LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085229.D

Aca On : 5 Mar 2016 3:35

Operator =: SJ/1Z

Sample : H1676-04

Misc :

ALS Vial : 26 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-BF030316.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 2.938 55 57 61 rvB 126660 179057 3.44% 0.428%
2 3.716 122 125 129 rVB 37746 55349 1.06% 0.132%
3 4.481 190 192 197 rvVB 49066 56937 1.09% 0.136%
4 4_.573 197 200 203 rBv 641124 718531 13.80% 1.716%
5 5.190 251 254 261 rVB 695460 1076541 20.67% 2.571%
6 5.453 274 277 280 rBV 69226 81398 1.56% 0.194%
7 5.590 286 289 291 rBVY 3688469 4034513 77.48% 9.635%
8 6.264 346 348 355 rBV 41126 52278 1.00% 0.125%
9 6.596 374 377 379 rBVY 3457734 3681949 70.71% 8.793%
10 6.733 386 389 392 rBVY 3054195 4415153 84.79% 10.544%

11 6.973 407 410 412 rBV 827017 937198 18.00% 2.238%
12 7.122 421 423 426 rVB 2607672 3536535 67.91% 8.446%
13 7.533 456 459 461 rVB 2866576 3116314 59.85% 7.442%
14 7.933 490 494 496 rBvV2 28550 55249 1.06% 0.132%
15 7.968 496 497 501 rVB2 32513 55387 1.06% 0.132%

16 8.253 519 522 524 rBV 1439685 1426587 27.40% 3.407%
17 8.585 549 551 554 rBvV 47113 66714 1.28% 0.159%
18 9.328 613 616 619 rBV 4264583 5038706 96.76% 12.033%
19 10.013 673 676 677 rBVY 1175030 1429599 27.45% 3.414%
20 10.528 718 721 726 rBV2 25340 59258 1.14% 0.142%

21 10.802 741 745 747 rBV 2752960 3352318 64.38% 8.006%
22 11.488 803 805 808 rBV 1026617 1440059 27.65% 3.439%
23 13.077 941 944 947 rBV 3670170 5207305 100.00% 12.436%
24 14.128 1033 1036 1038 rBV 1247275 1109423 21.31% 2.649%
25 15.591 1161 1164 1167 rBV 488588 692153 13.29% 1.653%

Sum of corrected areas: 41874511
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085229.D

Aca On : 5 Mar 2016 3:35

Operator : SJ/1Z

Sample : H1676-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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: BF085229.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085229.D

Aca On : 5 Mar 2016 3:35

Operator : SJ/1Z

Sample : H1676-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 5

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

2.94 3.82 ng 179057 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 Isobutvlamine 73 C4H11IN 000078-81-9 5
3 1-Butanamine 73 C4H11IN 000109-73-9 5
4 Isobutane 58 C4H10 000075-28-5 4
5 Pentane 72 C5H12 000109-66-0 4

Abundance Scan 57 (2.938 min): BF085229.D (-55) (-) m/z 43.10 100.00%
a3
5000
61
37 51 7|3 260 280 3.00 3.0
0 N T m/z 61.05 28.44%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4162: n-Propyl acetate
43
5000 AR U A SRR
2.60 2.80 3.00 3.20
61 m/z 73.10 15.31%
27 ‘ 73
Oy ,...H,‘..??,W. "|""‘|""|""'|"' '|""|1P?"|'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
30
260 280 300 320
5000 m/z 42.10 10.35%
15 41 55 73
e S S S I IS UL UL UL SULILILS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #731: 1-Butanamine T e A
30 2.60 2.80 3.00 3.20
m/z 41.10 8.49%
5000
oL 15 ) 41 50 56 3
m/z--> 10 20 30 40 50 60 70 8 9 100 110 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085229.D

Aca On : 5 Mar 2016 3:35

Operator : SJ/1Z

Sample : H1676-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4_.57 15.33 ng 718531 1,4-Dichlorobenzene-d4 6.97
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 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78

Abundance Scan 200 (4.573 min): BF085229.D (-197) (-) m/z 83.10 100.00%
55 83
5000 43 o8
A
420 4.40 4.60 4.80
o...,....,....,...3.7‘,'...‘.‘?.'.:.,.‘??.,7.1..7?,.:.5.‘?....,....,.1.1.5.,.. m/z 55.10 81.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 S L L I I
29 98 420 4.40 4.60 4.80
m/z 43.10 38.09%
0 ‘ 34“ 49|/, 61 67 77 | 89
miz--> 10 20 3'0 % 50 60 70 8 90 160 110 130
Abundance
83
55 420 440 4.60 480
5000 43 m/z 98.10 36 .20%
98
29
o 23 37 49 63 69 77 91
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- e e
5 83 420 4.40 4.60 4.80
m/z 39.10 23.09%
41
5000 7 o8
15 69
0 ‘ m‘ 34 \\‘ 4%‘ 63\‘\ e | 91
miz--> 2 30 40 50 60 70 8 90 100 110 130 420 440 460 480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085229.D

Aca On : 5 Mar 2016 3:35

Operator : SJ/1Z

Sample : H1676-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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-hydroxy-4-me... Concentration Rank 3

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

5.19 22.97 ng 1076540 1,4-Dichlorobenzene-d4 6.97
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 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 254 (5.190 min): BF085229.D (-251) (-) m/z 43.10 100.00%
43
59
5000
101 ARARRS RSN SRS RARRE RN
51| 67 83 | 4.80 5.00 520 5.40 5.60
o} NN £ 2 S m/z 59.10 60.84Y%
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 GRS LS S IR L
480 500 5.20 5.40 5.60
m/z 101.10 22 .86%
31 83 g3 101
0'w'“W““W““T““v'“w“'v“w“HWH'J““l““V'“V“'P“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 5.60
5000 M m/z 58.10 16.96%
68
0 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4000: Morpholine, 4-methyl- A At R
43 480 500 5.20 5.40 5.60

m/z 41.10 8.92%

5000
101
71

15 28 ‘
I % 86 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085229.D

Aca On : 5 Mar 2016 3:35

Operator : SJ/1Z

Sample : H1676-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.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 unknown6.73 Concentration Rank 1

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

6.73 94 .22 ng 4415150 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 389 (6.733 min): BF085229.D (-386) (-) m/z 132.10 100.00%
5000 68
40 % 6.40 660 6.80 7.00
54 : - : -
0 e e N W2z 68.10 44.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 U SR AN R
6.40 6.60 6.80 7.00
2 51 m/z 134.10 32.46%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 660 6.80 7.00
5000 m/z 66.10 27 .95%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl LS B I e B
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 17.91%
5000 g °
) AN | VIR A N HW..LL,..“u N 189 S § Y A IS
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030416\
Data File : BF085229.D

Acq On : 5 Mar 2016 3:35

Operator : SJ/1Z

Sample : H1676-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 2.94 3.8 ng 179057 1 6.97 937198 20.0
3-Penten-2-one, 4. .. 4.57 15.3 ng 718531 1 6.97 937198 20.0
2-Pentanone, 4-hy... 5.19 23.0 ng 1076540 1 6.97 937198 20.0
unknown6.73 6.73 94.2 ng 4415150 1 6.97 937198 20.0
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