LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104764.D

Aca On - 24 Apr 2018 18:47 Instrument :

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

3?22'6 : J2151-13 AU-05-042318-D

ALS Vial : 15 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:\HPCHEM1I\BNA F\METHODS\8270-BF040618.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 5.016 494 498 507 rvVB 84182 106675 4.68% 0.480%
2 5.434 564 569 572 rBVY 2042682 1991744 87.36% 8.958%
3 6.457 738 743 757 rBVY 1999086 2061021 90.40% 9.270%
4 6.581 760 764 768 rBVY 2360586 2151899 94.38% 9.679%
5 6.810 799 803 806 rBV 795865 670460 29.41% 3.016%
6 6.963 825 829 833 rBY 1911954 1694157 74.31% 7.620%
7 7.375 894 899 902 rBVY 1392733 1246920 54.69% 5.608%
8 8.092 1018 1021 1027 rBvV 1022710 871618 38.23% 3.920%
9 9.169 1200 1204 1207 rBvV 2743023 2279999 100.00% 10.255%
10 9.239 1213 1216 1219 rVB 63592 52170 2.29% 0.235%
11 9.504 1258 1261 1264 rBv4 32888 41085 1.80% 0.185%
12 9.563 1267 1271 1278 rVB 219345 219191 9.61% 0.986%
13 9.769 1301 1306 1310 rVB 84684 77038 3.38% 0.346%
14 9.851 1316 1320 1324 rBV 1065208 899547 39.45% 4.046%
15 10.051 1352 1354 1358 rVvB3 23769 26883 1.18% 0.121%
16 10.092 1358 1361 1365 rBvV3 37545 35935 1.58% 0.162%
17 10.251 1384 1388 1389 rBvV3 28785 34417 1.51% 0.155%
18 10.269 1389 1391 1394 rVB2 104417 86156 3.78% 0.388%
19 10.398 1410 1413 1418 rVB3 28432 35102 1.54% 0.158%
20 10.486 1425 1428 1436 rVB 39637 54919 2.41% 0.247%

21 10.645 1451 1455 1464 rBV 1384778 1282236 56.24% 5.767%
22 10.745 1469 1472 1482 rVB3 88914 142269 6.24% 0.640%

23 10.939 1502 1505 1509 rBV6 18083 30060 1.32% 0.135%
24 11.192 1545 1548 1551 rBV 48877 41091 1.80% 0.185%
25 11.222 1551 1553 1560 rVB2 39505 50703 2.22% 0.228%

26 11.339 1569 1573 1576 rBV 870936 821149 36.02% 3.693%
27 11.363 1576 1577 1583 rVV 180179 139605 6.12% 0.628%

28 11.416 1583 1586 1589 rVB 35984 29677 1.30% 0.133%
29 11.722 1635 1638 1642 rBV 255071 201081 8.82% 0.904%
30 11.869 1660 1663 1669 rVB3 34964 51208 2.25% 0.230%
31 11.957 1675 1678 1680 rBV2 36312 39553 1.73% 0.178%
32 12.027 1688 1690 1696 rBV3 27628 30342 1.33% 0.136%

33 12.410 1749 1755 1757 rBV2 554315 523999 22.98% 2.357%
34 12.433 1757 1759 1765 rVB 542365 481821 21.13% 2.167%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF042418\

Data File : BF104764.D

Aca On : 24 Apr 2018 18:47

Operator : JU/SJ

3?22'6 i J2151-13 AU-05-042318-D
ALS Vial : 15 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:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.516 1770 1773 1777 rVB 125032 107750 4.73% 0.485%

36 12.557 1777 1780 1783 rBV 204065 174335 7.65% 0.784%
37 12.592 1783 1786 1792 rVB4 36253 45294 1.99% 0.204%
38 12.786 1814 1819 1825 rBV 193581 211515 9.28% 0.951%
39 12.927 1839 1843 1846 rBV 1874592 1645664 72.18% 7.402%
40 13.816 1991 1994 2002 rVB3 179210 188673 8.28% 0.849%

41 13.992 2019 2024 2026 rBV2 674454 713176 31.28% 3.208%
42 14.016 2026 2028 2034 rVB 113282 110069 4._.83% 0.495%
43 15.468 2271 2275 2284 rVB 396552 535506 23.49% 2.409%

Sum of corrected areas: 22233712

8270-BF040618.M Wed Apr 25 15:28:49 2018 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104764.D

