LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\

Data File : BF113051.D

Aca On - 14 Mar 2019 15:55 Instrument :
Operator : JU/SJ BNA_F

Sample  : K1866-15 Uil
Misc i MR-MH-12-COMP
ALS Vial : 5 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-BF022719.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 5.351 549 555 558 rBY 4385318 5199363 81.14% 8.364%
2 6.381 723 730 734 rBV2 4338167 6002179 93.67% 9.655%
3 6.504 745 751 754 rBVY 5044072 5477037 85.48% 8.811%
4 6.728 785 789 792 rBV 1447441 1271510 19.84% 2.045%
5 6.887 811 816 819 rBVY 4527102 4225686 65.95% 6.798%
6 7.292 878 885 888 rBVY 3206397 3674685 57 .35% 5.911%
7 8.010 1002 1007 1024 rBV 1479200 1624573 25.35% 2.613%
8 9.086 1184 1190 1193 rBV 5878259 5934626 92.62% 9.547%
9 9.475 1252 1256 1265 rVB 601737 518367 8.09% 0.834%
10 9.757 1298 1304 1317 rBv2 2120111 1957172 30.54% 3.148%

11 10.545 1432 1438 1442 rBV 4033090 4546311 70.95% 7.313%
12 11.233 1551 1555 1558 rBV 2072006 2042544 31.88% 3.286%
13 11.780 1643 1648 1656 rBV 1583554 1792407 27.97% 2.883%
14 11.869 1661 1663 1670 rVB2 58547 66042 1.03% 0.106%
15 12.439 1756 1760 1765 rBV 380825 381523 5.95% 0.614%

16 12.557 1774 1780 1793 rBV 828374 945753 14.76% 1.521%
17 12.669 1793 1799 1802 rVvVv 346722 350315 5.47% 0.564%
18 12.821 1816 1825 1828 rBV2 5795681 6407684 100.00% 10.308%
19 13.057 1862 1865 1869 rVvB2 122631 125056 1.95% 0.201%
20 13.398 1920 1923 1926 rBV 155694 124903 1.95% 0.201%

21 13.721 1973 1978 1987 rBV2 673782 876035 13.67% 1.409%
22 13.863 1996 2002 2005 rBV 2346137 2358596 36.81% 3.794%
23 13.886 2005 2006 2011 rVB 183198 111797 1.74% 0.180%
24 14.039 2028 2032 2037 rBV 294914 282814 4.41% 0.455%
25 14.251 2063 2068 2071 rBv4 36663 68830 1.07% 0.111%

26 14.345 2080 2084 2091 rBV 320536 372052 5.81% 0.599%
27 14.610 2126 2129 2132 rBV 522286 559101 8.73% 0.899%
28 14.639 2132 2134 2141 rVV 383121 403139 6.29% 0.649%
29 14.704 2143 2145 2152 rVB2 84410 94017 1.47% 0.151%
30 14.868 2169 2173 2182 rBV 163604 328456 5.13% 0.528%

31 14.951 2183 2187 2196 rVB2 326884 427347 6.67% 0.687%
32 15.151 2218 2221 2227 rVB 82147 95963 1.50% 0.154%
33 15.210 2227 2231 2235 rVV 100721 129255 2.02% 0.208%
34 15.274 2236 2242 2245 rVV 1636371 2183255 34.07% 3.512%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113051.D

Aca On : 14 Mar 2019 15:55

Operator : JU/SJ

Sample : K1866-15

Misc :

ALS Vial : 5 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\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.304 2245 2247 2255 rVB2 273832 351139 5.48% 0.565%

36 15.710 2312 2316 2321 rVB 215999 297014 4.64% 0.478%
37 15.762 2321 2325 2337 rVB5 100360 253388 3.95% 0.408%
38 16.174 2391 2395 2399 rBV2 97111 158694 2.48% 0.255%

39 16.315 2415 2419 2423 rBvV6 32814 75446 1.18% 0.121%
40 16.627 2468 2472 2475 rBV2 43117 69972 1.09% 0.113%
Sum of corrected areas: 62164046
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113051.D

Aca On : 14 Mar 2019 15:55

Operator : JU/SJ

Sample - K1866-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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: BF113051.D

5000000 6.0

535 6.38 6.89
4000000
7.29
3000000

2000000
6.73

1000000

o L LI

T
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: BF113051.D

5000000

4000000 10.56

3000000

9.76 11.23

2000000 11.78
8.01 '

