LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102254.D

Aca On : 20 Jan 2018 10:01

Operator : SJ/JU

Sample : J1114-19

Misc :

ALS Vial : 4 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-BF010918.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 4.934 479 484 495 rVB 209109 335445 7.84% 0.873%
2 5.334 547 552 555 rBVY 3542645 4225742 98.77% 10.998%
3 6.363 721 727 730 rBVY 3425529 4278171 100.00% 11.135%
4 6.492 744 749 752 rBVY 4108456 4227391 98.81% 11.002%
5 6.716 784 787 791 rBVY 1019370 809315 18.92% 2.106%
6 6.875 809 814 817 rBVY 3489556 3224325 75.37% 8.392%
7 7.287 878 884 887 rBVY 2615900 2753346 64.36% 7.166%
8 7.998 1001 1005 1008 rBV 1313060 1081436 25.28% 2.815%
9 9.081 1183 1189 1192 rBV 3955991 4209047 98.38% 10.955%
10 9.469 1251 1255 1258 rBV 390098 312616 7.31% 0.814%

11 9.681 1282 1291 1296 rBV 94559 101117 2.36% 0.263%
12 9.751 1299 1303 1307 rVvB2 1317165 1160529 27.13% 3.020%
13 10.180 1369 1376 1380 rBV2 137445 147093 3.44% 0.383%
14 10.545 1431 1438 1441 rBV 2538657 2669857 62.41% 6.949%
15 10.657 1453 1457 1463 rBV 105710 111556 2.61% 0.290%

16 11.233 1551 1555 1559 rBV 1319575 1148836 26.85% 2.990%
17 12.645 1791 1795 1798 rBV 189850 153872 3.60% 0.400%

18 12.722 1805 1808 1811 rVB 52461 45382 1.06% 0.118%
19 12.827 1820 1826 1829 rBV 3762212 3807542 89.00% 9.910%
20 13.304 1897 1907 1911 rBV 58049 78975 1.85% 0.206%

21 13.351 1911 1915 1917 rBV 123791 110877 2.59% 0.289%
22 13.716 1973 1977 1980 rBV 651267 683858 15.98% 1.780%

23 13.745 1980 1982 1987 rVB 96300 86772 2.03% 0.226%
24 13.868 1997 2003 2007 rBV 1202032 1109523 25.93% 2.888%
25 14.039 2029 2032 2038 rBV 61986 63106 1.48% 0.164%
26 14.345 2080 2084 2089 rBV 186789 209544 4_.90% 0.545%
27 14.639 2129 2134 2141 rBV2 66586 96792 2.26% 0.252%
28 14.957 2184 2188 2191 rBV 72722 88254 2.06% 0.230%
29 15.292 2240 2245 2248 rBV 720886 840491 19.65% 2.187%
30 15.721 2314 2318 2322 rBV 51824 75784 1.77% 0.197%
31 15.774 2322 2327 2334 rVB3 60806 99530 2.33% 0.259%
32 16.198 2394 2399 2405 rBV2 42760 76401 1.79% 0.199%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102254.D

Aca On : 20 Jan 2018 10:01

Operator : SJ/JU

Sample : J1114-19

Misc :

ALS Vial : 4 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-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 38422525
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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:\HPCHEMI\BNA F\DATA\BF012018\

BF102254.D

20 Jan 2018 10:01

SJ/Ju

J1114-19

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF102254.D
49

5.33 6.36

4.93

6.87

6.72

7.29

0
Time-->

5.00

Abundance
4000000

3000000

2000000

8.00

1000000

TIC: BF102254.D

10.55

9.75 11.23

9, 10.18 10.66

155

%

14388

Or——
Time--> 8.00

12.00

10.00

10.50 11.00 11.50

8.50 9.50

12.50

13.00

13.50

Abundance
4000000

3000000

2000000

1000000
.72

7

TIC: BF102254.D

13.87

15.29

14.34

A 14.64 14.96

14.04 18527 16.20

Time-->

14.00

18.00

17.00 17.50

15.50

16.00 16.50

14.50 15.00

18.50

19

.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102254.D

Aca On : 20 Jan 2018 10:01

Operator : SJ/JU

Sample : J1114-19

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.93 8.29 ng 335445 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 1.2-Butanediol 90 C4H1002 000584-03-2 9
5 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 9

Abundance Scan 483 (4.928 min): BF102254.D (-479) (-) m/z 43.00 100.00%
43
59
5000
1 460 480 500 520
o...,....,....,..?7.',':...??.4!,....,....,??..,...:,|....,. m/z 59.00 55.59%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL UL R
59 460 480 500 520
m/z 101.10 18.60%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 5.00 520
5000 43 m/z 58.10 14 .99%
31
15 69 87
e S S UL SULIULS SUSIILS IS IULIULS SULILS LI I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime O BAma e e
43 4.60 4.80 5.00 5.20
m/z 41.10 8.73%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102254.D

