LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094841.D

Acq On : 3 May 2017 18:58

Operator : SJ/MA

Sample : PB98646BL

Misc :

ALS Vial : 4 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-BF050217 .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

4._.137 370 374 386 rBV 46004 91602 3.11% 0.423%
5.054 524 530 548 rBV 388027 758193 25.73% 3.503%
rBV 1444858 2084624 70.76% 9.632%
6.248 730 733 741 rBV 25834 39844 1.35% 0.184%
7.272 901 907 922 rBV 1550867 2023357 68.68% 9.349%
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7.389 922 927 944 rVB 1772959 2248893 76.33% 10.391%
7.725 980 984 992 rBV 434766 516239 17.52% 2.385%
7.966 1020 1025 1034 rBV 1560796 1750827 59.43% 8.090%
8.625 1131 1137 1156 rBV 1018132 1303128 44.23% 6.021%
9.742 1323 1327 1339 rBvV 566931 690252 23.43% 3.189%

=
QO ~NO®

11 11.519 1623 1629 1633 rBV 2173174 2589781 87.90% 11.966%
12 12.571 1803 1808 1819 rBV2 582665 769335 26.11% 3.555%
13 13.866 2023 2028 2045 rBV 1090152 1453243 49.33% 6.715%
14 14.971 2211 2216 2230 rBV2 661285 834149 28.31% 3.854%
15 17.301 2606 2612 2616 rBV 2297211 2946168 100.00% 13.613%

16 18.636 2835 2839 2849 rBvV 751979 846505 28.73% 3.911%
17 20.300 3117 3122 3136 rBV 540662 695828 23.62% 3.215%

Sum of corrected areas: 21641968
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094841.D

Acq On : 3 May 2017 18:58

Operator : SJ/MA

Sample : PB98646BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094841.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094841.D

Acq On : 3 May 2017 18:58

Operator : SJ/MA

Sample : PB98646BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 3-Hexen-2-one Concentration Rank 4

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

4.14 3.55 ng 91602 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 90
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 90
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 80
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 72

Abundance Scan 375 (4.143 min): BF094841.D (-370) (-) m/z 83.00 100.00%
55 83
5000 43 98
| 380 4.00 420 440
et A L "m/z 55.10 88.08%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3169: 3-Hexen-2-one
83
55
5000 43 NSNS N AR
98 3.80 4.00 4.20 4.40
29 m/z 98.10 39.96%
23 | 37 49 6% 7w o1 |
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
55 83
380 4.00 420 440
5000 43 m/z 43.00 36.08%
98
29
37 49 61 67 77 89
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- B B
5 83 3.80 4.00 4.20 4.40
m/z 39.00 28.27%
41
5000 7 o8
15 ‘ 69
SN ..:lh.%4.ail M. LI X PR A0 - S S ' E—
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094841.D

Acq On : 3 May 2017 18:58

Operator : SJ/MA

Sample : PB98646BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 29.37 ng 758193 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 529 (5.048 min): BF094841.D (-524) (-) m/z 43.00 100.00%
43
59
5000
101 RN USRI
51| 83 | 4.80 5.00 5.20 5.40
A SRS m/z 59.10 62.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl- /\\
43
5000 U USRS L IR
4.80 5.00 5.20 5.40
59 101 m/z 101.10 21.55%
%7\\35\\\‘ 51“‘ 67 83 91 “
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
480 500 520 5.40
5000 m/z 58.10 15.51%
101
15 58
28 69 84
wﬁm‘m‘wwmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e L e A RaE
59 4.80 5.00 5.20 5.40
m/z 41.10 8.80%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I R R L IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 520 5.40

8270-BF050217.M Thu May 04 15:34:41 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094841.D

Acq On : 3 May 2017 18:58

Operator : SJ/MA

Sample : PB98646BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown7.39 Concentration Rank 1

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

7.39 87.13 ng 2248890 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 927 (7.389 min): BF094841.D (-922) (-) m/z 132.00 100.00%
32
5000 68
© 4y 5t g || 75 g L a0e g 7ho 750 140 Tho 7h0
O e S e i A e m/z 68.10 37.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 I LA I L
7.00 7.20 7.40 7.60 7.80
78 m/z 134.00 32.22%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 67 m/z 66.00 22.56%
41 97
53 2 117
34 60 89 105 124
Wmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole A e R
132 7.00 7.20 7.40 7.60 7.80

m/z 69.10 14 .88%

5000
104

66
14 27 37445168 P 77 g9 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 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094841.D

Acq On : 3 May 2017 18:58

Operator : SJ/MA

Sample : PB98646BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Hexen-2-one 4.14 3.5 ng 91602 1 7.73 516239 20.0
2-Pentanone, 4-hy... 5.05 29.4 ng 758193 1 7.73 516239 20.0
unknown? .39 7.39 87.1 ng 2248890 1 7.73 516239 20.0
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