LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081091.D

Acq On : 19 Aug 2015 20:24

Operator : UM/1Z

Sample - PB85067BL

Misc :

ALS Vial : 10 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-BF081715_.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
1 3.967 179 182 191 rBB 176994 267832 12.93% 1.532%
2 4.710 244 247 256 rBVY 661098 1168644 56.42% 6.685%
3 5.167 284 287 289 rBV 1698422 1923363 92.86% 11.002%
4 5.579 321 323 326 rBvY 21608 23077 1.11% 0.132%
5 6.230 377 380 383 rBV 1398975 1683034 81.26% 9.628%
6 6.356 388 391 393 rBvY 1710374 1869166 90.24% 10.692%
7 6.585 409 411 414 rBV 455345 377464 18.22% 2.159%
8 6.745 422 425 427 rBV 1494193 1389183 67.07% 7.947%
9 7.156 458 461 463 rBV 1207820 1166835 56.33% 6.675%
10 7.213 463 466 468 rVB 14214 21096 1.02% 0.121%

11 7.876 521 524 526 rBV 409176 492070 23.76% 2.815%
12 8.950 615 618 621 rBV 1745560 1787004 86.28% 10.222%
13 9.613 674 676 679 rBB 505708 505579 24.41% 2.892%
14 10.402 742 745 747 rBV 1179302 1178963 56.92% 6.744%
15 11.088 802 805 807 rBvV 679643 571869 27.61% 3.271%

16 12.677 941 944 946 rBV 2003281 2071268 100.00% 11.848%
17 13.705 1031 1034 1036 rBV 499107 547231 26.42% 3.130%
18 15.043 1148 1151 1154 rBV 408000 437689 21.13% 2.504%

Sum of corrected areas: 17481367
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081091.D

Acq On : 19 Aug 2015 20:24

Operator : UM/I1Z

Sample - PB85067BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081091.D

Acq On : 19 Aug 2015 20:24

Operator : UM/I1Z

Sample - PB85067BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.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 1 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

3.97 14.19 ng 267832 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 90
2 3-Hexen-2-one 98 C6H100 000763-93-9 80
3 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 78
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 78
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 72

Abundance Scan 182 (3.967 min): BF081091.D (-179) (-) m/z 55.10 100.00%
55 83
5000 43
98 SN ) G
3 50 360 3.80 4.00 4.20 4.40
o N SR PR /D £ AU PR N m/z 83.10 81.14%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 R R RN R
29 98 360 3.80 4.00 4.20 4.40
m/z 43.10 39.85%
1 3?‘m 49 || 6267 77 | 89 ‘
0''|'"'|''"|""|"''|""|""|""|'"'|""|""
m/z--> 10 20 30 70 80 90 100
Abundance
83
55 360 3.80 4.00 4.20 4.40
5000 43 m/z 98.10 26 .86%
98
29
o 23 37 49 63 89 77 93
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #3339: 2-Pentene, 3,4-dimethyl-, (2)- S B EE m e
55 3.60 3.80 4.00 4.20 4.40
83 m/z 39.10 26.82%
5000 41
27 98
1\5 ‘\‘ ‘\ \‘ o 63‘ \6\? ” |
S R S SR SIS S UL UL I W SRS R R
m/z--> 10 40 50 70 80 90 100 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081091.D

Acq On : 19 Aug 2015 20:24

Operator : UM/I1Z

Sample - PB85067BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.71 61.92 ng 1168640 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 247 (4.710 min): BF081091.D (-244) (-) m/z 43.10 100.00%
a3
59
5000
101 rrryrrTrTrTrr i T T T T
4.40 4.60 4.80 5.00
Ol bl B3 G0 8 | “m/z 59.10 56.65%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L A A LU L
59 440 460 480 500
m/z 58.10 15.48%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
440 460 480 500
5000 m/z 101.10 14 .08%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4—methy|— L L L L B L B BN
59 4.40 4.60 4.80 5.00
m/z 41.10 8.98%
5000 41
31
| T
0% '|'%§'|" Jll""“l""lﬁ%lki""i' "'I""I"'g?l""l' A RS AR RS AR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081091.D

Acq On : 19 Aug 2015 20:24

Operator : UM/I1Z

Sample - PB85067BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 3 unknown6.36 Concentration Rank 1

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

6.36 99.04 ng 1869170 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 391 (6.356 min): BF081091.D (-388) (-) m/z 132.10 100.00%
132
5000 68
96 NP R S SR
40 54 6.00 6.20 6.40 6.60
o Jrer |asus | n/z 68.10  43.93%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RIS SRS BRSNS B
6.00 6.20 6.40 6.60
2 51 78 m/z 134.10 33.19%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.00 620 640 660
5000 gg 116 m/z 66.10 29.00%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180 A
Abundance #13924: Imidazole, 4,5-dicyano-1-methyl- e RRaaEEaECAE
132 6.00 6.20 6.40 6.60
m/z 69.10 17.48%
5000
67
80 91
45 54 H ‘ ‘ 106 117
ol Uy e NN
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081091.D

Acq On : 19 Aug 2015 20:24

Operator : UM/1Z

Sample - PB85067BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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]
3-Penten-2-one, 4... 3.97 14.2 ng 267832 1 6.58 377464 20.0
2-Pentanone, 4-hy... 4.71 61.9 ng 1168640 1 6.58 377464 20.0
unknown6 .36 6.36 99.0 ng 1869170 1 6.58 377464 20.0
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