Aca On : 24 Apr 2018 18:47

Operator : JU/SJ

ﬁ?ggle i J2151-13 AU-05-042318-D
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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: BF104764.D
2500000 6.58

5.43
2000000 6.46 6.96

1500000 7.37
1000000

6.81

500000

5.02
L

N L Y | S

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: BF104764.D
9|17

2500000

2000000 12.93

1500000 10.65

9.85

8.09
1000000

500000

I A\ =~ A o e~ - A A~
e e e e e e T

T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF104764.D

2500000
2000000
1500000
1000000 13.99

15.47

500000{ 13.82 ) 0

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104764.D

Aca On : 24 Apr 2018 18:47

Operator : JU/SJ

ﬁ?ggle i J2151-13 AU-05-042318-D
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.02 3.18 ng 106675 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 499 (5.022 min): BF104764.D (-494) (-) m/z 43.00 100.00%
a3
59
5000
101
| 83 4.60 4.80 5.00 5.20 5.40
S 1 A S S m/z 59.00 61.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S UL SR
4.60 4.80 5.00 5.20 5.40
59 101 m/z 101.00 26.78%
%7\\35\\\‘ 51“‘ 67 83 91 “
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
460 480 500 520 5.40
5000 m/z 58.00 18.12%
101
15 58
28 69 84
wmrm‘m‘wwmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T BRaan E
59 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.67%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104764.D

Aca On : 24 Apr 2018 18:47

Operator : JU/SJ

ﬁ?ggle i J2151-13 AU-05-042318-D
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.58 Concentration Rank 1

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

6.58 64.19 ng 2151900 1,4-Dichlorobenzene-d4 6.81
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 9
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 764 (6.581 min): BF104764.D (-760) (-) m/z 132.00 100.00%
32
5000 68
6 rrrrrTyrTrTT T T T T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
.,....,....:'!.‘.‘.7,::..??...',..':.,..f.‘?,..!.,.':..,.1.1?.,....,'...,.. m/z 68.10 40.21%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 SRR SRS SR
6.20 6.40 6.60 6.80 7.00
31 4 51 78 m/z 134.00 32.19%
1 ‘ | !
mz> 20 % 4 50 60 70 8 % 100 110 130 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 25.02%
33 44 g7 105
51 60 0 78 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile o e

132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.07%

5000

92
27 39 51 58 \ L4 105 447

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:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104764.D

Aca On : 24 Apr 2018 18:47

Operator : JU/SJ

ﬁ?ggle i J2151-13 AU-05-042318-D
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.75 3.47 ng 142269 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Pentadecane 212 C15H32 000629-62-9 86
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
5 Heptacosane 380 C27H56 000593-49-7 80
Abundance Scan 1473 (10.751 min): BF104764.D (-1469) (-) m/z 57.05 100.00%
57
5000 85
155 133 10.40 10.60 10.80 11.00
| |'3‘35 | M/Z  71.05  79.44%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000 RBRSR ALSUA BURE B
85 10,40 10.60 10.80 11.00
29 m/z 43.10 60.32%
\‘ Jl ‘\ [ u‘ 1]\-3 141 169 197 226
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance
57
10,40 10.60 10.80 11.00
5000 g5 m/z 85.05 43 .68%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #71393: Pentadecane AL B m E
57 10.40 10.60 10.80 11.00
m/z 41.10 30.13%
5000 85
29
\‘ | 1 ‘ | J 1]\-3 141 169 212
m/z--> 55 160 1%0 200 250 300 3%0 ' 1040 1060 1080 1100 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104764.D

Aca On : 24 Apr 2018 18:47

Operator : JU/SJ

Sample : J2151-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.72 4.90 ng 201081 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 96
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
Abundance Scan 1638 (11.722 min): BF104764.D (-1635) (-) m/z 74.00 100.00%
74
87
5000
43
143 SR B UM IR B
1014145129 171185199 227 11.40 11.60 11.80 12.00
S ,‘...E[",.-J'..,'.!..h,'. usd | wrliisieans i 270 e 00 77, 08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119400: Hexadecanoic acid, methy! ester
74
87
5000 SR B UM RN B
43 11,40 11.60 11.80 12.00
7 143 m/z 43.05 29.31%
152 | | 0 | asriissienpston  #T0
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
87 11.40 11.60 11.80 12.00
5000 43 m/z 41.10 24 _A7%
29 || 57

101115129143157171185199213227241 270

mewmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester A B e
A 11.40 11.60 11.80 12.00

a7 m/z 55.00 23 .50%

5000 43

7
I %H J 101115129 \ 157171185199 228

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00

8270-BF040618.M Wed Apr 25 15:28:52 2018
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104764.D

Aca On : 24 Apr 2018 18:47

Operator : JU/SJ

ﬁ?ggle i J2151-13 AU-05-042318-D
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 3
R.T. EstConc Area Relative to ISTD R.T.

