LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109350.D

Aca On : 26 Sep 2018 21:14

Operator : JU/SJ

Sample : J4773-19

Misc :

ALS Vial : 21 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-BF092218 .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 4.898 474 478 488 rVB 51632 64503 3.74% 0.351%
2 5.316 545 549 553 rBY 1725438 1641584 95.30% 8.944%
3 6.345 719 724 727 rBVY 1840229 1709112 99.22% 9.312%
4 6.475 742 746 749 rBVY 2005498 1720056 99.85% 9.372%
5 6.704 782 785 789 rBV 657973 572510 33.24% 3.119%
6 6.863 808 812 815 rBVY 1669489 1321975 76.74% 7.203%
7 7.269 876 881 884 rBVY 1095847 1047773 60.83% 5.709%
8 7.986 999 1003 1009 rBV 828382 692471 40.20% 3.773%
9 9.063 1182 1186 1189 rBvV 2205448 1722576 100.00% 9.386%
10 9.457 1249 1253 1256 rBV 522007 404779 23.50% 2.206%

11 9.739 1297 1301 1304 rBV 750812 660944 38.37% 3.601%
12 10.522 1430 1434 1441 rBV 1053426 899723 52.23% 4.902%

13 10.651 1454 1456 1464 rBV2 17435 21675 1.26% 0.118%
14 11.216 1548 1552 1554 rBV 731585 598908 34.77% 3.263%
15 11.239 1554 1556 1559 rvVv 58822 47247 2.74% 0.257%
16 11.286 1559 1564 1569 rVB 24920 24732 1.44% 0.135%
17 11.621 1618 1621 1626 rVB 187327 143519 8.33% 0.782%
18 11.751 1639 1643 1647 rBV2 77246 78047 4_.53% 0.425%
19 11.827 1653 1656 1658 rBV 31755 33342 1.94% 0.182%
20 12.263 1726 1730 1733 rBV 22902 25163 1.46% 0.137%

21 12.304 1733 1737 1738 rBV 361727 299429 17 .38% 1.631%
22 12.321 1738 1740 1743 rVB 349026 273688 15.89% 1.491%
23 12.421 1752 1757 1761 rBV2 183149 203675 11.82% 1.110%
24 12.645 1790 1795 1799 rBV 194374 185788 10.79% 1.012%
25 12.798 1817 1821 1824 rBV 1664834 1512368 87.80% 8.240%

26 12.868 1828 1833 1835 rBv4 16888 25112 1.46% 0.137%
27 12.974 1844 1851 1855 rBV 35594 56234 3.26% 0.306%
28 13.039 1860 1862 1866 rVB2 28264 27638 1.60% 0.151%
29 13.080 1866 1869 1871 rBV2 31910 29177 1.69% 0.159%
30 13.204 1887 1890 1893 rBV 22694 21030 1.22% 0.115%
31 13.480 1935 1937 1941 rVB4 19648 24100 1.40% 0.131%
32 13.545 1945 1948 1952 rBV2 23080 29819 1.73% 0.162%
33 13.586 1952 1955 1958 rBV2 21040 24004 1.39% 0.131%

34 13.710 1970 1976 1983 rBV3 74219 128278 7.45% 0.699%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109350.D

Aca On : 26 Sep 2018 21:14

Operator : JU/SJ

Sample : J4773-19

Misc :

ALS Vial : 21 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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.839 1993 1998 2001 rBV 829617 852430 49.49% 4.645%

36 13.863 2001 2002 2005 rVB 89401 65698 3.81% 0.358%
37 14.227 2062 2064 2067 rVB 30360 21540 1.25% 0.117%
38 14.321 2078 2080 2083 rBV2 27856 24057 1.40% 0.131%
39 14.621 2129 2131 2136 rBV3 30324 33890 1.97% 0.185%

40 14.686 2139 2142 2146 rVB 248933 248341 14.42% 1.353%
41 14.845 2166 2169 2177 rVB 83525 149950 8.70% 0.817%
42 15.121 2214 2216 2223 rVB 61559 82552 4._.79% 0.450%

43 15.186 2223 2227 2232 rBVY 61231 87305 5.07% 0.476%
44 15.239 2232 2236 2240 rBVY 458294 516286 29.97% 2.813%

Sum of corrected areas: 18353028
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109350.D

Aca On : 26 Sep 2018 21:14

Operator : JU/SJ

Sample : J4773-19

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF109350.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109350.D

