LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122716\
Data File : BF091975.D

Aca On : 27 Dec 2016 18:44

Operator : UM/SJ

Sample : H6241-05

Misc :

ALS Vial : 15 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-BF122116.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 2.156 4 6 14 rVB2 74767 155147 1.62% 0.256%
2 2.270 14 16 39 rvB 566021 992210 10.33% 1.640%
3 4.876 242 244 254 rVB 769354 1020919 10.63% 1.687%
4 5.344 283 285 288 rBY 2950844 3385931 35.27% 5.595%
5 6.396 375 377 384 rVB 2011534 2400194 25.00% 3.966%

6.510 384 387 389 rBV 6289128 6673140 69.51% 11.027%
6.727 403 406 408 rBV 1722766 1557494 16.22% 2.574%
6.887 417 420 422 rBV 5229211 5598842 58.32% 9.252%
7.299 453 456 458 rBV 4222444 4494562 46.82% 7.427%
8.019 516 519 521 rBV 1985445 2038614 21.23% 3.369%

=
QO ~NO®

11 9.105 610 614 616 rBVY 6546659 9600595 100.00% 15.864%
12 9.493 646 648 650 rBvV 342891 282078 2.94% 0.466%
13 9.768 670 672 675 rVB 2903931 2607944 27.16% 4 _.309%
14 10.213 707 711 712 rVB2 66917 120145 1.25% 0.199%
15 10.408 726 728 733 rBV 394423 400021 4_.17% 0.661%

16 10.568 739 742 744 rBV 4340782 5286387 55.06% 8.735%
17 10.682 750 752 756 rVB 126658 157747 1.64% 0.261%
18 11.254 799 802 804 rBV 2723952 2534816 26.40% 4.189%
19 11.482 820 822 824 rBV 127555 107844 1.12% 0.178%
20 12.842 938 941 944 rBV 6314165 7377469 76.84% 12.191%

21 13.882 1030 1032 1035 rBV 1769651 2085136 21.72% 3.446%
22 15.288 1152 1155 1158 rBV 1249976 1639677 17.08% 2.709%

Sum of corrected areas: 60516912
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122716\
Data File : BF091975.D

Aca On - 27 Dec 2016 18:44

Operator : UM/SJ

Sample : H6241-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF091975.D

6000000

6.89
5000000

7.30
4000000

3000000 5.34

2000000 6.49 6.73

1000000 297 4.88
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF091975.D
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3000000 9.77 11.95

2000000} 8:02

1000000

10.41
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T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF091975.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122716\
Data File : BF091975.D

Aca On : 27 Dec 2016 18:44

Operator : UM/SJ

Sample : H6241-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

4.88 13.11 ng 1020920 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 244 (4.876 min): BF091975.D (-242) (-) m/z 43.00 100.00%
43.0
59.1
5000
100 460 480 5.00 520
83.0
0 ...,....,....,....-,':...,..:!,...7.,1;9..,.'...,....~,|....,....,....,....,...., m/z 59.10 56.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR L I I I
59.0 460 480 5.00 5.20
0
150 4, 1010 m/z 101.00 18.11%
0'”IJ”P'“ﬂ'”ﬂ“'P”h'”W”'Eiql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.00 14.91%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LN L L L L LA . T
43.0 460 480 500 5.20

m/z 41.10 9.15%

5000
15.0 10 101.0
27.0 56.0 :
AT L | , 86.0 |
A R B B A LRAREREE s L e R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122716\
Data File : BF091975.D

Aca On : 27 Dec 2016 18:44

Operator : UM/SJ

Sample : H6241-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.51 Concentration Rank 1

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

6.51 85.69 ng 6673140 1,4-Dichlorobenzene-d4 6.73
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 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 387 (6.510 min): BF091975.D (-384) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 BB SARAESERE REE
400 540 | 6.20 6.40 6.60 6.80
S S 1 1 /N X JEN | N B oy S O R S By
m/z--> 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 RN LR AR R LR
6.20 6.40 6.60 6.80
210 510 m/z 134.00 34 .52%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.00 25.75%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- T T |I|\l LI L R B
132.0 6.20 6.40 6.60 6.80
m/z 69.05 16.50%
5000
63.0 81.0
miz--> '”'3,'6”'45””5'6”'6'()'”'7'()'”'8'0""9'0"'ic')c')“ﬂc')"1'2'6”1'30”i46' 620 640 660 680
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122716\
Data File : BF091975.D

Aca On : 27 Dec 2016 18:44

Operator : UM/SJ

Sample : H6241-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.
10.41 3.07 ng 400021 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributvl phosphate 266 C12H2704P 000126-73-8 83
2 Bis(2-ethvlhexvl)hvdroaen phosphate 322 C16H3504P 000298-07-7 45
3 (.+/-.)-Dethiobiotin 214 C10H18N203 000636-20-4 38
4 Phosphoric acid. tris(2-ethvlhex... 434 C24H5104P 000078-42-2 38
5 3-Hydroxy-2,3,4,4-tetramethyl-pe... 202 C11H2203 1000194-64-5 33
Abundance Scan 728 (10.408 min): BF091975.D (-726) (-) m/z 99.00 100.00%
99.0
5000
57.0 155.0 VAR SR S U B
AT G I A
R B R R R LA B A AR AL RARAN LALAN RARSN SRS SRR - - ¢
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #97593: Tributyl phosphate
99.0
5000 AR UABRAARBRRN
10,00 1020 10.40 10.60 10.80
155.0 m/z 41.10 13.37%
200, >0 125.0 gz 2110
0'”PJ”P”'P”W'”W“'WL”I““I”EP'“PA"”"“W”'W””I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
99.0
10.00 10.20 10.40 10.60 10.80
5000 m/z 155.00 12.61%
57.0
ol 220 125.0 153.0 181.0 211.0 293.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65252: (.+/-.)-Dethiobiotin — e
99.0 10.00 10.20 10.40 10.60 10.80
m/z 125.00 7.48%
5000
44.0
0 . ] 4700 | 1260 15‘?01310 214.0
m/z--> 20 40 eb 80 160 120 140 160 180 200 250 240 260 280 10.00 10.20 10.40 10.60 10.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122716\
Data File : BF091975.D

Acq On : 27 Dec 2016 18:44

Operator : UM/SJ

Sample : H6241-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
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... 4.88 13.1 ng 1020920 1 6.73 1557490 20.0
unknown6 .51 6.51 85.7 ng 6673140 1 6.73 1557490 20.0
Tributyl phosphate 10.41 3.1 ng 400021 3 9.77 2607940 20.0
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