LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121718\
Data File : BF111532.D
Aca On : 17 Dec 2018 11:52 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J6386-06 P001-SS005-0612-01
ALS Vial : 6 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-BF121418 .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 3.281 201 203 214 rBV 27909 61609 1.33% 0.170%
2 5.016 492 498 506 rBV 164954 246599 5.33% 0.679%
3 5.428 563 568 571 rBVY 4341601 4128585 89.25% 11.361%
4 6.445 735 741 755 rBVY 3874374 4625610 100.00% 12.728%
5 6.569 757 762 765 rBVY 4839278 4340970 93.85% 11.945%
6 6.786 796 799 803 rBV 923499 849079 18.36% 2.336%
7 6.951 822 827 830 rBY 3660608 3397433 73.45% 9.349%
8 7.351 889 895 898 rBVY 2751845 2790830 60.33% 7.679%
9 7.392 900 902 906 rVB 128004 101207 2.19% 0.278%
10 8.069 1013 1017 1021 rBvV 1177019 1032543 22.32% 2.841%

11 9.151 1195 1201 1204 rBV 4741136 4449166 96.19% 12.243%
12 9.539 1263 1267 1271 rBV 378536 306112 6.62% 0.842%
13 9.745 1297 1302 1308 rVB2 39417 46971 1.02% 0.129%
14 9.821 1311 1315 1323 rBV 1063755 1039918 22.48% 2.862%
15 10.616 1445 1450 1453 rBV 1958531 1867417 40.37% 5.139%

16 11.310 1564 1568 1573 rBV 919062 811987 17.55% 2.234%
17 11.839 1655 1658 1670 rBV 257517 282628 6.11% 0.778%
18 12.551 1770 1779 1783 rBVS8 27169 70641 1.53% 0.194%
19 12.627 1788 1792 1798 rBV2 86172 121445 2.63% 0.334%
20 12.892 1833 1837 1841 rBV 2810294 2801713 60.57% 7.709%

21 13.015 1850 1858 1859 rBVS8 72477 133338 2.88% 0.367%
22 13.474 1933 1936 1941 rVB2 35617 48172 1.04% 0.133%
23 13.792 1987 1990 1999 rVB 356854 433708 9.38% 1.193%
24 13.945 2012 2016 2026 rBV 889074 810805 17.53% 2.231%
25 14.115 2042 2045 2051 rBV 71452 82905 1.79% 0.228%

26 14.427 2094 2098 2102 rBV2 104047 135126 2.92% 0.372%
27 14.656 2135 2137 2141 rBV 57451 65576 1.42% 0.180%
28 14.698 2141 2144 2146 rVV 82644 104061 2.25% 0.286%
29 14.721 2146 2148 2154 rVV 119540 149016 3.22% 0.410%

30 14.798 2158 2161 2166 rVB 41220 49087 1.06% 0.135%
31 15.051 2201 2204 2207 rBV 81856 83468 1.80% 0.230%
32 15.386 2256 2261 2265 rBV 642528 785378 16.98% 2.161%
33 15.845 2335 2339 2343 rVB 64021 88254 1.91% 0.243%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111532.D

Aca On : 17 Dec 2018 11:52

Operator : JU/SJ

Sample : J6386-06

Misc :

ALS Vial : 6 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:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF121418.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 36341357
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111532.D

Aca On : 17 Dec 2018 11:52

Operator : JU/SJ

ﬁ?ggle i J6386-06 P001-55005-0612-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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: BF111532.D

5.43

4000000 6.45
6.95

3000000 7.35
2000000

1000000 6.79

3,28 22 L b @!LJ } (>

¥+ N

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: BF111532.D

4000000

3000000 12.89

2000000 10.62

8.07
9.82
1000000 1131

9.54
N JL i g2 1302
T

o e T T S L A e e

T
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: BF111532.D

4000000

3000000

2000000

1000000 13.94 15.39

13.79

13.47 14.12 1443 1845@80 15.05 15.84

R I
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:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111532.D

Aca On : 17 Dec 2018 11:52

Operator : JU/SJ

ﬁ?ggle i J6386-06 P001-55005-0612-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 5

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

5.02 5.81 ng 246599 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 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 499 (5.022 min): BF111532.D (-492) (-) m/z 43.00 100.00%
a3
5000 59
6 | o 1‘|’1 460 480 500 520 5.40
e e e e e e m/z 59.10 48.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 59 SR SR UL SRR
4.60 4.80 5.00 5.20 5.40
m/z 101.00 15.71%
25 3 37 , 83 g3 M1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 460 480 5.00 520 5.40
5000 m/z 58.00 13.14%
29 101
15 Y 51 ||| 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.75%
5000 41
31
‘ 69 87
...,.?‘Lf’.,...‘l,....‘i:‘...,f??‘l‘.‘....‘i....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111532.D

