LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106409.D

Aca On : 13 Jun 2018 23:25

Operator : JU/SJ

Sample : J3448-01

Misc :

ALS Vial : 24 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-BF061118.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 4.331 334 339 343 rBV 37245 43707 1.16% 0.144%
2 5.190 481 485 492 rVB 160037 168938 4_.46% 0.556%
3 5.613 553 557 563 rBY 1526547 1680251 44.40% 5.535%
4 6.613 723 727 735 rBVY 1001618 1219738 32.23% 4.018%
5 6.748 746 750 753 rBVY 3005699 2761530 72.98% 9.097%
6 6.966 783 787 790 rBVY 1089830 892422 23.58% 2.940%
7 7.125 809 814 817 rVB 2754236 2588090 68.39% 8.525%
8 7.531 871 883 886 rBY 2365934 2358861 62.34% 7.770%
9 8.248 1001 1005 1008 rBV 1470942 1168754 30.89% 3.850%
10 8.360 1021 1024 1030 rBV 101717 96453 2.55% 0.318%
11 8.525 1049 1052 1054 rVB 86718 66851 1.77% 0.220%

12 8.842 1103 1106 1113 rVB5 93557 142279 3.76% 0.469%
13 9.325 1183 1188 1191 rBV 4001013 3784094 100.00% 12.465%

14 9.425 1202 1205 1209 rVB2 71316 78334 2.07% 0.258%
15 9.589 1226 1233 1236 rBv4 38536 68312 1.81% 0.225%
16 9.654 1241 1244 1248 rBV4 67926 89879 2.38% 0.296%

17 9.713 1251 1254 1256 rBV 459165 325410 8.60% 1.072%
18 9.772 1261 1264 1268 rVB 103762 102876 2.72% 0.339%
19 9.919 1286 1289 1294 rVB 137046 114298 3.02% 0.377%

20 9.972 1294 1298 1300 rBV2 27040 43677 1.15% 0.144%
21 10.007 1300 1304 1308 rVB 1529605 1298065 34.30% 4._.276%
22 10.207 1336 1338 1341 rVB 50674 44460 1.17% 0.146%
23 10.266 1346 1348 1352 rVB3 46530 49223 1.30% 0.162%
24 10.419 1369 1374 1377 rVB2 193440 187299 4_95% 0.617%
25 10.548 1393 1396 1404 rVB10 31006 65530 1.73% 0.216%

26 10.636 1404 1411 1414 rBV2 121045 160464 4.24% 0.529%
27 10.801 1434 1439 1442 rBV 2580465 2466089 65.17% 8.123%
28 10.895 1452 1455 1459 rBV 128386 113499 3.00% 0.374%
29 11.342 1528 1531 1534 rBV2 80754 69850 1.85% 0.230%
30 11.495 1554 1557 1561 rBV 1334647 1226308 32.41% 4.040%

31 11.666 1583 1586 1589 rVB 131567 100444 2.65% 0.331%
32 11.772 1601 1604 1610 rVB 32487 38816 1.03% 0.128%
33 12.013 1641 1645 1653 rBV2 359628 462235 12.22% 1.523%
34 12.801 1776 1779 1786 rBV 116046 143842 3.80% 0.474%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106409.D

Aca On : 13 Jun 2018 23:25

Operator : JU/SJ

Sample : J3448-01

Misc :

ALS Vial : 24 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\HPCHEM1\BNA F\METHODS\8270-BF061118_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.966 1804 1807 1810 rVB 114322 94579 2.50% 0.312%

36 13.083 1823 1827 1831 rBV 3364516 3440735 90.93% 11.334%
37 13.630 1917 1920 1924 rVB 320300 249852 6.60% 0.823%
38 13.966 1974 1977 1982 rBV 188213 182067 4.81% 0.600%
39 14.142 2003 2007 2011 rBV 1018279 954262 25.22% 3.143%

40 14.601 2083 2085 2092 rBV7 22720 45188 1.19% 0.149%

41 15.001 2150 2153 2158 rVB 88772 92489 2.44% 0.305%

42 15.677 2262 2268 2279 rBV 805036 1016241 26.86% 3.348%

43 17.412 2561 2563 2571 rVB8 31927 61456 1.62% 0.202%
Sum of corrected areas: 30357747
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\

