LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061015\
Data File : BF079883.D

Acq On : 11 Jun 2015 2:02

Operator : TP/1Z

Sample : G2574-02

Misc :

ALS Vial : 27 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-BF060915_.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 1.290 7 9 11 rVB2 12124575 16238334 100.00% 45.979%
2 2.193 85 88 97 rvB 92029 231046 1.42% 0.654%
3 2.318 97 99 102 rVV 1267794 1755322 10.81% 4.970%
4 2.364 102 103 114 rVB 524481 1053673 6.49% 2.984%
5 2.764 135 138 143 rVB 195067 275486 1.70% 0.780%

5.644 387 390 395 rVvB 181668 181295 1.12% 0.513%
6.033 421 424 426 rBV 1895124 1621681 9.99% 4._.592%
510 512 rBV 2119770 1770884 10.91% 5.014%
7.187 522 525 527 rBV 1637775 1736929 10.70% 4.918%
7.416 543 545 547 rVB 373886 300719 1.85% 0.851%
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11 7.576 557 559 561 rBV 1686409 1337107 8.23% 3.786%
12 7.976 591 594 596 rBV 832336 931651 5.74% 2.638%
13 8.708 656 658 660 rBvV 521693 408359 2.51% 1.156%
14 9.782 750 752 754 rVvB 2538132 2010202 12.38% 5.692%
15 10.479 811 813 816 rBV 526741 466017 2.87% 1.320%

16 11.279 880 883 885 rBvV 957998 1111578 6.85% 3.147%
17 11.988 943 945 947 rBV 601790 507316 3.12% 1.436%
18 13.680 1090 1093 1095 rBV 2209625 2358575 14.52% 6.678%
19 14.960 1202 1205 1207 rBV 374543 515100 3.17% 1.459%
20 16.868 1369 1372 1383 rBV 268499 505400 3.11% 1.431%

Sum of corrected areas: 35316674
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061015\
Data File : BF079883.D

Acq On : 11 Jun 2015 2:02

Operator : TP/1Z

Sample : G2574-02

Misc :

ALS Vial :© 27 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF060915.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061015\
Data File : BF079883.D

Acq On : 11 Jun 2015 2:02

Operator : TP/1Z

Sample : G2574-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060915_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 3 Propane, 2,2-dimethoxy- Concentration Rank 2

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

2.32 116.74 ng 1755320 1,4-Dichlorobenzene-d4 7.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 72
2 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
3 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 9
4 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9

Abundance Scan 99 (2.318 min): BF079883.D (-97) (-) m/z 73.10 100.00%
73
43
5000
89
e
2.00 2.20 2.40 2.60
55
Y M 1/ 1N IS TN - - N —: L . m/z 43.10 55.73%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 "|""|""|""|"'4ﬁ
2.00 2.20 2.40 2.60
89 m/z 89.10 27.33%
"|'?g'hh'??hy"'|"§?|""|l*"|' "ﬂl""I""I""I""I"
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance
73
SRS AR AN
2.00 220 2.40 2.60
5000 m/z 41.05 11.04%
41
29 57
51
mz-> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #7939: 2-Butanone, 3-methoxy-3-methyl-
73 2.00 220 2.40 2.60
m/z 45.10 8.24%
43
5000
"I""I""ML"'I"?ZI""I""I'g?'l"'}PE"I'%%§I""I" USRS AR SRR
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 200 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061015\
Data File : BF079883.D

Acq On : 11 Jun 2015 2:02

Operator : TP/1Z

Sample : G2574-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060915_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 5 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.76 18.32 ng 275486 1,4-Dichlorobenzene-d4 7.42
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 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12

Abundance Scan 138 (2.764 min): BF079883.D (-135) (-) m/z 73.10 100.00%
73
5000 43
55 87
a7, 1|1 0 | 240 260 2.80 3.00
SRS P - O SR S m/z 43.10 39.67%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 '|""|"'¢?""|""|'
43 2.40 2.60 2.80 3.00
55 87 m/z 55.10 28.06%
‘ﬁg 3 ||| 50 ‘ 67
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
PR 87 240 260 280 300
5000 m/z 87.10 24 _.50%
29
15 67 97
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl- B e
73 2.40 2.60 2.80 3.00
m/z 41.05 13.18%
5000 43
58
29 3(
L1 N .
m/z--> 10 20 30 40 50 60 70 8 9 100 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061015\
Data File : BF079883.D

Acq On : 11 Jun 2015 2:02

Operator : TP/1Z

Sample : G2574-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060915_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 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.64 12.06 ng 181295 1,4-Dichlorobenzene-d4 7.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 78
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 Acetone 58 C3H60 000067-64-1 12
4 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9
5 Manganese(ll) acetate 173 C4H6MNnO4 006156-78-1 9

Abundance Scan 390 (5.644 min): BF079883.D (-387) (-) m/z 43.10 100.00%
a3
5000 59
101 e BB Een &00
540 5.60 5.80 6.00
...,....,....,....,..??',':...,??:.',....,??..,??..,....,'....,. m/z 59.10 44.42%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI I I A
59 540 5.60 580 6.00
m/z 58.10 18.69%
15 31 101
25 77 37, 53“ 83 ‘
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
540 560 580 6.00
5000 m/z 101.10 13.74%
101
15 253137 51 % g9 86
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #205: Acetone R EAamammE T
43 540 5.60 5.80 6.00
m/z 41.10 7.71%
5000
15
58
27
"w?'“li"w'HW'“'\L"w'“l'“'|“"w"w'“'|“"w RN IR UL L L
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061015\
Data File : BF079883.D

Acq On : 11 Jun 2015 2:02

Operator : TP/1Z

Sample : G2574-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060915_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 7 unknown7.19 Concentration Rank 3

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

7.19 115.52 ng 1736930 1,4-Dichlorobenzene-d4 7.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 525 (7.187 min): BF079883.D (-522) (-) m/z 132.10 100.00%
132
5000
68
© s || o T Sh 7o 7.0 74 7o
T L N —— m/z 68.10 35.03%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 SRS SRR AR R
6.80 7.00 7.20 7.40 7.60
m/z 134.10 33.32%
31 51 ‘
| H | |
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 21.50%
41 97
53
79 117
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil R B L R AT
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 13.34%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 6.80 7.00 7.0 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061015\
Data File : BF079883.D

Acq On : 11 Jun 2015 2:02

Operator : TP/1Z

Sample : G2574-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060915_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]
Propane, 2,2-dime... 2.32 116.7 ng 1755320 1 7.42 300719 20.0
Butane, 2-methoxy... 2.76 18.3 ng 275486 1 7.42 300719 20.0
2-Pentanone, 4-hy... 5.64 12.1 ng 181295 1 7.42 300719 20.0
unknown?7 .19 7.19 115.5 ng 1736930 1 7.42 300719 20.0
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