LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\

Data File : BF109892.D

Aca On : 15 Oct 2018 21:14 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J5198-15 CL-02-101218-C

ALS Vial : 16 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-BF101518.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 2.316 33 39 44 rVB 629139 820587 18.63% 1.973%
2 5.210 527 531 539 rVB 162995 201198 4_.57% 0.484%
3 5.598 591 597 600 rBY 4371796 4329589 98.29% 10.411%
4 6.592 760 766 770 rBVY 4562689 4405131 100.00% 10.593%
5 6.745 787 792 795 rBVY 4886932 4381521 99.46% 10.536%
6 6.975 828 831 835 rVB 1686299 1460555 33.16% 3.512%
7 7.134 854 858 861 rBY 4093870 3386843 76.88% 8.144%
8 7.539 922 927 930 rBVY 2737463 2661818 60.43% 6.401%
9 8.257 1045 1049 1053 rBvV 1922910 1721826 39.09% 4.140%
10 9.333 1227 1232 1235 rBV 4769668 3837301 87.11% 9.227%

11 9.722 1295 1298 1302 rBV 505418 391012 8.88% 0.940%
12 10.016 1344 1348 1352 rVB 1641895 1514988 34.39% 3.643%

13 10.433 1413 1419 1422 rVB2 35332 56183 1.28% 0.135%
14 10.804 1478 1482 1486 rBV 2234198 1896713 43.06% 4_.561%
15 11.386 1579 1581 1587 rVB2 34376 47088 1.07% 0.113%

16 11.510 1598 1602 1604 rBV 1534423 1359018 30.85% 3.268%
17 11.533 1604 1606 1609 rVB 155319 127802 2.90% 0.307%

18 11.886 1663 1666 1669 rBV 78624 64923 1.47% 0.156%
19 12.016 1684 1688 1691 rBvV2 220919 261127 5.93% 0.628%
20 12.121 1703 1706 1708 rBV2 62813 61824 1.40% 0.149%

21 12.574 1777 1783 1785 rBV3 179270 213554 4._.85% 0.514%
22 12.592 1785 1786 1789 rVB2 207421 160632 3.65% 0.386%

23 12.680 1798 1801 1804 rBV2 53638 50267 1.14% 0.121%
24 12.721 1805 1808 1812 rBV 418171 355428 8.07% 0.855%
25 12.804 1820 1822 1826 rBV3 66261 95353 2.16% 0.229%

26 12.951 1842 1847 1854 rVB 445210 449451 10.20% 1.081%
27 13.092 1867 1871 1874 rBV 3676543 3076081 69.83% 7.397%

28 13.280 1900 1903 1906 rVB 80150 71277 1.62% 0.171%
29 13.310 1906 1908 1910 rBV 57869 46491 1.06% 0.112%
30 13.345 1912 1914 1917 rVB2 70248 56488 1.28% 0.136%

31 13.974 2018 2021 2026 rBV2 436490 432202 9.81% 1.039%
32 14.151 2047 2051 2054 rBV 1819300 1725975 39.18% 4 _.150%
33 14.610 2126 2129 2135 rVB2 216161 266420 6.05% 0.641%
34 15.286 2241 2244 2247 rBV 218186 218647 4._.96% 0.526%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109892.D

Aca On : 15 Oct 2018 21:14

Operator : JU/SJ

Sample : J5198-15

Misc :

ALS Vial : 16 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-BF101518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.674 2306 2310 2319 rVB 903069 1381013 31.35% 3.321%

Sum of corrected areas: 41586326
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF101518\

BF109892.D

15 Oct 2018 21:14

JussJ

J5198-15

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109892.D

Aca On : 15 Oct 2018 21:14

Operator : JU/SJ

Sample : J5198-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.32 11.24 ng 820587 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 40 (2.322 min): BF109892.D (-33) (-) m/z 73.05 100.00%
74.0
5000 43.0
55.0 87.1 NS I G
220 240  2.60
Olrrrprrrrprrer bl el b ek e e || M/ 43.05 38 40%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 A
43.0 220 240 2.60
" 550 87.0 m/z 55.05 26.69%
29.0
0 L MA
RIS I L UL LR IR IR LI SIS IR LS BERAN BARAN SRRAN SRR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol /\
73.0
87.0 AU S
220 240  2.60
5000 41.0 55.0 m/z 87.10 25.73%
29.0 ‘
o 1, | “ Al “‘ 99.0 112.0 129.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- —
73.0 220 240  2.60
m/z 41.05 12.15%
5000
oL 20 150 280 I 500 | 880
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 220 240  2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109892.D

Aca On : 15 Oct 2018 21:14

Operator : JU/SJ

Sample : J5198-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.21 2.76 ng 201198 1,4-Dichlorobenzene-d4 6.97
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 39
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 10

