LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF072117\
Data File : BF096956.D

Aca On 21 Jul 2017 20:55

Operator : SJ/JU

Sample : 14352-01

Misc :

ALS Vial : 21 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 4.722 462 465 476 rBV 228460 336894 11.58% 1.478%
2 5.169 536 541 544 rBVY 2660030 2806195 96.44% 12.307%
3 6.216 714 719 734 rBVY 2526591 2909744 100.00% 12.761%
4 6.328 734 738 742 rBVY 2664236 2682207 92.18% 11.763%
5 6.557 773 777 781 rBV 816943 715800 24.60% 3.139%
6 6.710 799 803 807 rBVY 2096095 2046720 70.34% 8.976%
7 7.122 868 873 876 rBY 1825184 1706385 58.64% 7.484%
8 7.839 990 995 998 rBVY 1003083 927589 31.88% 4.068%
9 8.916 1173 1178 1181 rBvV 2718957 2546034 87.50% 11.166%
10 9.310 1242 1245 1248 rBV 312925 234877 8.07% 1.030%
11 9.586 1287 1292 1295 rBV 902088 854555 29.37% 3.748%
12 10.033 1365 1368 1372 rVB 51125 45231 1.55% 0.198%
13 10.251 1399 1405 1408 rBvV 30562 37108 1.28% 0.163%
14 10.369 1421 1425 1429 rBV 1229649 1148489 39.47% 5.037%
15 10.504 1445 1448 1456 rBvV 76288 98317 3.38% 0.431%
16 10.951 1520 1524 1527 rBvV 42847 35954 1.24% 0.158%
17 11.057 1538 1542 1545 rBvV 682383 607561 20.88% 2.665%
18 12.263 1744 1747 1752 rBvV 41226 36000 1.24% 0.158%
19 12.486 1781 1785 1790 rVB 36541 39717 1.36% 0.174%

20 12.645 1807 1812 1815 rBV 1572270 1491214 51.25% 6.540%
21 13.221 1906 1910 1917 rVB7 14366 35251 1.21% 0.155%
22 13.551 1960 1966 1972 rBV 152525 196694 6.76% 0.863%
23 13.686 1985 1989 1992 rBV 657187 649229 22.31% 2.847%
24 14.186 2071 2074 2083 rVB 60009 68616 2.36% 0.301%
25 15.051 2216 2221 2226 rVB 433772 507731 17.45% 2.227%

26 15.568 2307 2309 2310 rBV2 53057 37059 1.27% 0.163%

Sum of corrected areas: 22801171
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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\BFO072117\
BF096956.D

21 Jul 2017 20:55

SJ/JU

14352-01

21 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\BF072117\
Data File : BF096956.D

Aca On 21 Jul 2017 20:55

Operator : SJ/JU

Sample : 14352-01

Misc :

ALS Vial : 21 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.

4.72 9.41 ng 336894 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 9
4 1.3.4-Oxadiazole. 2-(acetvloxv)-... 172 C7H12N203 066398-57-0 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 465 (4.722 min): BF096956.D (-462) (-) m/z 43.00 100.00%
43.0
5000 59.0
| e W0 4k 4B 5ho
L m/z 59.00 50.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL I
59.0 440 460 480 500
0,
150 4, 1010 m/z 101.10 14 .24%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
440 460 4.80 500
5000 m/z 58.00 12.51%
101.0
150 310 %80 690  86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T s e RERRE
54.0 4.40 4.60 4.80 5.00
m/z 41.10 8.05%
5000 41.0
e e T30 1260 1ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096956.D

Aca On 21 Jul 2017 20:55

Operator : SJ/JU

Sample : 14352-01

Misc :

ALS Vial : 21 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 2 unknown6.33 Concentration Rank 1

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

6.33 74.94 ng 2682210 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 738 (6.328 min): BF096956.D (-734) (-) m/z 132.00 100.00%
132.0
5000 68.1
USRS SR SRR SRR
401 540 | 96.1 6.00 6.20 6.40 6.60
..,....,....,...:,“.'..:,!!..,::.-.|,..l..,?f‘:?,...'.,.’rﬂ?-?....,...., oy 'm/z 68.10 41.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SN SRR AR LA
6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 32.00%
'WH'W“'W“JHJ'ww'w'“H'“w'“w'“w'“w'“'w“'l“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 6.20 6.40 6.60
5000 67.0 m/z 66.10 26.68%
41.0 97.0
53.0
79.0 117.0
WWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L B B N L |
132.0 6.00 6.20 6.40 6.60
m/z 69.10 16.27%
5000
104.0
120 27.0 390 5.0 80770 400 | 50 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096956.D

