LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114720.D

Aca On : 31 May 2019 21:28

Operator : HP/JU

Sample : K3124-09

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF052919 .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 4.898 475 478 487 rVB 111096 146942 1.67% 0.189%
2 5.304 542 547 550 rBY 6505489 7103327 80.66% 9.153%
3 6.334 715 722 724 rBVY 6488395 7433555 84.41% 9.579%
4 6.463 739 744 747 rBV 7406598 7698862 87.43% 9.920%
5 6.692 779 783 787 rBVY 2934129 2473179 28.08% 3.187%
6 6.851 805 810 813 rBY 6621744 6149180 69.83% 7.924%
7 7.251 873 878 881 rBVY 4533752 4893735 55.57% 6.306%
8 7.975 996 1001 1004 rBY 3760261 3198451 36.32% 4.121%
9 9.051 1178 1184 1187 rBV 9342283 8806228 100.00% 11.347%
10 9.439 1246 1250 1253 rBY 1305574 993601 11.28% 1.280%

11 9.722 1292 1298 1301 rBV 4118486 3653244 41.48% 4.707%
12 10.504 1426 1431 1434 rBV 5664785 5355957 60.82% 6.901%
13 11.192 1544 1548 1551 rBV 4303193 3559002 40.41% 4 _.586%
14 11.739 1636 1641 1651 rBV2 554008 691385 7.85% 0.891%
15 12.516 1770 1773 1783 rBV 213299 260355 2.96% 0.335%

16 12.774 1812 1817 1821 rBV 7904934 8113383 92.13% 10.455%
17 13.680 1967 1971 1986 rBV 382376 519879 5.90% 0.670%
18 13.810 1989 1993 1997 rVV 2849827 2857536 32.45% 3.682%
19 14.010 2023 2027 2035 rVB 90427 93476 1.06% 0.120%
20 14.310 2075 2078 2083 rBV 147567 142409 1.62% 0.184%

21 14.604 2125 2128 2134 rVB 200142 185480 2.11% 0.239%
22 14.674 2136 2140 2145 rVB 100370 103106 1.17% 0.133%
23 14.915 2177 2181 2185 rBV 198936 207446 2.36% 0.267%
24 15.198 2224 2229 2236 rBV 2107085 2394695 27.19% 3.086%
25 15.262 2236 2240 2245 rVB 186023 221303 2.51% 0.285%

26 15.662 2303 2308 2312 rBV 136117 205260 2.33% 0.264%
27 16.115 2381 2385 2394 rVB2 79427 144997 1.65% 0.187%

Sum of corrected areas: 77605973
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114720.D

Aca On : 31 May 2019 21:28

Operator : HP/JU

Sample : K3124-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114720.D

Aca On : 31 May 2019 21:28

Operator : HP/JU

Sample : K3124-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 unknown6.46 Concentration Rank 1

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

6.46 62.26 ng 7698860 1,4-Dichlorobenzene-d4 6.69
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 743 (6.457 min): BF114720.D (-739) (-) m/z 132.00 100.00%
32
5000 68
6 e
40 _ 54 | 75 104 6.20 6.40 6.60 6.80
T ??...'....,..f??,..!.,.':..,.1.1.5.,....,".'..,.. m/z 68.00 39.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 U S UL U
6.20 6.40 6.60 6.80
0
314 5 78 m/z 134.00 33.11%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.20 6.40 6.60 6.80

5000 67 m/z 66.00 25.72%
41 97
53 117
S Y A-NA B T 7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole  ma o EEREE R
132 6.20 6.40 6.60 6.80

m/z 69.05 16.13%

5000
104

66
14 27 37445168 P 77 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114720.D

Aca On : 31 May 2019 21:28

Operator : HP/JU

Sample : K3124-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.74 3.89 ng 691385 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Undecanoic acid 186 C11H2202 000112-37-8 83

Abundance Scan 1641 (11.739 min): BF114720.D (-1636) (-) m/z 73.00 100.00%
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m/z 43.05  79.55%

157 185
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Abundance #107549: n-Hexadecanoic acid

-
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256 m/z 60.00 77.83%

157 1g5 213

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

Abundance #84453: Tetradecanoic acid
s
43 T T e
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5000 m/z 57.05 66.59%
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185 228
i |
Tl ) s | on|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid BRI e e e
43 3 11.40 11.60 11.80 12.00
m/z 41.05 60.80%
5000 129 -v””~LJ-~M~ﬁ\M—MH”‘_WAMA
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m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114720.D

Aca On : 31 May 2019 21:28

Operator : HP/JU

Sample : K3124-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 1-Octadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.68 3.64 ng 519879 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 96
2 l1l-Heptacosanol 396 C27H560 002004-39-9 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 n-Tetracosanol-1 354 C24H500 000506-51-4 95
Abundance Scan 1971 (13.680 min): BF114720.D (-1967) (-) m/z 57.00 100.00%
57
SRR SN B
139 13.40 13.60 13.80 14.00
248
L by, 108 104216 248 280 . "m/z 83.10 96.74%
m/z--> 50 100 150 200 250 300 350
Abundance #104184: 1-Octadecene
57
83
5000
29 111 13.40 13.60 13.80 14.00
m/z 43.00 93.94%
|‘ L | 1150 168 106 224 252
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
13.40 13.60 13.80 14.00
5000 m/z 97.05 89.90%
125
210 | L h1?3‘181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol T TR T
55 83 13.40 13.60 13.80 14.00
m/z 55.00 87.78%
5000 111
29 ‘
Ll i | JL } ‘167 196 238 266 294
m/z--> 50 100 200 250 300 350 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF053119\
Data File : BF114720.D

Acq On : 31 May 2019 21:28

Operator : HP/JU

Sample - K3124-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .46 6.46 62.3 ng 7698860 1 6.69 2473180 20.0
n-Hexadecanoic acid 11.74 3.9 ng 691385 4 11.19 3559000 20.0
1-Octadecene 13.68 3.6 ng 519879 5 13.82 2857540 20.0

8270-BF052919.M Mon Jun 03 04:47:01 2019 Page: 6



