LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060119\
Data File : BF114750.D

Aca On 1 Jun 2019 12:13

Operator : HP/JU

Sample = K3097-06

Misc :

ALS Vial : 11 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 5.298 541 546 550 rBY 5168904 5533334 91.65% 9.169%
2 6.328 715 721 725 rBVY 5793054 5881092 97.41% 9.745%
3 6.463 739 744 747 rBV 6441601 5997132 99.33% 9.938%
4 6.693 780 783 787 rBVY 2488713 1962292 32.50% 3.252%
5 6.851 806 810 813 rBVY 5492904 4581373 75.88% 7.592%
6 7.251 873 878 881 rBVY 4024052 3589490 59.45% 5.948%
7 7.975 997 1001 1004 rBVY 2904965 2563179 42.45% 4_.247%
8 9.045 1179 1183 1187 rBV 6408442 6037694 100.00% 10.005%
9 9.439 1246 1250 1253 rBVY 740220 588810 9.75% 0.976%
10 9.716 1293 1297 1301 rBvV 2958248 2908478 48.17% 4.820%

11 9.751 1301 1303 1306 rVB 173434 139969 2.32% 0.232%
12 10.498 1426 1430 1437 rBV 3933367 3471956 57.50% 5.753%
13 11.192 1544 1548 1550 rBV 3614099 2939226 48.68% 4.871%
14 11.216 1550 1552 1555 rVvVv 271591 222207 3.68% 0.368%
15 11.263 1555 1560 1563 rVB 110651 108757 1.80% 0.180%

16 11.733 1635 1640 1644 rBV2 219043 295724 4_90% 0.490%
17 11.804 1648 1652 1654 rVV 117703 109225 1.81% 0.181%
18 12.392 1749 1752 1756 rBV 605722 519405 8.60% 0.861%
19 12.516 1769 1773 1783 rBV2 432390 581673 9.63% 0.964%
20 12.622 1786 1791 1793 rBV2 404043 460289 7.62% 0.763%

21 12.774 1813 1817 1820 rBV 5898380 5268230 87.26% 8.730%
22 12.951 1844 1847 1851 rVB 96616 100925 1.67% 0.167%
23 13.016 1855 1858 1862 rVV 115633 98632 1.63% 0.163%
24 13.680 1967 1971 1978 rBV3 219247 338000 5.60% 0.560%
25 13.810 1988 1993 1996 rBV 2467697 2387045 39.54% 3.956%

26 13.833 1996 1997 2000 rVB 109938 76324 1.26% 0.126%
27 14.004 2023 2026 2029 rBV2 78141 83621 1.38% 0.139%
28 14.310 2075 2078 2081 rBV 104089 90299 1.50% 0.150%

29 14.604 2125 2128 2132 rBV 138968 126696 2.10% 0.210%
30 14.810 2160 2163 2166 rBV 78216 108050 1.79% 0.179%

31 14.916 2177 2181 2185 rBV2 148936 166053 2.75% 0.275%
32 15.086 2207 2210 2215 rVB 52557 61372 1.02% 0.102%
33 15.139 2216 2219 2223 rVV 61022 72783 1.21% 0.121%
34 15.198 2224 2229 2236 rVV 2009618 2380946 39.43% 3.945%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060119\
Data File : BF114750.D

Aca On 1 Jun 2019 12:13

Operator : HP/JU

Sample = K3097-06

Misc :

ALS Vial : 11 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.263 2237 2240 2245 rVB 139361 166978 2.77% 0.277%
36 15.657 2303 2307 2312 rBV 115415 180157 2.98% 0.299%
37 16.115 2382 2385 2396 rVB3 77117 149922 2.48% 0.248%

Sum of corrected areas: 60347338
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060119\
Data File : BF114750.D

Aca On 1 Jun 2019 12:13

Operator : HP/JU

Sample = K3097-06

Misc :

ALS Vial : 11 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

Abundance TIC: BF114750.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060119\
Data File : BF114750.D

Aca On 1 Jun 2019 12:13

Operator : HP/JU

Sample = K3097-06

Misc :