- BF106409.D

- 13 Jun 2018 23:25

- JU/SJ

- J3448-01

- 24 Sample Multiplier: 1

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061118_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
4000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106409.D

Aca On : 13 Jun 2018 23:25

Operator : JU/SJ

Sample : J3448-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.19 3.79 ng 168938 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 485 (5.190 min): BF106409.D (-481) (-) m/z 43.00 100.00%
a3
59
5000
101 SRR RN U R
51 | 83 | 480 5.00 5.20 5.40 5.60
Ol e e e e e e e m/z 59.00 57.35%
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
5000 AR R UL L L
59 480 5.00 520 5.40 5.60
m/z 101.10 18.18%
15 31 101
0 ‘ 1 . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 5.60
5000 41 m/z 58.00 16.15%
31
69 87
o 15 51 98
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 A e B R
59 480 5.00 5.20 5.40 5.60

m/z 41.00 8.53%

5000 41

68
1 s0 1) 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106409.D

Aca On : 13 Jun 2018 23:25

Operator : JU/SJ

Sample : J3448-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 2 unknown6.75 Concentration Rank 1

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

6.75 61.89 ng 2761530 1,4-Dichlorobenzene-d4 6.97
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 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 750 (6.748 min): BF106409.D (-746) (-) m/z 132.00 100.00%
5000 68
40 ° '6.40 6.60 6.80 7.00
54 62| 75 104 . . . .
o....,...:I'!...s,:!..,....|,....,..5.‘?,..!.,.'!..,.1.1?.,....,~'...,.. m/z 68.05 40.64%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR RS UL SRR
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.74%
1 33
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 25.62%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A Ammn o e
132 6.40 6.60 6.80 7.00
m/z 69.05 16.35%
5000
33 44 0 g7 105
0....,ﬂ..w....?%.”iQ...l..7?,.??,...L,.JJ. }}ﬁl""l"" T SR RS UL SRR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106409.D

Aca On : 13 Jun 2018 23:25

Operator : JU/SJ

Sample : J3448-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 4 4,7-Methano-1H-indenol, hex... Concentration Rank 9

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

8.84 2.43 ng 142279 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.7-Methano-1H-indenol. hexahvdro- 150 C10H140 037275-49-3 64
2 3.5-Methano-2H-cvclopentalblfura... 138 C8H1002 1000141-72-9 59
3 Tricvclol4.2.1.1(2.5)1dec-3-en-9... 150 C10H140 070220-93-8 59
4 Dicvclopentadiene 132 C10H12 000077-73-6 53
5 4-Nonen-2-yne, (2)- 122 C9H14 053497-78-2 53

Abundance Scan 1106 (8.842 min): BF106409.D (-1103) (-) m/z 66.00 100.00%
66
91
5000 79
105 . 148
132

‘| | | | |‘ ‘I“ 8.60 880 9.00 9.20
rerprrrrprrr e e m/z 91.05 58.08%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23792: 4,7-Methano-1H-indenol, hexahydro-
66
5000
39 L, % 117 8.60 8.80 9.00 9.20
0
27 ‘ ‘ 106 ‘ 130 180 m/z 79.00 43.98%
0 ...,.1.?.,...‘.‘,‘....,‘.‘...;‘.‘.‘.. ‘ ...H“H.. el ,,‘,l,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
66
Ay e
110 8.60 8.80 9.00 9.20
5000 39 79 m/z 67.05 39.21%
138
55 94
0 47
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23881: Tricyclo[4.2.1.1(2,5)]dec-3-en-9-ol, sterecisomer R B e
66 8.60 8.80 9.00 9.20
m/z 77.00 36.88%
5000 29 o1
104 117
0.”,””,””“.”“”.“”....”..”..”..”w”.w””,””,”}?ﬁn,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106409.D