1000000 12.56

9.47
12.4412.67
/L 187 I 13.06

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: BF113051.D

5000000

4000000

3000000
13.86

2000000 15.27

1000000 13.72
-

Y
gk s 3 0 e

M e T e T

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113051.D

Aca On : 14 Mar 2019 15:55

Operator : JU/SJ

Sample - K1866-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.50 Concentration Rank 1

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

6.50 86.15 ng 5477040 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 47
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 750 (6.498 min): BF113051.D (-745) (-) m/z 132.00 100.00%
32
5000 68
40 s %6 J 620 6.40 6.60 6.80
o Jrer |sus | n/z 68.00 42.86%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 S RARSS LRSS RAARE AR
69 6.20 6.40 6.60 6.80
39 57 m/z 134.00 33.22%
8 g 89 103 ..
0 e
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 o 620 6.40 6.60 6.80
5000 m/z 66.00 28.22%
31 5l 8
0 ‘ L1 H (1 . |
L S L S UL UL IR UL LA WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R E  EEEEs e
57 132 6.20 6.40 6.60 6.80
24 m/z 68.95 17.06%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | | S
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\BF031419\
Data File : BF113051.D

Aca On : 14 Mar 2019 15:55

Operator : JU/SJ

Sample - K1866-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 3
R.T. EstConc Area Relative to ISTD R.T.
11.78 17.55 ng 1792410 Phenanthrene-d10 11.23
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1648 (11.780 min): BF113051.D (-1643) (-) m/z 73.00 100.00%
43 60 7B
5000 129
97 115 213 e R AR E R e
143157171185 0 207 4y 256 11.40 11.60 11.80 12.00
ol Al m/z 43.00 85.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 AL UL RN UL R

11,40 11.60 11.80 12.00
m/z 60.00 84.50%

L4l

213
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 57.00 T7T1.17%
29
115 171
214
LA L[ v = 2
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R SRR RE e
43 60 73 11. 40 11. 60 11. 80 12. 00

m/z 55.00 64 .53%

5000 129
29
‘ f 1115 143157171 242
0 15 | ‘ w‘ M \ H ‘ :h\ M I ‘ 213226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113051.D

Aca On : 14 Mar 2019 15:55

Operator : JU/SJ

Sample - K1866-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.56 8.02 ng 945753 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 68

Abundance Scan 1781 (12.563 min): BF113051.D (-1774) (-) m/z 72.95 100.00%

43 57

ﬁ%

5000
12.20 12.40 12.60 12.80
) ST m/z 43.00 95.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43 57

-

5000

12.20 12.40 12.60 12.80
m/z 57.00 83.59%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95855: Pentadecanoic acid
43 57 73

3

12.20 12.40 12.60 12.80
5000 129 m/z 59.95 81.31%

T I Al

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid s e N
73 12.20 12.40 12.60 12.80

m/z 55.00 73.89%

o

5000 129

185 228
m3 \
1y H u‘ ‘I\ m 16§ 200

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

N
w

&)
%
'

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113051.D

Aca On : 14 Mar 2019 15:55

Operator : JU/SJ

Sample - K1866-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.72 7.43 ng 876035 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 92
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
4 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
Abundance Scan 1978 (13.721 min): BF113051.D (-1973) (-) m/z 57.00 100.00%

5000

-

13.40 13.60 13.80 14.00
m/z 43.00 79.06%

o 155 182197 216231 248 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81246: Cyclohexadecane
55 83

.

13.I4O 13.I60 13.I80 14.IOO
m/z 54.95 59.33%

5000

196 224

o 153168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #109268: Ethanol, 2-(tetradecyloxy)-

5

13.40 13.60 13.80 14.00
m/z 71.00 53.63%

83

5000 4

196
oL 1B 186141 108 19951227  o5g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanol, 2-octyl- R R e e
57 13.40 13.60 13.80 14.00

m/z 83.00 52 .14%

5000

139154 182197 224 252 280297

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00

-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113051.D

Aca On : 14 Mar 2019 15:55

Operator : JU/SJ

Sample - K1866-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .04 2.40 ng 282814 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Octadecane 254 C18H38 000593-45-3 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90

