LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093659.D

Aca On : 14 Mar 2017 15:26

Operator : SJ/MA

Sample : 12242-01

Misc :

ALS Vial : 54 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 F\METHODS\8270-BF030717.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 4.847 258 259 279 rBV 277533 576889 13.36% 1.963%
2 5.316 298 300 317 rBV 519877 1174181 27.20% 3.995%
3 6.379 391 393 400 rBV2 447097 844209 19.56% 2.872%
4 6.482 400 402 413 rVB 1839074 2406821 55.76% 8.189%
5 6.710 420 422 430 rBV 1022245 1100829 25.50% 3.745%
6 6.859 433 435 450 rVB 3072800 3278110 75.94% 11.153%
7 7.282 470 472 487 rBV 2347860 2899055 67.16% 9.864%
8 7.465 487 488 498 rVB3 33925 70016 1.62% 0.238%
9 8.002 533 535 548 rBVY 1438120 1512327 35.03% 5.146%
10 8.333 559 564 572 rBV5 16713 48816 1.13% 0.166%

11 9.076 627 629 632 rBV 3390270 4316624 100.00% 14.687%
12 9.488 663 665 671 rVB 93306 128339 2.97% 0.437%
13 9.762 687 689 691 rBV 1252758 1503818 34.84% 5.117%
14 9.876 697 699 707 rvVB 49135 64770 1.50% 0.220%
15 10.299 734 736 741 rVB2 26583 50757 1.18% 0.173%

16 10.551 756 758 766 rBV 1299069 1560284 36.15% 5.309%
17 11.111 805 807 811 rBV 185002 211714 4_.90% 0.720%
18 11.248 817 819 825 rBV 1608013 1537761 35.62% 5.232%
19 11.785 864 866 873 rBv2 42681 110628 2.56% 0.376%
20 12.437 916 923 925 rBV3 29291 114560 2.65% 0.390%

21 12.574 932 935 940 rBV 39271 68566 1.59% 0.233%
22 12.837 955 958 960 rBV 2987779 3507710 81.26% 11.935%
23 13.054 975 977 979 rBV 32717 43323 1.00% 0.147%
24 13.282 994 997 998 rBV 64579 84031 1.95% 0.286%
25 13.865 1045 1048 1049 rBvV 35112 45264 1.05% 0.154%

26 13.888 1049 1050 1055 rvVvB 930648 1221690 28.30% 4._.157%
27 15.294 1170 1173 1184 rVB 569255 909986 21.08% 3.096%

Sum of corrected areas: 29391078
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093659.D

Aca On : 14 Mar 2017 15:26

Operator : SJ/MA

Sample : 12242-01

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF093659.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093659.D

Aca On : 14 Mar 2017 15:26

Operator : SJ/MA

Sample : 12242-01

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
485 10.48ng 576889  1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59

2 Propane. 2-methvl-2-(l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. l.l1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 259 (4.847 min): BF093659.D (-258) (-) m/z 43.05 100.00%
43.0
59.1 \¥
5000
by o Tk abo sho 5k
T ' SMSSOOY P | RS G MM MM m/z 59.10 52.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl- k
43.0
5000 90 ok 2o 5o 35
0
150 1010 m/z 58.10 16.59%
L5, 83.0 |
S I I UL I I UL I I I S I
m/z--> 10 40 50 60 70 80 90 100 110
Abundance
59.0
460 4.80 5.00 5.20
5000 m/z 101.10 14.46%
41.0
29.0 101.0
0 50.0 73.0 86.0
L UL UL UL S SN IR SN LR LI SLELLI I B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e EEmammay LR S
59.0 4.60 4.80 500 520
m/z 41.10 8.99%
5000
41.0 101.0
o 15.0 3810 500, | 690 830
m/z--> :I.IO I I 4IO 5|O 6|O 7|0 8|0 9|0 1(I)O 12II.O 4. ESO 4. 80 5. I00 5. I20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093659.D

Aca On : 14 Mar 2017 15:26

Operator : SJ/MA

Sample : 12242-01

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.48 Concentration Rank 2

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

6.48 43.73 ng 2406820 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 402 (6.482 min): BF093659.D (-400) (-) m/z 132.10 100.00%
13R.1
5000 68.1 K
96.1 P SARBE AR RARNERAL
400 540 | 6.20 6.40 6.60 6.80
o..,....,....,....,“.'...,:!..,::.-.|,..l:.,?‘?.?,..!.,.’rﬂ?,"....,....,"...,.. m/z 68.10 40.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR LR R L
6.20 6.40 6.60 6.80
2.0 510 m/z 134.10 32.05%
0'w'“'w'“l”'“'“'M'“l”'h“'w'“'w'“l“'w'“'w'“l“"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.05 26.83%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80
m/z 69.05 15.83%
5000
104.0
ol 140 270 390 510 000770 g90 || uso ‘\
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093659.D

Aca On : 14 Mar 2017 15:26

Operator : SJ/MA

Sample : 12242-01

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl11.11 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.11 2.75 ng 211714 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestan-3.22.26-triol 420 C27H4803 1000252-39-8 25
2 Imidazolidine. 1.3-dimethvl-2-(4... 177 C10H15N3 303187-78-2 22
3 4-Methvl-2-pentvl methvlphosphon... 182 C7H16FO02P 000352-53-4 17
4 2-Methvl-2-butvl methvlphosphono... 168 C6H14F02P 159395-77-4 16
5 4-Chloro-2-nitrobenzoic acid 201 C7H4CINO4 006280-88-2 12
Abundance Scan 807 (11.111 min): BF093659.D (-805) (-) m/z 41.10 100.00%
411 99.0
5000
| 157.0  201.1 AR U DA BB
. 233.0 277.0 10.80 11.00 11.20 11.40
oLl b1 .'.-.'.,'..'-..,|1.'..~.,..--..,....,....,. m/z 99.00 84.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #160339: Cholestan-3,22,26-triol
99.0
5000 RN UL SRS B
430 10.80 11.00 11.20 11.40
‘ m/z 125.00 72.28%
0 \MW\H‘\‘M‘M‘%%?94§5O 2150 257.0286.0315.0 403.0
m/z--> éo 100 1%0 260 250 360 3éo 460
Abundance
99.0
10,80 11.00 11.20 1140
5000 m/z 117.00 27 .19%
133.0
42.0 176.0
L L (L WL L B WL
m/z--> 50 100 150 200 250 300 350 400
Abundance #44378: 4-Methyl-2-pentyl methylphosphonofluoridate A
9d.0 10.80 11.00 11.20 11.40
m/z 57.10 26.23%
5000 69.0
0 'J\“"J' T ?%?"' U RN UL UL UL U RN UL BN B
m/z--> 50 100 150 200 250 300 350 400 10.80 11.00 11.20 11.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031317\
Data File : BF093659.D

Acq On : 14 Mar 2017 15:26

Operator : SJ/MA

Sample : 12242-01

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717_M
Quant Title : 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... 4.85 10.5 ng 576889 1 6.71 1100830 20.0
unknown6 .48 6.48 43.7 ng 2406820 1 6.71 1100830 20.0
unknownl1l.11 11.11 2.8 ng 211714 4 11.25 1537760 20.0
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