Aca On : 13 Jun 2018 23:25

Operator : JU/SJ

Sample : J3448-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.42 2.89 ng 187299 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
3 Dodecane. 2-methvyl- 184 C13H28 001560-97-0 72
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 59
5 Hexadecane 226 C16H34 000544-76-3 58
Abundance Scan 1374 (10.419 min): BF106409.D (-1369) (-) m/z 57.00 100.00%
57
43
71
5000
"' 10.20 10.40 10.60 10.80
0 m/z 43.00 72.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85 RN L B B
mmmmmmmm
29 m/z 71.10 62.39%
OEJW\HM?MMmmm 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
43 57
71 "' 10.20 10.40 10.60 10.80
5000 85 m/z 85.05 42 .16%
99 140
o 113 1277 154166 182105 226
m/z--> ﬁo Jo éo 8b 160 120 140 1éo 1§o 260 250
Abundance #48844. Dodecane, 2- methyl LI L L L B
43 57 10.20 10.40 10.60 10.80
m/z 41.00 31.69%
5000 71
29 85
0 I Il ‘ 9\9 113 127 141 168 184
m/z--> ﬁo Jo éo 50 160 150 140 160 180 200 250 1020 1040 1060 1080
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106409.D

Aca On : 13 Jun 2018 23:25

Operator : JU/SJ

Sample : J3448-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 6 Benzothiazole, 2-(methylthio)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.64 2.47 ng 160464 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole. 2-(methvlthio)- 181 C8H7NS2 000615-22-5 95
2 3-(Methvlthio)phenvl isothiocvanate 181 C8H7NS2 051333-80-3 60
3 2-(Methvithio)phenvl isothiocvanate 181 C8H7NS2 051333-75-6 53
4 4-(Methvithio)phenvl isothiocvanate 181 C8H7NS2 015863-41-9 42
5 Ethyl (p-hydroxyphenyl)carbamate 181 C9H11NO3 007159-95-7 27

Abundance Scan 1412 (10.642 min): BF106409.D (-1404) (-) m/z 181.00 100.00%
7
5000
" 10.40 10,60 10.80 11.00
0 m/z 57.00 94 .26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46663: Benzothiazole, 2-(methylthio)-
148 181
5000 45 69 108 R AL o e
: 2 o
‘ 58‘ 82 o 122 166 m/z - -05%
[o) M . |332|“‘| lhuhi I\‘I\‘l |“|“l”|“‘i |“|M= I\l |“| : I\‘I : I\‘Iml : I‘\I T I‘I — IMI —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
181
148 10.40 10.60 10.80 11.00
5000 45 108 m/z 71.00 46.11%
63 77 135
5 4 90 122 166
e R L L L L WL WAL WAL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46666: 2-(Methylthio)phenyl isothiocyanate T
181 10.40 10.60 10.80 11.00
148 m/z 43.00 39.82%
5000 45 108
69
122 136 166
s 1 -
0...., IH\‘H\HH\HH‘M‘ | \\ \‘ ..,.“...l“... bt —
m/z--> 20 80 140 160 180 1040 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106409.D

Aca On : 13 Jun 2018 23:25

Operator : JU/SJ

Sample : J3448-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 7 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.01 7.54 ng 462235 Phenanthrene-d10 11.50
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 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 25
Abundance Scan 1645 (12.013 min): BF106409.D (-1641) (-) m/z 73.00 100.00%

60 73
5000
129

7 213 LI BN e s e
*Al 01115 | 2157171185 007" 007 256 11.60 11.80 12.00 12.20 12.40

o] m/z 43.00 92.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 TTTT LR B TT T T
11. 60 11. 80 12. 00 12 20 12. 40
m/z 59.95 91.02%
213
7
S I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
11.60 11.80 12.00 12.20 12.40
5000 - 129 m/z 57.00 73.22%
87 15 oh 214
101 143157 | 185
O T T T e T e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid B RS R L
43 60 73 11.60 11.80 12.00 12.20 12.40
m/z 55.00 70.23%
29
5000
129 242
L [ aorus | 1491571711857 51
o N . TR OO Aot VN W2 R R Ghhiadn

m/z--> 20 40 60

80 100 120 140 160 180 200 220 240 260

11. 60 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106409.D

Aca On : 13 Jun 2018 23:25

Operator : JU/SJ

Sample : J3448-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 8 Pentadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.80 2.35 ng 143842 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 90
2 Octadecanoic acid 284 C18H3602 000057-11-4 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1779 (12.801 min): BF106409.D (-1776) (-) m/z 43.00 100.00%
7 78
5000 129 /MMVJL/%/\A\/\
22 227 | g5 s || 1240 12,60 1280 1300 1350
(o} m/z 73.00 97 .32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43 5 T8
5000 LN RIS AU SUNIL I
29 12.40 12.60 12.80 13.00 13.20
m/z 57.05 95.99%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
12:40 12,60 12.80 13.00 13.20
5000 129 m/z 60.00 84 .55%
97
115 185 241 284