Abundance Scan 2032 (14.039 min): BF113051.D (-2028) (-) m/z 57.00 100.00%

57

5000

g

13.80 14.00 14.20 14.40
m/z 71.00 65.80%

141

169 197 226242258 283

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane
5|7

E

13.80 14.00 14.20 14.40
m/z 43.00 63.99%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105885: Octadecane
57
AR RS S e
13.80 14.00 14.20 14.40
5000 85 m/z 85.05 49 _.50%
4
ol 26 ‘ I | W3 141 169 197 05 254
R L A B L L B R RS Ra e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane ST T T T
57 13.80 14.00 14.20 14.40
m/z 55.00 23.77%
85
5000
4
113
. 2 | | o[ a0 197 o asae oo
”q.”q”.qnnlnnp.”P”.P”q.”q”..””..”.”..”q.”.. e R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 80 14. 00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113051.D

Aca On : 14 Mar 2019 15:55

Operator : JU/SJ

Sample - K1866-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .34 3.15 ng 372052 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Hexatriacontane 507 C36H74 000630-06-8 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 2083 (14.339 min): BF113051.D (-2080) (-) m/z 57.00 100.00%
57
5000 85

14.00 14.20 14.40 14.60

ld 141169197 239269p94 353 397

S B 7 it L =7 - A G — m/z 71.00 66.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94344: Heptadecane
57
5000 85 R RRERRE RS
14. 00 14.20 14.40 14.60
29 m/z 43.00 62.80%
o ﬁ13141169197 240
et e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
R EREREEEE ey
14.00 14.20 14.40 14.60
5000 m/z 85.00 48.48%

113141169 197225253 281309337 379 421449477 506

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #185535: Heptadecane, 9-octyl- R AR
57 14.00 14.20 14.40 14.60
m/z 54.95 25.07%
5000 85

113
[ 141169197 239267294323352

i B S ey

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14. 00 14. 20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113051.D

Aca On : 14 Mar 2019 15:55

Operator : JU/SJ

Sample - K1866-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.61 5.12 ng 559101 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 90
2 Hexadecanamide 255 C16H33NO 000629-54-9 78
3 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 64
4 d-Glucosamine 179 C6H13NO5 000090-77-7 59
5 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 43
Abundance Scan 2129 (14.610 min): BF113051.D (-2126) (-) m/z 58.95 100.00%
¢
5000
41
83 UL BN BN SN B
114 14.20 14.40 14.60 14.80 15.00
140
o iy 170 198 220 240250277294 320338 m/z 72.00 67.16%
m/z--> 50 100 150 200 250 300 350
Abundance #128443: 9-Octadecenamide, (2)-
59
5000
14.20 14.40 14.60 14.80 15.00
41 m/z 55.00 45.23%
oL 18 | W3 1146154 184 220 253 281
m/z--> 50 100 150 200 250 300 350
Abundance #106565: Hexadecanamide
59

14.20 14.40 14.60 14.80 15.00
5000 m/z 41.00 28.83%

4
oL ﬁ J ) 86 114 142 170 192212231 255

L I L
LI L L B N O B N B BB N L B L N B LB BN B B B

T
m/z--> 50 100 150 200 250 300 350

Abundance #174696: 13-Docosenamide, (2)- R B
59 14.20 14.40 14.60 14.80 15.00
m/z 43.00 28.82%
5000 a1
196 337
o5 L1, 350 000 s s 25T S
m/z--> 50 100 150 200 250 300 350 14. 20 14. 40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113051.D

Aca On : 14 Mar 2019 15:55

Operator : JU/SJ

Sample - K1866-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 9 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.64 3.69 ng 403139 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 83
4 Dodecane 170 C12H26 000112-40-3 83
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 83
Abundance Scan 2134 (14.639 min): BF113051.D (-2132) (-) m/z 57.00 100.00%
57
5000 85
113 " 14:40 14.60 14.80 15.00
141
oL AL e0 200 aa276 so0asr s TG e T,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #94345: Heptadecane
57
5000 L B B UL SR
85 14,40 14.60 14.80 15.00
29 m/z 43.00 51.75%
o Il { ) 3141160106 240
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57
" 14:40 14.60 14.80 15.00
5000 g5 m/z 85.00 49.01%
29
oLl J J (113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane e R e A BEA
57 14,40 14.60 14.80 15.00

m/z 99.00 17.36%

85
5000
29 113
UL 7141 160 197 225 053 296

R R e sl st s

m/z--> 50 100 150 200 250 300 350 400 450 14.40 14.60 14.80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113051.D