Abundance Scan 531 (5.210 min): BF109892.D (-527) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.1 RS RS AR AR
4.80 5.00 5.20 5.40 5.60
A | O S N - N B =2~ T Ry 11
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI UL UL I
480 500 520 540 5.60
59.0 m/z 58.00 16.49%
0 270 L | ss0 @0 5010
miz--> 5% 3 4 % 6 4 8 e 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 480 500 520 540 560
5000 m/z 101.10 15.28%
29.0 101.0
ol 10 | Il 730 830
LIS UL UL SO I I SULILL UL UL U S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate e
43.0 480 5.00 5.20 5.40 5.60
m/z 41.05 7.92%
5000
58.0
15‘0 270 " 72.0 1000
O ot T T o e o B B e
miz--> 5 % % b B % % B 1o 1o | |40 sk 550 5i0 550
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109892.D

Aca On : 15 Oct 2018 21:14

Operator : JU/SJ

Sample : J5198-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 unknown6.75 Concentration Rank 1

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

6.75 60.00 ng 4381520 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 793 (6.751 min): BF109892.D (-787) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 rTTrTTTTTTTT T T T T T T
400 540 6.40 6.60 6.80 7.00
0 .,....,...::n:...,::..,.:ln.',.Z?'?....,..!.,%??:‘,’....,....,"...,... m/z 134.00  33.29%
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
5000 BRI SRR
6.40 6.60 6.80 7.00
2.0 510 m/z 68.10 32.75%
0'|“'WL“ww!“lL"w'Ji“YEQH'l“'w'“'w"w'“'l“”l“'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 21.33%
41.0 97.0
53.0
‘ ‘ 70.0 117.0
0 .|....|...ﬁ‘il‘...i‘..‘..l‘.‘.‘ll‘lu.‘.‘.‘l‘....‘|..‘£.|.1.0.7.'0...‘.luuuulH...lnu
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B e
132.0 6.40 6.60 6.80 7.00
m/z 96.00 12.39%
117.0
5000
39.0 910
o "] Y oo | wso )|
O o L ST T T e .
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109892.D

Aca On : 15 Oct 2018 21:14

Operator : JU/SJ

Sample : J5198-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 5
R.T. EstConc Area Relative to ISTD R.T.
12.02 3.84 ng 261127 Phenanthrene-d10 11.51
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Tetradecane 198 C14H30 000629-59-4 53

Abundance Scan 1689 (12.021 min): BF109892.D (-1684) (-) m/z 73.00 100.00%

431  73.0

5000 129.1
97.0

B8

213.2
157.0 1851 256.2 11.80 12.00 12.20 12.40
o m/z 43.10 90.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

(o]
o
o

5000 129.0 LN L B L
11. 80 12. OO 12. 20 12. 40

83.0 0
1570 1g50 2130 256.0 m/z 60.00 74 .99%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 11.80 12.00 12.20 12.40
5000 129.0 m/z 41.00 72.32%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A L R REmms e
43.0 73.0 11.80 12.00 12.20 12.40
m/z 57.00 69.39%
- 1 A—/\/J\ijtﬁu
ol15.0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109892.D

Aca On : 15 Oct 2018 21:14

Operator : JU/SJ

Sample : J5198-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 9,15-Octadecadienoic acid, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.57 3.14 ng 213554 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 98
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 94
3 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 93
4 8-Octadecvnoic acid. methvl ester 294 C19H3402 018545-05-6 91
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 91
Abundance Scan 1782 (12.568 min): BF109892.D (-1777) (-) m/z 67.00 100.00%
67.0
41.0
5000
1220 101 o 281.0 12.20 12.40 12.60 12.80
0 m/z 81.05 67 .60%
m/z--> 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
5000 NN BN UGS I
12.20 12.40 12.60 12.80
m/z 55.05 64 .75%
. 1230 1500 1750  p909 2630 20
m/z--> 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
12.20 12.40 12.60 12.80
5000 m/z 41.05 57 .96%
ol 123.0 149.0 41750 2620 294.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139719: 11,14-Octadecadienoic acid, methyl ester L BT o e
67.0 12.20 12.40 12.60 12.80
m/z 95.05 46.58%
5000
123.0 150.0 1780 220.0 263.0 294.0
o} e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109892.D

Aca On : 15 Oct 2018 21:14

Operator : JU/SJ

Sample : J5198-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 9-Octadecenoic acid (Z)-, m... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.59 2.36 ng 160632 Phenanthrene-d10 11.51

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 93
2 7-Hexadecenoic acid. methvl este... 268 C17H3202 056875-67-3 87
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 80
4 6-0Octadecenoic acid. methvl este... 296 C19H3602 002777-58-4 64
5 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 46

Abundance Scan 1786 (12.592 min): BF109892.D (-1785) (-) m/z 55.00 100.00%

5000

12.20 12.40 12.60 12.80 13.00
m/z 41.05 78.70%

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

5000 | BN L L L L LB L
12.20 12.40 12.60 12.80 13.00
m/z 69.10 71.04%
. 180.0 222.0 264.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117506: 7-Hexadecenoic acid, methyl ester, (2)-
55.0

12.20 12.40 12.60 12.80 13.00

m/z 74.00 67 .58%

5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141292: 13-Octadecenoic acid, methyl ester
55.0 12.20 12.40 12.60 12.80 13.00
m/z 83.10 55.91%
5000