Aca On : 17 Dec 2018 11:52

Operator : JU/SJ

ﬁ?ggle i J6386-06 P001-55005-0612-01
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_M
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 unknown6.57 Concentration Rank 1

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

6.57 102.25 ng 4340970 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 12
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 762 (6.569 min): BF111532.D (-757) (-) m/z 132.00 100.00%
5000 68
40 5 % 620 640 6.60 6.80 7.00
[ L Weus .+ m/z 68.10 41.53%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 i
5000 AR N A
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 33.33%
"% !||'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 27 .04%
33 44 o 105 ‘
---‘-.--‘--ekq--‘--g.o----‘.-‘-?1-5.-- |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R o EREaE
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 16.93%
5000 98 116
SN -NM 8 ‘ﬂQ7ILL N . - .1§?. SN | W | G—
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111532.D

Aca On : 17 Dec 2018 11:52

Operator : JU/SJ

ﬁ?ggle i J6386-06 P001-55005-0612-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 4
R.T. EstConc Area Relative to ISTD R.T.
11.84 6.96 ng 282628 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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1658 (11.839 min): BF111532.D (-1655) (-) m/z 43.05 100.00%
43 60 73
5000
o 129
US| gtsTaziaes o P ass " 11'60 11.80 12.00 12:20
m/z 59.95 87.79%
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
11.60 11.80 12.00 12.20
213 m/z 73.00 85.03%
I 143157171185 199
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 783
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 79.45%
29
157 214
15 ,\;‘, i M us
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T e
43 60 73 nmnmnmnm
m/z 41.05 77 .20%
5000 129
29
‘ 143157171185199 242
,;;sllwmwi\,\”u,‘\, e

m/z--> 20 40 60 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:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111532.D

Aca On : 17 Dec 2018 11:52

Operator : JU/SJ

ﬁ?ggle i J6386-06 P001-55005-0612-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.63 3.00 ng 121445 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 53
4 Pentadecanoic acid 242 C15H3002 001002-84-2 52
5 Dodecanoic acid 200 C12H2402 000143-07-7 47
Abundance Scan 1792 (12.627 min): BF111532.D (-1788) (-) m/z 43.10 100.00%
4357
73
5000

12.40 12.60 12.80 13.00
m/z 57.05  79.40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
3

12.40 12.60 12.80 13.00
m/z 60.00 63.68%

5000

185 241 284
207 227

14357171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 9
R N RN N NREEEE e
12.40 12.60 12.80 13.00
5000 129 m/z 73.00 59.51%
14& 143187171185 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72648: Tridecanoic acid e EEaEE R
73 12.40 12.60 12.80 13.00
m/z 41.10 59.43%
43 57
5000
129
29 ‘ T7 115 171185 214
1?JLWMNJ M.Huwum,u”ﬁ.u.wnpn..”..”..”w.”w.” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111532.D

Aca On : 17 Dec 2018 11:52

Operator : JU/SJ

ﬁ?ggle i J6386-06 P001-55005-0612-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 (-)-Isolongifolol, methyl e... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.02 3.29 ng 133338 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-l1solonaifolol. methvl ether 236 C16H280 1000333-80-8 64
2 Caparratriene 206 C15H26 1000374-08-7 45
3 (2Z2.4BE)-3.7.11-Trimethvl-2.4.10-... 206 C15H26 172549-29-0 45
4 6.beta.Bicvclol4.3.01nonane., 5.b... 332 C15H25I 1000195-85-9 38
5 Dimethyl{bis[(4,8,8-trimethyldec... 500 C32H5602Si 1000364-69-0 35
Abundance 3ca8 1859 (13.021 min): BF111532.D (-1850) (-) m/z 109.10 100.00%
109
81
5000 133 189
161 219 329 440
259 301 L IS U S L
|“| ” ] 12.80 13.00 13.20 13.40
- m/z 55.05 03.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #90905: (-)-Isolongifolol, methyl ether
9
5000 UL SRR SR SN B
12.80 13.00 13.20 13.40
m/z 95.10 89.91%
miz--> 50 100 150 200 250 300 350 400
Abundance #66196: Caparratriene
1 69 95
121 UL SRR SR SN B
12.80 13.00 13.20 13.40
5000 m/z 92.95 85.05%
163
191
T |“‘“““"Lth-'-l"-'l--'-l'--'l- T
m/z--> 50 100 150 200 250 300 350 400
Abundance #66217: (ZZ,4E)—3,7,ll—TrimethyI—2,4,lO—dodecatriene LI N L |
41 69 12.80 13.00 13.20 13.40
109 m/z 69.10 82.99%
5000
163
136
‘ 191
L '|“‘“M“'-h'““ L AL UL UL WU UL SRR SR SN B
m/z--> 50 100 150 200 250 300 350 400 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111532.D