Aca On : 14 Mar 2019 15:55

Operator : JU/SJ

Sample - K1866-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 11 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.95 3.91 ng 427347 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 2187 (14.951 min): BF113051.D (-2183) (-) m/z 57.00 100.00%
57
5000 85
13 14,60 14.80 15.00 15.20
141
ol LU M 169 107217238 268 205317341 2T 71 00 65.50%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 U B UL BN SR
mmmmmmmm
m/z 43.00 56.08%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #194493: Hexacosane
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.00 48 .41%
. 290 1) (128 141 160 107 205 253 205 323 367
m/z--> 55 160 1%0 260 2%0 360 350 '
Abundance #209566: Octacosane ST e
57 14.60 14.80 15.00 15.20
m/z 55.00 19.25%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1460 1480 1500 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113051.D

Aca On : 14 Mar 2019 15:55

Operator : JU/SJ

Sample - K1866-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 12 Pentacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.71 2.72 ng 297014 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Heptadecane 240 C17H36 000629-78-7 86
3 Octacosane 394 C28H58 000630-02-4 83
4 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 81
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80

Abundance Scan 2316 (15.710 min): BF113051.D (-2312) (-) m/z 57.00 100.00%

g7
5000 85

15.40 15.60 15.80 16.00
141 169 205 263
N l|1|' 109 209 238263 295 827 m/z 71.00 68.19%

m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LA L L L L L LB L |
15.40 15.60 15.80 16.00
m/z 43.00 57 .20%
113 1m
oL 2| J L 177 189189211 239 267 205 373 352
....,.... , : e
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
e R Rmmaa maa
85 15.40 15.60 15.80 16.00
5000 m/z 85.00 49 _95%
29
| | [M3 141 160 107 240
ot e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane i
57 15.40 15.60 15.80 16.00
m/z 99.05 19.07%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
B A e B e e e T S
m/z--> 50 100 150 200 250 300 350 15. 40 15. 60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113051.D

Aca On : 14 Mar 2019 15:55

Operator : JU/SJ

Sample - K1866-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 13 Behenic alcohol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.76 2.32 ng 253388 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 87
2 Octacosanol 410 C28H580 000557-61-9 81
3 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 70
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 70
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 70
Abundance Scan 2325 (15.762 min): BF113051.D (-2321) (-) m/z 57.00 100.00%
57 83
5000 111
0 278 123 1560 1580 1600
i J139 181 225250 l 339 15.40 15. . .
Ouuuulu'u I'I" 'Iu"‘r'l“l'“ﬂ”'lu‘u"u'luuu'uluuuuluuuu|||||| m/z 83_00 90_42%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #166292: Behenic alcohol
55 83
5000 111 L UL B DU
mmmmmmmm
m/z 97.00 79.25%
29 139
ol L 167 196 224 252 280 308
miz--> 0 55 160 1%0 200 2%0 360 3%0 460 4%0 '
Abundance #215904: Octacosanol
57
o1 LN U SN B
15.40 15.60 15.80 16.00
5000 m/z 55.00 78.75%
125
0 %?‘ LJ}§3}81209236264292322 364392
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4%0 '
Abundance #236054: Heneicosy! heptafluorobutyrate R AR EEEEE T
57 15.40 15.60 15.80 16.00
. m/z 69.00 75.51%
5000
- 125
0 | | 169106000 266294 339 490
miz--> 0 55 160 1%0 200 250 360 3%0 460 4%0 ' 1550 1560 1580 1600
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031419\
Data File : BF113051.D

Acq On : 14 Mar 2019 15:55

Operator : JU/SJ

Sample - K1866-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
unknown6 .50 6.50 86.2 ng 5477040 1 6.73 1271510 20.0
n-Hexadecanoic acid 11.78 17.6 ng 1792410 4 11.23 2042540 20.0
Octadecanoic acid 12.56 8.0 ng 945753 5 13.86 2358600 20.0
Cyclohexadecane 13.72 7.4 ng 876035 5 13.86 2358600 20.0
Hexadecane 14.04 2.4 ng 282814 5 13.86 2358600 20.0
Heptadecane 14_.34 3.1 ng 372052 5 13.86 2358600 20.0
9-Octadecenamide, ... 14.61 5.1 ng 559101 6 15.27 2183260 20.0
Octacosane 14.64 3.7 ng 403139 6 15.27 2183260 20.0
Heneicosane 14.95 3.9 ng 427347 6 15.27 2183260 20.0
Pentacosane 15.71 2.7 ng 297014 6 15.27 2183260 20.0
Behenic alcohol 15.76 2.3 ng 253388 6 15.27 2183260 20.0
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