LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\

Data File : BF102309.D

Aca On - 22 Jan 2018 19:49 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
a?ggle i J1116-01 334&354%
ALS Vial : 14 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-BF012218.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 4.916 477 481 490 rBV 162224 241415 7.08% 0.801%
2 5.328 545 551 554 rBVY 3082543 3268075 95.88% 10.840%
3 6.357 720 726 743 rBVY 3001000 3408567 100.00% 11.306%
4 6.486 743 748 751 rBVY 3489331 3362944 98.66% 11.155%
5 6.710 783 786 794 rBV 898731 805598 23.63% 2.672%
6 6.869 809 813 816 rBVY 2723485 2392739 70.20% 7.937%
7 7.281 878 883 886 rBY 2171161 2107186 61.82% 6.989%
8 7.998 1000 1005 1019 rBV 1098477 1107650 32.50% 3.674%
9 9.075 1182 1188 1191 rBV 3202576 3086546 90.55% 10.238%
10 9.469 1251 1255 1258 rBV 324201 298183 8.75% 0.989%
11 9.680 1287 1291 1294 rVB 117238 91511 2.68% 0.304%
12 9.745 1298 1302 1305 rVvVvV 1286537 1160827 34.06% 3.850%
13 9.769 1305 1306 1309 rVB 57807 41097 1.21% 0.136%
14 10.180 1372 1376 1379 rVB 141486 117694 3.45% 0.390%
15 10.398 1408 1413 1415 rBvV 40661 47035 1.38% 0.156%

16 10.539 1430 1437 1440 rBV 2171350 2085798 61.19% 6.919%
17 10.651 1453 1456 1465 rVB 127175 133429 3.91% 0.443%
18 11.098 1529 1532 1535 rBV 51316 42264 1.24% 0.140%
19 11.233 1551 1555 1558 rBV 1243941 1113327 32.66% 3.693%
20 12.639 1790 1794 1797 rBV 210378 160892 4.72% 0.534%

21 12.821 1820 1825 1828 rBV 2541383 2524009 74.05% 8.372%
22 13.345 1911 1914 1917 rBV 130665 112103 3.29% 0.372%
23 13.710 1973 1976 1987 rVB 245046 278839 8.18% 0.925%
24 13.868 1997 2003 2006 rBV 962359 891648 26.16% 2.958%

25 14.033 2028 2031 2034 rBV 35814 36218 1.06% 0.120%
26 14.339 2080 2083 2087 rBV3 37619 46902 1.38% 0.156%
27 14.639 2131 2134 2143 rBV4 45817 75123 2.20% 0.249%
28 14.774 2155 2157 2162 rVB2 45411 44398 1.30% 0.147%
29 14.957 2185 2188 2190 rBV 49520 47891 1.41% 0.159%
30 15.292 2240 2245 2252 rVB 615206 800830 23.49% 2.656%
31 15.721 2315 2318 2321 rBV2 38409 51217 1.50% 0.170%
32 15.774 2323 2327 2334 rVB6 76027 130666 3.83% 0.433%
33 16.192 2395 2398 2401 rBV5 25768 35379 1.04% 0.117%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102309.D

Aca On 22 Jan 2018 19:49

Operator : SJ/JU

Sample : J1116-01

Misc :

ALS Vial : 14 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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF012218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 30148000
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102309.D

Aca On : 22 Jan 2018 19:49

Operator : SJ/JU

Sample : J1116-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\HPCHEM1\BNA F\METHODS\8270
= ASP BNA STANDARDS FOR 5 POINT

Quant Method
Quant Title

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

-BF012218 .M
CALIBRATION

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF102309.D
49

5.33 6.36

6.87

7.28

6.71

4.92

0
Time-->

5.00

5.50

Abundance
9.07
3000000

2500000

2000000

1500000 9.75

8.00
1000000

500000

10.18

A 10491 K

TIC: BF102309.D

12.82

10.54

11.23

12.64
10.65 11.1 13.34

10.00

0
Time-->

A
LI B T T

™ T
13.00 13.50

10.50 11.00

11.50 12.00 12.50

Abundance

3000000

2500000

2000000

1500000

1000000 13.87

500000

1403 14.34 14.64.714.96 18577

TIC: BF102309.D

16.19

14.00

14.50 15.00 15.50 16.00

Time-->

17.00 17.50 18.00 18.50

19.00

16.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102309.D

Aca On : 22 Jan 2018 19:49

Operator : SJ/JU

Sample : J1116-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 4

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

4.92 5.99 ng 241415 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 9
5 Ethanol, pentamethyl- 116 C7H160 000594-83-2 9

Abundance Scan 482 (4.922 min): BF102309.D (-477) (-) m/z 43.00 100.00%
43
59
5000
ot 460 4.80 500 520
0...,....,....,....',':...?1...'-!,....,....,??..,...:,|....,. m/z 59.00 53.93%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R R L L
59 460 480 500 520
m/z 101.00 19.23%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 4.80 500 520
5000 m/z 58.00 15.25%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl- I EEREaREEaEE L
43 4.60 4.80 5.00 5.20
m/z 41.00 10.13%
5000
101
15 97 71
0 | 10,33 1l 49 ¥ 62 | 77 86 ‘
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20

