LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051218\
Data File : BF105338.D

Aca On : 12 May 2018 15:36

Operator : JU/SJ

Sample = J2870-09

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-BF051018.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 5.010 492 497 506 rBV 180211 262018 5.22% 0.609%
2 5.404 559 564 593 rBY 3457396 4619916 91.96% 10.737%
3 6.428 733 738 756 rBVY 3548379 4724933 94.05% 10.981%
4 6.563 756 761 776 rVV 3984209 4589242 91.35% 10.666%
5 6.786 796 799 807 rBV 914321 888661 17.69% 2.065%
6 6.845 807 809 817 rVB 60035 58848 1.17% 0.137%
7 6.945 822 826 851 rVB 3693390 3581675 71.29% 8.324%
8 7.357 890 896 906 rBY 2788592 3058850 60.88% 7.109%
9 8.069 1013 1017 1025 rBVY 1386966 1253258 24.95% 2.913%
10 9.145 1195 1200 1210 rBV 4619861 5024003 100.00% 11.676%
11 9.539 1263 1267 1275 rBV 733457 647374 12.89% 1.505%
12 9.751 1296 1303 1308 rBvV2 58227 90612 1.80% 0.211%
13 9.822 1311 1315 1326 rVB 1530641 1383662 27.54% 3.216%
14 10.127 1362 1367 1375 rBvV 34430 80830 1.61% 0.188%

15 10.239 1381 1386 1391 rVB2 63065 118161 2.35% 0.275%

16 10.469 1420 1425 1432 rBV 31541 53418 1.06% 0.124%
17 10.616 1445 1450 1460 rBV 3220101 3411557 67.91% 7.929%
18 10.727 1466 1469 1479 rVB3 66860 113114 2.25% 0.263%
19 11.310 1564 1568 1576 rBV 1487809 1434072 28.54% 3.333%
20 11.839 1654 1658 1667 rBV 445511 461525 9.19% 1.073%

21 12.521 1771 1774 1779 rBV 85996 80162 1.60% 0.186%
22 12.621 1788 1791 1797 rBV 122344 132749 2.64% 0.309%
23 12.751 1810 1813 1815 rBV 66302 58420 1.16% 0.136%
24 12.904 1834 1839 1842 rBV 4176276 4342741 86.44% 10.093%
25 13.380 1917 1920 1925 rVB 96846 97808 1.95% 0.227%

26 13.815 1991 1994 1999 rBV2 188004 217797 4._.34% 0.506%
27 13.986 2018 2023 2034 rVB 920263 1028944 20.48% 2.391%
28 14.504 2108 2111 2115 rBV2 97161 131023 2.61% 0.305%
29 15.509 2278 2282 2295 rVB 726117 1082455 21.55% 2.516%

Sum of corrected areas: 43027828
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051218\
Data File : BF105338.D

Aca On : 12 May 2018 15:36

Operator : JU/SJ

Sample : J2870-09

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF051018.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: BF105338.D
4000000 6.56 6.95
5.40 6.43 i
3000000 736
2000000
1000000 6.79
o UL ILJL
Qb= T T e e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF105338.D
9115 12.90
4000000
10.62
3000000
2000000
8.07 9.82 11.31
1000000 9.54
11.84
0 L ob 1010241047207 12%262.75
e e B e T B S ——
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF105338.D
4000000
3000000
2000000
13.99
1000000 15.51
38 1382 14.50
o
Time->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051218\
Data File : BF105338.D

Aca On : 12 May 2018 15:36

Operator : JU/SJ

Sample = J2870-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF051018_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4

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

5.01 5.90 ng 262018 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 23
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 9

Abundance Scan 497 (5.010 min): BF105338.D (-492) (-) 43.00 100.00%
43 n
59
5000
1o 460 480 500 520 5.40
Obrrrrrrrel SLal 8088 | "m/z 59.00  54.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59
460 4.80 5.00 5.20 5.40
m/z 101.10 17.36%
31 83 g3 101
0'W'”W”'“””\“”P'”P“'P”W'”W”'J””I”“P'”P”'P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.00 15.12%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone B B o e o e
59 460 4.80 5.00 5.20 5.40
m/z 41.05 8.82%
5000 43
31
15 ‘ \‘ ! 69 8\7
0'W'”W”'W””I“”I“”P'”P”'P”W'“W”'W”“I””P'”P”'I S UL R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051218\
Data File : BF105338.D

Aca On : 12 May 2018 15:36

Operator : JU/SJ

Sample = J2870-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051018_.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 unknown6.56 Concentration Rank 1

