LSC Area Percent Report

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

Data File : BG033909.D

Aca On : 21 Apr 2018 6:58 Instrument :

Operator : SJ/JU BNA_G

Sample  : J2473-12 G

Mi _ 041818-SIDW-F-D-M
isc :

ALS Vial : 28 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 4.988 285 289 298 rVB 49860 74123 1.12% 0.315%
2 5.441 358 366 373 rBV 385673 608293 9.16% 2.586%
3 6.992 622 630 643 rBV 242308 423209 6.37% 1.799%
4 7.362 686 693 701 rBV 723122 1215987 18.31% 5.169%
5 7.832 766 773 780 rBV 229718 382647 5.76% 1.627%
6 8.149 819 827 836 rBV 889958 1518933 22.87% 6.457%
7 8.978 959 968 981 rBV 790714 1378010 20.75% 5.858%
8 10.611 1239 1246 1254 rBV 309063 556835 8.38% 2.367%
9 13.085 1660 1667 1675 rBV 2152168 3362402 50.63% 14.294%
10 13.925 1805 1810 1815 rBvV 54771 80433 1.21% 0.342%

11 14.459 1895 1901 1910 rVvB2 500437 849716 12.79%% 3.612%
12 15.952 2148 2155 2169 rVB2 1351126 2000785 30.13% 8.505%
13 17.215 2363 2370 2379 rVB2 761218 1160883 17.48% 4 _.935%
14 18.132 2521 2526 2534 rBV 103706 168581 2.54% 0.717%
15 19.412 2740 2744 2750 rBV2 51300 75864 1.14% 0.322%

16 19.853 2813 2819 2825 rBV 5110342 6641452 100.00% 28.233%
17 21.169 3039 3043 3053 rBV3 32026 70898 1.07% 0.301%

18 21.469 3087 3094 3102 rBV 957563 1500252 22.59% 6.378%
19 24.530 3604 3615 3627 rVB3 535219 1454595 21.90% 6.183%

Sum of corrected areas: 23523898
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033909.D

Aca On : 21 Apr 2018 6:58

Operator : SJ/JU

Sample : J2473-12

Misc :

ALS Vial : 28 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: BG033909.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033909.D

Aca On : 21 Apr 2018 6:58

Operator : SJ/JU

Sample : J2473-12

Misc :

ALS Vial : 28 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 3.87 ng 74123 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 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 9
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 289 (4.988 min): BG033909.D (-285) (-) m/z 43.00 100.00%
43
5000 59
1o 460 480 500 520 540
o...,....,....,..?7.-,':...?1..:!,...‘?9,....,5.‘3...,...:,|....,. m/z 59.00 50.54%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR SR R R
460 4.80 5.00 5.20 5.40
m/z 100.90 17.11%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520 540
5000 m/z 58.00 12.77%
101
15 58
0 28 37 51 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #854: 2-Propanol, 2-methyl- A A a
59 460 4.80 5.00 5.20 5.40
m/z 40.95 8.27%
5000
31 4
0 ]75 25\ \‘ ‘ \‘ 50 H‘ 71
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 : BG033909.D

Aca On : 21 Apr 2018 6:58

Operator : SJ/JU

Sample : J2473-12

Misc :

ALS Vial : 28 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 unknown7.36 Concentration Rank 2

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

7.36 63.56 ng 1215990 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 693 (7.362 min): BG033909.D (-686) (-) m/z 131.90 100.00%
5000 68
96 TfrTTTTTTT T T T T T T T
40 gy J 7.00 7.20 7.40 7.60
ol A8 aeue | W/z 68.00 43.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 LTSRN N UL L
7.00 7.20 7.40 7.60
33 44 105 m/z 133.90 32.87%
o e | e
0 ”'I'"W'“T'r”h'i"”l'hyﬁ""I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 7.00 7.20 7.40 7.60
5000 gg 116 m/z 66.00 28.49%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole |/|\| L L L B L I
132 7.00 7.20 7.40 7.60
m/z 69.00 18.56%
5000
104
ol 14 27 39 1 77 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180 700 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033909.D

Aca On : 21 Apr 2018 6:58

Operator : SJ/JU

Sample : J2473-12

Misc :

ALS Vial : 28 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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.13 2.90 ng 168581 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 46
5 Trehalose 342 C12H22011 000099-20-7 35
Abundance Scan 2526 (18.132 min): BG033909.D (-2521) (-) m/z 73.00 100.00%
43 - 73
5000
129 013
7 115 171
01 1431577 188199 | ;256 17.80 18.00 18.20 18.40
0! m/z 42.95 87.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 U UM UL BN B
ﬂmmmmmmm
21 m/z 60.00 78.57%
m/z--> "éb“ 'ﬁb"'éb' 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
17.80 18.00 18.20 18.40
5000 129 m/z 57.00 76.75%
29 87 115 171
185 214
JLs 101 143157 108
m/z--> 25 45 eb 85 160 150 150 160 1éo 200 220 250 2éo
Abundance #95851: Pentadecanoic acid
3 60 73 17.80 18.00 18.20 18.40
m/z 55.00 71.14%
5000 129
29
199
‘ | ‘ 143 157171 185 242
OIEI'ISII‘IIIII‘IHMI — e ARaa AR R
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 : BG033909.D

Acq On = 21 Apr 2018 6:58

Operator : SJ/JU

Sample : J2473-12

Misc :

ALS Vial : 28 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 3.9 ng 74123 1 7.83 382647 20.0
unknown? .36 7.36 63.6 ng 1215990 1 7.83 382647 20.0
n-Hexadecanoic acid 18.13 2.9 ng 168581 4 17.22 1160880 20.0
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