12.41 12.76 ng 523999 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.15-Octadecadienoic acid. methy... 294 C19H3402 017309-05-6 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 98
4 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 95
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 94

Abundance Scan 1755 (12.410 min): BF104764.D (-1749) (-) m/z 67.00 100.00%

a7

5000

12.00 12.20 12.40 12.60 12.80
m/z 81.05 87.39%

135150

178 206221237 263 294

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)-
67
41 VL’M
5000 95 TT T T[T T T T [T T T T[T TTT[TT

12. OO 12. 20 12. 40 12. 60 12. 80

110 004 m/z 95.05 59.11%
B R BT P el
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67
== e
a1 95 12.00 12.20 12.40 12.60 12.80
5000 m/z 55.05 57.77%
110 294
15 1351%0 178 195 220,37 %3
mmmmmmmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
I I I I I

Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)- T T
12.00 12.20 12.40 12.60 12.80

m/z 41.05 48 _.51%

5000

109

-

135150 478 262 204
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12100 12.20 12,40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104764.D

Aca On : 24 Apr 2018 18:47

Operator : JU/SJ

ﬁ?ggle i J2151-13 AU-05-042318-D
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 4
R.T. EstConc Area Relative to ISTD R.T.
12.43 11.74 ng 481821 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
3 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 99
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
5 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 98

Abundance Scan 1758 (12.427 min): BF104764.D (-1757) (-) m/z 55.10 100.00%

5000

-

137152

180 206222 265 12.20 12.40 12.60 12.80
m/z 69.10 72.01%

| L

o 239

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

69

12!20 12.I4O 12!60 12.I80
m/z 41.10 63.77%

5000

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

55

:

69 12.20 12.40 12.60 12.80
5000 83 m/z 74.00 62.15%
29 98 264

123 222
137152 180 57036 278 296

WWWWWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141277: 6-Octadecenoic acid, methyl ester

-

12.20 12.40 12.60 12.80
m/z 83.10 59.85%

5000

:

T T T T
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
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF042418\

Data File : BF104764.D

Aca On : 24 Apr 2018 18:47

Operator : JU/SJ

ﬁ?ggle i J2151-13 AU-05-042318-D
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Dichloroacetic acid, heptad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.82 5.29 ng 188673 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 94
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 93
3 b5-Eicosene. (E)- 280 C20H40 074685-30-6 92

4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91

Abundance Scan 1995 (13.821 min): BF104764.D (-1991) (-) m/z 57.10 100.00%

g7 83

5000

-

13.60 13.80 14.00 14.20
m/z 43.10 87.84%

234

140 159 183199217 260 280296 326

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 3

%

13.60 13.80 14.00 14.20
m/z 83.05 86.48%

5000

2'»# H‘M

139 168 191210 238 5 295
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

¥

Abundance
41 57
83 o = e
13.60 13.80 14.00 14.20
5000 m/z 55.05 77.62%
111
25 139 167 196 204 252 280
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127769: 5-Eicosene, (E)- A L R REmms e
55 13.60 13.80 14.00 14.20
m/z 97.10 77 .06%
83
5000
29
ol 139 167 106 223 252 280
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042418\

Data File : BF104764.D

Acg On I 24 Apr 2018 18:47

Operator : JU/SJ

3?22'6 i J2151-13 AU-05-042318-D
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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 3.2 ng 106675 1 6.81 670460 20.0
unknown6 .58 6.58 64.2 ng 2151900 1 6.81 670460 20.0
Hexadecane 10.75 3.5 ng 142269 4 11.34 821149 20.0
Hexadecanoic acid... 11.72 4.9 ng 201081 4 11.34 821149 20.0
9,15-Octadecadien... 12.41 12.8 ng 523999 4 11.34 821149 20.0
9-Octadecenoic ac... 12.43 11.7 ng 481821 4 11.34 821149 20.0
Dichloroacetic ac... 13.82 5.3 ng 188673 5 13.99 713176 20.0
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