LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\
Data File : BF107943.D

Aca On : 3 Aug 2018 17:45

Operator : JU/SJ

Sample : J4298-03

Misc :

ALS Vial : 10 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-BF073018.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 5.184 480 484 502 rBV 281025 509409 13.68% 1.462%
2 5.595 551 554 581 rBV 978809 2448687 65.76% 7.029%
3 6.595 721 724 743 rBVY 1158705 2673381 71.80% 7.674%
4 6.725 743 746 782 rVB 1918878 3444649 92.51% 9.888%
5 6.960 782 786 800 rBV 241989 607796 16.32% 1.745%
6 7.101 807 810 834 rBVY 1610141 2377702 63.85% 6.825%
7 7.519 878 881 904 rBV 755713 1824865 49.01% 5.238%
8 8.236 999 1003 1037 rBV 461492 1025539 27.54% 2.944%
9 9.301 1181 1184 1213 rBvV 2513987 3723605 100.00% 10.689%
10 9.701 1248 1252 1262 rBV 250954 328383 8.82% 0.943%

11 9.989 1297 1301 1305 rBV 903461 955881 25.67% 2.744%
12 10.554 1390 1397 1401 rBV3 25434 46963 1.26% 0.135%
13 10.789 1433 1437 1449 rBV 1197381 1882496 50.56% 5.404%
14 11.330 1522 1529 1536 rBv4 60100 105411 2.83% 0.303%
15 11.389 1536 1539 1546 rVB2 30222 45464 1.22% 0.131%

16 11.489 1552 1556 1558 rBV 686315 778198 20.90% 2.234%
17 11.513 1558 1560 1567 rVV 593422 858688 23.06% 2.465%
18 11.571 1567 1570 1579 rVB 84848 181711 4._.88% 0.522%
19 11.995 1638 1642 1644 rBV 106975 137586 3.69% 0.395%
20 12.024 1644 1647 1653 rVVv2 94835 149061 4._00% 0.428%

21 12.107 1657 1661 1668 rVVv2 86015 165192 4.44% 0.474%

22 12.289 1688 1692 1696 rBV2 33275 50081 1.34% 0.144%
23 12.542 1731 1735 1738 rBV2 63854 76466 2.05% 0.219%
24 12.636 1749 1751 1759 rVB3 34127 46411 1.25% 0.133%

25 12.707 1759 1763 1773 rBV 867197 1109201 29.79%% 3.184%

26 12.860 1787 1789 1796 rVB3 26115 45236 1.21% 0.130%
27 12.936 1796 1802 1809 rBV 754369 1097918 29.49% 3.152%
28 13.071 1821 1825 1835 rBV 2291765 2725355 73.19% 7.823%
29 13.248 1851 1855 1856 rBV2 39411 48335 1.30% 0.139%
30 13.271 1856 1859 1864 rVvVv 83300 103322 2.77% 0.297%

31 13.336 1867 1870 1872 rVV 40073 46854 1.26% 0.134%
32 13.371 1873 1876 1884 rVB3 56999 110948 2.98% 0.318%
33 13.465 1889 1892 1895 rBV 39040 47922 1.29% 0.138%
34 13.501 1895 1898 1902 rBV2 31733 37921 1.02% 0.109%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\
Data File : BF107943.D

Aca On : 3 Aug 2018 17:45

Operator : JU/SJ

Sample : J4298-03

Misc :

ALS Vial : 10 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\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.895 1962 1965 1967 rBV 62972 82166 2.21% 0.236%
36 13.948 1971 1974 1980 rVV3 125952 220052 5.91% 0.632%
37 14.083 1995 1997 2000 rVB 45579 37807 1.02% 0.109%
38 14.142 2002 2007 2010 rBV2 777394 1257833 33.78% 3.611%
39 14.248 2023 2025 2030 rBV3 53382 72824 1.96% 0.209%
40 14.565 2077 2079 2082 rBV3 46364 38477 1.03% 0.110%

41 15.224 2186 2191 2203 rBVY 370632 1023362 27.48% 2.938%
42 15.542 2241 2245 2252 rBVY 188274 324337 8.71% 0.931%
43 15.612 2253 2257 2264 rVV 252369 561047 15.07% 1.610%
44 15.677 2264 2268 2280 rVB2 410202 886595 23.81% 2.545%
45 17.253 2530 2536 2550 rBV3 129838 387210 10.40% 1.111%

46 17.730 2615 2617 2626 rVB2 61027 128833 3.46% 0.370%

Sum of corrected areas: 34837180
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\