Aca On : 20 Jan 2018 10:01

Operator : SJ/JU

Sample : J1114-19

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.49 Concentration Rank 1

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

6.49 104.47 ng 4227390 1,4-Dichlorobenzene-d4 6.72
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.492 min): BF102254.D (-744) (-) m/z 131.95 100.00%
32
5000 68
40 | 6 620 640 6.60 6.80
54 75 104 : . . .
0 .,....,...:ll!..?,:!..??:.n.',..l..,..f.‘?,..!.,.':..,.1.1?.,....,"...,.. m/z 68.05 39.56%
m/z--> 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 R
6.20 6.40 6.60 6.80
78 m/z 134.00 32.77%
31 3 ?1
O T T P T
m/z--> 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 25.00%
41 97
53 117
79
0 '|""|§€'|""|"'§e"'|""|"'§?""|}9§|'"'l%%%'l'"'l'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R maa T b o
132 6.20 6.40 6.60 6.80
m/z 69.05 15.83%
117
5000
39 91
51
oLz P B g | 15 || 125,
m/z--> 20 30 4'0 50 6|0 70 80 90 1c')0 11'0 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102254.D

Aca On : 20 Jan 2018 10:01

Operator : SJ/JU

Sample : J1114-19

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.18 2.53 ng 147093 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
3 Undecane. 5.7-dimethyl- 184 C13H28 017312-83-3 72
4 Undecane. 6-ethvl- 184 C13H28 017312-60-6 72
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64
Abundance Scan 1376 (10.180 min): BF102254.D (-1369) (-) m/z 57.05 100.00%
57
43
5000
99 113 149 9.80 10.00 10.20 10.40
o = 17 m/z 43.05 69.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 ¥
5000 & R LR BARRE R
a5 9. 80 10. oo 10 20 10.40
29 m/z 71.05 57.14%
0 | “ Lo “ 99 113 127 141 155 169 183 197 226
m/z--> 25 45 eb ab 160 150 150 160 180 200 250
Abundance
57
71
43 9.80 10.00 10.20 10.40
5000 m/z 85.05 37.46%
o 99 113 127 141 155 169 183 197
m/z--> 25 45 eb ab 160 150 150 160 180 200 250
Abundance #48859: Undecane, 5,7-dimethyl-
43 9.80 10.00 10.20 10.40
57 m/z 41.00 31.80%
5000 71 85
29
0 ‘\ gug 113 a7
m/z--> 25 45 eb éo 160 150 150 160 180 260 250 980 1000 1020 1040 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102254.D

Aca On : 20 Jan 2018 10:01

Operator : SJ/JU

Sample : J1114-19

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.65 2.77 ng 153872 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 38
3 2.4-Dipropvl-5-ethvl-1.3-dioxane 200 C12H2402 006413-83-8 38
4 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 35
5 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 32
Abundance Scan 1796 (12.651 min): BF102254.D (-1791) (-) m/z 56.10 100.00%

6
129 i

5000
3 157 185 213 12.40 12.60 12.80 13.00
0 m/z 57.00 59.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154930: Hexadecanoic acid, buty| ester
56
5000 LIS L B L L L LB
257 12. 40 12 60 12. 80 13. 00
29‘ & 129 239 m/z 43.10 48.30%
213 312
i Tats | a7 85 22 || g 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
e e R
12.40 12.60 12.80 13.00
5000 m/z 41.10 43.20%
29 73
129
o 9711377 157 185 213 23927 55 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane o L L L
56 12.40 12.60 12.80 13.00
m/z 55.00 37.21%
5000
29 3 111
145
ol13 I, \\ ‘ 95 | 129 170 199
 EARAREay L
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102254.D

Aca On : 20 Jan 2018 10:01

Operator : SJ/JU

Sample : J1114-19

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 12.33 ng 683858 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 1978 (13.721 min): BF102254.D (-1973) (-) m/z 57.05 100.00%
57
97
5000
125 I L L B e B
3 - 154 13.40 13.60 13.80 14.00
o L f a2 28 m/z 43.10 81.40%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 111 AR RN BN
13.40 13.60 13.80 14.00
2 m/z 55.05 78.56%
139
0 \“ \‘\ 11 “ ‘H \H\ “\ (N Y 167 196 238 266 294
m/z--> 55 160 1éo 260 2%0 360 3éo
Abundance
57 83
—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—r
13.40 13.60 13.80 14.00
5000 11 m/z 97.05 67.62%
29
. 139 168 194 224 250 297 360
m/z--> o '55' ' "160" "150" ' 560" ' ééoll "360" "350"
Abundance #166292: Behenic alcohol e T TR
83 13.40 13.60 13.80 14.00
m/z 83.10 67 .40%
5000 i
29
0 Iy “‘\ J\ ! Llﬁg (167 196 224 252 280 308
m/z--> 50 1(')0 1&'30 2(')0 251,0 3(')0 3&'30 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102254.D

