LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM111018\
Data File : BM017599.D

Aca On : 09 Nov 2018 19:48

Operator : MJ/SJ

Sample = J5863-01

Misc :

ALS Vial : 10 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-BM101718 .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 4.799 303 308 318 rVB 130775 189324 1.74% 0.298%
2 5.240 377 383 399 rBVY 3224646 4685022 42.97% 7.376%
3 6.804 642 649 664 rBY 3347299 5453838 50.02% 8.586%
4 7.157 701 709 723 rBVY 3296338 5186745 47 .57% 8.166%
5 7.616 781 787 796 rBV 841023 1345887 12.35% 2.119%

7.934 834 841 849 rBV 2426313 3862128 35.43% 6.080%
8.775 974 984 1006 rBV 1820565 3187488 29.24% 5.018%
10.392 1252 1259 1278 rBV 952675 1826833 16.76% 2.876%
4823323 7336723 67.30% 11.551%
13.745 1823 1829 1842 rBVY 136713 268748 2.47% 0.423%
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11 14.263 1910 1917 1931 rBV2 1458186 2429511 22.28% 3.825%
12 15.763 2165 2172 2189 rBV 4021039 5909277 54.20% 9.303%
13 17.015 2379 2385 2404 rBV2 1799696 3009237 27.60% 4._.738%
14 17.927 2534 2540 2550 rBV 314405 489423 4._.49% 0.771%
15 19.215 2754 2759 2768 rBV2 122226 200230 1.84% 0.315%

16 19.656 2828 2834 2847 rBV 8677588 10902255 100.00% 17.164%
17 20.939 3048 3052 3062 rBV2 249664 401220 3.68% 0.632%

18 21.215 3094 3099 3111 rBV 2672923 3653459 33.51% 5.752%
19 23.409 3466 3472 3489 rVB 1631163 3179473 29.16% 5.006%

Sum of corrected areas: 63516821
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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:\SVOASRV\HPCHEM1I\BNA M\DATA\BM111018\

- BM017599.D

= 09 Nov 2018 19:48

: MJ/SJ

: J5863-01

: 10 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM101718.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

TIC: BM017599.D

5.24 6.80 7.16

7.62 10.39

4.80

O
Time--> 3.00

T I T T
10.00 10.50 11.00 11.50

350 400 450 5.00 550

6.00 6.50 7.00 750 8.00

8.50 9.00 9.50

Abundance

8000000

6000000

4000000

2000000

TIC: BM017599.D
19,66

12.87
15.76

17.02
14.26

17.93

13.75 19.22

Time-->

Obr
12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

N
LIS L L L N L L L I L L L O [ L L L L L L LB B L R

Abundance

8000000

6000000

4000000

2000000

0=

TIC: BM017599.D

21.22
23.41

20.94

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\BM111018\
Data File : BM017599.D

Aca On : 09 Nov 2018 19:48

Operator : MJ/SJ

Sample : J5863-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM101718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.80 2.81 ng 189324 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Acetone 58 C3H60 000067-64-1 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 308 (4.799 min): BM017599.D (-303) (-) m/z 42.95 100.00%
43
59
5000
T 430 450 250 500 520
83 : : : : :
0....,....',':..-!-|,....,-....-,|....,....,....,....,....,2.0.7.. m/z 59.00 57.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 L R SRR A
440 4.60 4.80 5.00 5.20
m/z 101.10 21.56%
. Iﬁl 1 83 101
LI SRULELEL SULELEL SURLLEL SLRLAL UL WAL SO WAL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3092: 5-Hexen-2-one
43
440 460 4.80 500 5.20
5000 m/z 58.10 16.50%
55
0 ‘ “\\ NN | 71 8\3 9\8
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime PP T T PP e rrp
43 440 4.60 4.80 5.00 5.20
m/z 41.10 9.04%
5000
101
15 31 | 849 g6
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM111018\
Data File : BM017599.D

Aca On : 09 Nov 2018 19:48

Operator : MJ/SJ

Sample : J5863-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM101718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.16 Concentration Rank 1

