LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010188.D

Aca On : 24 May 2017 19:38

Operator : SJ/MA

Sample : 13305-01

Misc :

ALS Vial : 18 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 M\METHODS\8270-BM051917.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 5.069 333 337 346 rVB 244620 341791 2.64% 0.535%
2 5.534 409 416 430 rBVY 3577321 5014926 38.76% 7 .856%
3 7.139 681 689 704 rBVY 3124352 4997314 38.63% 7.828%
4 7.492 741 749 760 rBVY 3397683 5325732 41.17% 8.342%
5 7.951 819 827 832 rBV 539547 882200 6.82% 1.382%

8.269 874 881 891 rBV 2633892 4219554 32.62% 6.610%
9.139 1020 1029 1037 rBV 1839707 2984260 23.07% 4._.675%
10.757 1296 1304 1311 rBV 623423 1060817 8.20% 1.662%
13.204 1713 1720 1728 rVB 5203696 7435177 57.47% 11.647%
14.039 1857 1862 1870 rBV 575425 803193 6.21% 1.258%

=
QO ~NO®

11 14.580 1948 1954 1964 rVB2 904276 1438555 11.12% 2.253%
12 16.074 2201 2208 2218 rBV 4614109 6202727 47.94% 9.716%
13 17.327 2414 2421 2429 rBV 1333578 1830433 14.15% 2.867%
14 18.174 2560 2565 2576 rBvV2 302887 440487 3.40% 0.690%
15 19.445 2777 2781 2785 rBvV2 119047 163514 1.26% 0.256%

16 19.927 2858 2863 2870 rBY 10630661 12937223 100.00% 20.265%
17 21.150 3068 3071 3078 rBV7 114374 241614 1.87% 0.378%
18 21.486 3123 3128 3135 rBV 2263334 2733105 21.13% 4.281%
19 22.527 3301 3305 3315 rBV 1214511 1723609 13.32% 2.700%
20 23.850 3523 3530 3539 rVvB 1521871 3063140 23.68% 4._.798%

Sum of corrected areas: 63839371
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Tit

TIC Library :

LSC Report - Integrated Chromatogram

: Z:\HPCHEM1\BNA M\DATA\BM052417\
: BM010188.D

: 24 May 2017 19:38

: SJ/MA

: 13305-01

: 18 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\8270-BM051917 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

le

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

le+07
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010188.D

Aca On : 24 May 2017 19:38

Operator : SJ/MA

Sample : 13305-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 4

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

5.07 7.75 ng 341791 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 50
3 Propane. 1.1-dipropoxv- 160 C9H2002 004744-11-0 38
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 37
5 Dimethadione 129 C5H7NO3 000695-53-4 28

Abundance Scan 337 (5.069 min): BM010188.D (-333) (-) m/z 43.10 100.00%
43.1
5000
101.0
480 500 520 5.40
ob—Mhl780 o 1470 2080  267.0 89 77 59.10 66.87%
m/z--> 50 100 150 200 250 300 350
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R RN LS IR

480 5.00 5.20 5.40
{ m/z 101.00  27.70%

101.0
o—rrr-————r———
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
T
4.80 5.00 5.20 5.40
0
5000 1010 m/z 58.10 18.20%
27.0
o -t
m/z--> 50 100 150 200 250 300 350
Abundance #29867: Propane, 1,1-dipropoxy- R M AAREEEEES SR
59.0 4.80 5.00 5.20 5.40
m/z 41.10 11.45%
5000 101.0
31.0
} 131.0
m/z--> 50 100 150 200 250 300 350 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010188.D

Aca On : 24 May 2017 19:38

Operator : SJ/MA

Sample : 13305-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 unknown7.49 Concentration Rank 1

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

7.49 120.74 ng 5325730 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 10
5 Benzene, l-methyl-4-(1-methyleth... 132 C10H12 001195-32-0 10

