LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111133.D

Aca On : 6 Dec 2018 12:51

Operator : JU/SJ

Sample : J6206-19

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 - 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-BF120518 .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 5.016 489 498 506 rvB 660142 906703 7.28% 0.782%
2 5.422 562 567 570 rBY 10623091 11181201 89.75% 9.644%
3 6.434 733 739 744 rBV2 10396022 12458780 100.00% 10.746%
4 6.575 758 763 766 rBY 11859045 11500998 92.31% 9.920%
5 6.804 799 802 806 rVB 3767369 3081460 24.73% 2.658%
6 6.963 825 829 832 rBVY 9719835 8507227 68.28% 7.338%
7 7.363 892 897 900 rBVY 7756556 7586860 60.90% 6.544%
8 8.086 1016 1020 1023 rBY 5129074 4049081 32.50% 3.492%
9 9.163 1199 1203 1207 rBV 11424511 11140820 89.42% 9.609%
10 9.557 1266 1270 1273 rBV 841443 700145 5.62% 0.604%

11 9.839 1314 1318 1322 rVB2 4986858 4458930 35.79% 3.846%
12 10.627 1447 1452 1455 rBV 8158734 7325087 58.79% 6.318%
13 11.322 1566 1570 1574 rBV 5330670 4314568 34.63% 3.721%
14 11.863 1656 1662 1677 rBV 2970574 3187805 25.59% 2.750%
15 12.563 1775 1781 1785 rBv4 167129 294677 2.37% 0.254%

16 12.645 1791 1795 1806 rBV 1206890 1242188 9.97% 1.071%
17 12.910 1836 1840 1844 rBV 10314914 10034040 80.54% 8.654%
18 13.127 1874 1877 1880 rBV 153969 151124 1.21% 0.130%
19 13.810 1990 1993 2002 rBV 3187650 3221750 25.86% 2.779%
20 13.957 2014 2018 2022 rBV 4246209 3658909 29.37% 3.156%

21 14.139 2046 2049 2054 rBV 210536 229694 1.84% 0.198%
22 14.451 2098 2102 2109 rBV 762699 830462 6.67% 0.716%
23 14.745 2149 2152 2161 rBV 229602 305528 2.45% 0.264%
24 14.821 2161 2165 2169 rVvV 457652 436675 3.50% 0.377%
25 15.080 2205 2209 2211 rBV 389532 470385 3.78% 0.406%

26 15.392 2257 2262 2267 rBV 2284934 2710848 21.76% 2.338%
27 15.451 2268 2272 2277 rVB 283517 355145 2.85% 0.306%
28 15.880 2340 2345 2348 rBV 305739 435578 3.50% 0.376%
29 15.921 2348 2352 2360 rVVv2 433821 699591 5.62% 0.603%
30 16.368 2425 2428 2434 rVB2 116023 180406 1.45% 0.156%

31 17.033 2537 2541 2548 rVB5 128966 283882 2.28% 0.245%

Sum of corrected areas: 115940547

8270-BF120518.M Fri Dec 07 15:09:13 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111133.D

Aca On : 6 Dec 2018 12:51

Operator : JU/SJ

Sample : J6206-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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: BF111133.D

5.42 6.43
1le+07 6.96

8000000 7.36

6000000

4000000 6.80

2000000

5.02

e

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: BF111133.D

12.91
1e+07

10.63
8000000

6000000
8.09 9.84 11.32

4000000
11.86

2000000
12.65
9.56

A L 12. 13.13

>~ e e e 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: BF111133.D

1e+07

8000000

6000000

13.96

4000000 13.81

15.39
2000000

14.45
14.14 14482 15.08
I I I

45 15382 16.37 17.03
—-v—'*—*—l\ _
I

e e e e e —iee——————

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\BF120618\
Data File : BF111133.D