143157171 | 199513227 | 255

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid B e
73 12.40 12.60 12.80 13.00 13.20

43 m/z 55.00 76.15%
5000
29
0 15

I~ IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106409.D

Aca On : 13 Jun 2018 23:25

Operator : JU/SJ

Sample : J3448-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 9 Ethanol, 2-butoxy-, phospha... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.63 5.24 ng 249852 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Ethanol. 2-butoxv-. phosphate (3:1) 398 C18H3907P 000078-51-3 91
2 trans-2.3-Epoxvoctane 128 C8H160 028180-70-3 38
3 2-Propanone. ethvlhvdrazone 100 C5H12N2 007422-99-3 35
4 Propane. 1.3-dimethoxy-2.2-dimet... 132 C7H1602 020637-32-5 25
5 3,7,11,15-Tetramethyl-hexadecano... 370 C23H500Si 078695-20-2 14

Abundance Scan 1920 (13.630 min): BF106409.D (-1917) (-) m/z 57.05 100.00%
57
5000 125
199 T
‘ AO 1?3 179 | 221 Hoo 299 355 13.40 13.60 13.80 14.00
ol b 303 b W d GO L) D 3S m/z 44.95  72.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210992: Ethanol, 2-butoxy-, phosphate (3:1)
57
5000 85 LI B e
29 125 13.40 13.60 13.80 14.00
‘ 153 199 557 299 m/z 56.00 67.07%
0 ‘ - ..J,‘O.@. 172 | A L 7 -1
m/z--> 50 100 150 200 250 300 350 400
Abundance
27 56 85
13.40 13.60 13.80 14.00
5000 m/z 85.00 47 .50%
113
oMMl 0l 1 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #3638: 2-Propanone, ethylhydrazone B S RRBER S S ST E SR
56 13.40 13.60 13.80 14.00
m/z 125.00 37.64%
85
5000
28
o ey
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106409.D

Aca On : 13 Jun 2018 23:25

Operator : JU/SJ

Sample : J3448-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 10 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.97 3.82 ng 182067 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 90
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90
Abundance Scan 1978 (13.971 min): BF106409.D (-1974) (-) m/z 57.00 100.00%
g7 83
5000 v__,ﬂv_w,_ﬁ__A\__\-~J\_~q*
139 165 199 223 13.60 13.80 14.00 14.20
oA m/z 55.00 90.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57
83
5000 R PR UL BRI S B
11 13.60 13.80 14.00 14.20 |
2 m/z 83.10 89.81%
ol — “. \I I‘ . “.‘ o l‘\ H\?B\\gl 1§2 2]l-0| ; |25|5| — |3|5|6| —
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
69 NSRRI UL B
97 13.60 13.80 14.00 14.20
5000 m/z 43.00 86.97%
125
o 153 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester B B
57 13.60 13.80 14.00 14.20
83 m/z 97.05 81.46%
29 169
0 J ! “ ‘ (| h13‘9‘ ‘ | 2]\-0 255 406
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061318\
Data File : BF106409.D

Acq On : 13 Jun 2018 23:25

Operator : JU/SJ

Sample - J3448-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_M
Quant Title : 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... 5.19 3.8 ng 168938 1 6.97 892422 20.0
unknown6.75 6.75 61.9 ng 2761530 1 6.97 892422 20.0
4,7-Methano-1H-in. .. 8.84 2.4 ng 142279 2 8.25 1168750 20.0
Tetradecane 10.42 2.9 ng 187299 3 10.01 1298070 20.0
Benzothiazole, 2-... 10.64 2.5 ng 160464 3 10.01 1298070 20.0
n-Hexadecanoic acid 12.01 7.5 ng 462235 4 11.50 1226310 20.0
Pentadecanoic acid 12.80 2.4 ng 143842 4 11.50 1226310 20.0
Ethanol, 2-butoxy... 13.63 5.2 ng 249852 5 14.14 954262 20.0
Pentafluoropropio... 13.97 3.8 ng 182067 5 14.14 954262 20.0
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