BF107943.D

3 Aug 2018 17:45

JussJ

J4298-03

10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107943.D

Aca On : 3 Aug 2018 17:45

Operator : JU/SJ

Sample : J4298-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.18 16.76 ng 509409 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 3-Octanol 130 C8H180 000589-98-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 483 (5.178 min): BF107943.D (-480) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 AL I R U
| 83.0 | 4.80 5.00 520 5.40 5.60
o) EEEEEEESEEROY N ¥ BSOSOV P | RS G MM MRS m/z 59.00 64.00%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL LIS IR LI
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 58.00 16.99%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
480 500 520 540 5.60
5000 m/z 101.10 16.83%
41.0
29.0 101.0
0 W 1)], 500 ] 73.0  86.0 \
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-  EEmE e EEREE
59.0 4.80 5.00 520 5.40 5.60
m/z 40.95 8.99Y%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘\ \‘ SO'Q H‘ . . 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107943.D

Aca On : 3 Aug 2018 17:45

Operator : JU/SJ

Sample : J4298-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : 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 unknown6.72 Concentration Rank 1

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

6.72 113.35 ng 3444650 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 745 (6.719 min): BF107943.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.0 }\¥
100 9.0 J o0 650 650 700
01 R e m/z 68.00 44 .23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 BRI AR S

6.40 6.60 6.80 7.00
m/z 134.00 31.35%

of : e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0

6.40 6.60 6.80 7.00

5000 m/z 66.00 30.41%
104.0
66.0
NI T o1 N T—
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00

m/z 69.05 16.72%

74.0
116.0
5000 98.0 m‘
0 } \h Ul L 1o 1800

m/z--> 20 40 100 120 140 160 180 6.40 6.60 6. 80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107943.D

Aca On : 3 Aug 2018 17:45

Operator : JU/SJ

Sample : J4298-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : 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 4 2-Propanol, 1-chloro-, phos... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.33 2.71 ng 105411 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-chloro-. phosphate... 326 C9H18C1304P 013674-84-5 80
2 Bis(1l-chloro-2-propvD)(3-chloro-... 326 C9H18CI1304P 137909-40-1 64
3 Tris(3-chloropropvl) phosphate 326 C9H18CI1304P 001067-98-7 27
4 Bis(3-chloro-1-propvl)(1-chloro-... 326 C9H18CI304P 137888-35-8 25
5 Phosphoric acid, dibutyl 1-methy... 250 C11H2304P 005954-40-5 14
Abundance Scan 1529 (11.330 min): BF107943.D (-1522) (-) m/z 125.00 100.00%
99.0 126.0
41.0
5000 1570 2010
277.0
71 232.9 331.7 11.00 11.20 11.40 11.60
(o} m/z 99.00 89.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166335: 2-Propanol, 1-chloro-, phosphate (3:1)
99.0 126.0
41.0
5000
1570 5010 2770 11.00 11.20 11.40 11.60
m/z 41.00 77.04%
o150, iy 71g) L .|| 280 || auo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166337: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phosphate
99.0
157.0 11.00 11.20 11.40 11.60
5000 2010 277.0 m/z 157.00 38.53%
45.0 ‘ 1 ’ 233.0
0 ---.----.L‘-“--“.?-l:-.*---- ‘.. . ‘---‘-‘.---\‘-.--‘-*- R X
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166334: Tris(3-chloropropyl) phosphate
99.0 11.00 11.20 11.40 11.60
20 157.0 m/z 180.10  36.58%
5000
ﬂzao 201.0
. 277.0
0 I“III”II‘I”‘JII”!LIJ”IIIH\I\I | — ””‘ |L||| “n:‘: 2”3“3;0”“' “”M”\I\III”?IZIGI'IOII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107943.D

Aca On : 3 Aug 2018 17:45

Operator : JU/SJ

Sample : J4298-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : 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 5 Anthracene, 9-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.00 3.54 ng 137586 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-methvl- 192 C15H12 000779-02-2 70
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 70
3 Phenanthrene. 9-methvl- 192 C15H12 000883-20-5 64
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 62
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 62

Abundance Scan 1643 (12.001 min): BF107943.D (- 1638)() m/z 192.10 100.00%

5000

o

11.60 11.80 12.00 12.20 12.40
0’ m/z 191.10 62.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54731: Anthracene, 9-methyl-
192.0

5000 PR
11. 60 11. 80 12. OO 12. 20 12. 40

m/z 189.10 34 .24%

96.0

390 63.0 1150 139.0 1650

- IIIIIIIIIIIIIIIIII

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

Abundance #54750: Phenanthrene, 2-methyl-
192.0
11.60 11.80 12.00 12.20 12.40
5000 m/z 59.95 28.79%

165.0

94.0
39'0 63.0 | M 115'0 13w9.0 g 1y I} H‘ ‘
R R e B AR RS EERESRRRES

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

Abundance #54744: Phenanthrene, 9-methyl-
192.0 11.60 11.80 12.00 12.20 12.40
m/z 73.00 27 .25%
5000
96.0 165.0
oL 390 630 | 1150 1390 |
R R e R o LA n e e s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107943.D