ALS Vial : 11 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 61.12 ng 5997130 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 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Xenon 132 Xe 007440-63-3 9
Abundance Scan 743 (6.457 min): BF114750.D (-739) (-) m/z 132.00 100.00%
5000 68
40 % " 620 6.40 6.60 6.80
54 : : : :
o [ | Weus N+ m/z 68.00 39.83%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S AR SE AR AR RN

6.20 6.40 6.60 6.80
m/z 134.00 33.07%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
R B AR ma
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 25.87%
41 53 97 117
b e
S e - .- R A
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R L N A
57 132 6.20 6.40 6.60 6.80
24 m/z 69.05 16.12%
116
5000 98
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060119\
Data File : BF114750.D

Aca On 1 Jun 2019 12:13

Operator : HP/JU

Sample = K3097-06

Misc :

ALS Vial : 11 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 5
R.T. EstConc Area Relative to ISTD R.T.
11.73 2.01 ng 295724 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1639 (11.727 min): BF114750.D (-1635) (-) m/z 72.95 100.00%
43 60 73
5000 129
97 R R AEN e
Tﬂ' us | g157i718s 23 oo 11:40 11.60 11.80 12.00
m/z 60.00 86.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L DU UL BN UL

11. 40 11. 60 11. 80 12.00

m/z 43.05 83.02%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 T T
11.40 11.60 11.80 12.00
5000 - 129 m/z 41.00 67.90%
115 171
214
| | T } ‘ 143157 ‘ 185
...,.z..‘,“ %8 S Y W A N—
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B A RN S
43 60 73 11.40 11.60 11.80 12.00
m/z 55.00 67.76%
5000 129
29
199
143 157171185 242
15 | J
e R ARRR RN T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060119\
Data File : BF114750.D

Aca On 1 Jun 2019 12:13

Operator : HP/JU

Sample = K3097-06

Misc :

ALS Vial : 11 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.52 4.87 ng 581673 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74

Abundance Scan 1774 (12.522 min): BF114750.D (-1769) (-) m/z 73.00 100.00%

43 3
57
129
5000
17

199213227

12.20 12.40 12.60 12.80
m/z 43.05  87.88%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid

73
43 §

284

129

50001 28

12.20 12.40 12.60 12.80
m/z 57.00 79.21%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid

%

43 L e

5 12.20 12.40 12.60 12.80
5000 129 m/z 59.95 78.86%
29 185 228
‘ | T7 01115 | 143 171 ‘ 199
0 1 v M o W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid T TR
43 57 7. 12.20 12.40 12.60 12.80
m/z 55.00 73.31%
129
ik wu*ﬁhﬂmwwa_wﬁRMngngokﬂdv
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12. 60 12. 80

8270-BF052919.M Mon Jun 03 08:20:48 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060119\
Data File : BF114750.D

Aca On 1 Jun 2019 12:13

Operator : HP/JU

Sample = K3097-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.68 2.83 ng 338000 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
Abundance Scan 1971 (13.680 min): BF114750.D (-1967) (-) m/z 57.00 100.00%
57
SRR SUNILR SR B
140 168 216 248 13.40 13.60 13.80 14.00
195 281 m/z 83.05 96.12%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 SRR SUNILR SR B
13.40 13.60 13.80 14.00
29 125 m/z 55.00 91.98%
Ll ddlzd f | | 154 196 224 251269 330
m/z--> 50 100 150 200 250 300 350
Abundance #190678: 2- Chloropropionic acid, octadecy! ester
57 83
13.40 13.60 13.80 14.00
5000 11 m/z 43.00 87 .13%
29
139 250
Ll .H.M \Fpmam o % 1 %o M
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester L e EMLELELE mu e e
57 13.40 13.60 13.80 14.00
83 m/z 97.05 86 .54%
5000 111
il
[ L 11239 163182 210 p37055 356
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF060119\
Data File : BF114750.D

Acq On 1 Jun 2019 12:13

Operator : HP/JU

Sample - K3097-06

Misc :

ALS Vial : 11 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 61.1 ng 5997130 1 6.69 1962290 20.0
n-Hexadecanoic acid 11.73 2.0 ng 295724 4 11.19 2939230 20.0
Octadecanoic acid 12.52 4.9 ng 581673 5 13.81 2387050 20.0
Trifluoroacetoxy ... 13.68 2.8 ng 338000 5 13.81 2387050 20.0
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