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

6.56 103.28 ng 4589240 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 760 (6.557 min): BF105338.D (-756) (-) m/z 132.00 100.00%
5000 68 k
620 6.40 6.60 680
0 B E e m/z 68.05 42 .88%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.91%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 680
5000 m/z 66.00 29.01%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 17.74%
5000 98 116
o b L8 o |l ase 189
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:\HPCHEM1\BNA F\DATA\BF051218\
Data File : BF105338.D

Aca On : 12 May 2018 15:36

Operator : JU/SJ

Sample = J2870-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051018_.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.84 6.44 ng 461525 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Undecanoic acid 186 C11H2202 000112-37-8 74
Abundance Scan 1658 (11.839 min): BF105338.D (-1654) (-) m/z 73.00 100.00%
43 73
5000 129
7 213 T T TR T
01145 | 143157171185 0017007 256 11,60 11.80 12.00 12.20
Y m/z 60.00 98.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 L SR UL UL B
11. 60 11.80 12.00 12.20
21 m/z 43.05 96.81%
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11!60 11)80 12)00 12!20
5000 129 m/z 57.05 78.48%
29 87 115 171
185 214
olas LM gl B LT ] e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 ~N%JVAJ\_-,~]k«Nvﬁwﬂ,4\~nA—
Abundance #84453: Tetradecanoic acid B
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 74 .90%
5000 129
185 228 \ﬂ*v~ALA~MNJMJvan&w*v&vﬂpw
0 | St s | oo
mz> 20 ' ' '40' i 'eo 80 100 120 140 160 180 200 220 240 260 " 11'60 11,80 12.00 12:20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051218\
Data File : BF105338.D

Aca On : 12 May 2018 15:36

Operator : JU/SJ

Sample = J2870-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051018_.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 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.82 4.23 ng 217797 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 96
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Cycloeicosane 280 C20H40 000296-56-0 91

Abundance Scan 1995 (13.821 min): BF105338.D (-1991) (-) m/z 57.10 100.00%

57

97

5000 4

-

125
13.60 13.80 14.00 14.20
141157 182 207 230 260 282
RRRANRRERRE: m/z 43.00 81.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #69584: Cyclopentadecane
55

o

-

5000 IR DAL DAL SO B
13.60 13.80 14.00 14.20
m/z 55.05 70.07%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 MWLW
Abundance
43
69 UL DAL DAL SO B
97 13.60 13.80 14.00 14.20
5000 m/z 97.10 52.81%
27 125

153169 196 224

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate RS EmmEs o L
13.60 13.80 14.00 14.20
m/z 69.10 51.43%
- ij\\AMﬂW
o 154 182 210 238 265283

’ T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051218\
Data File : BF105338.D

Aca On : 12 May 2018 15:36

Operator : JU/SJ

Sample = J2870-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051018_.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 E-15-Heptadecenal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .50 2.55 ng 131023 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 92
2 1-Octadecene 252 C18H36 000112-88-9 92
3 Tetradecane 198 C14H30 000629-59-4 91
4 Tritetracontane 605 C43H88 007098-21-7 90
5 Heptadecane 240 C17H36 000629-78-7 89
Abundance Scan 2110 (14.498 min): BF105338.D (-2108) (-) m/z 57.10 100.00%
g7
5000
85
USiciss 107, %o s 997 14130 14130 1460 1480
(I m/z 43.10 53.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104157: E-15-Heptadecenal
43
83
5000 L B IS B SULA
m 14.20 14.40 14.60 14.80
m/z 71.05 48.98%
. H\ L4 139 168 196 224 252
m/z--> 50 200 2éo 300 350 400
Abundance
43
83 LU B N SUM
14.20 14.40 14.60 14.80
5000 m/z 41.10 32.91%
111
0 63 140 168 196 224 252
m/z--> 50 100 150 200 250 300 350 400
Abundance #59880: Tetradecane R R R
57 14.20 14.40 14.60 14.80
m/z 55.05 32.90%
5000 85
29
0”x‘lglll”‘,1|1,1?H,1‘}1|,16,9”198””
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051218\
Data File : BF105338.D

Acq On : 12 May 2018 15:36

Operator : JU/SJ

Sample - J2870-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051018 .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... 5.01 5.9 ng 262018 1 6.79 888661 20.0
unknown6 .56 6.56 103.3 ng 4589240 1 6.79 888661 20.0
n-Hexadecanoic acid 11.84 6.4 ng 461525 4 11.31 1434070 20.0
Cyclopentadecane 13.82 4.2 ng 217797 5 13.99 1028940 20.0
E-15-Heptadecenal 14.50 2.5 ng 131023 5 13.99 1028940 20.0
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