LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084660.D

Aca On : 30 Jan 2016 2:51

Operator =: SJ/1Z

Sample : H1272-01

Misc :

ALS Vial : 33 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-BF012916.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 2.487 32 35 41 rVB 256540 337051 4_.41% 0.524%
2 3.196 94 97 105 rBvV 310770 538099 7.04% 0.837%
3 4.224 184 187 192 rBvY 1971172 2560573 33.48% 3.983%
4 4.910 244 247 257 rVB 2000239 3196296 41.79% 4_.972%
5 5.276 277 279 282 rBV 58746 84544 1.11% 0.132%

5.333 282 284 287 rBV 4222637 5748668 75.17% 8.943%
5.733 317 319 322 rVB 265226 245001 3.20% 0.381%
6.373 372 375 378 rBV 3982623 5057407 66.13% 7.867%
6.499 383 386 388 rBV 6117298 6095225 79.70% 9.482%
6.727 404 406 408 rBV 1080208 1167054 15.26% 1.815%

=
QO ~NO®

11 6.876 417 419 422 rBV 3717561 4877803 63.78% 7.588%
12 7.287 452 455 458 rVB 2861474 4261996 55.73% 6.630%
13 8.030 516 520 522 rBV2 2701764 3928202 51.36% 6.111%
14 8.076 522 524 528 rVB 94411 94723 1.24% 0.147%
15 8.716 578 580 583 rBvV 228580 238398 3.12% 0.371%

16 8.819 587 589 591 rvB 145818 130277 1.70% 0.203%
17 9.093 609 613 615 rBVY 6599432 7648014 100.00% 11.897%
18 9.756 669 671 673 rBV 1785735 1729402 22.61% 2.690%
19 9.791 673 674 676 rVB 143957 105398 1.38% 0.164%
20 10.545 737 740 743 rBV2 3752814 4677666 61.16% 7.277%

21 11.242 798 801 803 rBV 1605388 1838086 24.03% 2.859%
22 12.831 937 940 942 rBV 6885378 7022248 91.82% 10.924%

23 13.871 1028 1031 1033 rBV 1772688 1741625 22.77% 2.709%
24 15.254 1149 1152 1155 rBV 797669 959722 12.55% 1.493%

Sum of corrected areas: 64283478
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084660.D

Aca On : 30 Jan 2016 2:51

Operator : SJ/1Z

Sample : H1272-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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: BF084660.D

6.50
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5.33
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3000000
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1000000
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Abundance TIC: BF084660.D
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4000000 10.54
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I
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Abundance TIC: BF084660.D
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4000000

3000000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084660.D

Aca On : 30 Jan 2016 2:51

Operator : SJ/1Z

Sample : H1272-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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.

2.49 5.78 ng 337051 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 Acetic acid. 1-methvlethvl ester 102 C5H1002 000108-21-4 9
3 1-Butanamine 73 C4H11IN 000109-73-9 7
4 Isobutvlamine 73 C4H1i1IN 000078-81-9 5
5 1,4-Diacetoxybutane 174 C8H1404 033934-62-2 4

Abundance Scan 35 (2.487 min): BF084660.D (-32) (-) m/z 43.10 100.00%
431
5000
61.0 e e
73.0 870 220 240 260 2.80
| R SN PN -1/ R m/z 61.00 24.32%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4160: n-Propyl acetate
43.0
5000 SR S
610 220 240 260 280
: 73.0 m/z 73.00 11.43%
15.0 27‘0 | ‘ 87.0
U R S S S S S I IS S WA
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
220 240 260 280
5000 m/z 42.05 10.57%
61.0
87.0
150 27.0 101.0
G L U S S SRS SURILILS IR IULILL UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #731: 1-Butanamine e L AR
30.0 220 240 260 280

m/z 41.05 7.73%

5000
ol 150 | 410 560 30

I
m/z--> 10 20 30 40 50 60 70 80 90 100 220 240 260 280
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084660.D

Aca On : 30 Jan 2016 2:51

Operator : SJ/1Z

Sample : H1272-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 4-Penten-2-one, 4-methyl- Concentration Rank 5

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

3.20 9.22 ng 538099 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 86
2 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 53
3 5-Hexen-2-one 98 C6H100 000109-49-9 25
4 2-Pentanone. 3-methvlene- 98 C6H100 004359-77-7 9
5 2-Vinylethyl acetate 114 C6H1002 001576-84-7 9

Abundance Scan 97 (3.196 min): BF084660.D (-94) (-) m/z 43.10 100.00%
43.1
5000
5.1 83.1 280 300 320 340 3.60
Ot S0 LB Tn/z 83.10  11.08%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3164: 4-Penten-2-one, 4-methyl-
43.0
5000 RN UL I UL I
280 3.00 3.20 3.40 3.60
m/z 39.10 8.99%
0 200 | 060 740 10 980
miz--> 1 20 % 4 % 60 70 s 9 100
Abundance
43.0
280 300 320 340 3.60
5000 m/z 55.10 6.63%
) 27.0 55.0 670 83.0 98.0
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3092: 5-Hexen-2-one | L BN LA B B
43.0 2.80 3.00 3.20 3.40 3.60
m/z 41.10 4.92%
5000
55.0
150 27.0
o ‘ | L | 630710 830 98.0
m/z--> 10 20 30 40 50 60 70 8|0 90 1(')0 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084660.D