Aca On : 26 Sep 2018 21:14

Operator : JU/SJ

Sample : J4773-19

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 10

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

4.90 2.25 ng 64503 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 478 (4.898 min): BF109350.D (-474) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0
83.1 | 4.60 4.80 5.00 5.20
o} Y X 1 RSSOV X | O M m/z 59.00 56.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR SRR L SRR
4.60 4.80 5.00 5.20
59.0 m/z 101.00 21.15%
0 210 | 510 || 690 830910 O}°
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 500 520
5000 m/z 58.00 14 .86%
20.0 101.0
ol B0 Il 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol AL B L N N B
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.97%
5000 310 430 73.0
0 \‘\‘ “\H 510\‘ I | 840 1010
miz--> 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109350.D

Aca On : 26 Sep 2018 21:14

Operator : JU/SJ

Sample : J4773-19

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.47 60.09 ng 1720060 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 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 745 (6.469 min): BF109350.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 9%.1 Tk 640 6k0 650
0 B m/z 68.10 46.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 IREBE ARSI S

6.20 6.40 6.60 6.80
m/z 134.00 30.98%

31.0 510
o T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
e
74.0 6.20 6.40 6.60 6.80
5000 980 1160 m/z 66.00 28.85%
S P S 0 N N T Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- R AR R
132.0 6.20 6.40 6.60 6.80
117.0 m/z 69.10 18.99%
5000
39.0 65.0 o0
0.¥5q.u..ﬁ.ub.,f..ﬁ,.u.wuh.ln.w‘.,....,....,”.. S | | —
m/z--> 20 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\BF092618\
Data File : BF109350.D

Aca On : 26 Sep 2018 21:14

Operator : JU/SJ

Sample : J4773-19

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Tridecanoic acid, methyl ester Concentration Rank 6

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

11.62 4.79 ng 143519 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 91
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 90
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 86

5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 83

Abundance Scan 1621 (11.621 min): BF109350.D (-1618) (-) m/z 74.00 100.00%
74.0
5000
43.0
‘ h 71 14?'1 1711 1001 212 o, 11.40 11.60 11.80 12.00
0 ,....,....',.-.'. bt 3230 L e 202 Tm/z 87.10  70.46%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester
74.0
5000 43.0 T AT
11.40 11.60 11.80 12.00
30 m/z 43.05 33.06%
| ||| | M 97.0 | H 185.0 228.0
O el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
B L R e S e
11.40 11.60 11.80 12.00
5000 43.0 m/z 55.10 24 .22%
97.0 143.0
ot M A T02170, M50 a0 20 2100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 WWJ
Abundance #107596: Pentadecanoic acid, methy! ester L e e R e
74.0 11.40 11.60 11.80 12.00
m/z 41.05 23.92%
5000
T LMAwMNNWMk
143.0
2130 256.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109350.D

Aca On : 26 Sep 2018 21:14

Operator : JU/SJ

Sample : J4773-19

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.75 2.61 ng 78047 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 1643 (11.751 min): BF109350.D (-1639) (-) m/z 73.00 100.00%

43.0 3.0

5000 120.1

192.1
97.1 213.2
1 256.1 11.40 11.60 11.80 12.00
o m/z 43.05 87 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

-

5000 129.0 L L B B B B B

I T T
11.40 11.60 11.80 12.00

=
-

83.0 0
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.10  81.19%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
e o AR mE R
11.40 11.60 11.80 12.00
5000 129.0 m/z 41.10 69.86%
ol15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid R e
43.0 73.0 11.40 11.60 11.80 12.00
m/z 57.10 68.78%
B 1 WA\M\—‘/\/
0 15.0 .
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109350.D

Aca On : 26 Sep 2018 21:14

Operator : JU/SJ

Sample : J4773-19

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.30 10.00 ng 299429 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 12,15-0Octadecadienoic acid, meth... 294 C19H3402 057156-97-5 97

Abundance Scan 1736 (12.298 min): BF109350.D (-1733) (-) m/z 67.05 100.00%

67.0

41.0
5000
1231 4504 12.00 12.20 12.40 12.60
|[ I 1 178.1 206.1 263.2 294.2 : : : :
Ol m/z 81.05 89.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 LA L L L L L L L LB
12.00 12.20 12.40 12.60
m/z 55.05 62.69%
1230 149.0 1780 262.0 294.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
410 670
R
12.00 12.20 12.40 12.60
5000 95.0 m/z 41.00 59.54%

hlz&o 150.0 1780 2200 2630 29ﬁo

:

O prrrr e e e e e e e o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester T T T

67.0 12.00 12.20 12.40 12.60
41.0 m/z 95.05 57.09%
5000
123.0
. 1990 1780 39 2630 2940 | |

