LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF060415\

Data File : BF079731.D

Acq On 5 Jun 2015 7:08 Instrument :
Operator : TP/I1Z ?:'I\:gﬁ't:Sam ol
a?ggle ; G2450-03 Sansst
ALS Vial : 30 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-BF060415_.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 1.370 15 16 18 rVB 16498438 11382465 100.00% 34.572%
2 1.507 26 28 44 rVB3 244968 916650 8.05% 2.784%
3 1.747 45 49 62 rvB 263329 916506 8.05% 2.784%
4 2.261 92 94 108 rVB 90240 235466 2.07% 0.715%
5 2.456 108 111 126 rVB2 470952 1016995 8.93% 3.089%
6 2.924 149 152 157 rVB 168523 244462 2.15% 0.743%
7 6.125 430 432 435 rBV 1057691 1407637 12.37%  4.275%
8 7.108 515 518 520 rBV 1761846 1561898 13.72%  4.744%
9 7.279 531 533 535 rBV 1949528 1597756 14.04%  4.853%
10 7.508 551 553 555 rvB 319996 346427 3.04% 1.052%

11 7.668 565 567 570 rVB 1075691 1190988 10.46% 3.617%
12 8.068 599 602 604 rBvV 940822 845717 7.43% 2.569%
13 8.799 664 666 669 rBvV 381160 479164 4.21% 1.455%
14 9.874 758 760 763 rVvVB 2077413 1955273 17.18% 5.939%
15 10.582 820 822 824 rBV 640759 573642 5.04% 1.742%

16 11.371 889 891 894 rBvV2 994437 1120907 9.85% 3.405%
17 12.102 952 955 956 rBV 639805 643461 5.65% 1.954%
18 13.417 1068 1070 1072 rBV 332440 344882 3.03% 1.048%
19 13.691 1089 1094 1096 rBV 283282 462532 4._.06% 1.405%
20 13.828 1104 1106 1109 rBV 1882161 2492967 21.90% 7.572%

21 14.914 1199 1201 1210 rVB4 231067 521775 4._.58% 1.585%
22 15.165 1220 1223 1225 rBV2 698835 1061562 9.33% 3.224%
23 16.583 1344 1347 1354 rVB 199377 548088 4.82% 1.665%
24 16.994 1381 1383 1387 rBV 118259 231186 2.03% 0.702%
25 17.086 1388 1391 1394 rBV 121934 220650 1.94% 0.670%

26 17.166 1396 1398 1401 rVvVv 375006 604524 5.31% 1.836%

Sum of corrected areas: 32923580
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079731.D

Acqg On 5 Jun 2015 7:08

Operator : TP/1Z

Sample - G2450-03

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO79731.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079731.D

Acq On > 5 Jun 2015 7:08

Operator : TP/1Z

Sample - G2450-03

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415._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 Ethene, 1,2-dichloro-, (E)- Concentration Rank 5

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

1.51 52.92 ng 916650 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethene, 1,2-dichloro-, (E)- 96 C2H2CI2 000156-60-5 78
2 Ethene, 1,2-dichloro-, (2)- 96 C2H2CI2 000156-59-2 76
3 Ethene, 1,1-dichloro- 96 C2H2CI2 000075-35-4 60
4 1,2-Dichloroethylene 96 C2H2CI2 000540-59-0 60
5 Chloromethylmethyl sulfide 96 C2H5CIS 002373-51-5 9

Abundance Scan 28 (1.507 min): BF079731.D (-26) (-) m/z 61.00 100.00%
61
96
35
5000
AU A N
49 86 140 160 1.80
...,....,....,....,...-.',....~!!.‘??,....,.::.,..-.'.',...., m/z 96.00 67.76%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2648: Ethene, 1,2-dichloro-, (E)-
61
96
5000 U A
140 160 1.80
26 m/z 35.10 52.70%
13 |35 47 ‘ | 67 74 A,
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
61
% 140 160 180
5000 m/z 98.00 44 .55%
26
35
13 47 70 82
mz> 10 20 30 40 50 60 70 80 90 100
Abundance #2643: Ethene, 1,1-dichloro- “~T./.\, e
61 140 160 1.80
m/z 63.00 37.25%
96
5000
26
12 s 4 Il 70 s
LA ORI FU LI S UL S UL SUL IURL S A I AL I
m/z--> 10 20 30 40 50 60 70 8 90 100 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079731.D