Aca On : 30 Jan 2016 2:51

Operator : SJ/1Z

Sample : H1272-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.22 43.88 ng 2560570 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 87
4 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 187 (4.224 min): BF084660.D (-184) (-) m/z 55.10 100.00%
58.1 3.1
5000 43.1
98.1
| | eo 380 4.00 420 4.40 4.60
0...,”..,”..,”.:Hu..ﬂ”:.,”.:,”..,J..,”..,”.. m/z 83.10 97.69%
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3185: 3- Penten 2-one, 4-methyl-
55.0 83.0
5000 AR AR AN RN
o 30 98.0 380 4.00 420 440 4.60
m/z 43.10 43.52%
0 ‘ ‘ ‘ Ly il ‘ | 67.0 75.0 !
”'I"'W'"'I”"I"'W'"'I”"I"'W""I”"I"'
m/z--> 10 20 40 50 60 70 80 90 100
Abundance
55.0 83.0
410 380 4.00 420 4.40 4.60
5000 m/z 98.10 33.42%
27.0 98.0
15.0 69.0
G S S UL SUL AL S IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3109: 3-Hexen-2-one I EEaEE B A RE.
83.0 3.80 4.00 4.20 4.40 4.60
55.0 m/z 39.10 26 .90%
5000 43.0
98.0
29.0
0...,”..,.”MM..”M..”iﬂ.h,..?%Q...“l..,”..,.”. ISR SRR U
m/z--> 10 20 30 40 50 60 70 8 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\BF012916\
Data File : BF084660.D

Aca On : 30 Jan 2016 2:51

Operator : SJ/1Z

Sample : H1272-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3

R.T. EstConc Area Relative to ISTD R.T.
401 54.78ng 3196300  1,4-Dichlorobenzene-d4 6.73
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

3 3-Hexanol.

4-methvl- 116 C7H160

4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2

000540-88-5 39
000615-29-2 28
001116-98-9 17

5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 247 (4.910 min): BF084660.D (-244) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 e R N REmaE
460 480 500 520
83.0
Obrrr e ettt e S i e || M/Z 59.10 59 68%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L L L LB L LB LB |
59.0 460 4.80 5.00 5.20
0
150 1010 m/z 101.10 19.18%
31.0 83.0
0 ‘ 1| Iy . ‘
e L B AL e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
s
57.0 4.60 4.80 5.00 5.20
5000 m/z 58.05 15.67%
20.0 101.0
15.0 73.0 83.0
O B B o L o
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
54.0 4.60 4.80 5.00 5.20
m/z 41.10 9.03%
5000 41.0
31.0
69.0 87.0
150 | 11500 98.0
0...“...“..w...w..”,.”.,.”.,”..,”..“...“..w. R mae s S
m/z--> 10 20 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084660.D

Aca On : 30 Jan 2016 2:51

Operator : SJ/1Z

Sample : H1272-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 7

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

5.73 4.20 ng 245001 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 43
3 N-FormvImorpholine 115 C5H9NO2 004394-85-8 10
4 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 10
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 9

Abundance Scan 319 (5.733 min): BF084660.D (-317) (-) m/z 43.05 100.00%
43.0 73.1
5000
5.1 o 1001 1151 540 560 580 600
Obrrr e e e e e e e e || M7z 73.10 87.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 RS UL LS A
540 5.60 5.80 6.00
m/z 115.10 10.77%
150 290 | 550 83.0 mM)lﬁo
O T T T e T T
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30.0 43.0 73.0
540 560 580 600
5000 58.0 m/z 41.10 10.04%
15.0
G s R AL RS I R R RS R WS RS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7542: N-Formylmorpholine
29.0 540 5.60 5.80 6.00
115.0 m/z 42.10 7.04%
5000 420 56.0
86.0 100.0
15.0 72.0 |
0'”I”'W'J'P'””M“W'“yv'”FL”I”JW'”'P'”I”=W'”
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\BF012916\
Data File : BF084660.D

Aca On : 30 Jan 2016 2:51

Operator : SJ/1Z

Sample : H1272-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 6 unknown6.50 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.50 104.46 ng 6095230 1,4-Dichlorobenzene-d4 6.73
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 Xenon 132 Xe 007440-63-3 9
Abundance Scan 386 (6.499 min): BF084660.D (-383) (-) m/z 132.00 100.00%
132.0
5000 68.1
w01 o1 J T e e
-1 54.1 . . . .
0 P72 NI .10 | — m/z 68.10 44_11%
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 LI B L L L LB L BB |
6.20 6.40 6.60 6.80
0
310 510 m/z 134.00 35.09%
0.,..‘..”‘,l.H.,.l‘.‘.‘,....,.‘...,.. S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
e
74.0 6.20 6.40 6.60 6.80
5000 980 1160 m/z 66.10 29.06%
158.0 189.0
o) NRSRMESENENR VIS Y A S . L NN,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13917: Benzene, 1,2,4-trifluoro- A ma e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.83%
5000 630 810
31.0 112.0
o S R = N Y VL N — SN £ U | G
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012916\
Data File : BF084660.D

Acq On = 30 Jan 2016 2:51

Operator : SJ/1Z

Sample : H1272-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012916_.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 2.49 5.8 ng 337051 1 6.73 1167050 20.0
4-Penten-2-one, 4. .. 3.20 9.2 ng 538099 1 6.73 1167050 20.0
3-Penten-2-one, 4. .. 4.22 43.9 ng 2560570 1 6.73 1167050 20.0
2-Pentanone, 4-hy... 4 .91 54_.8 ng 3196300 1 6.73 1167050 20.0
2-Pentanone, 4-me... 5.73 4.2 ng 245001 1 6.73 1167050 20.0
unknown6 .50 6.50 104.5 ng 6095230 1 6.73 1167050 20.0
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