LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020817\

Data File : BF092865.D

Aca On : 8 Feb 2017 20:46 Instrument :
Operator : SJ/MA BNA_F

Sample  : 11741-02 Gl
Misc i 020617-PR-E-U-M
ALS Vial : 14 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-BF013017.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 4.407 201 203 214 rVB 169868 232465 5.42% 0.813%
2 5.059 258 260 263 rBV 996483 1061115 24.75% 3.711%
3 5.493 295 298 300 rBY 1058302 1018421 23.75% 3.562%
4 5.893 331 333 335 rBV 187004 168286 3.92% 0.589%
5 6.522 386 388 394 rVB2 792505 751367 17 .52% 2.628%
6 6.659 398 400 402 rBVY 2334934 1965331 45.83% 6.874%
7 6.887 418 420 423 rBV 828623 823294 19.20% 2.880%
8 7.047 432 434 437 rBV 3218345 2881574 67.20% 10.079%
9 7.459 467 470 472 rBV 2635726 2599718 60.63% 9.093%
10 8.179 530 533 535 rBY 1297812 1171196 27.31% 4.096%

11 9.253 624 627 630 rBV 4514257 4287997 100.00% 14.998%
12 9.642 659 661 663 rBv 58792 66166 1.54% 0.231%
13 9.928 684 686 689 rBVY 1367256 1268895 29.59% 4._.438%
14 10.362 720 724 726 rBV 103152 101186 2.36% 0.354%
15 10.579 740 743 746 rBV 31229 44187 1.03% 0.155%

16 10.716 753 755 758 rBv2 1397018 1558389 36.34% 5.451%
17 10.831 763 765 770 rVB 126642 152787 3.56% 0.534%
18 11.276 803 804 810 rVvB 67427 100792 2.35% 0.353%
19 11.413 814 816 819 rBV 1327232 1258763 29.36% 4.403%
20 13.002 952 955 958 rBV 3674367 4233111 98.72% 14.806%

21 13.905 1031 1034 1043 rBvV 44292 114505 2.67% 0.400%
22 14.054 1044 1047 1049 rBV 1459012 1322313 30.84% 4.625%
23 15.505 1170 1174 1178 rBV 777253 1196226 27.90% 4.184%

24 15.940 1209 1212 1217 rBV 41136 62588 1.46% 0.219%

25 16.431 1252 1255 1259 rBV 33340 63507 1.48% 0.222%

26 17.003 1301 1305 1309 rBV 22267 43231 1.01% 0.151%

27 17.677 1362 1364 1370 rVB2 17638 43790 1.02% 0.153%
Sum of corrected areas: 28591200
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020817\
Data File : BF092865.D

Aca On : 8 Feb 2017 20:46

Operator : SJ/MA

Sample : 11741-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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: BF092865.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020817\
Data File : BF092865.D

Aca On : 8 Feb 2017 20:46

Operator : SJ/MA

Sample : 11741-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 1 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.41 5.65 ng 232465 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 87
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 83
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 80

Abundance Scan 203 (4.407 min): BF092865.D (-201) (-) m/z 55.10 100.00%
58.1 3.1
5000
43.0 8.1
o e 450 430 440 4b0 450
e AL . o m/z 83.10 94 _56%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 AR AR SRR RN
o 30 98.0 400 420 440 4.60 4.80
' m/z 43.00 41 _44%
“\ \‘\\\ il ‘ ! 67.0 75.0 ! .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
5.0 450 250 4> 450 450
5000 43.0 m/z 98.10 33.54%
98.0
29.0
69.0
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- R maE s L
55.0 83.0 4.00 420 4.40 4.60 4.80
m/z 39.10 27 .05%
41.0
5000 270 98.0
1?0 | ‘ 6%0
i 1l ' ‘\ | [l | A
miz--> 10 20 30 40 50 6 70 80 90 100 400 420 4.40 460 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020817\
Data File : BF092865.D

Aca On : 8 Feb 2017 20:46

Operator : SJ/MA

Sample : 11741-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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.