Aca On : 6 Dec 2018 12:51

Operator : JU/SJ

Sample : J6206-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 6

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

5.02 5.88 ng 906703 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol 102 C6H140 000623-37-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 499 (5.022 min): BF111133.D (-489) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.1 S SRR R SRR
460 4.80 5.00 5.20 5.40
| N N = S A - - B By~ - T W 21
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LN UL L I
59.0 460 480 500 520 540
0
150 1010 m/z 101.10 16.16%
0 Wl 830 |
LI S SR SULELEL SURLIL UL UL B SO B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
460 480 500 520 5.40
5000 m/z 58.10 13.71%
101.0
41.0
0'E%?'WHJU'w“---ﬁaq'w"'w"'w"'w"'w"'w"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4417 3-Hexanol NLELELEEN AL LA L BN
59.0 460 4.80 5.00 5.20 5.40
m/z 41.05 8.82%
5000 43.0
m/z--> 2'0 ' 6|0 8|0 1(')0 120 140 160 180 200 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111133.D

Aca On : 6 Dec 2018 12:51

Operator : JU/SJ

Sample : J6206-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 unknown6.57 Concentration Rank 1

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

6.57 74.65 ng 11501000 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 762 (6.569 min): BF111133.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 AR R SRR
40.0 540 6.20 6.40 6.60 6.80 7.00
o.,....,...!!'!..:,!!..,::..|,..7.5?,0....,..J.,%??.?.l.l.??....,'...,.. m/z 68.10 45.23%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 AR LSS LA N
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.04%
0'|”'WL“ww!“|“"w'“i“?hq”'l“'w'“'w"w'“'l““l”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.00 29.96%
92.0
65.0
oL 270 390 510 | 7700 1059 117.0
s B B a B B e 1 16 1k B i
Abundance #14770: Cyclopropanamine, 1-phenyl- R L R B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.10%
104.0
5000
510 77.0
39.0 65.0 ‘ 010 115.0
0'P'”I”'““”'LE”I”MW'”PP'”””'W'”'Pjml”'% T AR SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111133.D

Aca On : 6 Dec 2018 12:51

Operator : JU/SJ

Sample : J6206-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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.
11.86 14.78 ng 3187810 Phenanthrene-d10 11.32
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 1662 (11.863 min): BF111133.D (-1656) (-) m/z 43.10 100.00%
431 730
5000 Agﬂ\~
129.1
97.0 LB B i L B
711 232 2852 11,60 11.80 12.00 12.20
0 - m/z 73.00 88.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 L UL B SULE U
83.0 11.60 11.80 12.00 12.20
J‘“ 1570 150 2130 2560 m/z 60.00 86.00%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73.0
43.0 1160 11.80 12.00 12.20
5000 129.0 m/z 57.05 78 .06%
171.0
97.0 214.0
oL e M,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid N e N RREA
43.0 ,73.0 11.60 11.80 12.00 12.20
m/z 41.10 75.92%
5000 129.0 JL\
0.1.5.'?....,...& L e RARE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111133.D

Aca On : 6 Dec 2018 12:51

Operator : JU/SJ

Sample : J6206-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 5
R.T. EstConc Area Relative to ISTD R.T.
12.65 6.79 ng 1242190 Chrysene-di12 13.96
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 93
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 1796 (12.651 min): BF111133.D (-1791) (-) m/z 43.10 100.00%

5000

12.40 12.60 12.80 13.00
m/z 73.00 87.29%

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #131262: Octadecanoic acid

-

m/z--> 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid

:

12.40 12.60 12.80 13.00

5000 1290 m/z 60.00 74 .84%

171.0 213.0 256.0

5000l 129.0 284.0
1850 241.0 12.40 12.60 12.80 13.00
\ \ m/z 57.05 86.31%
0 L bl b L

07 \H\|""'|""|""|""|""|"'

m/z--> 5 100 150 200 250 300 350 400 450
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester RS e e e R
43.0 12.40 12.60 12.80 13.00
m/z 55.00 73.03%
3.0 129.0
185.0 2410
ol .hﬁn{np bl 3720 A A
m/z--> 50 100 150 200 250 300 350 400 450 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111133.D

Aca On : 6 Dec 2018 12:51

Operator : JU/SJ

Sample : J6206-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Trichloroacetic acid, penta... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.81 17.61 ng 3221750 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Octacosanol 410 C28H580 000557-61-9 91
Abundance Scan 1993 (13.810 min): BF111133.D (-1990) (-) m/z 55.10 100.00%
54|11
83.1
5000
139.1 13.40 13.60 13.80 14.00 14.20
Obrerrrrrefrdh 168.2 196.3 224.3 252.3 280.3 mn/z 57.05 99 24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene
540
97.0
5000
29.0 13.40 13.60 13.80 14.00 14.200
195.0 m/z 43.05 97 .40%
0 o 153.0 181.0 308.0
b

