LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020719\
Data File : BM018737.D

Aca On : 07 Feb 2019 14:53

Operator : JU/SJ

Sample : K1389-15

Misc :

ALS Vial : 6 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:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919 .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 4.863 296 302 314 rBV 230809 344526 2.49% 0.419%
2 5.304 371 377 396 rBY 4813784 7078546 51.22% 8.605%
3 6.893 639 647 663 rBY 4700466 7580448 54.85% 9.215%
4 7.251 699 708 720 rBVY 5146888 8082667 58.48% 9.825%
5 7.716 781 787 795 rBV 901520 1385015 10.02% 1.684%

8.034 833 841 851 rBV 3973639 6231063 45.08% 7.575%
8.881 976 985 996 rBV 2767535 4613503 33.38% 5.608%
10.504 1254 1261 1272 rBV 1037824 1750131 12.66% 2.127%
12.980 1675 1682 1696 rBVY 6784250 9702587 70.20% 11.795%
13.827 1820 1826 1840 rBV 324811 517122 3.74% 0.629%

=
QO ~NO®

11 14.363 1910 1917 1931 rBV2 1355985 2129695 15.41% 2.589%
12 15.863 2165 2172 2190 rBV 5255136 7809057 56.50% 9.493%
13 17.115 2379 2385 2397 rBV 1791419 2531057 18.31% 3.077%
14 17.998 2531 2535 2546 rBV 304774 469521 3.40% 0.571%
15 19.286 2749 2754 2762 rBV2 93637 144122 1.04% 0.175%

16 19.751 2827 2833 2841 rBV 11262643 13820908 100.00% 16.801%
17 21.009 3043 3047 3056 rBvV 423401 620054 4._.49% 0.754%
18 21.309 3092 3098 3107 rBV 2494374 3212461 23.24% 3.905%
19 21.880 3192 3195 3198 rBV 138104 151134 1.09% 0.184%
20 22.344 3271 3274 3278 rBV2 155977 187417 1.36% 0.228%

21 22.474 3292 3296 3302 rVB 486096 580720 4._.20% 0.706%
22 22.856 3358 3361 3365 rVB 163955 191993 1.39% 0.233%
23 23.568 3476 3482 3494 rVB 1623338 3129242 22.64% 3.804%

Sum of corrected areas: 82262989
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM0O20719\
Data File : BM018737.D

Aca On - 07 Feb 2019 14:53

Operator : JU/SJ

Sample . K1389-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018737.D

le+07
8000000

6000000
7.25

4000000 8.03

8.88
2000000

7.72 10.50
4.86 A

T I T
10.00 10.50 11.00 11.50

1 G G S | S | G |

T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: BM018737.D

19.75
le+07

8000000
12.98

6000000
15.86

4000000

17.12
2000000 14.36

13.83 A 18.00 19.29
— T

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018737.D

le+07
8000000
6000000

4000000

21.31
23.57

21.01 2188 223" 22.86 J\
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Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020719\
Data File : BM018737.D

Aca On : 07 Feb 2019 14:53

Operator : JU/SJ

Sample : K1389-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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._86 4.98 ng 344526 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 40
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 301 (4.857 min): BM018737.D (-296) (-) m/z 43.05 100.00%
43.0
5000
460 480 500 520
m/z 59.10 55.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL SR SRR LN
460 4.80 5.00 5.20
m/z 101.10 20.20%
101.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)-
54.0
460 480 500 520
5000 1010 m/z 58.05 13.08%
270‘
IIII"H"‘IHIIII IIIII""I""I""IIIII IR S D S B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3955: 2,3-Butanedione, monooxime B S AREEEaES s S
43.0 460 4.80 5.00 5.20
m/z 41.05 9.35%
5000
101.0
150 | 69.0
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 460 480 500 520

8270-BM010919.M Mon Feb 11 15:31:28 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020719\
Data File : BM018737.D

Aca On : 07 Feb 2019 14:53

Operator : JU/SJ

Sample : K1389-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 unknown7.25 Concentration Rank 1

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

7.25 116.72 ng 8082670 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
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 708 (7.251 min): BM018737.D (-699) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 S oo o 7k T 7R
e L T T B B AR m/z 68.10 36.94%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 A AR A R A
7.00 7.20 7.40 7.60
33.0 105.0 m/z 134.00 33.27%
R |I?1£q |'7ﬂlOJ|8§30'J| Jh L DAL DAL UL DAL SN
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
7.00 720 7.40 7.60
5000 67.0 m/z 66.10 24.62%
41.0 97.0
‘ ‘ 117.0
----“a“- -“-“-.‘-“i‘-‘-a?'-o-‘-‘e.----“.--“-.----.----.----.----
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl R e R EmE S
57.0 132.0 7.00 7.20 7.40 7.60
m/z 69.10 15.85%
74.0
5000 ggo 1160
||||||||‘|‘|‘|‘||‘|‘“|||“|||‘H“||‘|“|||‘H||||:|I-5|8|.O|||||]|-8|9.|0|||||| AR BAREE B
m/z--> 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020719\
Data File : BM018737.D

Aca On : 07 Feb 2019 14:53

Operator : JU/SJ

Sample : K1389-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.00 3.71 ng 469521 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 60

Abundance Scan 2535 (17.998 min): BM018737.D (-2531) (-) m/z 73.10 100.00%

43.

