LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084769.D

Aca On : 3 Feb 2016 3:26

Operator =: SJ/1Z

Sample : H1287-03

Misc :

ALS Vial : 23 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 2.327 11 21 26 rvB3 21620 101137 1.30% 0.153%
2 2.453 30 32 36 rvB 130253 168971 2.17% 0.256%
3 4.190 181 184 189 rVB 548574 940602 12.08% 1.424%
4 4.898 241 246 252 rVB 2486778 5575488 71.60% 8.438%
5 5.321 280 283 285 rBY 4491854 6129218 78.72% 9.276%
6 5.710 315 317 321 rVB 350672 365538 4 .69% 0.553%
7 6.361 370 374 376 rBVY 4876369 5915461 75.97% 8.953%
8 6.476 381 384 386 rVV 6063204 6496693 83.44% 9.832%
9 6.693 401 403 406 rBV 1304567 1218182 15.64% 1.844%
10 6.853 415 417 419 rBV 5148876 4571523 58.71% 6.919%
11 6.956 424 426 428 rBV 91632 87081 1.12% 0.132%

12 7.264 450 453 455 rBV 3479115 3750309 48.16% 5.676%
13 7.733 490 494 499 rBV2 83956 135746 1.74% 0.205%
14 7.984 513 516 520 rBV2 1534606 3419427 43.91% 5.175%
15 8.693 576 578 580 rBV 242838 282026 3.62% 0.427%

16 8.796 584 587 589 rvB 154061 170112 2.18% 0.257%
17 9.070 607 611 613 rBV 4749114 7786487 100.00% 11.784%
18 9.733 666 669 671 rBV 1743005 1956002 25.12% 2.960%
19 9.768 671 672 674 rVB 305019 217916 2.80% 0.330%
20 9.939 684 687 689 rBvV 154346 154722 1.99% 0.234%

21 10.282 712 717 719 rVB 155662 158707 2.04% 0.240%
22 10.522 734 738 741 rBV2 3348290 4957792 63.67% 7.503%
23 11.219 795 799 801 rBV 1446672 2024077 25.99% 3.063%
24 12.808 935 938 940 rVB 6567860 6895482 88.56% 10.436%
25 13.848 1026 1029 1031 rBV 1309869 1529186 19.64% 2.314%

26 15.219 1146 1149 1152 rBV 806930 1066364 13.70% 1.614%

Sum of corrected areas: 66074249
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084769.D

Aca On : 3 Feb 2016 3:26

Operator : SJ/1Z

Sample : H1287-03

Misc :

ALS Vial : 23 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

Abundance TIC: BF084769.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084769.D

Aca On : 3 Feb 2016 3:26

Operator : SJ/1Z

Sample : H1287-03

Misc :

ALS Vial : 23 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 n-Propyl acetate Concentration Rank 6

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

2.45 2.77 ng 168971 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 78
2 Isobutvlamine 73 C4H11N 000078-81-9 7
3 1-Butanamine 73 C4H11N 000109-73-9 7
4 Oxirane. 2.3-dimethvl-., cis- 72 C4H80 001758-33-4 7
5 Pentane 72 C5H12 000109-66-0 4

Abundance Scan 32 (2.453 min): BF084769.D (-30) (-) m/z 43.05 100.00%
3.0
5000 M\“—-—_/\“—A
61.0 SSEEBUSREBUNEEDE S
73.0 650 220 240 260 2.80
bt et e e m/Zz 61.00  24.85%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4162: n-Propyl acetate
43.0
5000 SRS
220 240 260 2.80
61.0 m/z 73.00 12.04%
270 ‘ 73.0
0"I""I""'I""'I‘l"'l""‘I""I""'I""I""]I-q3'.(')'l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110

Abundance
LA

220 240 2.60 2.80

5000 m/z 41.10 10.48%
150 4210 s5g 73.0
. OII]_IOIIIIZIOH”3|0”II4|0II”5|0””éolllI7|0IIllglollllglolllicl)olllijl_ol
7-->
Abundance #731: 1-Butanamine \/\.’T/.\T‘.“.’?. PP A
30.0 220 240 2.60 2.80

m/z 42.05 10.39%

5000
oL 150 | 410 560 730

m/z--> 10 20 30 40 50 60 70 80 90 100 110 220 240 260 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084769.D

Aca On : 3 Feb 2016 3:26

Operator : SJ/1Z

Sample : H1287-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 3-Hexen-2-one Concentration Rank 4

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

4.19 15.44 ng 940602 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 90
3 2-Pentene. 4.4-dimethvl-. (B)- 98 C7H14 000690-08-4 86
4 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 72

