LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF040517\
Data File : BF094191.D

Aca On : 5 Apr 2017 16:07

Operator : SJ/MA

Sample : 12523-15

Misc :

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-BF032217.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 1.922 3 6 14 rVB 69582 84362 1.86% 0.228%
2 4.010 356 361 369 rBV 403657 532612 11.75% 1.441%
3 4.404 423 428 431 rBV 3653651 3633805 80.19% 9.829%
4 5.475 603 610 613 rBY 3090024 3783630 83.50% 10.234%
5 5.610 628 633 636 rBY 3717100 3882184 85.67% 10.501%

5.863 672 676 680 rBV 1157439 1012279 22.34% 2.738%
6.039 701 706 710 rBV 2908746 3050512 67.32% 8.251%
6.510 780 786 789 rBV 2121489 2468349 54.47% 6.676%
1389330 1389522 30.66% 3.758%
8.692 1150 1157 1160 rBV 3836891 4531458 100.00% 12.257%
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11 9.180 1235 1240 1244 rBV 282573 271107 5.98% 0.733%
12 9.504 1286 1295 1299 rBV2 1519126 1571637 34.68% 4._.251%
13 10.098 1391 1396 1400 rVB 93219 88487 1.95% 0.239%
14 10.474 1455 1460 1464 rBV 1868953 2012662 44.42% 5.444%
15 10.680 1492 1495 1498 rBV 103908 107937 2.38% 0.292%

16 11.233 1586 1589 1593 rBV 54945 57656 1.27% 0.156%
17 11.327 1599 1605 1609 rBV 1505964 1504190 33.19% 4_.069%
18 13.309 1935 1942 1945 rBV 3559742 4209362 92.89% 11.385%
19 14.480 2136 2141 2152 rBvV2 112183 218110 4._.81% 0.590%
20 14.574 2152 2157 2161 rBV 1316883 1354847 29.90% 3.665%

21 15.686 2342 2346 2350 rBV 116154 114655 2.53% 0.310%
22 16.198 2428 2433 2438 rBV 867344 1025351 22.63% 2.773%
23 17.174 2595 2599 2606 rVB5 35587 66555 1.47% 0.180%

Sum of corrected areas: 36971269

8270-BF032217.M Thu Apr 06 06:40:59 2017 Page: 1



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\BF040517\

BF094191.D

5 Apr 2017 16:07

SJ/MA

12523-15

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094191.D

Aca On : 5 Apr 2017 16:07

Operator : SJ/MA

Sample : 12523-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 3

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

4.01 10.52 ng 532612 1,4-Dichlorobenzene-d4 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 N,N"-Bis(2-methyl-2-nitrosopenta... 258 C12H22N204 094514-30-4 9

Abundance Scan 361 (4.010 min): BF094191.D (-356) (-) m/z 43.00 100.00%
a3
59
5000
T AR ALY
...,....,....,....',':...?.1.':!,...‘??....,5.".3..,....~,|....,....,....,....,...., m/z 59.10 59.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS L UL R I
59 360 3.80 4.00 420 4.40
m/z 101.00 22 .10%
15 31 101
‘ 11 ‘ Il 51 \‘ 83 ‘
mz> 10 2% 30 4 50 60 70 80 8 100 110 130 130 150
Abundance
59
360 3.80 4.00 4.20 4.40
5000 M m/z 58.00 15.43%
68
50 126 142
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LS LN L N BN N
43 3.60 3.80 4.00 4.20 4.40
m/z 41.10 9.79%
5000
101
15
27 & ‘
”'P'”P'mi””IJ'W”lﬂ'”ﬁ'”'PgﬁP'”ﬁ””l“'W'”W'”W'“'I SRR AR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BF040517\
Data File : BF094191.D

Aca On : 5 Apr 2017 16:07

Operator : SJ/MA

Sample : 12523-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 unknown5.61 Concentration Rank 1

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

5.61 76.70 ng 3882180 1,4-Dichlorobenzene-d4 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 633 (5.610 min): BF094191.D (-628) (-) m/z 132.00 100.00%
32
5000 68
6 TTTT T T T T T T T T T
40 _ s 75 104 5.20 5.40 5.60 5.80 6.00
..,....,....,...:,"!.‘.‘7.,::..??:l-.',..':.,..5.‘.7,..!.,.':..,.1.1.5.,....,~'...,... m/z 68.10 38.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SR UL R
5.20 5.40 5.60 5.80 6.00
0
31 4 Sﬁ 78 m/z 134.00 32.59%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 540 5.60 580 6.00
5000 67 m/z 66.00 24 .35%
41 97
53 2 117
34 60 89 105 124
wwmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 i
Abundance #14006: 5-Aminoindole e e
132 5.20 5.40 5.60 5.80 6.00

m/z 69.10 15.59%

5000

104

66
14 27 37445158 P 7T g9 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094191.D

Aca On : 5 Apr 2017 16:07

Operator : SJ/MA

Sample : 12523-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.48 3.22 ng 218110 Chrysene-di12 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91

Abundance Scan 2141 (14.480 min): BF094191.D (-2136) (-) m/z 57.10 100.00%

5000

-

14.20 14.40 14.60 14.80
m/z 83.10 96.96%

207

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43 57
83

-

14.20 14.40 14.60 14.80
m/z 55.05 84.11%

5000

125

139153167182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
83 R EEREEE S RS
97 14.20 14.40 14.60 14.80
5000 m/z 43.05 79.53%
70
111
29

25
139153167181196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98171: 1-Nonadecene L Bt L
14.20 14.40 14.60 14.80
m/z 97.05 76.68%

%

5000

125

s

139154168182196210224238 266
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1420 1440 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094191.D

Aca On : 5 Apr 2017 16:07

Operator : SJ/MA

Sample : 12523-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Squalene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.69 2.24ang 114655  Perylene-di2 16.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualere 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-. ..
4 Propanoic acid. 2.2-dimethvl-. T...
5 7,11-Dimethyldodeca-2,6,10-trien. ..

316 C22H360
306 C20H3402
208 C14H240

056882-09-8 83
1000164-38-8 72
125529-10-4 64

m/

z 69.10 100.00%

|

15. 40 15 60 15. 80 16. 00

m/

L

z 81.00 51.25%

15.40 15 60 15. 80 16. OO

m/z 41.05

20.06%

15.40 15.60 15.80 16.00

Abundance Scan 2347 (15.692 min): BF094191.D (-2342) (-)
69
5000
41 95 137
Lo pl g, 175 208 281
iy e B H T o B e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000
41
95 137
g 163 191 217 245 273 209 341 367 __ 410
O L e m o T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
5000
41
95 137
117 | 161 191 217 244 273 299 341 367 410
L e e e L e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #126274: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal
69
5000 41
93
137
il h 13 | ae1 12 19 247 273 316
I = —
m/z--> 50 100 150 200 250 300 350 400

m/z 95.00

15.16%

15.40 15.60 15.80 16.00

m/z 137.10

15.40 15.60 15.80 16.00

12.63%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF040517\
Data File : BF094191.D

Acq On : 5 Apr 2017 16:07

Operator : SJ/MA

Sample - 12523-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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... 4.01 10.5 ng 532612 1 5.86 1012280 20.0
unknown5.61 5.61 76.7 ng 3882180 1 5.86 1012280 20.0
Trichloroacetic a... 14.48 3.2 ng 218110 5 14.57 1354850 20.0
Squalene 15.69 2.2 ng 114655 6 16.20 1025350 20.0
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