Abundance Scan 749 (7.492 min): BM010188.D (-741) (-) m/z 132.10 100.00%
132.1
5000 68.1
96.1 UL R UL R IR
40.1 7.20 7.40 7.60 7.80
0 W .|~,'!~ 150 . 140 19802081 m/z 68.10 48.64%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 970 N AR A R AR
7.20 7.40 7.60 7.80
70.0 m/z 66.10 36.49%
310 g
0"t'|l'H'l“”'J|“"”|'}}§P” R S S R
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132.0
90 o "Ih 7w 780 7h
5000 ' m/z 134.00 33.32%
31.0 510
T L S UL L W L L B L BRI B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine R maam E
132.0 7.20 7.40 7.60 7.80
m/z 69.10 24 .58%
5000
10, %o | ||
T L S UL W L B L UL B R R L R IR
m/z--> 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010188.D

Aca On : 24 May 2017 19:38

Operator : SJ/MA

Sample : 13305-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 5
R.T. EstConc Area Relative to ISTD R.T.
18.17 4.81 ng 440487 Phenanthrene-d10 17.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 78
4 Dodecanoic acid 200 C12H2402 000143-07-7 70
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 2564 (18.168 min): BM010188.D (-2560) (-) m/z 73.05 100.00%
73.0
5000
17.80 18.00 18.20 1840
0 m/z 60.10 68.80%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92227: n-Hexadecanoic acid
43.0
5000 S AR UL SN
17.80 18.00 18.20 18.40
30 m/z 55.10 67 .33%
o JMy T Jaozso®™
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73.0
17.80 18.00 18.20 18.40
m/ 43.05 61.61%
5000 1290 4 0
29.0 185.0228.0
S S B L B L LIS L L L B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #65562: Tridecanoic acid
73.0 17.80 18.00 18.20 18.40
m/z 41.05 60.76%
5000 29
129.0171.0214.0
0 ""‘Il .'m.ll“.{.’..l‘.l..l.... DML
m/z--> 50 100 150 200 250 300 350 400 450 500 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010188.D

Aca On : 24 May 2017 19:38

Operator : SJ/MA

Sample : 13305-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22.53 12.61 ng 1723610 Chrysene-di12 21.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 87
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 86
3 Octadecanamide 283 C18H37NO 000124-26-5 38
4 Octanamide 143 C8H17NO 000629-01-6 38
5 Dodecanamide 199 C12H25N0 001120-16-7 38

Abundance Scan 3306 (22.533 min): BM010188.D (-3301) (-) m/z 59.10 100.00%

5d.1
5000

22.20 22.40 22.60 22.80
m/z 72.10 85.16%

184.1 240.2 294.3337.4 387 0431.3 490.1533.2

o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #106877: 9-Octadecenamide, (2)-
59.
5000 LA L L L L LB L L BB |
22.20 22.40 22.60 22.80
126.0 m/z 55.10 55.00%
}d Mmu | 1840 238.0°%H0
O,H.J“““”“‘.”u,..nlﬂ..w...w........“...“...“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59.0
T T T T R T
22.20 22.40 22.60 22.80
5000 m/z 69.10 35.60%
137.0
0 193.0 240.0 294.0337.0
T [ T T [T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #108158: Octadecanamide R e R R
59.0 22. 20 22. 40 22. 60 22. 80

m/z 41.10 35.41%

5000

et e B MM S ARERaamalaAlel AL EES

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 20 22. 40 22. 60 22. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052417\
Data File : BM010188.D

Acq On : 24 May 2017 19:38

Operator : SJ/MA

Sample - 13305-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM051917 .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... 5.07 7.8 ng 341791 1 7.95 882200 20.0
unknown? .49 7.49 120.7 ng 5325730 1 7.95 882200 20.0
n-Hexadecanoic acid 18.17 4.8 ng 440487 4 17.33 1830430 20.0
9-Octadecenamide, ... 22.53 12.6 ng 1723610 5 21.49 2733110 20.0
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