Abundance Scan 184 (4.190 min): BF084769.D (-181) (-) m/z 55.05 100.00%

55.0 83.0
5000 43.1
98.1

380 400 420 440 460

63.0 71.1

0..“...“...,”..ﬂ.”.,J.L,...w....“!..“...,”.. m/z 83.00 98.42%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3097: 3-Hexen-2-one
83.0
55.0
43.0
5000 AR SRR AR
29.0 3.80 4.00 4.20 4.40 4.60
98.0 m/z 43.10 44.40%

\‘ “\ \‘\ 690 |
S S A S S S S LI L I S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0 83.0

3.80 4.00 4.20 4.40 4.60

5000 43.0 m/z 98.10 33.29%
290 98.0
67.0 75.0
o) NSRS 1S Y7 PN 16 L 2N N -
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3338: 2-Pentene, 4,4-dimethyl-, (E)- R
55.0 83.0 380 400 420 440 460

m/z 39.10 26 .63%

5000 41.0
27.0 98.0
15.0 67.0
0 | ‘ ‘ | \‘ N ‘ N 1 ‘ |

m/z--> 10 20 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\BF020216\
Data File : BF084769.D

Aca On : 3 Feb 2016 3:26

Operator : SJ/1Z

Sample : H1287-03

Misc :

ALS Vial : 23 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-hydroxy-4-me... Concentration Rank 2

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

4.90 91.54 ng 5575490 1,4-Dichlorobenzene-d4 6.69
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 246 (4.898 min): BF084769.D (-241) (-) m/z 43.10 100.00%
431
59.1
5000
o 460 480 500 520
0...,....,....,....','.'...,..'.'!,....7,1'.9..?.3'.0..,...:,|....,1.1.5.'9,.. m/z 59.10 60.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL L IS UL
59.0 460 480 500 520
m/z 101.10 19.61%
31.0 83.0 101.0
R s s L I I A L M WA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
570 460 480 500 520
5000 m/z 58.10 15.15%
29.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- A By
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.97%
5000
41.0
29.0 101.0
0y '|"'H““' 'Jllk“ﬁqlp“l*i" "7?;q'|'§659|"" [T T DR SRR S LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020216\
Data File : BF084769.D

Aca On : 3 Feb 2016 3:26

Operator : SJ/1Z

Sample : H1287-03

Misc :

ALS Vial : 23 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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

5.71 6.00 ng 365538 1,4-Dichlorobenzene-d4 6.69
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. 3-methvl- 100 C6H120 000565-61-7 9
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 317 (5.710 min): BF084769.D (-315) (-) m/z 43.05 100.00%
43.0 73.1
5000
i 1001 151 "oh0 ok S0 o0
Ol et i i o el || M7z 73.10  94.57%
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 AN S LR LA
5.40 5.60 5.80 6.00
m/z 115.10 12.09%
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
150 "W 5% 580 b
5000 420 56.0 m/z 41.10 9.98%
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 #3787: 2-Pentanone, 3-methyl-
43.0 540 5.60 5.80 6.00
m/z 39.10 6.86%
5000
29.0 57.0
72.0
| “\ “ 85.0 100.0
S R R R RS LR RS RS RS LSS RN RRARS SR IR AN RS 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\BF020216\
Data File : BF084769.D

Aca On : 3 Feb 2016 3:26

Operator : SJ/1Z

Sample : H1287-03

Misc :

ALS Vial : 23 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 5 unknown6.48 Concentration Rank 1

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

6.48 106.66 ng 6496690 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 384 (6.476 min): BF084769.D (-381) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.1 ISR L
40.1 54.1 J 6.20 6.40 6.60 6.80
O‘M.'Pﬁ. i T m/z 68.10 41.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRS R
6.20 6.40 6.60 6.80
310 510 m/z 134.00 35.43%
0 ‘ L1 H 1L ‘ 1
L L N S U SN BN S SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 o35 o oo oh0
5000 9go 1160 m/z 66.10 26.78%
158.0 189.0
e L L N L L UL B B WL
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #13917: Benzene, 1,2,4-trifluoro- LI L L L L BB
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.59%
5000 630 810
Y N T N B PR | | R
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 660 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020216\
Data File : BF084769.D

Acq On : 3 Feb 2016 3:26

Operator : SJ/1Z

Sample : H1287-03

Misc :

ALS Vial : 23 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]
n-Propyl acetate 2.45 2.8 ng 168971 1 6.69 1218180 20.0
3-Hexen-2-one 4.19 15.4 ng 940602 1 6.69 1218180 20.0
2-Pentanone, 4-hy... 4_.90 91.5 ng 5575490 1 6.69 1218180 20.0
2-Pentanone, 4-me... 5.71 6.0 ng 365538 1 6.69 1218180 20.0
unknown6 .48 6.48 106.7 ng 6496690 1 6.69 1218180 20.0

8270-BF020116.M Wed Feb 03 13:25:19 2016 Page: 8



