LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051915\
Data File : BF079352.D

Aca On : 19 May 2015 20:06

Operator : TP/1Z

Sample : 62271-21

Misc :

ALS Vial : 14 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-BF043015.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

1.461 22 24 26 rvB 3080889 4185176 90.77% 19.137%
1.610 34 37 39 rBvV 384432 521093 11.30% 2.383%
rvv 342830 545082 11.82% 2.492%
1.758 48 50 79 rVvB 2368337 4610692 100.00% 21.082%
2.113 79 81 93 rvB 20221 58032 1.26% 0.265%
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4.879 321 323 330 rVB 226267 375758 8.15% 1.718%
5.416 367 370 373 rVvV 918057 1056633 22.92% 4_.831%
6.696 480 482 485 rBvV 959352 981149 21.28% 4._.486%
6.833 492 494 497 rBV 919140 1200847 26.04% 5.491%
7.130 518 520 522 rBV 218673 234398 5.08% 1.072%

=
QO ~NO®

11 7.313 534 536 538 rBV 1027587 920510 19.96% 4_.209%
12 7.816 578 580 583 rBvV 536447 715278 15.51% 3.271%
13 8.707 655 658 659 rBvV 243700 329008 7.14% 1.504%
14 10.045 773 775 778 rBV 1206263 1498164 32.49% 6.850%
15 10.868 845 847 850 rBV 293074 355628 7.71% 1.626%

16 11.851 930 933 936 rBV 969246 1032196 22.39% 4._.720%
17 12.708 1006 1008 1011 rBV 311748 390994 8.48% 1.788%
18 14.708 1180 1183 1186 rBV 1871368 1943818 42.16% 8.888%
19 16.000 1293 1296 1299 rBV 435043 448022 9.72% 2.049%
20 17.748 1446 1449 1452 rBV 349302 467291 10.13% 2.137%

Sum of corrected areas: 21869769
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051915\
Data File : BF079352.D

Aca On : 19 May 2015 20:06

Operator : TP/I1Z

Sample 1 G2271-21

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF043015.M

Quant Method
Quant Title

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\BF051915\
Data File : BF079352.D

Aca On : 19 May 2015 20:06

Operator : TP/1Z

Sample : 62271-21

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

1.61 44 _46 ng 521093 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 37 (1.610 min): BF079352.D (-34) (-) m/z 73.10 100.00%
73
5000 43
S5 87 I N U
140 1.60 1.80 2.00
..,....,...3.$,|.-.'..5,0..|..,..??,'.:..,....,....,...., m/z 43.10 37.32%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 140 1.60 1.80 2.00
55 87 m/z 55.10 26.75%
G
mz-> 20 30 40 50 60 70 80 90 100
Abundance
73
140 1.60 1.80 2.00
5000 43 m/z 87.10 24 .24%
58
LU AL UL S UL FUR L FURL LN FURL AL UL SRR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy- R EEmE e ./.\,. T
73 140 1.60 1.80 2.00
m/z 41.05 11.90%
5000
45
29
Ll 39| | 50 % 67 | 101
m/z--> 20 30 40 50 60 70 80 9 100 ' 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051915\
Data File : BF079352.D

Aca On : 19 May 2015 20:06

Operator : TP/1Z

Sample : 62271-21

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 n-Propyl acetate Concentration Rank 8

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

2.11 4.95 ng 58032 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 50
2 Acetic acid. hvdrazide 74 C2H6N20 001068-57-1 9
3 Acetic acid. 1-methvlethvl ester 102 C5H1002 000108-21-4 9
4 1.4-Butanediamine 88 C4H12N2 000110-60-1 5
5 Methane, nitro- 61 CH3NO2 000075-52-5 4

Abundance Scan 81 (2.113 min): BF079352.D (-79) (-) m/z 43.10 100.00%
43
5000
61
73 IRBESAREERARRE LARAN RS
36 | 88 1.80 2.00 2.20 2.40
SN P 1 /ASSSSSSITH NSNS SN - EN——— m/z 61.00 30.64%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4160: n-Propyl acetate
43
5000 U SR AN LN
o1 1.80 2.00 2.20 2.40
73 m/z 73.00 17 .55%
"'I'%ﬁ'l"?ZI“'?ZWw"'I""”'"'I'M"I"§?I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
32
U S IR LA
1.80 2.00 2.20 2.40
5000 43 m/z 41.00 11.69%
15
26 59 4
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #4236: Acetic acid, 1-methylethyl ester
43 1.80 2.00 2.20 2.40
m/z 42.05 10.26%
5000
61
87
AN 101
m/z--> 0 20 30 40 50 60 70 8 90 100 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051915\
Data File : BF079352.D

Aca On : 19 May 2015 20:06

Operator : TP/1Z

Sample : 62271-21

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7

R.T. EstConc Area Relative to ISTD R.T.
4.88 32.06 ng 375758 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59

2 Propane. 2-methvl-2-(l1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33

5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 323 (4.879 min): BF079352.D (-321) (-) m/z 43.10 100.00%
43
59
5000
101 IIIIIIIIIIIIIIIIIIIIIII
83 | 207 460 4.80 5.00 5.20
e m/z 59.10 55.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI L L L L L LB LN L
59 4.60 4.80 5.00 5.20
m/z 101.10 16.39%
15 31 101
...w.vhuﬁ..:,”..F%..“.”.,..”,...w....“...,”..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
T RN REE S L
460 4.80 5.00 5.20
5000 m/z 58.10 16.31%
41
29 101
73 86
e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8114: 3-Hexanol, 4-methyl- T
59 460 4.80 5.00 5.20
m/z 41.10 8.92%
5000 41
2
‘ ‘ 87
S0 O S [ SOUOVEIUIO 1 WP
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051915\
Data File : BF079352.D

Aca On : 19 May 2015 20:06

Operator : TP/1Z

Sample : 62271-21

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7 unknown6.83 Concentration Rank 3

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

6.83 102.46 ng 1200850 1,4-Dichlorobenzene-d4 7.13
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 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 494 (6.833 min): BF079352.D (-492) (-) m/z 132.00 100.00%
5000 68
6.40 6.60 6.80 7.00 7.20
e AR ma m/z 68.10 47 .13%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 I L IR L L
6.40 6.60 6.80 7.00 7.20
31 51 78 m/z 134.00 31.78%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 30.52%
33 44 o 105
60 " g0 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl UL e o
57 132 6.40 6.60 6.80 7.00 7.20
24 m/z 69.10 18.64%
5000 og M°
SN -NM 8 .‘¥Q7.M‘ N . - 189 SNNIND § G} E—
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051915\
Data File : BF079352.D

Acq On : 19 May 2015 20:06

Operator : TP/1Z

Sample : G2271-21

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
Butane, 2-methoxy... 1.61 44.5 ng 521093 1 7.13 234398 20.0
n-Propyl acetate 2.11 5.0 ng 58032 1 7.13 234398 20.0
2-Pentanone, 4-hy... 4.88 32.1 ng 375758 1 7.13 234398 20.0
unknown6 .83 6.83 102.5 ng 1200850 1 7.13 234398 20.0
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