Aca On : 17 Dec 2018 11:52

Operator : JU/SJ

ﬁ?ggle i J6386-06 P001-55005-0612-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Pentafluoropropionic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.79 10.70 ng 433708 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 1990 (13.792 min): BF111532.D (-1987) (-) m/z 57.05 100.00%
g7
5000
111
LN DU AR S I
139 13.40 13.60 13.80 14.00 14.20
1 I— ,I l} b, 182210 2 sl ' ‘m/z 55.10 95.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57
97
5000 LN DU AR SR I
13.40 13.60 13.80 14.00 14.20
29 125 m/z 43.10 92.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57
83 LN DU AU S I
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 83.10 72.48%
29 169
LA ‘xihl?g. |, 210 285 406
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester I e e e s e
57 13.40 13.60 13.80 14.00 14.20
83 m/z 97.10 68.11%
5000 111
29
LA \LJWMl?g. 182 210 255 356
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111532.D

Aca On : 17 Dec 2018 11:52

Operator : JU/SJ

ﬁ?ggle i J6386-06 P001-55005-0612-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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-Chloroeicosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.43 3.33 ng 135126 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Chloroeicosane 316 C20H41ClI 042217-02-7 91
2 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 90
3 10-MethvlInonadecane 282 C20H42 056862-62-5 87
4 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 86
5 Tetratetracontane 619 C44H90 007098-22-8 86

Abundance Scan 2098 (14.427 min): BF111532.D (-2094) (-) m/z 57.10 100.00%
57
5000 85
147 183 237 14.20 14.40 14.60 14.80
Y 23 25 %7 "m/z 43.10 78.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158254: 1-Chloroeicosane
57
5000 LR UL B B BUL
14.20 14.40 14.60 14.80
29 m/z 71.10 57.30%
05127147 175197217 245 286 316
m/z--> 50 100 150 200 250 300 350 400
Abundance #207558: Sulfurous acid, butyl octadecy! ester
57
"' 1420 14.40 14.60 14.80
5000 m/z 85.10 46 .33%
85
2| L)L 1 9 w00 107 220 258 0 3
m/z--> §0 160 150 260 250 360 3%0 460
Abundance #129494: 10-Methylnonadecane L e e
57 14.20 14.40 14.60 14.80
m/z 55.10 38.37%
85
5000
154
29
113
”"I'i"lﬂ'“'ll""l" ..,??ﬁ Tfrr oy UL SUMILE B BN SUM
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111532.D

Aca On : 17 Dec 2018 11:52

Operator : JU/SJ

ﬁ?ggle i J6386-06 P001-55005-0612-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 unknownl14.70 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.70 2.65 ng 104061 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Nonenamide 155 C9H17NO 090949-53-4 43
2 Tetradecanamide 227 C14H29NO 000638-58-4 43
3 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 37
4 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 37
5 Hexadecanamide 255 C16H33NO 000629-54-9 35

Abundance Scan 2144 (14.698 min): BF111532.D (-2141) (-) m/z 59.00 100.00%
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Abundance #28131: 7-Nonenamide
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5000
14.40 14.60 14.80 15.00
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29 08 126155
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83610: Tetradecanamide
59
R o A ERmER
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5000 m/z 43.10 34.91%
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Abundance #128446: 9-Octadecenamide, (2)- B B A Eame
59 14.40 14.60 14.80 15.00
m/z 55.00 32.76%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111532.D

Aca On : 17 Dec 2018 11:52

Operator : JU/SJ

ﬁ?ggle i J6386-06 P001-55005-0612-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Tridecane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.72 3.79 ng 149016 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl- 198 C14H30 001560-96-9 74
2 Heneicosane 296 C21H44 000629-94-7 72
3 Docosane 310 C22H46 000629-97-0 72
4 Tetracosane 338 C24H50 000646-31-1 72
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 64
Abundance Scan 2148 (14.721 min): BF111532.D (-2146) (-) m/z 57.05 100.00%
57
5000 85
113 1440 1460 14.80 1500
155183210 247 319 439 517 14.40 14.60 14.80 15.00
e A T i m/z 43.10 57.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59896: Tridecane, 2-methyl-
7
5000 R UL UL IR SRR
85 14.40 14.60 14.80 15.00
29 155 m/z 71.10 55.44%
AN
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
57
o 14.40 14.60 14.80 1500
5000 m/z 85.10 38.33%
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\ fJ 141169197225253 296

e i Tt T o L B o A

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #153223: Docosane e A RERREEESE L
57 14.40 14.60 14.80 15.00

m/z 99.10 18.27%

5000

13
o 183211239267 310

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14. 40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111532.D