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #197885: Trichloroacetic acid, pentadecy! ester
5 e
83.0

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
13.40 13.60 13.80 14.00 14.20
m/z 83.10 78.26%

5000
111.0
o 139.0  182.0 210.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127769: 5-Eicosene, (E)- T T
55.0 13.40 13.60 13.80 14.00 14.20
m/z 97.05 69.23%
83.0
5000
29.0 111.0
ok 1 It 139.0 167.0 196.0 223.0 252.0 280.0 N
e R AEmasEREERESRRES
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111133.D

Aca On : 6 Dec 2018 12:51

Operator : JU/SJ

Sample : J6206-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 1-Docosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .45 4.54 ng 830462 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 98
2 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 94
3 Docosvl trifluoroacetate 422 C24H45F302 1000351-75-5 91
4 Tetracosvl trifluoroacetate 450 C26H49F302 1000351-76-4 91
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
Abundance Scan 2102 (14.451 min): BF111133.D (-2098) (-) m/z 57.10 100.00%
57.1
. M I LJ\J«J&/\A/
U SN B SO B
39.1 14.20 14.40 14.60 14.80
ob ALY 21020632 3082 sera | nzo 43,05  81.84%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151537: 1-Docosene
57.0 97.0
5000 L SR BRI SUBURA U
308.0 /mmmmmmmm
m/z 55.10 64 .94%
olis. 11181022302660
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate
57.0
97.0 1420 14.40 14.60 14.80
5000 m/z 83.10 55.26%
0 ) l 3??181022202640 336.0 381.0 532.0
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #219709: Docosyl trifluoroacetate LB R ma S S
57.0 14.20 14.40 14.60 14.80
97.0 m/z 97.05 51.70%
5000
ol 1. Jl ] ?181 0224.0265.0308.0 353.0 404.0 WLWJ\«/\_
m/z--> 0 5'0 100 150 200 250 300 3&1;0 4(')0 450 500 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111133.D

Aca On : 6 Dec 2018 12:51

Operator : JU/SJ

Sample : J6206-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.74 2.25 ng 305528 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptacosane 380 C27H56 000593-49-7 87
3 Octacosane 394 C28H58 000630-02-4 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Decane, 3-methyl- 156 C11H24 013151-34-3 72
Abundance Scan 2151 (14.739 min): BF111133.D (-2149) (-) m/z 57.00 100.00%
57.0
5000 ‘
128.1 169.0 209.1 245.2 14.40 14.60 14.80 15.00
oL, I,| ‘ 'l fows e 2031 3550 | n/z 43.10  85.19%
m/z--> 50 100 15 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 U DR B DU UM

14.40 14.60 14.80 15.00
m/z 71.10 64.45%

99 0
. 27}0|‘ L L, 1410 1830 2250 2820
e A o e I B ML B e e o e B
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
 REEE R R R
14.40 14.60 14.80 15.00
5000 m/z 85.10 42 .44%
27,0 990 1410
0 Iy . 1830 2250 267.0 323.0  380.0
...,....,....,.... R B e e e e e e O
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane L B
57.0 14.40 14.60 14.80 15.00
m/z 55.10 23.17%
5000
99.0
0 27,0 Ly 1410 183.0 225.0 281.0 337.0 394.0
e o e e L e o e e LI B o o o e e LA R R e AR
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111133.D

