LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF081996.D

Aca On : 2 Oct 2015 23:35

Operator : UM/I1Z

Sample : 63887-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.

Intearator: RTE
Smoothing : ON
Sampling :© 1
Start Thrs: 0.2
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

p

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Method > Z:\HPCHEM1\BNA F\METHODS\8270-BF092815.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC

peak R.T. first max last PK
# min scan scan scan TY

1 5.063 253 256 268 rVB
2 5.474 290 292 295 rBV
3 6.515 380 383 385 rBV
4 6.652 392 395 397 rBvV
5 6.880 413 415 425 rBvV
6 7.040 427 429 431 rBvY
7 7.143 436 438 444 rVB
8 7.452 462 465 467 rBvV
9 8.172 526 528 533 rBvV2
10 8.892 589 591 594 rBvV

24 13.544 996 998 1000 rBV
25 13.921 1029 1031 1040 rBVZ2

26 14.070 1040 1044 1054 rVvVv
27 14.241 1056 1059 1061 rVB
28 14.538 1079 1085 1087 rBV
29 14.847 1109 1112 1116 rBVZ2
30 15.533 1169 1172 1182 rBV

peak
heiaht

761892
1599827
1240387
1791976

371122

1678196
90849
1044128
777132
23049

64858
30092
1518149
10598
454314

979753
36297
1277635
23384
628993

21627
127229
2460588
96667
26900

933578
21120
23681
33781

481550

Sum of corrected
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corr.
area
920590
1590022
1684799
1841480
520505

1449369
93351
1018416
1029486
36532

61677
29327
2189336
26492
411354

876560
42587
1381552
29288
930642

26753
105035
2610817
85671
55940

1068784
27975
37964
58879

815732

areas:

corr.
% max.
35.26%
60.90%
64 .53%
70.53%
19.94%

55.51%
3.58%
39.01%
39.43%
1.40%

2.36%
1.12%
83.86%
1.01%
15.76%

33.57%
1.63%
52.92%
1.12%
35.65%

1.02%
4.02%
100.00%
3.28%
2.14%

40.94%
1.07%
1.45%
2.26%

31.24%

21056915

8.001%
8.745%
2.472%

6.883%
0.443%
4 _.836%
4 _889%
0.173%

0.293%
0.139%
10.397%
0.126%
1.954%

4.163%
0.202%
6.561%
0.139%
4._.420%

0.127%
0.499%
12 .399%
0.407%
0.266%

5.076%
0.133%
0.180%
0.280%
3.874%
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF100215\

- BF081996.D

- 2 Oct 2015 23:35

- UM/1Z

- 3887-01

- 20 Sample Multiplier: 1

H:\HPCHEM1\BNA F\Method\8270-BF092815_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF081996.D

6.65

7.04
5.47

6.51

5.06

6.88

7.45

8.17

0
Time-->

4.50 5.00 5.50

6.00

T
2.50

3.00 3.50 4.00

Abundance

2000000

1500000

1000000

500000

0

TIC: BF081996.D

9.25
10.72

9.93

11.42
9.65

9.36 k 10.35

12.84

8.88.1 0.83 11.96

14.07

13.54
L L 13.97| 14.24 14.54 14.85

Time-->

13.00

11.00 11.50 12.00 12.50

9.00 9.50

10.00 10.50

13.50

14.00

14.50

Abundance

2000000

1500000

1000000

500000

TIC: BF081996.D

15.53

0
Time-->

19.50 20.00

18.50 19.00

17.50 18.00

15.50 16.00 16.50 17.00

20.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF081996.D

Aca On : 2 Oct 2015 23:35

Operator : UM/I1Z

Sample : 63887-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : H:\HPCHEM1\BNA F\Method\8270-BF092815._.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.06 35.37 ng 920590 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 256 (5.063 min): BF081996.D (-253) (-) m/z 43.10 100.00%

43.1
59.1
5000
101.1

4.80 500 520 540

83.1
0...,....,....,....',':...,..-!.|,...69,0....,....,...:,....,. m/z 59.10 60.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI LB L L L LN L B LI
59.0 480 500 5.20 5.40
m/z 101.10 20.12%
o 31‘0 ) 83.0 93010‘10
T T T T T T T e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
R R AEEEE m e
4.80 5.00 5.20 5.40
5000 m/z 58.10 17.08%
41.0
29.0 101.0
50.0 73.0 86.0
O T T T T T e e T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethy!| ester
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.63%
57.0
5000
20.0 101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF081996.D

Aca On : 2 Oct 2015 23:35

Operator : UM/I1Z

Sample : 63887-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : H:\HPCHEM1\BNA F\Method\8270-BF092815._.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 unknown6.65 Concentration Rank 1

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

6.65 70.76 ng 1841480 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
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 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 395 (6.652 min): BF081996.D (-392) (-) m/z 132.00 100.00%
132.0
5000 8.1
96.1 PSSP AP RS S
40.1 54.1 6.40 6.60 6.80 7.00
0 ...-'.,':|-.|.'.8,1-.1..!,'.- .1.1“?-}..~J.,....,....,.... m/z 68.10 35.71%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR S A L
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.68%
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
640 6.60 6.80 7.00
5000 67.0 m/z 66.10 23.87%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 14.48%
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 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF081996.D

Aca On : 2 Oct 2015 23:35

Operator : UM/I1Z

Sample : 63887-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : H:\HPCHEM1\BNA F\Method\8270-BF092815._.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 4 Indene Concentration Rank 4

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

7.14 3.59 ng 93351 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene. l1-propvnvl- 116 C9H8 000673-32-5 94
3 Benzene. 1.2-propadienvl- 116 C9H8 002327-99-3 90
4 Benzene.l-ethvnvl-2-methvl- 116 C9HS8 000766-47-2 90
5 Benzene, l-ethynyl-4-methyl- 116 C9HS8 000766-97-2 87

Abundance Scan 438 (7.143 min): BF081996.D (-436) (-) m/z 115.05 100.00%
1151
5000
63.0 89.1
39.1 501 74.0 6.80 7.00 7.20 7.40
O el oty 99l sz 116,10 92.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8166: Indene
116.0
5000
6.80 7.00 7.20 7.40
890 m/z 89.10 13.45%
0 270 390 500 %30 749 \ 1l
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
115.0
A"I'”'I'”'I"”I"'W
6.80 7.00 7.20 7.40
5000 m/z 63.00 12.77%
o 570 390 510 630 729 80 oo
miz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8173: Benzene, 1,2-propadienyl- R e A REEa
115.0 6.80 7.00 7.20 7.40
m/z 117.05 8.63%
5000
39.0
510 63.0 89.0
ol 150 200 pl 7O g90 |
m/z--> 1'0 2'0 3'0 4'0 5'0 ' 7'0 8|0 9'0 1(')0 110 12'0 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100215\
Data File : BF081996.D

Acq On : 2 Oct 2015 23:35

Operator : UM/1Z

Sample - G3887-01

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : H:\HPCHEM1\BNA_F\Method\8270-BF092815_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]
2-Pentanone, 4-hy... 5.06 35.4 ng 920590 1 6.88 520505 20.0
unknown6 .65 6.65 70.8 ng 1841480 1 6.88 520505 20.0
Indene 7.14 3.6 ng 93351 1 6.88 520505 20.0
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