Aca On : 17 Dec 2018 11:52

Operator : JU/SJ

ﬁ?ggle i J6386-06 P001-55005-0612-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.05 2.13 ng 83468 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane 240 C17H36 000629-78-7 91
3 Octacosane 394 C28H58 000630-02-4 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Pentacosane 352 C25H52 000629-99-2 86
Abundance Scan 2204 (15.051 min): BF111532.D (-2201) (-) m/z 57.05 100.00%
57
5000 85
113 " 14)90 1500 15,90 1540
141 169 207 282 14.80 15.00 15.20 15.40
...l,.~.'.‘.'l|, dq B AR m/z 43.05 67.41%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LI BRI BN BULLILE U

14.80 15.00 15. 20 15.40

m/z 71.10 58.50%
29 |113 141 169 107 282
AL LT 199 107 228 053 22
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
T
14.80 15.00 15.20 15.40
5000 o m/z 85.10 A44.23%
29
S O L
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane I a BREmEEES
57 14.80 15.00 15.20 15.40
m/z 55.10 27 .56%
5000 85
2 113 141
L dgy ﬂ | 707 169 197 225 253 281 309 337 365 394
— e —— g I SR T
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111532.D

Aca On : 17 Dec 2018 11:52

Operator : JU/SJ

ﬁ?ggle i J6386-06 P001-55005-0612-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.84 2.25 ng 88254 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 64
2 Octacosane 394 C28H58 000630-02-4 64
3 Tetracosane 338 C24H50 000646-31-1 64
4 Pentadecane 212 C15H32 000629-62-9 64
5 Heptadecane 240 C17H36 000629-78-7 59
Abundance Scan 2338 (15.839 min): BF111532.D (-2335) (-) m/z 57.05 100.00%
57
5000 85
113136155, - 505 233 260781 203 15160 15180 1600 1650
—— m/z 43.10 67 .64%
miz--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
5000 85 LB BRI BN BRI B
15.60 15.80 16. oo 16 20
29 m/z 71.10 52.58%
| | L 4113 141 169 107 225 253 296
miz--> 0 éo 100 1éo 260 2éo 360 3éo '
Abundance #209566: Octacosane
57
" 15.60 15.80 16.00 16.20
5000 a5 m/z 85.10 42 .73%
29
| J I i “113‘141 169 197 225 253 281 309 337 365 394
miz--> 0 éo 100 1éo 260 2éo 360 3%0 '
Abundance #175557: Tetracosane R RRREE EE s
57 15.60 15.80 16.00 16.20
m/z 41.10 23.97%
5000 85
29 113
‘ ‘ |=° 141 169 197 225 253 281 309 338

m/z--> 0 50 100 150 200 250 300 350 15.60 15. 80 16. OO 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF121718\

Data File : BF111532.D

Acq On : 17 Dec 2018 11:52

Operator : JU/SJ

3?22'6 i J6386-06 P001-SS005-0612-01
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418_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... 5.02 5.8 ng 246599 1 6.79 849079 20.0
unknown6 .57 6.57 102.3 ng 4340970 1 6.79 849079 20.0
n-Hexadecanoic acid 11.84 7.0 ng 282628 4 11.31 811987 20.0
Octadecanoic acid 12.63 3.0 ng 121445 5 13.94 810805 20.0
(-)-Isolongifolol... 13.02 3.3 ng 133338 5 13.94 810805 20.0
Pentafluoropropio... 13.79 10.7 ng 433708 5 13.94 810805 20.0
1-Chloroeicosane 14.43 3.3 ng 135126 5 13.94 810805 20.0
unknown14._.70 14.70 2.6 ng 104061 6 15.39 785378 20.0
Tridecane, 2-methyl- 14.72 3.8 ng 149016 6 15.39 785378 20.0
Eicosane 15.05 2.1 ng 83468 6 15.39 785378 20.0
Heneicosane 15.84 2.3 ng 88254 6 15.39 785378 20.0
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