LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100115\
Data File : BF081953.D

Acq On 1 Oct 2015 22:13

Operator : UM/1Z

Sample - G3868-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\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 height area % max. total
1 5.086 254 258 269 rBV 844634 1147606 43.37% 4.836%
2 5.497 291 294 296 rBV 1534958 2042112 77.17% 8.606%
3 6.526 381 384 386 rBvY 1597937 2091717 79.05% 8.815%
4 6.663 393 396 398 rBV 2207728 2250042 85.03% 9.482%
5 6.891 414 416 428 rVB 415317 600842 22.71% 2.532%
6 7.052 428 430 432 rBV 1909840 1731418 65.43% 7.296%
7 7.463 463 466 468 rBvV 1224904 1245915 47.08% 5.250%
8 7.646 480 482 491 rVB4 10717 27821 1.05% 0.117%
9 8.183 527 529 531 rBVY 778286 750719 28.37% 3.164%
10 9.257 620 623 625 rBV 2658629 2537235 95.88% 10.692%

11 9.646 655 657 660 rBvV 404031 412946 15.61% 1.740%
12 9.932 680 682 685 rBV 1015235 945632 35.74% 3.985%

13 10.355 718 719 721 rVB 25676 27624 1.04% 0.116%
14 10.720 748 751 759 rBV 1581443 1690623 63.89% 7.124%
15 10.835 759 761 766 rVB 56664 83141 3.14% 0.350%
16 11.281 798 800 801 rBvV 42415 36054 1.36% 0.152%
17 11.418 810 812 825 rBV 916828 1085939 41.04% 4_.576%
18 11.703 836 837 842 rBV 26087 29856 1.13% 0.126%
19 12.629 916 918 926 rVB 64346 74818 2.83% 0.315%
20 12.858 934 938 941 rBV 53278 69851 2.64% 0.294%

21 13.006 948 951 953 rBV 2652552 2646160 100.00% 11.151%

22 13.932 1027 1032 1040 rBV3 53226 256011 9.67% 1.079%

23 14.058 1040 1043 1055 rVB 910370 1118012 42.25% 4.711%

24 14.892 1114 1116 1119 rVB 29523 31432 1.19% 0.132%

25 15.087 1131 1133 1137 rBV 15738 41100 1.55% 0.173%

26 15.498 1167 1169 1184 rVB 437084 755512 28.55% 3.184%
Sum of corrected areas: 23730138

8270-BF092815.M Mon Oct 05 07:23:

55 2015

Page: 1



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF100115\

BF081953.D
1 Oct 2015 22:13
umsiz
63868-03
21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100115\
Data File : BF081953.D

Acq On : 1 Oct 2015 22:13

Operator : UM/I1Z

Sample - G3868-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
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.

5.09 38.20 ng 1147610 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 28
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 258 (5.086 min): BF081953.D (-254) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 e
480 500 520 5.40
il BEO Ml 890 831 | Tm/z 59.10 62.18%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
000 590 ik 5o 550 k0
m/z 101.10 20.74%
\?1‘.0 L L 83.0 10:‘I"0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.10 17.80%

20.0 101.0
15.0 73.0 83.0
LA e e o e R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

480 5.00 5.20 5.40
m/z 41.10 8.79%

5000

41.0
29.0 101.0
[yl 1 ‘ \‘ I 50.0 i 73.0 86.0 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100115\
Data File : BF081953.D

Acq On : 1 Oct 2015 22:13

Operator : UM/I1Z

Sample - G3868-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 unknown6.66 Concentration Rank 1

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

6.66 74.90 ng 2250040 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 396 (6.663 min): BF081953.D (-393) (-) m/z 132.10 100.00%
13p.1
5000 68.1 /\;
96.1 PSSP SRS AR A
40.1 54.1 6.40 6.60 6.80 7.00
0 gLl S m/z 68.10 36.84%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U U R I
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.60%
‘ L H | L
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 660 6.80 7.00
5000 67.0 m/z 66.05 24.89%
41.0 97.0
117.0
54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 14_.97%
74.0
5000 ogo 160
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100115\
Data File : BF081953.D

Acq On : 1 Oct 2015 22:13

Operator : UM/I1Z

Sample - G3868-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
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 Trichloroacetic acid, tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.93 4.58 ng 256011 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 87
2 1-Octadecanol 270 C18H380 000112-92-5 87
3 Cyclohexadecane 224 C16H32 000295-65-8 87
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 83
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 81

Abundance Scan 1032 (13.932 min): BF081953.D (-1027) (-) m/z 57.10 100.00%

5p1 831

5000

13.60 13.80 14.00 14.20
m/z 55.10 96.49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #143984: Trichloroacetic acid, tetradecyl ester
43.0

83.0

5000
13.60 13.80 14.00 14.20

m/z 83.10 93.18%

139.0

168.0 196.0 241.0

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance
43.0 83.0
13.60 13.80 14.00 14.20
5000 111.0 m/z 43.05 85.15%
ksl 1390 1680 1060 2240 2520
T T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72491: Cyclohexadecane R B e
550 830 13.60 13.80 14.00 14.20

m/z 97.10 77.72%

5000

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

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100115\
Data File : BF081953.D

Acq On 1 Oct 2015 22:13

Operator : UM/1Z

Sample - G3868-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.09 38.2 ng 1147610 1 6.89 600842 20.0
unknown6 .66 6.66 74.9 ng 2250040 1 6.89 600842 20.0
Trichloroacetic a... 13.93 4.6 ng 256011 5 14.06 1118010 20.0
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