5000

73.1
129.1
213.2

157.1 1851 1760 17.80 18.00 18.20 18.40

m/z 43.10 88.99%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43.0
73.0

17.60 17.80 18.00 18.20 18.40
m/z 60.10 77 .24%
L4“, 97.0 129.0 1710 213.0 256.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid
43.0 |, 73.0
R o EER A e
17.60 17.80 18.00 18.20 18.40
m/z 41.05 74 .94%
5000 129.0
185.0
97.0 228.0
18.0! 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37192: n-Decanoic acid
60.0 17.60 17.80 18.00 18.20 18.40
m/z 57.10 70.94%
5000 29.0 129.0
87.0
N 170
SN R 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020719\
Data File : BM018737.D

Aca On : 07 Feb 2019 14:53

Operator : JU/SJ

Sample : K1389-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.01 3.86 ng 620054 Chrysene-di12 21.31

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Nonadecene 266 C19H38 018435-45-5 98

2 Z-5-Nonadecene 266 C19H38 1000131-11-8 98

3 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94

5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 94
Abundance Scan 3047 (21.009 min): BM018737.D (-3043) (-) m/z 43.10 100.00%

431
83.1
5000
}25'1 20.60 20.80 21.00 21.20 21.40
167.1 208.0 . . . . )
A ) 10712080 2801 3250 a2 o TR 6e " gg 5oy,
m/z--> 50 100 150 200 250 300 350 400
Abundance #98169: 1-Nonadecene
571.0 197.0
5000

20.60 20.80 21.00 21.20 21.40
J 30.0 266.0 m/z 55.05 82.52%
5.9 4 | ﬁ“zzo

m/z--> 50 100 150 200 250 300 350 400

Abundance #98172: Z-5-Nonadecene
55,0 97.0
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_
20.60 20.80 21.00 21.20 21.40
5000 m/z 83.10 78.07%
266.0
L | 1300 1620 5240
AL e e e o e e IR A o o o I A
m/z--> 50 100 150 200 250 300 350 400
Abundance #106398: 5-Eicosene, (E)-
55.0 20.60 20.80 21.00 21.20 21.40
m/z 97.05 68.60%
5000 97.0

22% l l 139.0 1820 2230 280.0

T
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020719\
Data File : BM018737.D

Aca On : 07 Feb 2019 14:53

Operator : JU/SJ

Sample : K1389-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.47 3.71 ng 580720 Perylene-di12 23.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 90
2 Saualene 410 C30H50 007683-64-9 90
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 78
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64

Abundance Scan 3295 (22.468 min): BM018737.D (-3292) (-) m/z 69.10 100.00%

69.1
5000

1211 nmnmnmnm
191.0
bt b Ly ) 3p6070LD 28122650 3411 4161 | 757781 05 49.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69.0

5000 LB B B U
22 20 22. 40 22. 60 22. 80

m/z 41.05 30.15%

29.4 il ]1 Il .|1 |:er10 203.0 273.0 341.0 410.0
A T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0

22.20 22. 40 22.60 22.80

5000 m/z 68.10 14 .02%
137.0
L 40805 1010 2310 2730 3410 __ 4100
il T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #126274: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal
69.0 22.20 22.40 22.60 22.80

m/z 95.10 13.83%

5000

137.0
29. ‘ #p?o | 1920 2470 316.0
L b 9 |

m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM020719\
Data File : BM018737.D

Acq On : 07 Feb 2019 14:53

Operator : JU/SJ

Sample - K1389-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919_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... 4.86 5.0 ng 344526 1 7.72 1385020 20.0
unknown? .25 7.25 116.7 ng 8082670 1 7.72 1385020 20.0
n-Hexadecanoic acid 18.00 3.7 ng 469521 4 17.12 2531060 20.0
1-Nonadecene 21.01 3.9 ng 620054 5 21.31 3212460 20.0
2,6,10,14,18,22-T... 22.47 3.7 ng 580720 6 23.57 3129240 20.0
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