8270-BF012218 .M Tue Jan 23 13:18:18 2018 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102309.D

Aca On : 22 Jan 2018 19:49

Operator : SJ/JU

Sample : J1116-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 unknown6.49 Concentration Rank 1

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

6.49 83.49 ng 3362940 1,4-Dichlorobenzene-d4 6.71
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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.492 min): BF102309.D (-743) (-) m/z 132.00 100.00%
32
5000
68
0 | % 620 640 6.60 6.80
4 54 75 104 : . .
o..,....,....,...::-:.‘.‘?,::..‘,3?:I-.',..'..,..5??,...|.,.-:..,....,....,"...,... m/z 134.00 34.01%
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 RSN AR R A
6.20 6.40 6.60 6.80
78 m/z 68.10 27 .48%
31 38 Sﬁ
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 17.52%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R maa

132 6.20 6.40 6.60 6.80
m/z 96.10 11.79%

5000

104
66
14 27 37445158 %0 7T 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

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102309.D

Aca On : 22 Jan 2018 19:49

Operator : SJ/JU

Sample : J1116-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.18 2.03 ng 117694 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 86
4 Tetracosane 338 C24H50 000646-31-1 83
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 1376 (10.180 min): BF102309.D (-1372) (-) m/z 57.05 100.00%
57
43
5000 i 85
99 9.80 10.00 10.20 10.40
113127
o...,....-,':..|,..“..,J....~-',....,...1.‘,‘9.1?.4.... e || M/z 43.10  68.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71393: Pentadecane
57
43
71
5000 85 R LR BUGERE B
9. 80 10. 00 10 20 10.40
29 m/z 71.05 51.58%
0 15 \‘ l | M 9\9 113127 141155 169183 212
m/z--> ﬁo Jo éo éo 160 150 150 160 180 200 220 240 2éo
Abundance
57
a 9.80 10.00 10.20 10.40
5000 g5 m/z 85.05 41.38%
29 141
. % 113 169
m/z--> ﬁo Jo éo éo 160 150 150 160 180 200 220 240 2éo
Abundance #161094: Sulfurous acid, 2-propyl tetradecy! ester
43 9.80 10.00 10.20 10.40
57 m/z 41.05 29.78%
| Lm“Mﬂdﬂwﬂﬂ
5000 85
o 29 L “ ‘ ?\ 113127141155168 197 231 261
m/z--> 2'0 4'0 60 80 100 120 140 1('30 180 200 220 240 2('30 9. 80 10. 00 10 20 10. 40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102309.D

Aca On : 22 Jan 2018 19:49

Operator : SJ/JU

Sample : J1116-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 Heptacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.65 2.40 ng 133429 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 10-MethvIlnonadecane 282 C20H42 056862-62-5 90
4 Hexadecane 226 C16H34 000544-76-3 86
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 86

Abundance Scan 1456 (10.651 min): BF102309.D (-1453) (-) m/z 57.05 100.00%
g7
5000 85
113 14 10.40 10.60 10.80 11.00
o..J,-l-H‘ s | m/z 43.05 69.92%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 LN I B IR I
85 10,40 10.60 10.80 11.00
m/z 71.05 60.97%
0 ?P L g8 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
" 10.40 10,60 10,80 11.00
5000 85 m/z 85.10 41.12%
29
o 113 141 169 197 225 254
m/z--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane
57 10.40 10.60 10.80 11.00
m/z 41.05 33.52%
85
5000
154
29
113
OIJIII’IJIIJIIIILI\IIIIIIIIIIII |26|7|| — e e e
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102309.D

Aca On : 22 Jan 2018 19:49

Operator : SJ/JU

Sample : J1116-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.64 3.61 ng 160892 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 87
3 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 35
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 35
5 Trifluoroacetic acid, 4-methylpe... 198 C8H13F302 000327-71-9 32

Abundance Scan 1794 (12.639 min): BF102309.D (-1790) (-) m/z 56.00 100.00%
56
5000

12.40 12.60 12.80 13.00

0 m/z 57.05 57.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000

41 12.40 12.60 12.80 13.00
m/z 43.05 45 _.92%

2% h H‘ A ]\-\(\)1\\\\ 157 165 213 ‘ \‘ 283 312
IRREANREES ----|----|----|----|---- L R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56

12.40 12 60 12. 80 13.00

o

5000 41 m/z 41.00 42 _.57%
73
129
o2 97112 157 185 213 239257 90 317
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 L/LW
Abundance #36863: Cyclobutane, 1-hexyl-2,3-dimethyl- T T
56 12.40 12.60 12. 80 13. OO

m/z 55.10 36.64%

83 o
26 L [ 126141 167 mvvw,WWﬂﬁher

oh 28 4l .”w.”w”.w””..”“”..”.”..””“.”“”w.“w””, T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12 60 12. 80 13. 00