Aca On 21 Jul 2017 20:55

Operator : SJ/JU

Sample : 14352-01

Misc :

ALS Vial : 21 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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.50 3.24 ng 98317 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Heptacosane 380 C27H56 000593-49-7 80
3 Tridecane 184 C13H28 000629-50-5 78
4 Eicosane 282 C20H42 000112-95-8 72
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 53
Abundance Scan 1447 (10.498 min): BF096956.D (-1445) (-) m/z 57.00 100.00%
57.0
5000
85.1
1231 10,20 10,40 10.60 10.80
— A m/z 43.10 73.69%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
5000 RN BN
85.0 10.20 10.40 10.60 10.80
29.0 : m/z 71.10 45 _.85%
Ny ‘ 1130 155.0183.0 226.0
m/z--> §0 160 1%0 260 250 360 3éo
Abundance
57.0
10,20 10.40 10.60 10.80
5000 m/z 41.00 35.24Y%
85.0
29.0 1130 155.0183.0 225.0253.0 295.0323.0 380.0
m/z--> §0 160 1%0 260 2%0 360 3éo
Abundance #48831: Tridecane R R R
57.0 10.20 10.40 10.60 10.80
m/z 85.10 30.84Y%
5000
29.0 85.0

|
m/z--> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096956.D

Aca On 21 Jul 2017 20:55

Operator : SJ/JU

Sample : 14352-01

Misc :

ALS Vial : 21 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 Heptafluorobutyric acid, he... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.55 6.06 ng 196694 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
Abundance Scan 1966 (13.551 min): BF096956.D (-1960) (-) m/z 57.00 100.00%
57.0
5000 Jw
NS SUNISA SN B
197.0 13.20 13.40 13.60 13.80
230.1 2811 m/z 55.10 92.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57.0
97.0
5000 AR BN AR UL
13.20 13.40 13.60 13.80
160.0 m/z 43.05 88.38%
ey ,“ , ‘H‘i | J@zl.q‘ A0 200 4200
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
970 13.20 13.40 13.60 13.80
5000 m/z 83.05 71.22%
139.0 1550 2380 2830 3340
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene A BREEE RS
5.0 13.20 13.40 13.60 13.80
m/z 41.05 62.23%
97.0
140m\ ] ‘ 139.0 1810 308.0
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096956.D

Aca On 21 Jul 2017 20:55

Operator : SJ/JU

Sample : 14352-01

Misc :

ALS Vial : 21 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 6 1-Octadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.19 2.11 ng 68616 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 83
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 83
3 2-Hexvldecvl acetate 284 C18H3602 082409-75-4 80
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 76
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 72
Abundance Scan 2075 (14.192 min): BF096956.D (-2071) (-) m/z 57.00 100.00%
57.0
97.0
5000

1770 2151 5445 2851 13.80 14.00 14.20 14.40 14.60
m/z 55.05 66 .36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104184: 1-Octadecene
57.0

83.0

13.80 14.00 14.20 14.40 14.60
m/z 43.10 60.99%

5000

139.0 168.0 196.0 224.0 252.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

57.0

LI e e
9r.0 13.80 14.00 14.20 14.40 14.60

5000 m/z 97.05 60.88%

125.0
154.0182.0 224.0252.0  297.0 348.0

WWWWTWWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131263: 2-Hexyldecy! acetate A B R e
43.0 13.80 14.00 14.20 14.40 14.60

m/z 69.05 56.28%

29.0

5000 69.0
111.0

139.0
ey ‘ ‘ } 1 i‘ | 1168.0196.0 224.0 553

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 80 14. 00 14. 20 14. 40 14. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072117\
Data File : BF096956.D

Acq On 21 Jul 2017 20:55

Operator : SJ/JU

Sample - 14352-01

Misc :

ALS Vial : 21 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... 4.72 9.4 ng 336894 1 6.56 715800 20.0
unknown6 .33 6.33 74.9 ng 2682210 1 6.56 715800 20.0
Hexadecane 10.50 3.2 ng 98317 4 11.06 607561 20.0
Heptafluorobutyri... 13.55 6.1 ng 196694 5 13.69 649229 20.0
1-Octadecene 14.19 2.1 ng 68616 5 13.69 649229 20.0
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