LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082929.D

Aca On : 14 Nov 2015 7:40

Operator : UM/I1Z

Sample : 64348-01

Misc :

ALS Vial : 35 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-BF110715.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 4.967 250 252 255 rVB 402225 427221 7.22% 1.191%
2 5.424 289 292 294 rBVY 1517060 1784877 30.17% 4.974%
3 6.453 380 382 385 rVB 1281743 1110105 18.76% 3.094%
4 6.579 390 393 395 rBVY 3686863 3322802 56.16% 9.260%
5 6.796 410 412 414 rBV 875087 1118871 18.91% 3.118%
6 6.956 424 426 429 rBVY 3221396 4281380 72.36% 11.931%
7 7.367 459 462 465 rBVY 3067480 3452248 58.35% 9.621%
8 8.087 523 525 528 rBY 1616642 1449436 24.50% 4_.039%
9 8.442 554 556 560 rBV 31149 63848 1.08% 0.178%
10 9.173 617 620 622 rBVY 6558445 5916639 100.00% 16.488%
11 9.562 653 654 656 rVB 83619 68801 1.16% 0.192%
12 9.848 676 679 681 rBY 1894105 1679238 28.38% 4 .680%
13 10.259 713 715 722 rBV3 47512 92390 1.56% 0.257%

14 10.636 745 748 750 rBV 2568333 2386408 40.33% 6.650%
15 11.322 806 808 811 rBV 1137609 1437030 24.29% 4_.005%

16 12.751 931 933 935 rBVvV2 92208 97511 1.65% 0.272%
17 12.922 945 948 950 rBV 4452017 4944457 83.57% 13.779%
18 13.825 1025 1027 1031 rBV 78584 111156 1.88% 0.310%
19 13.962 1036 1039 1042 rBV 1204914 1107662 18.72% 3.087%
20 15.391 1161 1164 1166 rBV 686706 1031436 17.43% 2.874%

Sum of corrected areas: 35883516
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF111315\

BF082929.D

14 Nov 2015 7:-40

umsiz

G4348-01

35 Sample Multiplier: 1

d Z:\HPCHEMI\BNA F\METHODS\8270-BF110715.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
tion Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082929.D

6.58
6.96

5.42 8.09

6.45
6.80

4.97

8.44

0
Time-->

2.50 3.00

3.50

6.00

T
4.00

4.50

T
5.00 5.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082929.D

9|17

12.92

10.64

9.85
13.96

13.8J

11.32

9.56

i

10.26 12.75)|

0

Time-->

14.00 14.50

13.00 13.50

11.50 12.00 12.50

10.50 11.00

9.00 9.50 10.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF082929.D

15.39

Time-->

19.50 20.00

18.00 18.50 19.00

17.00 17.50

15.50 16.00 16.50

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082929.D

Aca On : 14 Nov 2015 7:40

Operator : UM/I1Z

Sample : 64348-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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.

4.97 7.64 ng 427221 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 Guanidine 59 CH5N3 000113-00-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 252 (4.967 min): BF082929.D (-250) (-) m/z 43.10 100.00%
43
59
5000
ot 460 480 500 520 540
IR ¥ A - O/ S A NN B - i T R
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IS I LU I
59 4.60 4.80 5.00 520 5.40
m/z 101.10 17.85%
15 31 101
0 | 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 58.10 14 .80%
101
15 97 " 71
O |""|??"| "'??"" F?"'l"??l"qe'l'"'l""l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #249: Guanidine R R R EREEE B
43 59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 7.80%
5000
28
0"'w"'w'“yﬂ"'ﬁ"'w"'V"'w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082929.D

Aca On : 14 Nov 2015 7:40

Operator : UM/I1Z

Sample : 64348-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.58 Concentration Rank 2

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

6.58 59.40 ng 3322800 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 393 (6.579 min): BF082929.D (-390) (-) m/z 132.10 100.00%
132
5000 68
40 54 % 6.20 6.40 6.60 6.80 7.00
7 . . . . .
ol Qe [ eus W Tmiz 68.10  47.25%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR N S R
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.10 33.32%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 og 116 m/z 66.10 28.93%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.88%
5000
63 81
0 3\1 59 1 ‘\‘ \\72\ ‘\ \92 10\]-\ 112 |
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:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082929.D

Aca On : 14 Nov 2015 7:40

Operator : UM/I1Z

Sample : 64348-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.01 ng 111156 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95
2 1-Nonadecanol 284 C19H400 001454-84-8 94
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 2- Chloropropionic acid. pentade... 318 C18H35CI02 1000292-44-1 91
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 91
Abundance Scan 1027 (13.825 min): BF082929.D (-1025) (-) m/z 57.10 100.00%
4
5000
139 R SR SO SURIURN SUM
165181197 223 267 585 13.60 13.80 14.00 14.20
of m/z 83.05 95.29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester

-

13!60 13.I80 14.I00 14.I20
m/z 43.10 92.08%

5000

154169 191 210 238 26 295

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 83
AR Baa T e
13.60 13.80 14.00 14.20
5000 m/z 55.10 84.92%
68 111
27
. 126 154 180 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene AR Baa T e
13.60 13.80 14.00 14.20
m/z 69.10 77.67%
- w/\/\MA\/\/\W/V\A/\
o 2 140 168 196 222238 266

T I I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111315\
Data File : BF082929.D

Acq On : 14 Nov 2015 7:40

Operator : UM/1Z

Sample - G4348-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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_97 7.6 ng 427221 1 6.81 1118870 20.0
unknown6 .58 6.58 59.4 ng 3322800 1 6.81 1118870 20.0
Dichloroacetic ac... 13.83 2.0 ng 111156 5 13.96 1107660 20.0
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