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102309.D

Aca On : 22 Jan 2018 19:49

Operator : SJ/JU

Sample : J1116-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 Octadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.34 2.51 ng 112103 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 93
2 Butvl mvristate 284 C18H3602 000110-36-1 64
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 43
4 Cvclopentanone. 2.2.5-trimethvl- 126 C8H140 004573-09-5 35
5 2-Methyl-1-octadecene 266 C19H38 061868-20-0 35

Abundance Scan 1913 (13.339 min): BF102309.D (-1911) (-) m/z 56.10 100.00%
56
5000
157 185 ,0q 241 267285 13.00 13.20 13.40 13.60
0 m/z 57.10 63.13%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
285 340 13.00 13.20 13.40 13.60
73 . 267 m/z 43.10 45.13%
o221l | Lo s T o P e
m/z--> 50 100 150 200 250 300
Abundance
56
13.00 13.20 13.40 13.60
5000 m/z 41.05 40.64%
229
73 211
129 284
o 39 101 157 255
m/z--> 50 100 150 200 250 300
Abundance #177166: Octadecanoic acid, 2-methylpropy! ester A B e Ea T
57 13.00 13.20 13.40 13.60
m/z 55.00 35.79%
5000
29 267285
83 129 |
o) .‘. \I I‘\JIMW .‘“J.“hl‘l“’.ﬁ.“. I‘:II'5|7|]:E\;?|2|13| sz\u .“. AL 3].'0. .3‘:0' L R MM
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102309.D

Aca On : 22 Jan 2018 19:49

Operator : SJ/JU

Sample : J1116-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 Pentafluoropropionic acid, ... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.71 6.25 ng 278839 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 94
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94

Abundance Scan 1976 (13.710 min): BF102309.D (-1973) (-) m/z 57.05 100.00%
57
83
0 ‘UL N J\qu%M_j\\MA,
139 13.40 13.60 13.80 14.00
167 192 223 : : : :
0 m/z 55.05 87.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
I L\,‘M
5000 LA L L L L L LB L |
13.40 13.60 13.80 14.00
29 m/z 43.05 86.75%
ok ‘ DU e . —
m/z--> 50 200 250 300 350 400
Abundance
57
83 T T T
13.40 13.60 13.80 14.00
5000 11 m/z 83.10 77.74%
29 169
0 139 210 255 406
— T T T T T T T e
m/z--> 50 100 150 200 250 300 350 400 M K‘Mw
Abundance #175127: Trifluoroacetoxy hexadecane e BB Eaa et
5[7 13.40 13.60 13.80 14.00
97 m/z 97.10 70.46%
5000
29 125
0 ‘ | “ L 154 196 224 269 320
ity e R R R e R
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:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102309.D

Aca On : 22 Jan 2018 19:49

Operator : SJ/JU

Sample : J1116-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 1-Heptacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.77 3.26 ng 130666 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 72
2 Triacontvl acetate 480 C32H6402 041755-58-2 55
3 Thienol2.3-d1-1.3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 53
4 Octacosanol 410 C28H580 000557-61-9 53
5 1-Nonadecene 266 C19H38 018435-45-5 52
Abundance Scan 2326 (15.768 min): BF102309.D (-2323) (-) m/z 43.05 100.00%
43
83
5000
140167 202 308 15.40 15.60 15.80 16.00
O, m/z 57.10 82.98%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57 |97
5000 L AR R B UM B
125 15.40 15.60 15.80 16.00
m/z 83.05 74 .83%
L2 \‘ M\ i L‘ 1193 181,200 236 264 292 320 350378
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
97 LN PRI BRI SO
15.40 15.60 15.80 16.00
5000 69 m/z 97.05  74.05%
125
ol 15 153 181 209 250 278 306 334 362 392 420 462
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #92620: Thieno[2,3-d]-1,3-thiaselenol-2-thione A BT o e
69 15.40 15.60 15.80 16.00
0
45 028 m/z 69.05 63.06%
117
5000
158 194
0 ”"It J'}' [rrr Tt T LI PRI BRI SO
m'z--> 0 50 100 150 200 250 300 350 400 450 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012218\
Data File : BF102309.D

Acq On 22 Jan 2018 19:49

Operator : SJ/JU

Sample : J1116-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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... 4.92 6.0 ng 241415 1 6.71 805598 20.0
unknown6 .49 6.49 83.5 ng 3362940 1 6.71 805598 20.0
Pentadecane 10.18 2.0 ng 117694 3 9.75 1160830 20.0
Heptacosane 10.65 2.4 ng 133429 4 11.23 1113330 20.0
Hexadecanoic acid... 12.64 3.6 ng 160892 5 13.87 891648 20.0
Octadecanoic acid... 13.34 2.5 ng 112103 5 13.87 891648 20.0
Pentafluoropropio... 13.71 6.3 ng 278839 5 13.87 891648 20.0
1-Heptacosanol 15.77 3.3 ng 130666 6 15.29 800830 20.0

8270-BF012218.M Tue Jan 23 13:18:21 2018 Page: 12