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

7.16 77.08 ng 5186750 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 709 (7.157 min): BM017599.D (-701) (-) m/z 132.00 100.00%
32
5000 68
40 ‘ 75 6 104 6.80 7.00 7.20 7.40
o..,....,....,...!,".'.‘.‘7," .61"|....,..5.‘.7,....,.':..,.1.1.5.,....,-'...,.. m/z 68.10 43.15%
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
5000 SR N R I
6.80 7.00 7.20 7.40
31 78 m/z 134.00 32.65%
38
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
SR N R I
6.80 7.00 7.20 7.40
5000 m/z 66.10 29.58%
)15 28 39 82 O 77 90 104 ;5 |
s B 3 4o B e To 8 o 100 130 130 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R e
132 6.80 7.00 7.20 7.40
m/z 69.10 18.67%
5000
33 a4 97 105
0 |50 e | | us
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM111018\
Data File : BM017599.D

Aca On : 09 Nov 2018 19:48

Operator : MJ/SJ

Sample : J5863-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM101718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3
R.T. EstConc Area Relative to ISTD R.T.

17.93 3.25 ng 489423 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Nonanoic acid 158 C9H1802 000112-05-0 27

Abundance Scan 2540 (17.927 min): BM017599.D (-2534) (-) m/z 73.00 100.00%

43

5000

1

283 17.60 17.80 18.00 18.20
0f m/z 60.00 97.11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73
57
5000 29 256

‘ 17.60 17.80 18.00 18.20
o.n,j..'mw.ﬂ

213
171185
157 199

143

21 m/z 43.05  94.32%
143157171185, 5o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid
3 73
1 17.60 17.80 18.00 18.20
5000 29 129 m/z 41.10 86.10%
87 185
01115 143,171 | g9 228
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73 17.60 17.80 18.00 18.20
m/z 57.05 81.88%
43 57
5000
129
29 ‘ 115 171 214
185
AEERI N P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM111018\
Data File : BM017599.D

Aca On : 09 Nov 2018 19:48

Operator : MJ/SJ

Sample : J5863-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM101718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5
R.T. EstConc Area Relative to ISTD R.T.
20.94 2.20 ng 401220 Chrysene-di12 21.22
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 95
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 3052 (20.939 min): BM017599.D (-3048) (-) m/z 57.05 100.00%
o7
83
5000
111
IUNNUVA AR U
3 l 139 167 209 265 20.60 20.80 21.00 21.20
ol A3 apol Joof 287 <282 32 | m/z 43.05 97.87%
m/z--> 150 200 250 300 350
Abundance #98171: 1-Nonadecene
43
5000 AU AR AREE
20 60 20. 80 21. oo 21.20
125 m/z 55.05 91.06%
o 2§ 1y 154 182 210 238 266
m/z--> § 150 260 2%0 300 3éo
Abundance #98172: Z-5-Nonadecene
55 83
20,60 20.80 21.00 21.20
5000 111 m/z 69.05 76.36%
266
o L H || 1139 168150210 238
m/z--> §o 160 150 200 250 360 3éo
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester e T
43 20.60 20.80 21.00 21.20
m/z 83.10 75.61%
69
5000 97
o 1 ‘ H 1'% 150169 105 204 252
m/z--> §o 160 1%0 260 250 300 350 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM111018\
Data File : BM017599.D

Acq On : 09 Nov 2018 19:48

Operator : MJ/SJ

Sample - J5863-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_M
Quant Title : 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... 4.80 2.8 ng 189324 1 7.62 1345890 20.0
unknown7 .16 7.16 77.1 ng 5186750 1 7.62 1345890 20.0
n-Hexadecanoic acid 17.93 3.3 ng 489423 4 17.02 3009240 20.0
1-Nonadecene 20.94 2.2 ng 401220 5 21.22 3653460 20.0

8270-BM101718.M Mon Nov 12 16:55:42 2018 Page: 7



