LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO061719\
Data File : BG041294.D

Aca On : 18 Jun 2019 5:48

Operator : HP/JU

Sample - K3389-01

Misc :

ALS Vial : 20 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-BG061719.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 5.621 425 431 441 rBV 518672 848221 44.80% 7.298%
2 7.231 698 705 717 rBV 538734 966998 51.08% 8.320%
3 7.607 763 769 781 rBV 530953 925280 48.87% 7.961%
4 8.083 843 850 859 rBV 124325 221684 11.71% 1.907%
5 8.406 898 905 913 rBV 383398 671566 35.47% 5.778%
6 9.264 1044 1051 1060 rBV 315995 585051 30.90% 5.034%
7 10.903 1324 1330 1341 rBV2 141526 275875 14.57% 2.374%
8 13.336 1737 1744 1756 rBV 777184 1216520 64.26% 10.467%
9 14.164 1877 1885 1895 rBV 60582 97608 5.16% 0.840%
10 14.717 1973 1979 1989 rBV2 257952 418302 22.09% 3.599%

11 16.203 2225 2232 2248 rBV 683500 1099895 58.10% 9.463%
12 17.460 2439 2446 2451 rBV2 353285 542245 28.64% 4._.665%

13 17.502 2451 2453 2462 rVB2 26678 37939 2.00% 0.326%
14 18.318 2586 2592 2600 rBV6 28791 58937 3.11% 0.507%
15 19.511 2790 2795 2801 rBV 38902 56536 2.99% 0.486%
16 19.875 2847 2857 2862 rVB 30320 55186 2.91% 0.475%

17 20.057 2882 2888 2896 rBV 1490755 1893256 100.00% 16.290%
18 21.332 3099 3105 3117 rBV5 52895 131372 6.94% 1.130%
19 21.738 3165 3174 3187 rBv2 400800 723239 38.20% 6.223%

20 21.879 3195 3198 3202 rVB5 16135 19847 1.05% 0.171%
21 22.496 3297 3303 3306 rBV6 23335 40561 2.14% 0.349%
22 23.195 3418 3422 3431 rVB3 23585 46630 2.46% 0.401%
23 24.006 3554 3560 3568 rBV7 25311 54313 2.87% 0.467%
24 24.969 3720 3724 3725 rBV3 18662 20954 1.11% 0.180%

25 25.046 3728 3737 3747 rVB 211120 614526 32.46% 5.287%

Sum of corrected areas: 11622541
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO061719\
Data File : BG041294.D

Aca On : 18 Jun 2019 5:48

Operator : HP/JU

Sample - K3389-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061719_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title
: C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BG041294.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO061719\
Data File : BG041294.D

Aca On : 18 Jun 2019 5:48

Operator : HP/JU

Sample - K3389-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061719.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 1 unknown7.61 Concentration Rank 1

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

7.61 83.48 ng 925280 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 10
2 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 10
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 10

Abundance Scan 769 (7.607 min): BG041294.D (-763) (-) m/z 131.95 100.00%
132
5000 68
96 SRR I UL LR L
40 187 7.20 7.40 7.60 7.80 8.00
L .. m/z 68.00 48.53%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

7.20 7.40 7.60 7.80 8.00
m/z 66.00 38.76%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14770: Cyclopropanamine, 1-phenyl-
132

104 7.20 7.40 7.60 7.80 8.00
5000 m/z 134.00 32.04%

51 7

L‘hlJ |

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #14491: 5-Aminoindole T R m e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 22.77%
5000
104
66
14 39, |,
e B i o R o e LA e

m/z--> 0 50 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO061719\
Data File : BG041294.D

Aca On : 18 Jun 2019 5:48

Operator : HP/JU

Sample - K3389-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061719.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 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.32 2.17 ng 58937 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
2 Octadecanoic acid 284 C18H3602 000057-11-4 43
3 Pentadecanoic acid 242 C15H3002 001002-84-2 35
4 Tetradecanoic acid 228 C14H2802 000544-63-8 35
5 1-Phenazinecarboxylic acid, 6-[1... 506 C31H42N204 120464-92-8 27

Abundance Scan 2592 (18.318 min): BG041294.D (-2586) (-) m/z 73.00 100.00%

3
5000
g7 129 185 213 256
I | | 157 I | | 373 18.00 18.20 18.40 18.60
P N D At m/z 43.05 91.79%
50 100

T T
m/z--> 150 200 250 300 350
Abundance #107547: n-Hexadecanoic acid

73
5000
18.00 18.20 18.40 18.60
129 m/z 41.10 78.81%
97 o3 256 g
o | s e 2P ]
e e
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43 | 73
18.00 18.20 18.40 18.60
5000 129 m/z 55.05 65.03%
97
L] Ty o =
S T 1 O L I A
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
43 | 73 18.00 18.20 18.40 18.60
m/z 60.10 61.39%
5000 129
97 199
e
I T = O
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO061719\
Data File : BG041294.D

Aca On : 18 Jun 2019 5:48

Operator : HP/JU

Sample - K3389-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061719.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 5 Pentafluoropropionic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.33 3.63 ng 131372 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
3 Cvclopentadecane 210 C15H30 000295-48-7 92
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 90
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 89
Abundance Scan 3105 (21.332 min): BG041294.D (-3099) (-) m/z 43.10 100.00%
71
5000
154 182 205 234 282 21.00 21.20 21.40 21.60
238 m/z 57.05 93.41%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
a7
83
5000 R SRS BRI AR
1 21.00 21.20 21.40 21.60
29 m/z 55.00 64 .58%
|k139 163182 210 237255 356
m/z--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
1 e LA BN BUNE SRR
21.00 21.20 21.40 21.60
5000 111 m/z 71.10 62.73%
29 ‘
JLA AL | e, 182 210 23285 a06
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
556 21.00 21.20 21.40 21.60
83 m/z 82.95 62.09%
5000
29 111
LA Ly s e a0
m/z--> " 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO061719\
Data File : BG041294.D

Acq On : 18 Jun 2019 5:48

Operator : HP/JU

Sample - K3389-01

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .61 7.61 83.5 ng 925280 1 8.08 221684 20.0
n-Hexadecanoic acid 18.32 2.2 ng 58937 4 17.46 542245 20.0
Pentafluoropropio... 21.33 3.6 ng 131372 5 21.74 723239 20.0
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