LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094286.D

Aca On : 7 Apr 2017 21:25

Operator : SJ/MA

Sample : 12534-12

Misc :

ALS Vial : 21 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-BF032217.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 3.451 262 266 271 rVB 151934 147941 4.24% 0.512%
2 3.998 354 359 367 rBV 594231 689625 19.77% 2.385%
3 4.428 428 432 443 rBV 3145120 3095012 88.71% 10.703%
4 5.510 611 616 630 rBV2 2871549 3361014 96.33% 11.623%
5 5.622 630 635 638 rBY 3144332 3283138 94.10% 11.354%

5.851 670 674 678 rBvV 944098 908046 26.03% 3.140%
6.034 700 705 708 rBV 2685070 2594241 74 .36% 8.972%
6.504 779 785 788 rBV 1962696 2080396 59.63% 7.195%
7.357 925 930 934 rBV 1300202 1189288 34.09% 4.113%
8.680 1149 1155 1159 rBV 3410104 3488968 100.00% 12.066%

=
QO ~NO®

11 9.175 1235 1239 1243 rBV 441853 429770 12.32% 1.486%
12 9.498 1290 1294 1298 rVB2 1177625 1155404 33.12% 3.996%

13 10.086 1391 1394 1398 rVB 56331 51327 1.47% 0.178%
14 10.474 1455 1460 1464 rBV 1401088 1512889 43.36% 5.232%
15 10.669 1490 1493 1496 rBV 74930 82883 2.38% 0.287%
16 11.227 1585 1588 1591 rVB 71602 65534 1.88% 0.227%
17 11.321 1599 1604 1608 rBV 974829 936079 26.83% 3.237%
18 11.757 1675 1678 1685 rVB 56765 60701 1.74% 0.210%
19 12.051 1724 1728 1737 rBV3 45947 91701 2.63% 0.317%

20 13.298 1935 1940 1944 rBV 1943209 2136988 61.25% 7.390%

21 14.574 2153 2157 2161 rBV 787612 791129 22.68% 2.736%
22 14.627 2163 2166 2170 rVB 72964 82286 2.36% 0.285%
23 16.209 2431 2435 2440 rVB 574102 682049 19.55% 2.359%

Sum of corrected areas: 28916409
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094286.D

Aca On : 7 Apr 2017 21:25

Operator : SJ/MA

Sample : 12534-12

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC: BF094286.D
4.43

Abundance
5.62

3000000 5.51

6.03
2500000

2000000 6.50

1500000 736

1000000 5.85

4.00
500000

3.45

0 P

3.50

4.00

A
LA B N B B B B |

4.50 5.00
TIC: BF094286.D

—
Time--> 5.50

Abundance

3000000

2500000

2000000 13.30

1500000 10.47

9.50

1000000 11.32

500000

10.67

10.50 11.00
TIC: BF094286.D

L

13.50

11.2 11.76 12.05
T IA T T T IJ\I T T T T T

11.50 12.00 12.50

0

Time--> 13.00

Abundance

3000000

2500000

2000000

1500000

16.21
1000000 14.57

500000
.63

17.50 18.00 18.50

16.00 16.50 17.00

14.00 14.50

15.00 15.50

19.00

Time-->

8270-BF032217.M Mon Apr 10 05:21:29 2017 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094286.D

Aca On : 7 Apr 2017 21:25

Operator : SJ/MA

Sample : 12534-12

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

3.45 3.26 ng 147941 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 83
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 78
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 78

Abundance Scan 266 (3.451 min): BF094286.D (-262) (-) m/z 83.10 100.00%
55 83
5000 43 o8
e
3.20 3.40 3.60 3.80
...,....,....,..?ZLI...‘.‘%.'.:.,6.2.‘??,..?7.,....,....,.... m/z 55.05 90.11%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 I R R LR U
29 98 3.20 3.40 3.60 3.80
m/z 43.00 36.53%
“\‘ 37\‘\\\ 49\ ‘ | 61 67 7 | 89 L
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
% RS NAASE RAREE R R
43 320 3.40 3.60 3.80
5000 m/z 98.10 33.45%
29
98
37 49 62 69
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- A
5 83 3.20 3.40 3.60 3.80
m/z 39.05 26.33%
41
5000 7 o8
15 ‘ 69
SN ..:lh.%4.ail M. LI X PR A0 - S
m/z--> 10 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094286.D

Aca On : 7 Apr 2017 21:25

Operator : SJ/MA

Sample : 12534-12

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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.

4.00 15.19 ng 689625 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 359 (3.998 min): BF094286.D (-354) (-) m/z 43.00 100.00%
a3
59
5000
T 350 380 b0 420 440
...,....,....,....-,':...?.1.:!,...‘?,9....,5?.3..,....~,|....,....,....,....,...., m/z 59.10  60.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 I R L L I
360 3.80 4.00 420 4.40
m/z 101.10 21.77%
"'I'”'I'”'?%'”I"”I"”I"'W"'Wg?'ﬁg?'}ﬁ%"l'”'I'”'I"”I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
360 380 4.00 4.20 4.40
5000 M m/z 58.00 15.03%
68
50 126 142
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3950: 2,3-Butanedione, monooxime R e R
43 3.60 3.80 4.00 4.20 4.40
m/z 41.10 9.63%
5000
101
15 58
28 | 69 84
m/z--> 10 20 3'0 4'0 50 60 70 80 90 1(')0 110 120 130 140 3.60 3.80 4.00 420 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094286.D

Aca On : 7 Apr 2017 21:25

Operator : SJ/MA

Sample : 12534-12

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 unknown5.62 Concentration Rank 1

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

5.62 72.31 ng 3283140 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 635 (5.622 min): BF094286.D (-630) (-) m/z 132.00 100.00%
5000 68
0 s |l 7o Pyons | 3 T e ko a
el LT 87 LA L "m/z 68.05 37.23%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 S L UL SR
5.20 5.40 5.60 5.80 6.00
21 51 78 m/z 134.00 33.76%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
520 540 560 580 6.00
5000 67 m/z 66.00 22.66%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! RS e e e e s
57 132 5.20 5.40 5.60 5.80 6.00
24 m/z 69.10 14 ._.70%
5000 og M°
SN -NM 8 .p®97.hq ol 158 ..,.1§?. SN L 1 SN
m/z--> 40 60 80 100 120 140 160 180 5.20 5.40 5.60 5.80 6.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040717\
Data File : BF094286.D

Acq On > 7 Apr 2017 21:25

Operator : SJ/MA

Sample : 12534-12

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4... 3.45 3.3 ng 147941 1 5.85 908046 20.0
2-Pentanone, 4-hy... 4.00 15.2 ng 689625 1 5.85 908046 20.0
unknown5 .62 5.62 72.3 ng 3283140 1 5.85 908046 20.0

8270-BF032217.M Mon Apr 10 05:21:31 2017 Page: 6



