LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027328.D

Acq On : 8 Jun 2017 22:16

Operator : SJ/MA

Sample : 13460-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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 height area % max. total

5.704 337 343 351 rBV2 39075 62077 1.28% 0.315%
6.139 410 417 429 rBvV 461456 813901 16.74% 4_.135%
rBv 316016 586863 12.07% 2.981%
8.089 740 749 759 rBV 790415 1459450 30.02% 7.414%
8.559 821 829 837 rVB 148435 274858 5.65% 1.396%
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8.882 875 884 893 rBvV 584469 1090039 22.43% 5.537%
9.717 1017 1026 1036 rBV 560782 1087038 22.36% 5.522%
11.374 1300 1308 1317 rBV 229656 445219 9.16% 2.262%
13.765 1707 1715 1724 rBV 1700317 2778815 57.17% 14.116%
15.140 1941 1949 1959 rVB2 392714 674784 13.88% 3.428%

=
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11 16.620 2193 2201 2217 rBV 1540810 2498279 51.40% 12.691%
12 17.889 2409 2417 2424 rBV2 526660 875534 18.01% 4.448%
13 18.724 2554 2559 2568 rBV3 48041 77037 1.58% 0.391%
14 19.981 2769 2773 2782 rBV2 65509 98450 2.03% 0.500%
15 20.469 2849 2856 2863 rBV 3435497 4860815 100.00% 24.693%

16 22.273 3155 3163 3173 rBV 552328 1038795 21.37% 5.277%
17 25.956 3778 3790 3803 rBVv3 280587 963400 19.82% 4.894%

Sum of corrected areas: 19685354
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027328.D

Acq On : 8 Jun 2017 22:16

Operator : SJ/MA

Sample : 13460-14

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027328.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027328.D

Acq On : 8 Jun 2017 22:16

Operator : SJ/MA

Sample : 13460-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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.

5.70 4.52 ng 62077 1,4-Dichlorobenzene-d4 8.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Diacetamide 101 C4H7NO2 000625-77-4 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 342 (5.698 min): BG027328.D (-337) (-) m/z 43.00 100.00%
43
59
5000
101
49 | 83 | 540 560 5.80 6.00
) I .. OV U MBMS N E— m/z 59.00 62.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL UL I I
59 540 560 580 6.00
m/z 101.00 19.60%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
540 560 580 600
5000 59 m/z 57.95 18.06%
73
101
0 28 37 51 67 79 86
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59 540 560 5.80 6.00
m/z 41.00 10.21%
5000 41
31
H [
0..,.%5..,..a‘l,....‘il‘...,??H‘.i....i....,....,...g?,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027328.D

Acq On : 8 Jun 2017 22:16

Operator : SJ/MA

Sample : 13460-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown8.09 Concentration Rank 1

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

8.09 106.20 ng 1459450 1,4-Dichlorobenzene-d4 8.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 749 (8.089 min): BG027328.D (-740) (-) m/z 132.00 100.00%
32
5000 68
40 % J 780 800 820 840
54 . : : :
o e ldsus Al 7 68.00 49,320
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 R UL A R SRR
7.80 8.00 8.20 8.40
33 44 o 105 m/z 134.00 32.33%
Oll|||||||6|0||||§|0|||||||:!-1|5|||||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 780 800 820 840
5000 9g 116 m/z 66.00 31.25%
0 89 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal P
132 7.80 8.00 8.20 8.40
m/z 69.00 19.15%
5000 67
41 97
53
L B e
N Y O S AU &
m/z--> 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027328.D

Acq On : 8 Jun 2017 22:16

Operator : SJ/MA

Sample : 13460-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.98 2.25 ng 98450 Phenanthrene-d10 17.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2773 (19.981 min): BG027328.D (-2769) (-) m/z 43.05 100.00%

43

5000

:

19.60 19.80 20.00 20.20

0 m/z 73.00 99.72%
m/iz--> 0 50 100 150 200 250 300 350
Abundance #131259: Octadecanoic acid
43 73
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‘ 97 ‘ 165 a2 m/z 60.00 86.33%
0 |1|8‘\| ‘k“ IH“"‘ hl\ IH‘HI ‘\h\lw .‘“h. u 157 I\ .‘. ‘I 2|13| L .‘ 2|6|5 A I —
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N B e o L e e e e IR B e e B o s o
m/iz--> 0 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid
73 19.60 19.80 20.00 20.20
2 m/z 55.00 80.51%
5000 129
185 228
LU |
o pJHUJJVﬁh“:J,%ﬁ?..\. e madasusdih S Mkt
m/iz--> 0 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060817\
Data File : BG027328.D

Acq On : 8 Jun 2017 22:16

Operator : SJ/MA

Sample : 13460-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.70 4.5 ng 62077 1 8.56 274858 20.0
unknown8 .09 8.09 106.2 ng 1459450 1 8.56 274858 20.0
Octadecanoic acid 19.98 2.3 ng 98450 4 17.89 875534 20.0
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