LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061418\

Data File : BG035138.D

Aca On : 14 Jun 2018 15:18 Instrument :

Operator : SJ/JU ?:II\!A_?S el
- _ lentosampleld :

3?22'6 : J3467-01 C-MW-11-061118

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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG060718 .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 5.637 391 400 411 rBV 385369 650139 13.23% 3.298%
2 7.218 662 669 678 rBV 262943 480458 9.78% 2.438%
3 7.594 726 733 741 rBV 763934 1318306 26.83% 6.688%
4 8.064 806 813 820 rBV 159115 276699 5.63% 1.404%
5 8.393 860 869 876 rBV 664602 1185420 24.12% 6.014%

9.227 1003 1011 1020 rVB 621956 1119830 22.79%% 5.681%
10.872 1280 1291 1301 rBV 214170 399702 8.13% 2.028%
13.315 1699 1707 1714 rBV 1779533 2826621 57.52% 14.341%
14.690 1930 1941 1951 rBV2 383650 649326 13.21% 3.294%
16.170 2186 2193 2203 rBVY 1657150 2530891 51.50% 12.840%

=
QO ~NO®

11 17.427 2400 2407 2417 rBV 556609 870468 17.71% 4.416%
12 18.314 2553 2558 2568 rBV 149246 227206 4.62% 1.153%
13 19.583 2769 2774 2783 rBV 119571 175147 3.56% 0.889%
14 20.041 2845 2852 2857 rBV 3520098 4914159 100.00% 24.931%
15 20.817 2980 2984 2988 rVB2 69265 77592 1.58% 0.394%

16 21.346 3070 3074 3079 rBV5 41102 67490 1.37% 0.342%
17 21.698 3128 3134 3143 rBV2 621771 1019787 20.75% 5.174%
18 24.929 3672 3684 3694 rBV3 304244 921495 18.75% 4._.675%

Sum of corrected areas: 19710736
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061418\

Data File : BG035138.D

Aca On : 14 Jun 2018 15:18

Operator : SJ/JU

ﬁ?ggle i J3467-01 C-MW-11-061118
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG035138.D
3500000

3000000
2500000
2000000
1500000

1000000

7.59 8.39 0.93

500000 5.64
7.22 8.06 10.87

0 | i

T I T
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG035138.D
3500000 20104

3000000

2500000

2000000
13.32 16.17

1500000

1000000

17.43 21.70

500000 14.69

18.31 1058 | 20.82 21.35A
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG035138.D
3500000

3000000
2500000
2000000
1500000
1000000

500000 24.03
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061418\

Data File : BG035138.D

Aca On : 14 Jun 2018 15:18

Operator : SJ/JU

ﬁ?ggle i J3467-01 C-MW-11-061118
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.59 Concentration Rank 1

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

7.59 95.29 ng 1318310 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 732 (7.588 min): BG035138.D (-726) (-) m/z 132.15 100.00%
13p.2
5000 68.2
w01 | %2 750 70 7h Th0 500
0 2 S — < Y Z 2 LR T o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR RN LR LR B
7.20 7.40 7.60 7.80 8.00
310 m/z 66.15 36.02%
0 ...,..‘..‘,l.l.,.l..‘,....,.‘... e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
132.0
A RARARRARAS RARAE AR
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.15 31.17%
69.0
390 103.0
O S LR LA AN AL LS RN AL LALRS LA LAAAS RARAS LA AARAS EAAAS LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14503: 1H-Benzimidazole, 2-methyl- R R amm
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 22 .38%
5000

38.0 6313“0 ‘104 0

| Ji |
|||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||| LA LN L L L L L L BB

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 7.20 7.40 7.60 7.80 8.00

o

8270-BG060718.M Fri Jun 15 15:43:34 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061418\

Data File : BG035138.D

Aca On : 14 Jun 2018 15:18

Operator : SJ/JU

ﬁ?ggle i J3467-01 C-MW-11-061118
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 Tetradecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

18.31 5.22 ng 227206 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2557 (18.309 min): BG035138.D (-2553) (-) m/z 73.15 100.00%

73.2
5000

18.00 18.20 18.40 18.60

o} m/z 60.15 74.73%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #84453: Tetradecanoic acid
73.0
5000
129.0 18.00 18.20 18.40 18.60
29. 185.0 228.0 m/z 43.15 69.49%
0 HQUWMWNMWMN:MHW.M\..L.,...w....,....,....“.
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
R IR RRRE EEEEEE R
18.00 18.20 18.40 18.60
5000 256.0 m/z 55.15 58.23%
129.0
p3.0 213.0
171.0
0 B B o o L o o o o ELALA e o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #72648: Tridecanoic acid T T e e
73.0 18.00 18.20 18.40 18.60
m/z 41.15 54 _.19%
5000
129.0
29. ﬂ 17T.0 214.0
m/z--> 0 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061418\
Data File : BG035138.D

Aca On : 14 Jun 2018 15:18

Operator : SJ/JU

Sample : J3467-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

19.58 3.43 ng 175147 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 78
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 35
5 Undecanoic acid 186 C11H2202 000112-37-8 30

Abundance Scan 2773 (19.577 min): BG035138.D (-2769) (-) m/z 73.15 100.00%

73.2
43.1

5000

185.3 241.3

284.3 19.20 19.40 19.60 19.80

391.9
o m/z 43.15 74 .40%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0 AN i M s
19.20 19.40 19.60 19.80
1850 o4y 2840 m/z 55.15  66.06%
0 \‘H wo o b |
1y L A e e o e e o e e LA i e |
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
43.0 R R REE R RS
19.20 19.40 19.60 19.80
5000 129.0 m/z 60.10 63.65%
185.0
228.0
O T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
43.0 73.0 19.20 19.40 19.60 19.80
m/z 57.20 62.36%
5000 129.0
H 199.0 2420
AR U
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG061418\

Data File : BG035138.D

Acq On : 14 Jun 2018 15:18

Operator : SJ/JU

ﬁ?ggle i J3467-01 C-MW-11-061118
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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]
unknown? .59 7.59 95.3 ng 1318310 1 8.07 276699 20.0
Tetradecanoic acid 18.31 5.2 ng 227206 4 17.43 870468 20.0
Octadecanoic acid 19.58 3.4 ng 175147 5 21.70 1019790 20.0
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