LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093615.D

Aca On : 13 Mar 2017 18:50

Operator : SJ/MA

Sample : 12174-25

Misc :

ALS Vial : 17 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-BF030717.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 2.413 43 46 54 rBvV 51003 140350 2.85% 0.338%
2 4.150 195 198 206 rvB 46719 79311 1.61% 0.191%
3 4.870 258 261 282 rBV 992624 2032682 41.21% 4.901%
4 5.316 297 300 321 rBVY 3156833 4889125 99.12% 11.789%%
5 5.716 332 335 348 rVB 51703 107735 2.18% 0.260%

6.367 390 392 400 rBV 3393844 4503998 91.32% 10.860%
6.482 400 402 405 rVB 4509709 4457160 90.37% 10.747%
6.710 420 422 429 rVB 954870 994370 20.16% 2.398%
3444457 3489060 70.74% 8.413%
7.282 470 472 487 rBV 2871046 3216266 65.21% 7.755%
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11 8.002 532 535 549 rvB 1205338 1318061 26.72% 3.178%
12 9.076 627 629 632 rBVY 3732254 4932323 100.00% 11.893%
13 9.762 686 689 691 rBV 1049529 1380989 28.00% 3.330%
14 10.551 756 758 761 rBV 2221751 2559833 51.90% 6.172%
15 11.248 817 819 825 rBV 1455555 1392526 28.23% 3.358%

16 12.837 955 958 960 rBV 4150048 4218007 85.52% 10.170%
17 13.900 1049 1051 1058 rBV 712315 962805 19.52% 2.321%
18 15.305 1171 1174 1187 rVB 517565 798827 16.20% 1.926%

Sum of corrected areas: 41473428
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093615.D

Aca On : 13 Mar 2017 18:50

Operator : SJ/MA

Sample : 12174-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF093615.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093615.D

Aca On : 13 Mar 2017 18:50

Operator : SJ/MA

Sample : 12174-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 1 n-Propyl acetate Concentration Rank 4

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

2.41 2.82 ng 140350 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 78
2 Isobutvlamine 73 C4H11N 000078-81-9 7
3 1-Butanamine 73 C4H11N 000109-73-9 7
4 Pentane 72 C5H12 000109-66-0 4
5 Butane, 2-methyl- 72 C5H12 000078-78-4 4

Abundance Scan 46 (2.413 min): BF093615.D (-43) (-) m/z 43.05 100.00%
43.0
5000
61.0 -
73.0 640 2.00 2.20 2.40 2.60 2.80
Ol et et e b 84 o Tm/z 61.00  26.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7
Abundance #4162: n-Propyl acetate
43.0
5000 -
2.00 2.20 2.40 2.60 2.80
61.0 m/z 73.05 12.68%
270 73.0
0 III""I""'I""'I‘l"'I""‘I""I""'I""I""]I-O'3'.(')'II
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
30.0
AR RARSSRARRS AR RN
2.00 2.20 2.40 2.60 2.80
5000 m/z 42.10 12 .44%
41.0 73.0
15.0 56.0
e S U S S I UL IS SIS SUL AL WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #732: 1-Butanamine e
30.0 2.00 2.20 2.40 2.60 2.80
m/z 41.00 8.74%
5000
0 18.0 41.0 57.0 73“'0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093615.D

Aca On : 13 Mar 2017 18:50

Operator : SJ/MA

Sample : 12174-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.87 40.88 ng 2032680 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 2.5.8.11.14-Pentaoxapentadecane 222 C10H2205 000143-24-8 25
5 1,2-Butanediol, (.+/-.)- 90 C4H1002 026171-83-5 25

Abundance Scan 261 (4.870 min): BF093615.D (-258) (-) m/z 43.10 100.00%
43.1
5000 591 W\\_
101.1 D SARE SARRE SRS SRR
71.1 4.60 4.80 5.00 5.20
Obrrr e prr e b e S0 L 181 89 10 6. 20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 AR AR
: 460 4.80 5.00 5.20
0
150 1010 m/z 101.10 14.51%
0 83.0 |
VLR IS IR S IR L I A I WA RS
m/z--> 10 40 50 60 70 80 90 100 110 120
Abundance
59.0
4.60 4.80 5.00 5.20
5000 m/z 58.10 14 .35%
41.0
29.0 101.0
U S AR AR |"'§q 9"'l" "??'q'l'qe'P T T Ty
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8116: 2-Hexanol, 2-methyl- e EEEEmaT s L L
59.0 4.60 4.80 5.00 5.20
m/z 41.10 10.44%
5000
410 101.0
0 15.0 ‘%0 11500, | 690 830
m/z--> 10 2 0 40 50 60 70 8|0 9 100 110 120 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093615.D

Aca On : 13 Mar 2017 18:50

Operator : SJ/MA

Sample : 12174-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

5.72 2.17 ng 107735 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 78
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
3 Methvl Isobutvl Ketone 100 C6H120 000108-10-1 9
4 Acetamide. N-(2-methvlpropvl)- 115 C6H13NO 001540-94-9 9
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 9

Abundance Scan 335 (5.716 min): BF093615.D (-332) (-) m/z 43.05 100.00%
43.0 73.1
5000
| 55.0 g31 1001 1151 '540 5.60 580 600
S S U oMU SN M. m/z 73.10 89.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000
540 5.60 5.80 6.00
m/z 41.10 14.01%
115.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30.0 43.0 73.0
540 5.60 5.80 6.00
5000 58.0 m/z 115.10 11.38%
15.0
G S R R S IS AR RS RS LSS RSN SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3782: Methyl Isobutyl Ketone T e
43.0 540 5.60 5.80 6.00
m/z 39.10 8.36%
5000
58.0
29.0 85.0  100.0
0"W???I”'W'”'I”'W'”'I”§%q”'l”'W'”'I”'W'”'P' AR SRR R LS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093615.D

Aca On : 13 Mar 2017 18:50

Operator : SJ/MA

Sample : 12174-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 4 unknown6.48 Concentration Rank 1

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

6.48 89.65 ng 4457160 1,4-Dichlorobenzene-d4 6.71
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 16
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 402 (6.482 min): BF093615.D (-400) (-) m/z 132.10 100.00%
13p.1
5000 68.0
0o s || BT "oR0 ok ok0 ok
0 T e s B e B m/z 68.05 45_.08%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR LR R L
6.20 6.40 6.60 6.80
310 510 m/z 134.10 32.97%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 29.46%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! T N. R Raas
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.76%
74.0
5000 98.0 116.0
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031317\
Data File : BF093615.D

Acq On : 13 Mar 2017 18:50

Operator : SJ/MA

Sample : 12174-25

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .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]
n-Propyl acetate 2.41 2.8 ng 140350 1 6.71 994370 20.0
2-Pentanone, 4-hy... 4.87 40.9 ng 2032680 1 6.71 994370 20.0
2-Pentanone, 4-me... 5.72 2.2 ng 107735 1 6.71 994370 20.0
unknown6 .48 6.48 89.7 ng 4457160 1 6.71 994370 20.0
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