83.0
264.0

111.0 137.0 180.0 222.0 296.0

T T T T I
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 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109892.D

Aca On : 15 Oct 2018 21:14

Operator : JU/SJ

Sample : J5198-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 5.01 ng 432202 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 2020 (13.968 min): BF109892.D (-2018) (-) m/z 57.10 100.00%
57.1
97.1
5000
| 230.1 13.60 13.80 14.00 14.20
167.1 ' : - : :
oL AL jag2adoT T i o141 sse2 m/z 43.10 98.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
7.0
5000 UL AU UL SRR B
13.60 13.80 14.00 14.20
m/z 55.05 89.39%
o159 || | | | | 1390 1960  269.0 3200
m/z--> 50 160 150 260 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0 1360 13.80 14.00 14.20
5000 m/z 83.10 79.71%
1690
0 IIJL‘.IIL 1l s ...z?éﬁ’.?§3fﬁ 4340 A/MMJLMJnJV\ﬁA\thMMWMAVNM‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester L BT o e
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.10 72.19%
5000
169.0
olso ULk jso | 2410 392.0
m/z--> 5'0 100 150 200 250 300 350 400 13,60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109892.D

Aca On : 15 Oct 2018 21:14

Operator : JU/SJ

Sample : J5198-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Nonadecane, 1-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.61 3.09 ng 266420 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 94
2 Heptadecane 240 C17H36 000629-78-7 92
3 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 91
4 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 89
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 83
Abundance Scan 2129 (14.610 min): BF109892.D (-2126) (-) m/z 57.10 100.00%
57.1
5000

14.20 14.40 14.60 14.80 15.00

7.1
242.1
i j #4111 1031 281.1 324.1 368.1 416.2 458.1

ol L g i 1933 | 2BLL TN 8681 41624581 | /o7 43.10  70.02%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #146523: Nonadecane, 1-chloro-
57.0
5000 TT T T [T T I T [T T T T [ TTTT[TT

14.20 14,40 14.60 14.80 15.00
m/z 71.10 57.59%

7.0
ﬂ ﬂ,],“}??-o 175.0 217.0 259.0 302.0

oA A e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94346: Heptadecane
57.0
R B R
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10 48.13%
9.0
os ) | | | 14101830 240.0
e et
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #156673: Ethanol, 2-(octadecyloxy)- A EEE TS
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 41.87%
5000
7.0
| ] L | 141.0 18302240 ~ 283.0
of A My e e
m/z--> 0 50 100 150 200 250 300 350 400 450 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\BF101518\
Data File : BF109892.D

Aca On : 15 Oct 2018 21:14

Operator : JU/SJ

Sample : J5198-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 2-Bromo dodecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.29 3.17 ng 218647 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Octadecane 254 C18H38 000593-45-3 86
5 1-lodo-2-methylnonane 268 C10H211 1000101-47-9 81
Abundance Scan 2245 (15.292 min): BF109892.D (-2241) (-) m/z 57.10 100.00%
57.1
5000
991 219.2 15,00 15,20 1540 15.60
141.1 179.1 255.1 302.1 .1394.3 : : : :
o....|,....“mA....,.!J..,-....,....3?5.‘?..-,.4.39'.3 m/z 71.10 55.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane
57.0
5000 L SR B BRI R

15.00 15.20 15. 40 15 60

m/z 43.10 52.61%
99.0 169.0
015q| 4] j135.0 248.0
et e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #124147: 2-Bromotetradecane
57.0
R N REEE S R
15.00 15.20 15.40 15.60
5000 m/z 85.10 47 .87%
99.0
T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane AR EEREE L
57.0 15.00 15.20 15.40 15.60
m/z 55.05 22.16%
5000
99.0
o | ]‘ , 141.0 183.0 225.0 282.0
m/z--> 50 100 150 200 250 300 350 400 15.00 15 20 15. 40 15 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101518\
Data File : BF109892.D

Acq On : 15 Oct 2018 21:14

Operator : JU/SJ

Sample - J5198-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_.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]
Butane, 2-methoxy... 2.32 11.2 ng 820587 1 6.97 1460560 20.0
2-Pentanone, 4-hy... 5.21 2.8 ng 201198 1 6.97 1460560 20.0
unknown6.75 6.75 60.0 ng 4381520 1 6.97 1460560 20.0
n-Hexadecanoic acid 12.02 3.8 ng 261127 4 11.51 1359020 20.0
9,15-Octadecadien... 12.57 3.1 ng 213554 4 11.51 1359020 20.0
9-Octadecenoic ac... 12.59 2.4 ng 160632 4 11.51 1359020 20.0
Trifluoroacetoxy ... 13.97 5.0 ng 432202 5 14.15 1725980 20.0
Nonadecane, 1-chl... 14.61 3.1 ng 266420 5 14.15 1725980 20.0
2-Bromo dodecane 15.29 3.2 ng 218647 6 15.67 1381010 20.0
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