LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\

Data File : BF097856.D

Aca On : 19 Aug 2017 2:15 Instrument :
Operator : SJ/JU el I

Sample  : 14825-01 Gl
Misc : TP-A-B-COMP
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:\HPCHEM1I\BNA F\METHODS\8270-BF081517.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 4.310 374 378 383 rBV 30835 38363 1.26% 0.144%
2 4 _.957 483 488 500 rvB 618874 776087 25.49% 2.903%
3 5.375 554 559 562 rBY 2636352 2614102 85.85% 9.778%
4 6.404 728 734 737 rBVY 2832889 2839644 93.25% 10.622%
5 6.540 752 757 760 rBY 2889294 2751770 90.37% 10.293%
6 6.769 793 796 800 rBV 898752 742906 24.40% 2.779%
7 6.928 819 823 826 rBVY 2402777 2025787 66.53% 7.578%
8 7.334 887 892 895 rBY 1917364 1819685 59.76% 6.807%
9 8.051 1011 1014 1017 rBVY 1051584 969359 31.83% 3.626%
10 9.133 1193 1198 1201 rBVY 3489686 3045131 100.00% 11.391%

11 9.522 1261 1264 1268 rBV 438650 366121 12.02% 1.370%
12 9.804 1308 1312 1316 rBV 1107734 1000189 32.85% 3.741%
13 10.592 1441 1446 1450 rBV 1769084 1718608 56.44% 6.429%
14 10.716 1464 1467 1473 rBV 32327 36713 1.21% 0.137%
15 11.286 1561 1564 1567 rBV 1085968 1022708 33.59% 3.826%

16 11.310 1567 1568 1571 rVB 82706 52258 1.72% 0.195%
17 12.498 1766 1770 1773 rBV 136338 111590 3.66% 0.417%
18 12.727 1803 1809 1812 rBV 112948 139671 4_59% 0.522%
19 12.880 1830 1835 1838 rBV 2444343 2490891 81.80% 9.317%
20 13.774 1984 1987 1993 rVB2 134318 149968 4.92% 0.561%

21 13.921 2007 2012 2015 rBV 987245 923980 30.34% 3.456%

22 14.404 2092 2094 2097 rBV2 40099 44664 1.47% 0.167%
23 14.704 2143 2145 2148 rBV2 29273 33798 1.11% 0.126%
24 14.945 2182 2186 2196 rVB 62066 124654 4._.09% 0.466%
25 15.033 2199 2201 2207 rVB3 39512 57701 1.89% 0.216%
26 15.227 2232 2234 2241 rVB 43988 46050 1.51% 0.172%
27 15.286 2242 2244 2248 rVB 40300 44168 1.45% 0.165%

28 15.351 2251 2255 2261 rBV 590236 747223 24 .54% 2.795%

Sum of corrected areas: 26733789
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097856.D

Aca On 19 Aug 2017 2:15

Operator : SJ/JU

Sample : 14825-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\HPCHEM1\BNA F\METHODS\8270
= ASP BNA STANDARDS FOR 5 POINT

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

-BF081517 .M
CALIBRATION

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF097856.D

6.48.54
5.37

6.93

7.33

4.96

J

0
Time-->

—
5.50

I
5.00

Abundance

3000000

2500000

2000000

1500000

8.05

1000000

500000

0

TIC: BF097856.D

12.88

10.59

11.29

12.5012.73
10.72 .31 i

1
Time--> 9.50 10.00

13.50

10.50 11.00 11.50 12.00 12.50 13.00

Abundance

3000000

2500000

2000000

1500000

13.92

1000000
15.35

500000
14.40 14.70141%4038%

TIC: BF097856.D

14.00

14.50 15.00 15.50 16.00

Time-->

17.00 17.50 18.00 18.50

19.00

16.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097856.D

Aca On 19 Aug 2017 2:15

Operator : SJ/JU

Sample : 14825-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.96 20.89 ng 776087 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
3 Acetone 58 C3H60 000067-64-1 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 488 (4.957 min): BF097856.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 460 480 500 520
83.0 : : : :
0...,....,....,....,....','!...,..:I,..?9',0....,.-...,...:,|....,. m/z 59.00 54.10%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L A R B
59.0 460 480 500 520
0
150 a0 1010 m/z 101.00 19.63%
0 1 \. i . 83.0 . ‘
RIS L SO UL UL SURIL IUL IS UL UL UL L
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520
5000 m/z 58.00 17.79%
101.0
. 150 310 %80 690 860
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #214: Acetone LA LI L L B B
43.0 460 4.80 5.00 5.20
m/z 41.05 8.52%
5000
15.0
58.0
27.0
0"'%Q'W“L'I”HH"”Th"P'”I”"P'”I”"P'”I'”'P G L UL LA
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097856.D

Aca On 19 Aug 2017 2:15

Operator : SJ/JU

Sample : 14825-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 unknown6.54 Concentration Rank 1

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

6.54 74.08 ng 2751770 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 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 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 757 (6.540 min): BF097856.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 %.0 200 6w 650 680
-0 54,0 . . . .
0 gL.0 e m/z 68.10 47.39%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 AN L AR UL LR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.68%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 680
5000 m/z 66.00 30.08%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! N B s m e o
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.44%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SR § WY1 GN—
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097856.D

Aca On 19 Aug 2017 2:15

Operator : SJ/JU

Sample : 14825-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 Heptafluorobutyric acid, n-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.77 3.25 ng 149968 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 93
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91

Abundance Scan 1986 (13.768 min): BF097856.D (-1984) (-) m/z 57.00 100.00%

5000

3

13.40 13.60 13.80 14.00

(o} m/z 43.00 88 .53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57.0
97.0
5000 LA L L L L LB L
13.40 13.60 13.80 14.00
169.0 m/z 55.00 81.37%
ol26l0l | || | | 1380 1900 2410 392.0
- L I T T T I T T T I T T 7T I T T T T T T T T L I L
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
970 LIS INLELINLINLI LI BB LI B
13.40 13.60 13.80 14.00
5000 m/z 83.10 81.16%
169.0
o260 138.0 2100 2550 406.0
L B o e e oo e e B L e B e L e L
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester e e o N EEm
57.0 13.40 13.60 13.80 14.00
97.0 m/z 69.10 74 .22%
N Wlww
oL2s0) | || ‘ | |[1390 17702100 2550 356.0
BB o oo e e e e e L e o e e I B B R e o R
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081817\
Data File : BF097856.D

Acq On : 19 Aug 2017 2:15

Operator : SJ/JU

Sample - 14825-01

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
2-Pentanone, 4-hy... 4.96 20.9 ng 776087 1 6.77 742906 20.0
unknown6 .54 6.54 74.1 ng 2751770 1 6.77 742906 20.0
Heptafluorobutyri... 13.77 3.3 ng 149968 5 13.92 923980 20.0
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