LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM080618\
Data File : BM016200.D

Aca On : 06 Aug 2018 20:34

Operator : SJ/JU

Sample = J4333-09

Misc :

ALS Vial : 9 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\HPCHEM1\BNA M\METHODS\8270-BM072318 .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 5.216 323 328 338 rBV 97575 146381 12.58% 1.388%
2 5.693 403 409 420 rBV 661756 1012438 87.00% 9.599%
3 7.334 681 688 702 rBV 663153 1081736 92.96% 10.256%
4 7.698 744 750 766 rBV 713472 1163684 100.00% 11.033%
5 8.169 825 830 838 rBV 154995 254467 21.87% 2.413%

8.492 879 885 897 rBB 531670 848460 72.91% 8.044%
9.357 1026 1032 1046 rBV 392725 660822 56.79% 6.265%
10.986 1303 1309 1325 rBB 180425 306861 26.37% 2.909%
13.422 1717 1723 1732 rVB 746972 1036231 89.05% 9.825%
14.251 1859 1864 1872 rBB 73021 100738 8.66% 0.955%

=
QO ~NO®

11 14.804 1952 1958 1966 rBB2 227456 353371 30.37% 3.350%
12 16.286 2204 2210 2223 rVB 705791 952409 81.84% 9.030%
13 17.533 2417 2422 2433 rBV 290371 404111 34.73% 3.831%
14 18.380 2561 2566 2574 rBV 89866 124082 10.66% 1.176%

15 19.639 2776 2780 2790 rBv4 34058 46383 3.99% 0.440%
16 20.109 2855 2860 2866 rBV 790385 921509 79.19% 8.737%
17 21.345 3066 3070 3079 rVB8 37001 76415 6.57% 0.725%
18 21.421 3081 3083 3087 rvB2 18959 21883 1.88% 0.207%

19 21.662 3119 3124 3129 rBV 394309 514194 44_.19%% 4_875%
20 24.015 3517 3524 3536 rVB 261903 520946 44.77% 4_.939%

Sum of corrected areas: 10547121
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LSC Report - Integrated Chromatogram

Data Path :

Data File : BM016200.D

Aca On - 06 Aug 2018 20:34
Operator : SJ/JU

Sample - J4333-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO080618\

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\
Data File : BM016200.D

Aca On : 06 Aug 2018 20:34

Operator : SJ/JU

Sample = J4333-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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.

5.22 11.50 ng 146381 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Propvlamine 59 C3HON 000107-10-8 38
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
5 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 33

Abundance Scan 329 (5.222 min): BM016200.D (-323) (-) m/z 42.95 100.00%
43.0
5000 59.1
1o 480 500 520 540 5.60
o...,....,....,....|i|!:.?,1'.°.-:~.|,....,....,8.3'.0..,...:,|....,. m/z 59.10 47.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S L UL U
4.80 5.00 5.20 5.40 5.60
59.0 m/z 101.00 19.42%
270 || 830 101.0
o OV OTY PR~ L OO | N +: 2 S il N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #238: Propylamine
3d.0
480 500 520 540 5.60
5000 m/z 39.10 11.31%
59.0
o 17.0 40 510 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester T BRamr B
43.0 4.80 5.00 5.20 5.40 5.60
m/z 58.10 10.64%
57.0
5000
20.0 101.0
oL 0 Al 730 830 A
miz--> 0 20 30 40 50 60 70 8 90 100 110 | 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\
Data File : BM016200.D

Aca On : 06 Aug 2018 20:34

Operator : SJ/JU

Sample = J4333-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 unknown7.70 Concentration Rank 1