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109350.D

Aca On : 26 Sep 2018 21:14

Operator : JU/SJ

Sample : J4773-19

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 16-Octadecenoic acid, methy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.32 9.14 ng 273688 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 90
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 83
3 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 76
4 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 74
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 68
Abundance Scan 1740 (12.321 min): BF109350.D (-1738) (-) m/z 55.10 100.00%
5000 Ny-h_-~’vvw“~ﬂA\JkA-dH*M“~§_J\
1371 1802 2222 2643 12.00 12.20 12.40 12.60

0 m/z 69.10 72.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester

55.0

:

5000 LA L L L L L L L L
12.00 12.20 12.40 12.60
264.0 m/z 74.00 63.16%
. 180.0 222.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester
55.0

12.00 12.20 12.40 12.60
m/z 41.10 62.21%

5000

:

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester T T e T

55.0 12.00 12.20 12.40 12.60
m/z 83.10 58.45%
5000 29.0
111.0
. 137.0 180.0 222.0 264.0 296.0
- IIIIIIIIIIIIIIIIIII

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109350.D

Aca On : 26 Sep 2018 21:14

Operator : JU/SJ

Sample : J4773-19

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heptadecyl heptafluorobutyrate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.71 3.01 ng 128278 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
5 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 90

Abundance Scan 1976 (13.710 min): BF109350.D (-1970) (-) m/z 57.10 100.00%
57.1
97.0
5000
13.40 13.60 13.80 14.00
o} m/z 43.05 77 .34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
5000 BRI B U
13.40 13.60 13.80 14.00
m/z 55.00 72.23%
280 0169.0,,, 2380 o0
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57.0
97.0 13.40 13.60 13.80 14.00
5000 m/z 83.10 72 .05%
169.0
026&0“ " ‘ l‘ | 43?0‘ l ‘ 22‘40 o S M\/\‘J\’\/VV\’J
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate A REEREEaSS
570 g7¢ 13.40 13.60 13.80 14.00
' m/z 69.10 64 .95%
- MJ\J\‘\W
ol280) 1 || l I 1 \F?'Ol 182.0 2220 266.0 311.0 412.0
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00

8270-BF092218_.M Thu Sep 27 15:05:05 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109350.D

Aca On : 26 Sep 2018 21:14

Operator : JU/SJ

Sample : J4773-19

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 4
R.T. EstConc Area Relative to ISTD R.T.
14.69 9.62 ng 248341 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 1.5.9-Decatriene. 2.3.5.8-tetram... 192 Cl1l4H24 230646-72-7 64
4 Trideca-1.3.7.11-tetraene-1.1-di... 268 C18H24N2 1000159-88-9 59
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 53
Abundance Scan 2143 (14.692 min): BF109350.D (-2139) (-) m/z 69.10 100.00%
69.1
5000
R AL B SO B
07. 1 3 14.40 14.60 14.80 15.00
oL, :;9||o ' ?f 1)y .17.5:1.2?5:2. (2841 2991 8418 "m/z 81.10 52.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 L B B S SR
14.40 14.60 14.80 15.00
m/z 41.05 20.74%
oL L] }07 0137? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
14.40 14.60 14.80 15.00
5000 m/z 95.10 13.83%
ol 0’ L }07 191.0 2310 2730 3410 410.0 A*a~khWMvv&ﬁﬁﬁ{hkwhmﬂﬂﬂmmwwwnhw
m/z--> §o 100 150 200 250 300 350 400
Abundance #54705: 1,5,9-Decatriene, 2,3,5,8-tetramethyl- R N REEE S R
69.0 14.40 14.60 14.80 15.00
m/z 68.05 11.09%
5000
29.0 137.0
IR Sl
0..2‘,“.“‘.'.“; —,—— T — e N
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\
Data File : BF109350.D

Acq On : 26 Sep 2018 21:14

Operator : JU/SJ

Sample : J4773-19

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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... 4.90 2.3 ng 64503 1 6.70 572510 20.0
unknown6 .47 6.47 60.1 ng 1720060 1 6.70 572510 20.0
Tridecanoic acid,... 11.62 4.8 ng 143519 4 11.22 598908 20.0
n-Hexadecanoic acid 11.75 2.6 ng 78047 4 11.22 598908 20.0
9,12-Octadecadien... 12.30 10.0 ng 299429 4 11.22 598908 20.0
16-Octadecenoic a... 12.32 9.1 ng 273688 4 11.22 598908 20.0
Heptadecyl heptaf... 13.71 3.0 ng 128278 5 13.84 852430 20.0
Squalene 14.69 9.6 ng 248341 6 15.24 516286 20.0
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