Aca On : 6 Dec 2018 12:51

Operator : JU/SJ

Sample : J6206-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Squalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .82 3.22 ng 436675 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 87
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
4 11-Dodecen-2-one. 7.7-dimethvl- 210 C14H260 035194-22-0 50
5 Trideca-1,7,11-triene-1,1-dicarb... 270 C18H26N2 1000161-46-0 47
Abundance Scan 2165 (14.821 min): BF111133.D (-2161) (-) m/z 69.10 100.00%
69.1 A
5000
R UL SR SRR B
137.2 14.60 14.80 15.00 15.20
ob bbb A ) 19112311 284032523672 5424 o7 gi 05 58.670%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215930: Squalene
69.0
5000 LI AR BN SUNRL AR
14,60 14.80 15.00 15.20
m/z 41.10 32 .25%
0 4 },317'? 191.0231.0273.0 341.0  410.0
U SIS LU S LI L WL BRI WAL SN S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215928: Supraene
69.0
1460 14.80 15.00 15.20
5000 m/z 95.10 14.62%
\ 137.0
0 29$‘\ Laals 191023102730 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol B RS RmmEs o
69.0 14.60 14.80 15.00 15.20
m/z 137.15 10.90%
5000
T8 LT 10
m/z--> 50 160 1éo 260 250 300 350 400 450 500 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111133.D

Aca On : 6 Dec 2018 12:51

Operator : JU/SJ

Sample : J6206-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Docosane, 11-butyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.08 3.47 ng 470385 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2209 (15.080 min): BF111133.D (-2205) (-) m/z 57.05 100.00%
57.0
5000
O o1 a1 e s 1450 1500 1520 1540
O A o T T T e m/z 43.10 66.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57.0
5000 LI S SR UL B

14.80 15.00 15. 20 15. 40

m/z 71.10 58.49%

9.0
;1410 210.02530 3090 3660

O L o B B B L LALLI I i o o o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
R e RARE R R
14.80 15.00 15.20 15.40
5000 m/z 85.10 40.57%

141.0183.0225.0 281.0 337.0 394.0

0!
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane B o L
57.0 14.80 15.00 15.20 15.40
m/z 55.10 20.61%
5000

9.0
| |, 141.0183.0225.0267.0 323.0 380.0

O A A S R R A S P e S

m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.80 15.00 15.20 15.40

8270-BF120518_.M Fri Dec 07 15:09:19 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111133.D

Aca On : 6 Dec 2018 12:51

Operator : JU/SJ

Sample : J6206-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.45 2.62 ng 355145 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Eicosane 282 C20H42 000112-95-8 89
3 Tetracosane 338 C24H50 000646-31-1 86
4 Octacosane 394 C28H58 000630-02-4 81
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 2272 (15.451 min): BF111133.D (-2268) (-) m/z 57.10 100.00%
57.1
5000 85.1
131 1520 15.40 15.60 15.80
141.1
ol .|, AL T ALe 2172 2500 2840 3302 L pun 4305 65.51%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 LA SULSULE IR UM B
85.0 15,20 15.40 15.60 15.80
m/z 71.10 62.66%
0 2201 ﬂ130141016901970225025302810 323.0351.0380.0
m/z--> 55 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
1520 15.40 15.60 15.80
5000 m/z 85.10 46.28%
85.0
29.0
o ‘ ﬂ13°141016901970225025302820
m/z--> 100 150 200 250 300 350
Abundance #175557: Tetracosane Ol R
57.0 15.20 15.40 15.60 15.80
m/z 55.10 22.01%
5000 85.0
29.0
0 ‘ ﬁ13°14101690197022502530281030903380
m/z--> 50 100 150 200 250 300 350 15,20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111133.D

Aca On : 6 Dec 2018 12:51

Operator : JU/SJ

Sample : J6206-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.88 3.21 ng 435578 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2345 (15.880 min): BF111133.D (-2340) (-) m/z 57.10 100.00%
57.1
5000
HM 191.1 281.1 341.3 402.3 549.0 'ﬁ@ﬁ@ﬁ@ﬁﬁ”
N e  HER A m/z 43.05 64.75%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57.0
5000 L LI BN BRI UL

15,60 15.80 16.00 16.20
m/z 71.10 53.42%

o 1113'0 169.0 2250 281.0 380.0

R o e e e R RARRNEEEEEREREE R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #209566: Octacosane

57.0
R R REEE SRR e
15.60 15.80 16.00 16.20
5000 m/z 85.10 43.78%

113.0 169.0 225.0 281.0 337.0 394.0

IR R § BN RS A T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane A o o B
57.0 15.60 15.80 16.00 16.20
m/z 55.00 25.05%
5000
130 169.0
ol A 7272 2250 281.0 337.0 593.0 449.0 5050, 562.0 617.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15 60 15. 80 16. OO 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111133.D

