LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082137.D

Aca On : 8 Oct 2015 20:10

Operator : UM/I1Z

Sample : 6G3960-04

Misc :

ALS Vial : 10 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-BF092815.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 2.457 26 28 35 rvB 180411 272188 9.55% 1.573%
2 5.028 250 253 263 rVB 276682 315113 11.06% 1.821%
3 5.451 288 290 292 rBV 940470 870259 30.54% 5.029%
4 6.491 378 381 383 rBV 411752 511678 17.96% 2.957%
5 6.629 390 393 395 rBVY 1854753 1767449 62.02% 10.215%

6.857 411 413 416 rBvV 346564 396801 13.92% 2.293%
7.017 425 427 429 rBV 1893659 1657618 58.17% 9.580%
7.429 461 463 466 rBV 1169599 1190868 41.79% 6.882%
8.149 523 526 528 rBV 627516 551481 19.35% 3.187%
9.223 618 620 623 rBV 2225519 2420383 84.94% 13.988%

=
QO ~NO®

11 9.623 652 655 657 rBv 119793 113706 3.99% 0.657%
12 9.898 677 679 682 rBV 498771 647795 22.73% 3.744%

13 10.332 713 717 719 rBV 23940 35652 1.25% 0.206%
14 10.526 732 734 737 rBV 70731 78510 2.76% 0.454%
15 10.698 746 749 751 rBV 1487412 1675953 58.81% 9.686%
16 10.800 757 758 763 rVB 36376 43998 1.54% 0.254%
17 11.246 795 797 799 rBV 25349 28580 1.00% 0.165%

18 11.383 807 809 812 rBV 450029 648543 22.76% 3.748%
19 12.984 946 949 951 rBV 2444567 2849630 100.00% 16.469%
20 13.875 1024 1027 1035 rBV 28026 54174 1.90% 0.313%
21 14.024 1038 1040 1043 rBvV 490862 647567 22.72% 3.742%
22 15.475 1164 1167 1178 rBV 328121 525365 18.44% 3.036%

Sum of corrected areas: 17303311
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA F\DATA\BF100815\
: BF082137.D

: 8 Oct 2015 20:10

> UM/1z

: G3960-04

- 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF092815._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082137.D

Aca On : 8 Oct 2015 20:10

Operator : UM/I1Z

Sample = 6G3960-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092815.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.

5.03 15.88 ng 315113 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 253 (5.028 min): BF082137.D (-250) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 SRS SN R A
| 83.1 460 4.80 5.00 5.20 5.40
oSSV A 1 CHESSRSOY 1A NSRS NS m/z 59.10 62.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL LR RS I
59.0 460 480 500 520 5.40
m/z 101.10 19.51%
31.0 83.0 93010‘10
O T B I A T e e e B R R
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520 540
5000 m/z 58.10 16.81%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e B S wa
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.93%
5000 41.0
31.0
69.0 870
L omso ) sl | %50
m/z--> 10 20 30 4'0 50 60 7'0 80 90 100 110 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082137.D

Aca On : 8 Oct 2015 20:10

Operator : UM/I1Z

Sample = 6G3960-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092815.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 unknown6.63 Concentration Rank 1

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

6.63 89.08 ng 1767450 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Py
Abundance Scan 393 (6.629 min): BF082137.D (-390) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.1 54.1 | | 811 %.1 115.0 J 620 640 6.60 6.80 7.00
O o e B o L I m/z 68.10 38.05%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R S LA R
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.84%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 25.28%
41.0 97.0
117.0
o 54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R A R
57.0 132.0 6.20 6.40 6.60 6.80 7.00
240 m/z 69.10 15.59%
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082137.D

Aca On : 8 Oct 2015 20:10

Operator : UM/I1Z

Sample = 6G3960-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092815.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 Tributyl phosphate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.53 2.42 ng 78510 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributvl phosphate 266 C12H2704P 000126-73-8 90
2 Phosphoric acid. trioctvl ester 434 C24H5104P 001806-54-8 42
3 Bis(2-ethvlhexvI)hvdroaen phosphate 322 C16H3504P 000298-07-7 38
4 (.+/-.)-Dethiobiotin 214 C10H18N203 000636-20-4 36
5 2,5-Pyrrolidinedione 99 C4H5N02 000123-56-8 9
Abundance Scan 734 (10.526 min): BF082137.D (-732) (-) m/z 99.00 100.00%
99.0
5000
57.1 AR DA AN
] 15I5'1 o111 10.20 10.40 10.60 10.80 |
ol e e o e e m/z 57.10 18.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #97591: Tributyl phosphate
99.0
5000
29.0 10.20 10.40 10.60 10.80
155.0 m/z 41.10 15.99%
d 211.0
0 'w'bl?P" JJ'“I'”"IJ"'I U SN SR DA
m/z--> 50 100 150 200 250 300 350 400
Abundance
99.0
10.20 10.40 10.60 10.80
5000 m/z 155.10 13.85%
57.0
o 1530 210 323.0 435.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #128800: Bis(2-ethylhexyl)hydrogen phosphate A Rmman A e
99.0 10.20 10.40 10.60 10.80
m/z 125.00 7.62%
5000
57.0
0L18.0 (L, || 1s30 2110 293.0
m/z--> 50 100 150 200 250 300 350 400 10,20 10.40 10.60 10.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100815\
Data File : BF082137.D

Acq On : 8 Oct 2015 20:10

Operator : UM/1Z

Sample - G3960-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.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... 5.03 15.9 ng 315113 1 6.86 396801 20.0
unknown6 .63 6.63 89.1 ng 1767450 1 6.86 396801 20.0
Tributyl phosphate 10.53 2.4 ng 78510 3 9.90 647795 20.0
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