 C14H29NO 000638-58-4 64
3 Dodecanamide 199 C12H25N0 001120-16-7 59
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 50
5 d-Glucosamine 179 C6H13NO5 000090-77-7 50

Abundance Scan 1568 (19.509 min): BF087400.D (-1565) (-) m/z 59.00 100.00%

5000

VAN
LI L e e

19.20 19.40 19.60 19.80
m/z 55.05 62.82%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128447: 9-Octadecenamide, (2)-

5000 41 TT LIS L L N BN |
19. 20 19. 40 19. 60 19.80
83 g8 112126 m/z 72.00 62.10%
o 140154 170184198 220 238 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
T
19.20 19.40 19.60 19.80
5000 m/z 43.10 40.62%
41
o 27 861001141281 4156170184108 227
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60439: Dodecanamide R e R RR B
59 19.20 19.40 19.60 19.80
m/z 41.10 39.44Y%
5000

86100114128142156170184199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 20 19. 40 19. 60 19. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087400.D

Aca On : 26 May 2016 7:35

Operator : UM/SJ

Sample : H3220-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.61 5.58 ng 122053 Perylene-d12 20.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
5 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 001117-52-8 64
Abundance Scan 1577 (19.611 min): BF087400.D (-1574) (-) m/z 69.10 100.00%
69 ﬂ
5000
41
% 137 19.20 1940 19,60 19.80 20.00
bbb bl A 4y 275,205 281 Tn/z 81.10 48.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000 AR R A
a1 19.20 19.40 19.60 19.80 20.00
95 s m/z 41.10 34 .10%
oLt 4 .‘“‘,‘%1.17.‘“. ot I L 2320 sdse7
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
19.20 1940 19,60 19.80 20.00
5000 m/z 95.10 13.17%
41
95 137
o 117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal B o e
69 19.20 19.40 19.60 19.80 20.00
m/z 68.10 11.63%
5000{ 41
Y
oLt IM d ,thmll, de1 TP g 27273 36
m/z--> 50 100 150 200 250 300 350 400 19.20 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052516\
Data File : BF087400.D

Acq On : 26 May 2016 7:35

Operator : UM/SJ

Sample - H3220-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.79 14.9 ng 514708 1 7.52 689110 20.0
unknown7 .19 7.19 121.7 ng 4194150 1 7.52 689110 20.0
Hexadecane 13.99 2.9 ng 91718 4 14.78 638533 20.0
Trichloroacetic a... 18.39 2.3 ng 72450 5 18.47 627273 20.0
9-Octadecenamide, ... 19.51 2.8 ng 61518 6 20.14 437510 20.0
Squalene 19.61 5.6 ng 122053 6 20.14 437510 20.0
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