Aca On : 6 Dec 2018 12:51

Operator : JU/SJ

Sample : J6206-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 1-Heptacosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.92 5.16 ng 699591 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 95
2 Octacosanol 410 C28H580 000557-61-9 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 2352 (15.921 min): BF111133.D (-2348) (-) m/z 57.05 100.00%
51.0
97.1
5000
39.1 15.60 15.80 16.00 16.20
— ‘ A b, . 20212892 2811 S2rl 42900 074310 96.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57.0 97.0
5000 R SRR U IR IR
15.60 15.80 16.00 16.20
30,0 m/z 83.10 84.41%
ol s M | i,{, 181.0 222.0 264.0 306.0 378.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol
57.0
or.0 U R BN SRR B
15.60 15.80 16.00 16.20
5000 m/z 55.10 77.68%
ol ( ‘Jl‘ }3?? 181.0 222.0 292.0 334.0 392.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 e A RERREEESE L
57.0 97.0 15.60 15.80 16.00 16.20
m/z 97.10 73.67%
5000
39.0
0l19.0 I Jj“ , 181.0 222.0 264.0 308.0
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20

8270-BF120518_.M Fri Dec 07 15:09:21 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111133.D

Aca On : 6 Dec 2018 12:51

Operator : JU/SJ

Sample : J6206-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 14 Heptafluorobutyric acid, n-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.03 2.09 ng 283882 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 87
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 87
3 Octacosvl acetate 452 C30H6002 018206-97-8 87
4 1-Octadecene 252 C18H36 000112-88-9 86
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 83
Abundance Scan 2540 (17.027 min): BF111133.D (-2537) (-) m/z 55.10 100.00%
S g7a
5000
732801 350 aopa " 1680 17,00 1720 1740
0’ m/z 57.10 97.77%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230208: Heptafluorobutyric acid, n-octadecy! ester
57.0
97.0
5000 LR SUIURE SIS UL B
2520 16,80 17.00 17.20 17.40
160.0 m/z 97.10 79.47%
ol Ll jasr0, ] 2000 297.0 448.0
m/z--> 50 100 1éo 200 250 300 350 400 450
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57.0
97.0 ' 16.80 17.00 17.20 17.40
5000 m/z 83.10 78.74%
9.0 224.0
ol 1, J L1$10 269.0 420.0
m/z--> 50 100 1%0 260 250 300 350 400 450
Abundance #227661: Octacosyl acetate e RARREEE RS
430 97.0 16.80 17.00 17.20 17.40
m/z 43.05 73.19%
5000
39.0
ol ‘ M‘Tit; 181.0 250.0 292.0 334.0  392.0 437.0
m/z--> éo 100 150 200 250 300 350 400 450 16,80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120618\
Data File : BF111133.D

Acq On : 6 Dec 2018 12:51

Operator : JU/SJ

Sample - J6206-19

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518_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 5.9 ng 906703 1 6.80 3081460 20.0
unknown6 .57 6.57 74.7 ng 11501000 1 6.80 3081460 20.0
n-Hexadecanoic acid 11.86 14.8 ng 3187810 4 11.32 4314570 20.0
Octadecanoic acid 12.65 6.8 ng 1242190 5 13.96 3658910 20.0
Trichloroacetic a... 13.81 17.6 ng 3221750 5 13.96 3658910 20.0
1-Docosene 14 .45 4.5 ng 830462 5 13.96 3658910 20.0
Eicosane 14.74 2.3 ng 305528 6 15.39 2710850 20.0
Squalene 14.82 3.2 ng 436675 6 15.39 2710850 20.0
Docosane, 11-butyl- 15.08 3.5 ng 470385 6 15.39 2710850 20.0
Heptacosane 15.45 2.6 ng 355145 6 15.39 2710850 20.0
Octacosane 15.88 3.2 ng 435578 6 15.39 2710850 20.0
1-Heptacosanol 15.92 5.2 ng 699591 6 15.39 2710850 20.0
Heptafluorobutyri... 17.03 2.1 ng 283882 6 15.39 2710850 20.0
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