LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110217\
Data File : BF100084.D

Aca On : 2 Nov 2017 14:59

Operator : SJ/JU

Sample : 16226-01

Misc :

ALS Vial : 5 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-BF102317.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 4.987 490 493 509 rBV 158480 249997 13.84% 1.609%
2 5.393 559 562 588 rBY 1326983 1515468 83.90% 9.755%
3 6.416 732 736 754 rBV 1444092 1546639 85.63% 9.956%
4 6.545 754 758 770 rVB 1634179 1616727 89.51% 10.407%
5 6.769 793 796 806 rBV 534055 466235 25.81% 3.001%

6 6.922 819 822 837 rBV 1440843 1261314 69.83% 8.119%
7 7.340 890 893 910 rBV 995178 962113 53.27% 6.193%
8 8.051 1011 1014 1026 rBV 779237 663061 36.71% 4.268%
9 9.128 1193 1197 1200 rBV 2148425 1806195 100.00% 11.627%
10 9.522 1261 1264 1272 rBV 221448 191254 10.59% 1.231%
11 9.810 1309 1313 1325 rVB 786716 739777 40.96% 4.762%
12 10.522 1431 1434 1438 rBV 72488 60174 3.33% 0.387%
13 10.604 1444 1448 1457 rBV 1093148 1024405 56.72% 6.594%
14 10.698 1461 1464 1468 rvv2 21543 27301 1.51% 0.176%
15 11.175 1542 1545 1551 rVB3 19862 23453 1.30% 0.151%
16 11.304 1563 1567 1575 rBV 762625 705843 39.08% 4.544%
17 11.645 1621 1625 1628 rVB 19263 20730 1.15% 0.133%
18 11.816 1651 1654 1657 rBV 78695 71380 3.95% 0.459%

19 12.886 1832 1836 1839 rBV 1654582 1482486 82.08% 9.543%
20 13.780 1985 1988 1996 rBV 72711 102847 5.69% 0.662%

21 13.980 2019 2022 2029 rVB 497264 481206 26.64% 3.098%
22 15.510 2275 2282 2293 rBV 349651 515957 28.57% 3.321%

Sum of corrected areas: 15534562
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110217\
BF100084.D
2 Nov 2017 14:59
SJ/JuU
16226-01

5 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF102317.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 : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100084.D

Aca On : 2 Nov 2017 14:59

Operator : SJ/JU

Sample : 16226-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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.

4.99 10.72 ng 249997 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 494 (4.993 min): BF100084.D (-490) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 e S
| 83.0 4.60 4.80 5.00 5.20 5.40
o A | SN VY| OSSN m/z 59.10 61.70%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.60 4.80 5.00 5.20 5.40
59.0 m/z 101.00 25.84%
0 20 | a9y @0 g0 ™0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 4.80 500 520 540
0
5000 1010 m/z 58.00 15.70%
28.0 59.0
70.0 84.0
15.0
e S I UL SULIURS SUR I IS IULIULS IULILS LI L
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e
43.0 4.60 4.80 500 5.20 5.40
m/z 41.00 10.13%
5000
101.0
150 310 | %80 g9 g0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100084.D

Aca On : 2 Nov 2017 14:59

Operator : SJ/JU

Sample : 16226-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.55 Concentration Rank 1

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

6.55 69.35 ng 1616730 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 759 (6.551 min): BF100084.D (-754) (-) m/z 132.00 100.00%
132.0
5000
68.1
TTTTTTTTT T T T T T T T
96.0 6.20 6.40 6.60 6.80
400 540
o....,....,....,....,..I-.',..7.55,0....,..!.,.19?.?....,....,"...,.. m/z 134.00  32.42%
m/z--> 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
5000 BN S SRR
6.20 6.40 6.60 6.80
210 510 m/z 68.10 28.49%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.20 640 6.60 680
5000 67.0 m/z 66.00 17.28%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14500: 1H-Indazole, 7-methy!l- R e R
132.0 6.20 6.40 6.60 6.80
m/z 96.00 11.05%
5000
51.0 770 104.0
Ot e 820 ouso
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

8270-BF102317.M Fri Nov 03 12:26:43 2017 Page: 4



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100084.D

Aca On : 2 Nov 2017 14:59

Operator : SJ/JU

Sample : 16226-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.82 2.02 ng 71380 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 83
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
5 n-Decanoic acid 172 C10H2002 000334-48-5 59
Abundance Scan 1655 (11.822 min): BF100084.D (-1651) (-) m/z 73.00 100.00%
73.0
43.1
129.1
5000
11.60 11.80 12.00 12.20
o} m/z 60.00 79.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0
43.0
5000
129.0 11.60 11.80 12.00 12.20
970 185.0 228.0 m/z 43.10 71.12%
0 |||||| ‘:‘:::‘ H‘ ‘ \h“l”h‘l\”\;\‘; |“|‘|||‘||||16|6:‘|)| e |||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
"' 11/60 11.80 12.00 12:20
5000 129.0 m/z 55.05 59.98Y%
97.0 199.0 242.0
o150 157.0 1800
m/z--> ﬁo 45 éo 86 160 150 150 160 180 200 220 250 2éo
Abundance #72648: Tridecanoic acid BEEmEEEs
73.0 11.60 11.80 12.00 12.20
m/z 57.00 57.22%
43.0
5000
129.0
710 2140
0 18OI‘I‘”|IIIMIM‘ HH h“ HM M |‘|‘ 114I9I9”” § N RRREEEEES T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100084.D

Aca On : 2 Nov 2017 14:59

Operator : SJ/JU

Sample : 16226-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.78 4.27 ng 102847 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 93

Abundance Scan 1988 (13.780 min): BF100084.D (-1985) (-) m/z 83.05 100.00%

.0

5000

%

13.40 13.60 13.80 14.00
m/z 57.05 94.07%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115906: 1-Nonadecene
43.0

-

5000 [TTrr[rrrr[rrrryrrror|m
13.40 13.60 13.80 14.00
125.0 m/z 43.05 84.60%
015.0‘\ \\ 154.0 182.0 210.0 238.0 266.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 83.0
e
13.40 13.60 13.80 14.00
5000 111.0 m/z 97.10 81.09%
29.0

1390 1680 1060  238.0 266.0

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol A B EEaaE B
55,0 13.40 13.60 13.80 14.00
m/z 55.05 78.22%
5000
29.0
0 5l 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 40 13. 60 13. 80 14. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110217\
Data File : BF100084.D

Acq On : 2 Nov 2017 14:59

Operator : SJ/JU

Sample - 16226-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 4.99 10.7 ng 249997 1 6.77 466235 20.0
unknown6 .55 6.55 69.3 ng 1616730 1 6.77 466235 20.0
Tetradecanoic acid 11.82 2.0 ng 71380 4 11.30 705843 20.0
1-Nonadecene 13.78 4.3 ng 102847 5 13.98 481206 20.0
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