5.06 25.78 ng 1061120 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 260 (5.059 min): BF092865.D (-258) (-) m/z 43.10 100.00%
31
59.1
5000
101.1 IR AR AR L A
4.80 500 5.20 5.40
ey 510 e01 881 | " 59710 56.55%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 USSR UL UL SR
4.80 500 5.20 5.40
59.0 1010 m/z 101.10 15.86%
21.0 350 | 510 ‘ 67.0 83.0 91.0 |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 5.00 520 540
5000 m/z 58.10 15.49%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R i S
59.0 4.80 500 5.20 5.40
m/z 41.10 8.96%
5000 41.0
31.0
69.0 87.0
15.0 ‘J L] sof] ‘ 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020817\
Data File : BF092865.D

Aca On : 8 Feb 2017 20:46

Operator : SJ/MA

Sample : 11741-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

5.89 4.09 ng 168286 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 38
3 1-Methoxvethanimine. N-acetvl- 115 C5H9NO2 099028-43-0 28
4 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 10
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 10

Abundance Scan 333 (5.893 min): BF092865.D (-331) (-) m/z 43.10 100.00%
431 73.1
5000
55.1 gsq 1001 11 5.60 5.80 6.00 6.20
1 ST M. -~ S E m/z 73.10 90.69%
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 A"I""I""I""I""
5.60 5.80 6.00 6.20
m/z 115.10 12.28%
150 290 55.0 830  100.0 11?0
| Ll LLL, | I L |
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
300 73.0
43.0 560 580 6.00 6.20
5000 m/z 41.10 10.75%
150 58.0 830 1000  117.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7558: 1-Methoxyethanimine, N-acetyl-
43.0 5.60 5.80 6.00 6.20
100.0 m/z 39.10 6.20%
5000
20.0 580 730 g4 1150
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 560 580 600 620
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020817\
Data File : BF092865.D

Aca On : 8 Feb 2017 20:46

Operator : SJ/MA

Sample : 11741-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown6.66 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.66 47.74 ng 1965330 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27

2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvporomine-propionvl 189 C12H15N0O 1000123-86-3 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
Abundance Scan 400 (6.659 min): BF092865.D (-398) (-) m/z 132.10 100.00%
132.1
5000 68.1
O ok Sho 650 7o
T o M m/z 68.10 40.13%
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 L I L L R
6.40 6.60 6.80 7.00
310 510 m/z 134.10 32.47%
‘ L1 H | L
m/z--> 2|0 4|0 i 8|0 1(|)0 12|0 140 1é0 1£|§O
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.10 25.68%
104.0
270 510 %0 49
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl — e e —
57.0 132.0 6.40 6.60 6.80 7.00
24.0 m/z 69.10 15.56%
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H| ||:!-5|8|.q||||]:8|9.|0| R RAREE R S
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020817\
Data File : BF092865.D

Aca On : 8 Feb 2017 20:46

Operator : SJ/MA

Sample : 11741-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 6 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.83 2.43 ng 152787 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 765 (10.831 min): BF092865.D (-763) (-) m/z 57.10 100.00%

51.1
5000

| 1131 1552 10.60 10.80 11.00 11.20
e el e T T e e e || M7z 4305 70.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 ||||||||||||||||||||
85.0 10.60 10.80 11.00 11.20
29.0 m/z 71.10 51.92%
| L | 130 1410 1690 282.0
T T T T e T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R Rl EER R S L e
10.60 10.80 11.00 11.20
5000 m/z 85.10 31.56%
85.0
29.0
113.0 141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane
57.0 10.60 10.80 11.00 11.20
m/z 41.05 31.22%
5000 85.0
29.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10 80 11. 00 11. 20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF020817\

BF092865.D

8 Feb 2017 20:46
SJ/MA

11741-02

14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response
3-Penten-2-one, 4. .. 4.41 5.7 ng 232465
2-Pentanone, 4-hy... 5.06 25.8 ng 1061120
2-Pentanone, 4-me... 5.89 4.1 ng 168286
unknown6 .66 6.66 47.7 ng 1965330
Eicosane 10.83 2.4 ng 152787
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|--Internal Standard---|
| # RT Resp Conc]

6.89 823294 20.0
6.89 823294 20.0

6.89 823294 20.0

1
1
1 6.89 823294 20.0
1
4 11.41 1258760 20.0
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