LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084727.D

Aca On : 1 Feb 2016 23:36

Operator =: SJ/1Z

Sample - PB88098BL

Misc :

ALS Vial : 25 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-BF020116.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 4.167 180 182 191 rVB 469680 674922 11.22% 1.429%
2 4.876 240 244 251 rBVY 2396530 3734585 62.07% 7.908%
3 5.310 279 282 285 rBVY 4180222 4304330 71.54% 9.115%
4 5.710 315 317 320 rBV 278289 235582 3.92% 0.499%
5 6.361 371 374 376 rBVY 4463555 4648634 77.26% 9.844%

6.476 382 384 387 rBV 3822876 4323920 71.86% 9.156%
6.704 402 404 407 rBV 1030677 1036212 17.22% 2.194%
3902655 3462940 57.55% 7.333%
7.276 451 454 457 rBV 2675789 2726740 45.32% 5.774%
7.996 514 517 519 rBV 1638343 1452300 24.14% 3.075%
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11 9.082 608 612 614 rBV 4230457 5531417 91.93% 11.713%
12 9.745 667 670 673 rBVY 1590086 1542741 25.64% 3.267%
13 10.533 736 739 742 rBV 3094674 3312773 55.06% 7.015%
14 11.230 797 800 802 rBV 1298858 1580531 26.27% 3.347%
15 12.819 936 939 941 rBV 5396711 6016988 100.00% 12.741%

16 13.859 1027 1030 1032 rBV 1380129 1510709 25.11% 3.199%
17 15.242 1148 1151 1153 rBV 790213 1128394 18.75% 2.389%

Sum of corrected areas: 47223718
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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\BF020116\

BF084727.D
1 Feb 2016 23:36
SJ/1Z
PB88098BL
25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084727.D

Aca On : 1 Feb 2016 23:36

Operator : SJ/1Z

Sample - PB88098BL

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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.

4.17 13.03 ng 674922 1,4-Dichlorobenzene-d4 6.70
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 86
4 2-Pentene. 4.4-dimethvl-. (BE)- 98 C7H14 000690-08-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 182 (4.167 min): BF084727.D (-180) (-) m/z 55.10 100.00%
58.1 3.1
5000 431
98.1
| | era 380 4.00 4.20 440 4.60
ot e P e e m/z 83.10 94.61%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 29.0 98.0 380 4.00 4.20 440 4.60
m/z 43.10 39.91%
0 “\ \\‘\ il ‘ | 67.0 75.0 | L
LI FUELEL SN FULELEL SR JURL LS SURELL UL SURLLI SURLE B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
250 SRABINARBE N R
43.0 3.80 4.00 4.20 4.40 4.60
5000 m/z 98.10 30.65%
29.0
98.0
69.0
G S UL UL SUL LIS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- R LN R b
55.0 83.0 3.80 4.00 4.20 4.40 4.60
m/z 39.10 26 .03%
41.0
5000 270 98.0
15.0 ‘ 69.0
0'"|“t'|”*J|“"i“"le'|“'Mi“"rﬁ"|“'“|“" RN AR L
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084727.D

Aca On : 1 Feb 2016 23:36

Operator : SJ/1Z

Sample - PB88098BL

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 2

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

4.88 72.08 ng 3734590 1,4-Dichlorobenzene-d4 6.70
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 244 (4.876 min): BF084727.D (-240) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 R U AL R U
4.60 4.80 5.00 5.20
o...,....,....,....','.-.~..,..~.'!,...6?-,°....f‘§:1..,...:,|....,. m/z 59.10 60.88%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 "iE) 4k sh0 sk
0
150 a0 1010 m/z 101.10 19.16%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520
5000 m/z 58.10 15.67%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 \
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e e
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.47%
5000
41.0
29.0 101.0
o o 1],800 || 730 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084727.D

Aca On : 1 Feb 2016 23:36

Operator : SJ/1Z

Sample - PB88098BL

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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-methoxy-4-me... Concentration Rank 5

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

5.71 4_.55 ng 235582 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-FormvImorpholine 115 C5H9NO2 004394-85-8 10
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 10
4 Acetamide. N-butvl- 115 C6H13NO 001119-49-9 9
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 9

Abundance Scan 317 (5.710 min): BF084727.D (-315) (-) m/z 43.05 100.00%
43.0 73.1
5000
55.0 o 1001 1151 "S% Sk 550 b0
Ol et b el e e b || Mz 73.10 91, 72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 IR RN RS LR LA
5.40 5.60 5.80 6.00
m/z 115.10 11.11%
150 290 55.0 830  100.0 11“‘3-0
ot
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
29.0
1150 "ok 58 580 6b0
5000 420 56.0 m/z 41.10 10.61%
86.0 100.0
15.0 72.0
e R R R RS LR RS AR RS LSS RARRS RRARS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl- R Rmama
43.0 540 5.60 5.80 6.00
m/z 55.00 7.00%
5000 50.0
31.0 83.0 101.0
0”'P'”I”“”“”“”'”I”*W'”'P'”I“'W'”'“'”I”'W'” IR N R LR LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084727.D

Aca On : 1 Feb 2016 23:36

Operator : SJ/1Z

Sample - PB88098BL

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown6.48 Concentration Rank 1

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

6.48 83.46 ng 4323920 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 384 (6.476 min): BF084727.D (-382) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 U SR S I
401 541 ‘ 6.20 6.40 6.60 6.80
o.,....,...:I'!...,!.'..,-:.'.|,..7.5?,1....,..J.,%??.?.l.l.?,l....,'...,.. m/z 68.10 45.74%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 SRR LR L
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 32.62%
| | ‘ 750 1
s R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 29.82%
33.0 44.0 0.0 105.0
o 60.0 "7 80.0 115.0
JUNBIUNEERS UL IR UL NI IR RS SRS BRASE SERRS SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE — e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 20.01%
5000
92.0
65.0
oL 270 390 510 | 770 1059 117.0
m/z--> 20 30 4'0 50 6|0 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020116\
Data File : BF084727.D

Acq On : 1 Feb 2016 23:36

Operator : SJ/1Z

Sample - PB88098BL

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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]
3-Penten-2-one, 4... 4.17 13.0 ng 674922 1 6.70 1036210 20.0
2-Pentanone, 4-hy... 4.88 72.1 ng 3734590 1 6.70 1036210 20.0
2-Pentanone, 4-me... 5.71 4.5 ng 235582 1 6.70 1036210 20.0
unknown6 .48 6.48 83.5 ng 4323920 1 6.70 1036210 20.0
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