LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\

Data File : BG033910.D

Aca On - 21 Apr 2018 7:35 Instrument :

Operator : SJ/JU ?:II\:gﬁ(t;Sam ol

agmple : J2473-13 04w1&90&42us
isc :

ALS Vial : 29 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 G\METHODS\8270-BG041918.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 4.992 285 290 297 rBV 66574 97935 1.49% 0.419%
2 5.439 359 366 375 rVB 461437 695993 10.57% 2.975%
3 6.996 624 631 640 rVB 285950 472997 7.19% 2.021%
4 7.366 686 694 702 rBV 760180 1265470 19.22% 5.408%
5 7.830 766 773 780 rVB 226124 376636 5.72% 1.610%

8.147 819 827 836 rBV 882692 1523352 23.14% 6.510%
8.982 956 969 980 rBV 782221 1388579 21.09% 5.934%
10.615 1240 1247 1255 rBV 311096 555475 8.44% 2.374%
2140067 3310916 50.29% 14.150%
14.463 1895 1902 1911 rVB2 510214 838394 12.74% 3.583%
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11 15.950 2148 2155 2165 rBV2 1264908 1952506 29.66% 8.345%
12 17.213 2363 2370 2379 rVB2 759716 1129426 17.16% 4.827%
13 18.130 2521 2526 2541 rBV3 77052 135553 2.06% 0.579%
14 19.416 2739 2745 2755 rBV2 45161 78710 1.20% 0.336%
15 19.857 2813 2820 2825 rBV 4821217 6583082 100.00% 28.135%

16 21.167 3039 3043 3053 rBV2 52175 103813 1.58% 0.444%
17 21.473 3088 3095 3103 rBV 930680 1460613 22.19% 6.242%
18 24.534 3605 3616 3629 rVB2 531476 1429015 21.71% 6.107%

Sum of corrected areas: 23398465
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033910.D

Aca On : 21 Apr 2018 7:35

Operator : SJ/JU

Sample : J2473-13

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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: BG033910.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033910.D

Aca On : 21 Apr 2018 7:35

Operator : SJ/JU

Sample : J2473-13

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.99 5.20 ng 97935 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 290 (4.992 min): BG033910.D (-285) (-) m/z 43.00 100.00%
43
59
5000
ot 460 480 500 520 540
83 : : : : :
o...,....,....,..??I,'::.‘.‘?..-:Ii....,....,.~...,....,|....,. m/z 59.00 55.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR S R RS L
460 4.80 5.00 5.20 5.40
m/z 101.00 18.86%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520 540
5000 m/z 58.00 15.72%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e T
43 460 4.80 5.00 5.20 5.40
m/z 41.00 9.68%
5000
101
o 15 253137 [ 5 %8 6 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033910.D

Aca On : 21 Apr 2018 7:35

Operator : SJ/JU

Sample : J2473-13

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 2 unknown7.37 Concentration Rank 2

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

7.37 67.20 ng 1265470 1,4-Dichlorobenzene-d4 7.83
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-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 695 (7.372 min): BG033910.D (-686) (-) m/z 131.90 100.00%
32
5000 68
0,50l o P 7ho 750 740 760 78D
) NSNS L1 NN PSS AN M NSRS < SN . m/z 68.00 42.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 NI L SR UL
7.00 7.20 7.40 7.60 7.80
3 78 m/z 133.90 33.51%
138 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 m/z 66.00 27 .71%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole s B R
132 7.00 7.20 7.40 7.60 7.80
m/z 69.00 17 .53%

5000
104
515 0 77
oL 14 27 37449 58 | ' 89 97 | 115

R a R e R AR A B i L e R  REAEEEE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033910.D

Aca On : 21 Apr 2018 7:35

Operator : SJ/JU

Sample : J2473-13

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041918._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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.13 2.40 ng 135553 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2526 (18.130 min): BG033910.D (-2521) (-) m/z 73.00 100.00%

143 27 256 17.80 18.00 18.20 18.40

43 60 78
5000 . 129
213
115 157171
185199

0 m/z 60.00 93.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

17.80 18.00 18.20 18.40
m/z 43.00 91.00%

213
g
of AT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
R AR
17.80 18.00 18.20 18.40
4l 129
5000 m/z 55.00 81.21%
87
27 101 115 143 157172
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid R B e B e
60 78 17.80 18.00 18.20 18.40
m/z 57.00 72.39%
43
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NEER N o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042018\
Data File : BG033910.D

Acq On = 21 Apr 2018 7:35

Operator : SJ/JU

Sample : J2473-13

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918_.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... 4.99 5.2 ng 97935 1 7.83 376636 20.0
unknown? .37 7.37 67.2 ng 1265470 1 7.83 376636 20.0
n-Hexadecanoic acid 18.13 2.4 ng 135553 4 17.21 1129430 20.0
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