LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096842.D

Aca On 18 Jul 2017 12:35

Operator : SJ/JU

Sample : 14224-02

Misc :

ALS Vial : 8 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-BF071317.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 4.781 470 475 486 rBV 201222 289878 10.46% 1.208%
2 5.216 544 549 552 rBVY 2218032 2407127 86.89% 10.031%
3 6.251 720 725 728 rBVY 2285506 2474038 89.30% 10.310%
4 6.369 741 745 749 rBVY 2449662 2429817 87.71% 10.126%
5 6.598 780 784 787 rBV 771748 652640 23.56% 2.720%
6 6.757 806 811 814 rBVY 1837242 1843802 66.55% 7.684%
7 7.163 874 880 883 rBVY 1712598 1675930 60.49% 6.984%
8 7.881 997 1002 1005 rBY 1041982 994353 35.89% 4.144%
9 8.957 1180 1185 1188 rBvV 2711742 2770384 100.00% 11.545%
10 9.351 1248 1252 1255 rBV 480337 394717 14.25% 1.645%

11 9.628 1294 1299 1303 rBV2 1172475 1045107 37.72% 4 _355%
12 10.416 1428 1433 1436 rBV 1654661 1711627 61.78% 7.133%
13 10.545 1452 1455 1463 rBV 56650 63641 2.30% 0.265%
14 10.992 1524 1531 1534 rBV2 49093 47678 1.72% 0.199%
15 11.104 1542 1550 1553 rBV 1106661 967616 34.93% 4.032%

16 12.686 1814 1819 1823 rBV 2271560 2386475 86.14% 9.945%
17 13.174 1895 1902 1908 rBV 185500 192737 6.96% 0.803%
18 13.592 1969 1973 1979 rBvV2 122379 142117 5.13% 0.592%
19 13.727 1991 1996 1999 rBV 816283 735969 26.57% 3.067%

20 14.221 2077 2080 2082 rBV2 34981 30800 1.11% 0.128%

21 14.810 2177 2180 2185 rBV2 34159 43149 1.56% 0.180%

22 15.098 2224 2229 2234 rBV 491841 557638 20.13% 2.324%

23 15.145 2234 2237 2241 rVB 37713 42510 1.53% 0.177%

24 15.527 2298 2302 2308 rBV2 32993 44753 1.62% 0.187%

25 15.962 2374 2376 2384 rVB2 30877 51657 1.86% 0.215%
Sum of corrected areas: 23996160
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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\BFO071817\
BF096842.D

18 Jul 2017 12:35

SJ/JU

14224-02

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096842.D

Aca On 18 Jul 2017 12:35

Operator : SJ/JU

Sample : 14224-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.78 8.88 ng 289878 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 475 (4.781 min): BF096842.D (-470) (-) m/z 43.00 100.00%
43.0
5000 590
s mo 30 450 450 500 520
) RERSNERESUS SRSV 1) ML SV USSR 1N M m/z 59.00 50.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 USRS U UL AR
59.0 440 460 480 500 520
m/z 101.10 15.72%
o 3o | 830 93,0'%1"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 480 500 5.20
5000 m/z 58.00 13.22%
41.0
29.0 101.0
Oy "'§?'9" UNEE 7?;9. |'§§'9|" IBESRREE!
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e R
43.0 440 4.60 4.80 5.00 5.20
m/z 41.05 8.93%
5000
101.0
o 180 30 || %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096842.D

Aca On 18 Jul 2017 12:35

Operator : SJ/JU

Sample : 14224-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 2 unknown6.37 Concentration Rank 1

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

6.37 74.46 ng 2429820 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 745 (6.369 min): BF096842.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 SAREE SRR AR SRR
40.1 549 6.00 6.20 6.40 6.60 6.80
0 gLl e — m/z 68.05 40.43%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR AR RS RN
6.00 6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.22%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 6.0 6.40 6.60 6.80
5000 67.0 m/z 66.00 26.56%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 15.50%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN 1 G L N—
m/z--> 40 60 80 100 120 140 160 180 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096842.D

Aca On 18 Jul 2017 12:35

Operator : SJ/JU

Sample : 14224-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.17 5.24 ng 192737 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 98
2 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 72
3 Tetradecanamide 227 C14H29NO 000638-58-4 72
4 Pentanamide 101 C5H11NO 000626-97-1 64
5 Nonanamide 157 C9H19NO 001120-07-6 59

Abundance Scan 1901 (13.169 min): BF096842.D (-1895) (-) m/z 59.00 100.00%

54.0
5000

12.80 13.00 13.20 13.40

9.1 126.11491

o 193.0 m/z 72.00 48.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 T ||||||||{\‘||| TT T
12.80 13. OO 13.20 13.40
m/z 55.05 38.25%
29.0 126.0
o "~ 154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
L B
12.80 13.00 13.20 13.40
5000 m/z 41.05 34.24%
114.0
o 29.0 86.0 142.0 171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83608: Tetradecanamide AN R aEn R
59.0 12.80 13.00 13.20 13.40
m/z 43.00 26.70%
5000
29 0
o H |, 88010701280 1560 1840 2379
”w.”q”.q”.q”.w”.q”.w”..”..”..”..”..””,””,”. B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 80 13. OO 13 20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096842.D

Aca On 18 Jul 2017 12:35

Operator : SJ/JU

Sample : 14224-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Dichloroacetic acid, heptad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.59 3.86 ng 142117 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 94
2 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39C1303 1000314-56-3 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 1973 (13.592 min): BF096842.D (-1969) (-) m/z 43.05 100.00%
43.0
83.1
5000
25.1 13.20 13.40 13.60 13.80 14.00
208.0 281.0 : - : : :
ob—— m/z 57.00 99.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57.0
97.0
5000 R UM SRR BRI I
1320 13.40 13.60 13.80 14.00
m/z 55.00 88.14%
o280l | 1/ | | 1990 100 280 5950
m/z--> 50 100 150 200 250 300 350 400
Abundance
83.0
43.0 13.20 13.40 13.60 13.80 14.00
5000 m/z 83.10 68.60%
125.0
o 1500 1950 2520
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester I o o o o N IR
57.0 1320 13.40 13.60 13.80 14.00
97.0 m/z 97.10 67 .95%
169.0
o260 | || ‘u #3*?0 |, 2190 2550 406.0
m/z--> 50 100 150 200 250 300 350 400 1320 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071817\
Data File : BF096842.D

Acq On 18 Jul 2017 12:35

Operator : SJ/JU

Sample : 14224-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.78 8.9 ng 289878 1 6.60 652640 20.0
unknown6 .37 6.37 74.5 ng 2429820 1 6.60 652640 20.0
9-Octadecenamide, ... 13.17 5.2 ng 192737 5 13.73 735969 20.0
Dichloroacetic ac... 13.59 3.9 ng 142117 5 13.73 735969 20.0
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