Aca On : 3 Aug 2018 17:45

Operator : JU/SJ

Sample : J4298-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : 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 6 Anthracene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.02 3.83 ng 149061 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-methvl- 192 C15H12 000779-02-2 60
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 55
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 55
4 1H-Cvclopropal l'lphenanthrene.la.... 192 C15H12 000949-41-7 49
5 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 49

Abundance Scan 1646 (12.018 min): BF107943.D (-1644) (-) m/z 192.10 100.00%

1

1
5000

49.9 0126.0 11.80 12.00 12.20 12.40
0 1100 m/z 191.10  42.05%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54731: Anthracene, 9-methyl-
192.0

5000 R S EERmEE
11. 80 12. 00 12. 20 12. 40

m/z 149.00 39.51%

759 95.0

96.0
oL 300 630 810 | ms0 130 ‘0
L e R R o o o o o e N B A e o e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54734: Anthracene, 2-methyl-
192.0
11.80 12.00 12.20 12.40
5000 m/z 189.10 25.75%
96.0 165.0
0 630 810 | w50 1300 " |
L e o B e B LA AL A A, B L e o S o o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54748: Phenanthrene, 2-methyl-
192.0 11.80 12.00 12.20 12.40
m/z 193.10 18.15%
5000
96.0
0 390 630 810 , 1150 1390 1650
B L o e SRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107943.D

Aca On : 3 Aug 2018 17:45

Operator : JU/SJ

Sample : J4298-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : 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 7 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.11 4.25 ng 165192 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 87
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 72
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 50
4 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 50
5 4-(4-Chlorophenyl)pyridine 189 C11H8CIN 005957-96-0 17

Abundance Scan 1662 (12.113 min): BF107943.D (-1657) (-) m/z 190.10 100.00%
190.1
5000
163.1 11.80 12.00 12.20 12.40
ol 13012901449 m/z 189.10 93.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.80 12.00 12.20 12.40
' m/z 192.10 30.75%
0 390 630 | || 1100 1370 1630
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
11.80 12.00 12.20 12,40
5000 m/z 94.60 28.03%
94.0
163.0
0"'I”"I'”'I"”J"JW""P"'I”"It”'l'ﬂ'l"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole) e  EaRmEamSTT
189.0 11.80 12.00 12.20 12.40
m/z 191.10 25.68%
5000
122.0
42.0
o 200 | , 660 950 o A
mz-> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12,40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107943.D

Aca On : 3 Aug 2018 17:45

Operator : JU/SJ

Sample : J4298-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : 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 8 Trifluoroacetoxy hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.50 ng 220052 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 83
2 7-Hexadecene. (2)- 224 C16H32 035507-09-6 45
3 1-Octadecanol 270 C18H380 000112-92-5 41
4 1-Nonadecene 266 C19H38 018435-45-5 38
5 Fumaric acid, hexadecyl 2-methyl... 394 C24H4204 1000330-55-5 38
Abundance Scan 1974 (13.948 min): BF107943.D (-1971) (-) m/z 226.10 100.00%
22p.1
57.0
83.0
5000
111.1
1400 180.9 250.1 282.1306.2 13.60 13.80 14.00 14.20
0---|nu' ™ ‘llHTrv‘ﬂTr‘v—rv-ﬁ'rﬂﬂﬁ'v—rrr m/z 57 .05 79.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57.0

97.0

5000

13.I60 13.I80 14.IOO 14.I20
m/z 55.00 65.03%

125.0

154.0  196.0 224.0 269.0

320.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81249: 7-Hexadecene, (2)-
55.0
s R ARRAw
13.60 13.80 14.00 14.20
5000 : m/z 43.00 59.97%
29.0
o 140.0 167.0 196.0 224.0
saREEad n
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119523: 1-Octadecanol L B o
55.0 83.0 13.60 13.80 14.00 14.20
' m/z 83.05 54.28%
5000
29.0
o bl 1390 168.0 196.0 224.0 252.0
T s R ARRAw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080318\
Data File : BF107943.D

Acq On : 3 Aug 2018 17:45

Operator : JU/SJ

Sample - J4298-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_M
Quant Title : 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... 5.18 16.8 ng 509409 1 6.96 607796 20.0
unknown6 .72 6.72 113.3 ng 3444650 1 6.96 607796 20.0
2-Propanol, 1-chl... 11.33 2.7 ng 105411 4 11.49 778198 20.0
Anthracene, 9-met... 12.00 3.5 ng 137586 4 11.49 778198 20.0
Anthracene, 2-met... 12.02 3.8 ng 149061 4 11.49 778198 20.0
4H-Cyclopenta[def... 12.11 4.3 ng 165192 4 11.49 778198 20.0
Trifluoroacetoxy ... 13.95 3.5 ng 220052 5 14.14 1257830 20.0
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