Aca On : 20 Jan 2018 10:01

Operator : SJ/JU

Sample : J1114-19

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 7 Hexacosyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.34 3.78 ng 209544 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosvl heptafluorobutvrate 578 C30H53F702 1000351-83-3 91
2 Triacontvl heptafluorobutvrate 634 C34H61F702 1000351-83-2 91
3 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 91
4 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 91
5 Dotriacontyl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
Abundance Scan 2083 (14.339 min): BF102254.D (-2080) (-) m/z 57.00 100.00%
57
2000 JL__J‘JL
i A U B SRR
l 11135 193 281 14.00 14.20 14.40 14.60
Ot bbb e e m/z 43.05 77 .74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #240356: Hexacosy! heptafluorobutyrate
57
97
5000 L UL L UL IR
14.00 14.20 14.40 14.60
m/z 71.05 63.34%
ob il ‘ym‘hﬂﬁ 181 222 264 307 364 409 560
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
o7 14.00 14.20 14.40 1460
5000 m/z 55.05 45 _25%
139
0 181 222 264 320 362 420 465 616
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242399: Dotriaconty! heptafluorobutyrate R o R Rama
57 14.00 14.20 14.40 14.60
m/z 85.10 37.73%
97
5000
ol |] f?% 181 222 278 320 364 405 448 493 644
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.00 14.20 1440 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102254.D

Aca On : 20 Jan 2018 10:01

Operator : SJ/JU

Sample : J1114-19

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 8 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .64 2.30 ng 96792 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2134 (14.639 min): BF102254.D (-2129) (-) m/z 57.05 100.00%
57
5000

14.40 14.60 14.80 15.00

Ol ...“.-.-.‘....,....,....,....,.... e || M/z . 71.05  72.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57
5000 LIRS
14.40 14.60 14.80 15.00
99 m/z 43.00 70.36%
o2l e s 26
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R N RARE R RS e
14.40 14.60 14.80 15.00
5000 m/z 85.05 54 _.58%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

O R A e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane B R REE ma !
57 14.40 14.60 14.80 15.00
m/z 55.00 30.06%
5000
99
0l_26, | | 141 183 225 267 309 365
e A A e e e e e REaEE e R B
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.40 14.60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102254.D

Aca On : 20 Jan 2018 10:01

Operator : SJ/JU

Sample : J1114-19

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 10 Behenic alcohol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.77 2.37 ng 99530 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 1-Octadecanol 270 C18H380 000112-92-5 90
5 Octacosanol 410 C28H580 000557-61-9 90

Abundance Scan 2326 (15.768 min): BF102254.D (-2322) (-) m/z 57.10 100.00%

57 9

5000

15.40 15.60 15.80 16.00
m/z 97.05  97.16%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83

5000 LA L L L L LB L
15.40 15.60 15.80 16.00
29 m/z 83.10 97.07%
ol 167 196 224 252 280 308
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
.
15.40 15.60 15.80 16.00
5000 11 m/z 55.00 79.85%
29 139

167 195 222 250 280 308 336

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol L BT o e
55 83 15.40 15.60 15.80 16.00

m/z 69.05 77 .83%

5000

29

ol \ 167 196 238 266 294
S -,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012018\
Data File : BF102254.D

Acq On : 20 Jan 2018 10:01

Operator : SJ/JU

Sample - J1114-19

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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... 4 .93 8.3 ng 335445 1 6.72 809315 20.0
unknown6 .49 6.49 104.5 ng 4227390 1 6.72 809315 20.0
Hexadecane 10.18 2.5 ng 147093 3 9.75 1160530 20.0
Hexadecanoic acid... 12.65 2.8 ng 153872 5 13.87 1109520 20.0
1-Heneicosanol 13.72 12.3 ng 683858 5 13.87 1109520 20.0
Hexacosyl heptafl... 14.34 3.8 ng 209544 5 13.87 1109520 20.0
Heneicosane 14_.64 2.3 ng 96792 6 15.29 840491 20.0
Behenic alcohol 15.77 2.4 ng 99530 6 15.29 840491 20.0
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