LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\

Data File : BM010095.D

Aca On I 22 May 2017 10:49 Instrument :
Operator : SJ/MA BNA_M
Sample - 13177-01 ClientSampleld :
Misc - NORTH-A

ALS Vial : 3 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 5.087 335 340 351 rBV 615263 868680 5.77% 1.060%
2 5.551 412 419 432 rBVY 5065233 7111916 47 .20% 8.681%
3 7.157 685 692 708 rBVY 4474796 7086217 47 .03% 8.649%
4 7.510 744 752 764 rBVY 4962792 7570416 50.24% 9.240%
5 7.963 823 829 840 rBV 797089 1289038 8.56% 1.573%

8.287 875 884 894 rBV 3937154 6172814 40.97% 7.534%
9.157 1024 1032 1041 rBV 2617532 4340983 28.81% 5.298%
10.775 1299 1307 1315 rBV 915366 1526223 10.13% 1.863%
13.222 1716 1723 1733 rVB 7413027 10472690 69.50% 12.783%
14.057 1859 1865 1874 rBV 873962 1187549 7.88% 1.449%

=
QO ~NO®

11 14.598 1949 1957 1968 rVvB2 1312091 1991669 13.22% 2.431%
12 16.086 2204 2210 2224 rBV 5805746 7502367 49.79% 9.157%
13 17.339 2417 2423 2430 rBV 1649019 2331078 15.47% 2.845%
14 18.192 2563 2568 2576 rBV 286778 416568 2.76% 0.508%
15 19.456 2780 2783 2789 rBv4 137305 211640 1.40% 0.258%

16 19.945 2860 2866 2871 rBV 12948774 15067548 100.00% 18.391%
17 21.497 3126 3130 3135 rBV 2667146 3173486 21.06% 3.873%
18 23.868 3527 3533 3542 rVB 1822177 3608529 23.95% 4._.404%

Sum of corrected areas: 81929411
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA M\DATA\BM052217\
Data File : BM010095.D

Aca On : 22 May 2017 10:49

Operator : SJ/MA

Sample - 13177-01

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BM010095.D
1.2e+07

1e+07
8000000
6000000
5.55 7.51

4000000

2000000
5.09 7.96 10.77

S L | Y| -

T T T T T
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM010095.D

19,94
1.2e+07

1e+07
8000000 13.22

6000000 16.09
4000000

2000000 17.34
14.06 14.60

18.19 19.46

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: BM010095.D

1.2e+07

1e+07
8000000
6000000
4000000 21.50

23.87
2000000 A

e

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:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010095.D

Aca On 22 May 2017 10:49

Operator : SJ/MA

Sample : 13177-01

Misc :

ALS Vial : 3 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 3

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

5.09 13.48 ng 868680 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 37
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 12

Abundance Scan 341 (5.093 min): BM010095.D (-335) (-) m/z 43.10 100.00%
43.1
5000
101.1
480 5.00 5.20 5.40
b 7az o 14r1 2071 2809 327.03551 77 59.10  71.04%
m/z--> 50 100 150 200 250 300 350
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L S IR
480 5.00 5.20 5.40
m/z 101.10 32.57%
“ 101.0
—upee
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
480 5.00 520 540
5000{ 18.0 m/z 58.10 17.53%
m/z--> 50 100 150 200 250 300 350
Abundance #3950: 2,3-Butanedione, monooxime
43.0 480 5.00 5.20 5.40
m/z 41.10 11.27%
5000
101.0
15.0
S —
m/z--> 50 100 150 200 250 300 350 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010095.D

Aca On 22 May 2017 10:49

Operator : SJ/MA

Sample : 13177-01

Misc :

ALS Vial : 3 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 unknown7.51 Concentration Rank 1

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

7.51 117.46 ng 7570420 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 752 (7.510 min): BM010095.D (-744) (-) m/z 132.10 100.00%
132.1
5000 68.1
96.1 R UL R L
40.0 9 o6 7.20 7.40 7.60 7.80
0 1911 22l 71 m/z 68.10 46.20%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 U L UL IR
7.20 7.40 7.60 7.80
m/z 66.10 33.34%
31.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
720 7.40 7.60 7.80
5000 97.0 m/z 134.10 32.92%
2.0 70.0
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- R e R R
132.0 7.20 7.40 7.60 7.80
m/z 69.10 22 .00%
5000
69.0
39.0 89.0
1Trv—rv-rrv—rv-rv—rrv-rv—rrv-rv—rn-|—v-n-v-rv—rn-rv—rr TIT [ rrrr[rrrryrrrr[rrrr
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010095.D

Aca On 22 May 2017 10:49

Operator : SJ/MA

Sample : 13177-01

Misc :

ALS Vial : 3 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 4
R.T. EstConc Area Relative to ISTD R.T.
18.19 3.57 ng 416568 Phenanthrene-d10 17.34
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 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 60
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 Undecanoic acid 186 C11H2202 000112-37-8 50
Abundance Scan 2568 (18.192 min): BM010095.D (-2563) (-) m/z 73.10 100.00%
731
43.1
5000
129.1 213.2 .
1852 * rTrrryrrrryrrrr T T T T T
| 1d1.0 157 1 ‘ | 3572 17.I80 18.|00 18.|20 18.|4O 18.|60
..| .-wln.h.,-.... S -1 m/z 55.05 65.74%
m/z--> 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
43.0
5000 256.0
129 0 17.80 18.00 18.20 18.40 18.60
213.0 m/z 43.10 64 .70%
MH” \ “mmW ‘
111} ‘ ‘H\ i 1 Ll 1 1
m/z--> 200 2éo 360 3éo
Abundance
73.0
43.0 17.80 18.00 18.20 18.40 18.60
m/ 60.10 63.01%
5000 1290 4 0
185.0 228.0
99.0 157.0
m/z--> §0 160 150 200 2éo 360 350
Abundance #65562: Tridecanoic acid e R
430 |730 17.80 18.00 18.20 18.40 18.60
' m/z 41.05 57 .31%
5000
‘ 129.0 1710 2140
L
m/z--> 50 100 150 200 250 300 350 17.80 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052217\
Data File : BM010095.D

Acq On 22 May 2017 10:49

Operator : SJ/MA

Sample - 13177-01

Misc :

ALS Vial : 3 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... 5.09 13.5 ng 868680 1 7.96 1289040 20.0
unknown7 .51 7.51 117.5 ng 7570420 1 7.96 1289040 20.0
n-Hexadecanoic acid 18.19 3.6 ng 416568 4 17.34 2331080 20.0
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