LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\

Data File : BF079970.D

Acq On : 13 Jun 2015 10:38 Instrument :
Operator : TP/IZ BNA_F

Sample - 62599-05 ClientSampleld :
Misc - ALHALLA-B1-12.5-13
ALS Vial : 34 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-BF061115.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 1.335 11 13 16 rvB2 101238 132733 3.00% 0.769%
2 2.238 89 92 95 rvB 3398678 4424752 100.00% 25.648%
3 2.330 98 100 107 rBV 457346 859014 19.41%  4.979%
4 2.673 127 130 137 rVB 142450 212428 4._80% 1.231%
5 5.987 418 420 422 rBV 1239811 1038475 23.47% 6.019%

6.970 504 506 509 rBvV 817796 1032798 23.34% 5.987%
7.142 519 521 523 rBV 1431232 1153673 26.07% 6.687%
7.382 539 542 544 rVB 207827 273339 6.18% 1.584%
7.530 553 555 558 rBvV 680183 825831 18.66% 4.787%
7.930 588 590 592 rBvV 812718 646009 14.60% 3.745%

=
QO ~NO®

11 8.673 653 655 657 rBv 302850 391572 8.85% 2.270%
12 9.748 746 749 751 rVB 1070410 1274127 28.80% 7.385%
13 10.125 780 782 785 rBV3 159684 179945 4_.07% 1.043%
14 10.445 808 810 812 rVB 469004 479522 10.84% 2.780%
15 11.234 877 879 882 rBV 914207 797258 18.02% 4.621%

16 11.954 939 942 944 rBV 657370 565859 12.79% 3.280%
17 13.668 1090 1092 1095 rBV 1457152 1640546 37.08% 9.509%

18 14.971 1204 1206 1209 rBV 438446 648462 14.66% 3.759%
19 16.914 1372 1376 1379 rBV 433565 675506 15.27% 3.916%

Sum of corrected areas: 17251849
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LSC Report - Integrated

Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\
Data File : BF079970.D

Acq On : 13 Jun 2015 10:38

Operator : TP/1Z

Sample - G2599-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P
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Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF079970.D

2.24

.33

i>° 2,67

7.14

5.99 6.97

7.9

0
Time-->

2.50

3.00 3.50 4.00

4.50

5.00

5.50

6.00 6.50 7.00

.53
7’.\3%,\

7.50

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BF079970.D

9.75 11.23

8.67 10.12 10.44

11.95

13.67

Time--> 8.00

10.50 11.00 11.50

8.50 9.00 9.50 10.00

12.00

12.50 13.00 13.50

14.00

14.50

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BF079970.D

14.97 16.91
A

Time-->

15.00 15.50 16.00

16.50 17.00 17.50

18.00 18.50

19.00

19.50

20.00 20.50

21.00

8270-BF061115.M Mon Jun 15 12:08:55 2015

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\

Data File : BF079970.D

Acg On : 13 Jun 2015 10:38

Operator : TP/1Z

Sample - 62599-05 ALHALLA-B1-12.5-13
Misc : :
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115.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 1 Ethene, 1,2-dichloro-, (2)- Concentration Rank 6

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

1.34 9.71 ng 132733 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethene, 1,2-dichloro-, (2)- 96 C2H2CI2 000156-59-2 95
2 Ethene, 1,2-dichloro-, (E)- 96 C2H2CI2 000156-60-5 94
3 Ethene, 1,1-dichloro- 96 C2H2CI2 000075-35-4 91
4 1,2-Dichloroethylene 96 C2H2CI2 000540-59-0 90
5 Chloromethylmethyl sulfide 96 C2H5CIS 002373-51-5 49

Abundance Scan 13 (1.335 min): BF079970.D (-11) (-) m/z 61.00 100.00%
il
96
5000
a7 49 | ‘ ., 8 128 1.30 1.40 1.50 1.60 1.70
SRR T GRS US| S SN P} FES_— = 2 m/z 95.95 60.31%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2647: Ethene, 1,2-dichloro-, (2)-
61
96
5000
1.30 1.40 1.50 1.60 1.70
o6 m/z 98.00 37.77%
"W"'W%?'W'“lW'??'P'?ZI”'“IL"I”"I”"I””“k”"l”"l”"l”'
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
61
% 1.30 1.40 1.50 1.60 1.70
5000 m/z 63.00 33.16%
26
1 13 35 47 0
mﬁwﬁmﬁmm
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2641: Ethene, 1,1-dichloro-
il 1.30 1.40 1.50 1.60 1.70
- m/z 60.00 22 .88%
5000
26 35
"W'”W?ﬁ'PJLI“MW'fﬂ'”“h”'P'”P'“I““k”'ﬂ“'ﬂ'”ﬂ'”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\

