LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087699.D

Aca On : 5 Jun 2016 10:11

Operator : UM/SJ

Sample : H3345-04

Misc :

ALS Vial : 41 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-BF060416.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 1.770 15 16 26 rvB 390737 648126 15.27% 1.964%
2 1.907 26 28 47 rVB 2191733 4245168 100.00% 12.865%
3 2.147 47 49 88 rvB2 65378 436940 10.29% 1.324%
4 5.039 300 302 307 rBV 199159 232669 5.48% 0.705%
5 5.450 335 338 341 rBVY 1566512 1508688 35.54% 4_.572%

6.479 425 428 430 rBV 1224285 1054160 24.83% 3.195%
6.627 438 441 443 rBV 2723206 3100274 73.03% 9.395%
6.856 459 461 465 rVB 866426 756856 17.83% 2.294%
7.016 472 475 477 rVB 2831387 2698229 63.56% 8.177%
7.119 482 484 485 rBvV 97422 79757 1.88% 0.242%

=
QO ~NO®

11 7.427 507 511 513 rBV 2127715 2554579 60.18% 7.742%
12 8.147 571 574 578 rBv2 931901 1394936 32.86% 4.227%
13 9.222 665 668 671 rBVY 3061522 4133718 97.37% 12.527%
14 9.610 700 702 705 rBV 47942 58600 1.38% 0.178%
15 9.896 724 727 730 rVB 1233717 1131968 26.66% 3.430%

16 10.685 793 796 799 rBV 2160951 2431689 57.28% 7.369%
17 10.811 804 807 814 rBV 42316 54847 1.29% 0.166%
18 11.382 854 857 859 rBV 1205897 1166783 27.48% 3.536%
19 12.971 993 996 998 rBV 3309362 3553349 83.70% 10.768%
20 14.011 1084 1087 1089 rBV 1119192 1014834 23.91% 3.075%

21 15.440 1209 1212 1215 rBV 624361 741908 17.48% 2.248%

Sum of corrected areas: 32998078
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087699.D

Aca On 5 Jun 2016 10:11

Operator : UM/SJ

Sample : H3345-04

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF087699.D
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Abundance TIC: BF087699.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087699.D

Aca On 5 Jun 2016 10:11

Operator : UM/SJ

Sample : H3345-04

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.04 6.15 ng 232669 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 302 (5.039 min): BF087699.D (-300) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 AR L UL L I
| 831 | 480 5.00 5.20 5.40
O el e e e e m/z 59.10 53.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB UL UL UL I
59.0 480 500 5.20 540
0
150 4, 1010 m/z 101.10 17.81%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 41.0 m/z 58.10 16.75%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: l—Propen—Z—oI, acetate LI L L L B
43.0 480 5.00 5.20 5.40
m/z 41.10 8.41%
5000
58.0
0 15‘.0 27\.0 | ‘\ L 72‘.0 109.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087699.D

Aca On 5 Jun 2016 10:11

Operator : UM/SJ

Sample : H3345-04

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 5 unknown6.63 Concentration Rank 2

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

6.63 81.93 ng 3100270 1,4-Dichlorobenzene-d4 6.86
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 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 441 (6.627 min): BF087699.D (-438) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 RS RARSE SARBE SRR S
40.1 540 6.20 6.40 6.60 6.80 7.00
0 gL0 e m/z 68.10 36.95%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RS L AR I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 34 .14%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 23.96%
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 #52379: Tranylcypromine-propionyl R e e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.09%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | B | SN
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087699.D

Aca On 5 Jun 2016 10:11

Operator : UM/SJ

Sample : H3345-04

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7 Indene Concentration Rank 7

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

7.12 2.11 ng 79757 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 95
2 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 94
3 3-Methvlphenvlacetvlene 116 CO9H8 000766-82-5 91
4 Benzene. 1l-ethvnvl-4-methvl- 116 C9H8 000766-97-2 90
5 Benzene, 1,2-propadienyl- 116 C9HS8 002327-99-3 80

Abundance Scan 484 (7.119 min): BF087699.D (-482) (-) m/z 115.10 100.00%
1151
5000
91 5o B0 0 80 Tho Tho 750 7k
Ol syt e et e e it e et e | M/z 116.10  91.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8408: Indene
116.0
5000 I AN R U R
6.80 7.00 7.20 7.40
63.0 m/z 63.00 11.73%
39.0 : 89.0
o e O NS R - SR N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
115.0
'6.80 7.00 7.0 7.40
5000 m/z 89.00 11.17%
o 270 390 510 630 740 890 oo
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8415: 3-Methylphenylacetylene L T L | R
115.0 6.80 7.00 7.20 7.40
m/z 57.20 9.90%
5000
63.0 89.0
o150 2o B0 00 A0 aoto
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060416\
Data File : BF087699.D

Acq On : 5 Jun 2016 10:11

Operator : UM/SJ

Sample - H3345-04

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416_.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]
2-Pentanone, 4-hy... 5.04 6.2 ng 232669 1 6.86 756856 20.0
unknown6 .63 6.63 81.9 ng 3100270 1 6.86 756856 20.0
Indene 7.12 2.1 ng 79757 1 6.86 756856 20.0
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