Acq On > 5 Jun 2015 7:08

Operator : TP/1Z

Sample - G2450-03

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415._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 6 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

2.92 14.11 ng 244462 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 152 (2.924 min): BF079731.D (-149) (-) m/z 73.10 100.00%
73
5000 43 ]\
55 87

2.60 2.80 3.00 3.20
..,”..,.”.,..ﬁ%hJ”?1J.w..??m:..,”..,.”.,... m/z 43.10 38.54%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73

5000 LI L L L L L L B BN |
43 2.60 2.80 3.00 3.20
55 87 m/z 55.05 27.28%
29
.| 35 ‘\w | 50 ‘ 67 ||, 80
T T T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
a1 55 87 2.60 2.80 3.00 3.20
5000 m/z 87.10 25.06%
29
15 67 97
B B R LA e e o o o o o B o o B o LB
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl- e
3 2.60 2.80 3.00 3.20

m/z 41.10 12_37%

5000 43
58
L

m/z--> 10 20 30 40 50 60 70 80 90 100 2.60 2.80 3. OO 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079731.D

Acq On > 5 Jun 2015 7:08

Operator : TP/1Z

Sample - G2450-03

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415._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 7 unknown7.28 Concentration Rank 2

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

7.28 92.24 ng 1597760 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 533 (7.279 min): BF079731.D (-531) (-) m/z 132.10 100.00%
132
5000 68
40 | 6 700 720 7.40 7.60
54 75 104 . . . .
o..,....,....,...:,".'.‘.‘7:,:!.??...'....,..?‘.7,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.10 41.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L IR U I
7.00 7.20 7.40 7.60
78 m/z 134.10 33.13%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
700 720 7.40 7.60
5000 m/z 66.10 25.88%
33 44 g7 105

70 78
51 60 86 115

wmmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /\
Abundance #14006: 5-Aminoindole R E o R man na
132 7.00 7.20 7.40 7.60
m/z 69.10 16.73%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079731.D

Acq On > 5 Jun 2015 7:08

Operator : TP/1Z

Sample - G2450-03

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415._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 9 1-Nonadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.91 9.83 ng 521775 Chrysene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 Cyclopentadecane 210 C15H30 000295-48-7 97
3 Cyclohexadecane 224 C16H32 000295-65-8 95
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 91
5 Z-8-Hexadecene 224 C16H32 1000130-87-5 90

Abundance Scan 1201 (14.914 min): BF079731.D (-1199) (-) m/z 55.10 100.00%

56 83

%
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14.60 14.80 15.00 15.20
274 313334 365
212230 2% Tm/z 43.10 99.71%

4,

m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene
43 97
69
5000 LA L L L L L L L L
14.60 14.80 15.00 15.20
125 m/z 57.10 98.16%
s UL s o s e
m/z--> 50 100 150 200 250 300 350
Abundance
55
83 IIIIIIIIIIIIIIIIIIIIIII
14.60 14.80 15.00 15.20
5000 m/z 83.10 85.43%
29 111

139 182 210

1
m/z--> 50 100 150

| |
200 250 300 350

5

Abundance #72491: Cyclohexadecane R R maa
55 g3 14.60 14.80 15.00 15.20
m/z 69.10 73.78%
5000
29 ’ 11
139 224
| }.J J .“‘.12 .?'67|]|'9‘|6| |

T T I I
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079731.D

Acq On > 5 Jun 2015 7:08

Operator : TP/1Z

Sample - G2450-03

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415.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]
Ethene, 1,2-dichl... 1.51 52.9 ng 916650 1 7.51 346427 20.0
Butane, 2-methoxy... 2.92 14.1 ng 244462 1 7.51 346427 20.0
unknown7 .28 7.28 92.2 ng 1597760 1 7.51 346427 20.0
1-Nonadecene 14.91 9.8 ng 521775 5 15.17 1061560 20.0
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