Data File : BF079970.D

Acg On : 13 Jun 2015 10:38

Operator : TP/1Z

Sample - 62599-05 ALHALLA-B1-12.5-13
Misc : :
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115.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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

2.24 323.76 ng 4424750 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 72
2 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
3 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 92 (2.238 min): BF079970.D (-89) (-) m/z 73.10 100.00%
73
43
5000
89
- 55 2.00 2.20 2.40 2.60
Ol e e e M7z 43,10 53.92%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
78
5000 43 rrrrT e T T T T T T T T T
2.00 2.20 2.40 2.60
a1 89 m/z 89.10 28.71%
III"'UI"'"‘i"""'I''§'7I""Ill"I'""I""I""I""I""I'"'I""IIII
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43
3 200 220 240 2.60
5000 m/z 41.05 11.02%
59 74
mmﬁwwwwmwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #31005: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl- R R RRmanEL
78 2.00 2.20 2.40 2.60
m/z 45.10 8.23%
5000 55
43
235, |, | 65 | 81 8 102109 119 129137145

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\

Data File : BF079970.D

Acg On : 13 Jun 2015 10:38

Operator : TP/1Z

Sample - 62599-05 ALHALLA-B1-12.5-13
Misc : :
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115.M
Quant Title : 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 4 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.67 15.54 ng 212428 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 16
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 130 (2.673 min): BF079970.D (-127) (-) m/z 73.10 100.00%
73
5000 43
55 87 \
39 240 2.60 2.80 3.00
51 59 7
'W“W““W“P“W“Wm'“Jm“'WP“WMW“W““S”P“WMW““PMP“ m/z 43.10 38.75%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 240 2.60 2.80 3.00
55 87 m/z 55.10 26.64%
‘2? 33 39 4650 ‘ 59 69|
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
240 260 2.80 3.00
5000 43 m/z 87.10 26.32%
58 a7
29 46 55
A RRAL) KAL) RARAN LARE) RARL) RARN RAREN LK) LARAE RRAND RALLA LML RARLY LALA) RARAA REAR) LAKE) RALLA LALN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1852: Acetamide, N-ethyl- R
30 240 2.60 2.80 3.00
m/z 41.05 12.07%
5000 43 87
15 72
18 27 39.//46 5154 59 68 |
I 1.5 o gt gt g 240 2.60 280 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\

Data File : BF079970.D

Acg On : 13 Jun 2015 10:38

Operator : TP/1Z

Sample - 62599-05 ALHALLA-B1-12.5-13
Misc : :
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115.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 5 unknown7.14 Concentration Rank 2

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

7.14 84.41 ng 1153670 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 521 (7.142 min): BF079970.D (-519) (-) m/z 132.10 100.00%
5000 68
96 SR LS UL U
40 5y || 78 | 106 6.80 7.00 7.20 7.40
SRS TR RSO 2N W - | N m/z 68.10 42.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR L UL AU I
6.80 7.00 7.20 7.40
m/z 134.00 32.07%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.10 26.48%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl  mam ./\, e
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 16.63%
5000 og 116
— ...,...‘n,m..u“,.nh.,MM..M,..“‘.,...¥5?...., 189 SN § Y | R —
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061215\

Data File : BF079970.D

Acg On : 13 Jun 2015 10:38

Operator : TP/1Z

Sample - 62599-05 ALHALLA-B1-12.5-13
Misc : :
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115.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... 1.34 9.7 ng 132733 1 7.38 273339 20.0
Propane, 2,2-dime... 2.24 323.8 ng 4424750 1 7.38 273339 20.0
Butane, 2-methoxy... 2.67 15.5 ng 212428 1 7.38 273339 20.0
unknown?7 .14 7.14 84.4 ng 1153670 1 7.38 273339 20.0
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