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

7.70 91.46 ng 1163680 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 750 (7.698 min): BM016200.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.1 K
40.1 B I L i
5l e 9‘1'1195.0 7.40 7.60 7.80 8.00
Ol ettt bbbt b e e et | M/ZZ 68.10  43.94%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R RAR S RAa NSRS AS
7.40 7.60 7.80 8.00
210 510 m/z 66.10 42 .04%
o,'ll,',“,',7b,°, A
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 134.00 32.49%
44.0 58,0 | 103.0
O e e e e e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R R am ma
132.0 7.40 7.60 7.80 8.00
m/z 69.10 23.28%
5000
33.0 44.0 0.0 105.0
0 " 60\9 ‘ QO ‘\ 115.0 ]
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\
Data File : BM016200.D

Aca On : 06 Aug 2018 20:34

Operator : SJ/JU

Sample = J4333-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 4
R.T. EstConc Area Relative to ISTD R.T.
18.38 6.14 ng 124082 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Undecanoic acid 186 C11H2202 000112-37-8 50
Abundance Scan 2566 (18.380 min): BM016200.D (-2561) (-) m/z 41.10 100.00%
A 730
5000
129.1 2131
97.1
157.0 1851 256.2 sl 1 18.00 18.20 18.40 18.60
0 : m/z 43.10 99 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43.0 73.0
5000
18.00 18.20 18.40 18.60
129.0 m/z 72.95 79 .95%
256.0
0 —_ ¢ |'| r r I|
m/z--> ﬁo 46 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73.0
3.0 18.00 18.20 1840 18.60
5000 m/z 55.10 77 .90%
1290 171.0
ol gy L 200
ok I‘Hlllllnln‘ n‘ H HM M ol ]WSQO“” |‘||| I”‘I ERRERamAREAES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0 18.00 18.20 18.40 18.60
m/z 60.00 74 .93%
5000 129.0
0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1500 18.20 18.40 18.60 !
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\
Data File : BM016200.D

Aca On : 06 Aug 2018 20:34

Operator : SJ/JU

Sample = J4333-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 Cyclopentadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.34 2.97 ng 76415 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 90
2 1.2-Dodecanediol 202 C12H2602 001119-87-5 53
3 Cvclohexane. 1-(cvclohexvimethvl... 208 C15H28 054934-95-1 52
4 Cvclohexane. 1-(cvclohexvimethvl... 208 C15H28 054934-94-0 50
5 Cyclopentane, 1-pentyl-2-propyl- 182 C13H26 062199-51-3 50

Abundance Scan 3069 (21.339 min): BM016200.D (-3066) (-) m/z 55.05 100.00%
54.0
83.0
5000
111.1
| Lo 281.0 326.9356.0 21.00 21.20 21.40 21.60
o U P O Y NS W I m/z 83.05 72.41%
m/z--> 50 100 150 200 250 300 350
Abundance #63051: Cyclopentadecane
54.0
83.0
5000
1110 21.00 21.20 21.40 21.60
' m/z 69.10 67 .85%
. 2710 | [1390 18202100
m/z--> 50 100 150 200 250 300 350
Abundance #57273: 1,2-Dodecanediol
69.0 97.0 ‘
21.00 21.20 21.40 21.60
41,0 m/ 41.10 63.29%
5000 171.0 z (
il A’ “ | ‘1250 |
0 LA UL UL L SR SR B
m/z--> 50 100 150 200 250 300 350
Abundance #61719: Cyclohexane, 1-(cyclohexylmethyl)-4-ethyl-, cis- R B e
55.0 21.00 21.20 21.40 21.60
83.0 m/z 43.10 61.75%
111.0
5000
‘ 208.0
179.0
oL ,i.-..\.ll, lss0 T
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO080618\
Data File : BM016200.D

Acq On : 06 Aug 2018 20:34

Operator : SJ/JU

Sample - J4333-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318_.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... 5.22 11.5 ng 146381 1 8.17 254467 20.0
unknown7 .70 7.70 91.5 ng 1163680 1 8.17 254467 20.0
n-Hexadecanoic acid 18.38 6.1 ng 124082 4 17.53 404111 20.0
Cyclopentadecane 21.34 3.0 ng 76415 5 21.66 514194 20.0
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