LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101960.D

Aca On : 9 Jan 2018 18:50

Operator : SJ/JU

Sample = J1044-08

Misc :

ALS Vial : 9 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-BF010918.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 4.287 368 374 381 rVB 193300 247478 3.54% 0.474%
2 4.939 479 485 493 rVB 396436 594962 8.51% 1.141%
3 5.339 547 553 556 rBY 5707903 6567544 93.95% 12.590%
4 6.363 720 727 740 rBVY 5247440 6990436 100.00% 13.401%
5 6.498 744 750 753 rVV 5921227 6362394 91.02% 12.197%
6 6.728 785 789 792 rBVY 1911660 1486308 21.26% 2.849%
7 6.886 811 816 819 rBVY 4840882 4557871 65.20% 8.737%
8 7.298 879 886 889 rBY 3759068 4118849 58.92% 7 .896%
9 8.010 1002 1007 1010 rBV 2331356 1904288 27.24% 3.650%
10 8.569 1097 1102 1105 rBV 281402 221760 3.17% 0.425%

11 9.092 1185 1191 1194 rVB 5435003 5195609 74.32% 9.960%
12 9.480 1253 1257 1261 rBV 622420 517736 7.41% 0.992%
13 9.763 1299 1305 1309 rBV2 2068670 1740068 24.89%% 3.336%
14 10.474 1422 1426 1430 rBV 509766 471705 6.75% 0.904%
15 10.551 1434 1439 1442 rBV 2876065 2663263 38.10% 5.105%

16 11.245 1553 1557 1560 rBV 1647033 1360735 19.47% 2.609%
17 11.780 1644 1648 1652 rBV 494356 457649 6.55% 0.877%
18 11.857 1658 1661 1669 rVB2 57305 81701 1.17% 0.157%
19 12.451 1759 1762 1766 rBV 179450 162640 2.33% 0.312%
20 12.563 1778 1781 1787 rBV 170413 178059 2.55% 0.341%

21 12.680 1796 1801 1804 rBV 163459 165442 2.37% 0.317%
22 12.833 1823 1827 1830 rBV 3452709 3281131 46.94% 6.290%
23 13.727 1976 1979 1987 rBV 634147 639194 9.14% 1.225%
24 13.880 2000 2005 2008 rBV 1289627 1256664 17.98% 2.409%
25 14.362 2085 2087 2093 rVB3 118978 124035 1.77% 0.238%

26 15.298 2242 2246 2251 rBV 677392 817725 11.70% 1.568%

Sum of corrected areas: 52165246
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101960.D

Aca On : 9 Jan 2018 18:50

Operator : SJ/JU

Sample : J1044-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF010918.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: BF101960.D
534 6
6.36

5000000 6.89

4000000 7.30
3000000
2000000 6.73

1000000

4.94

o=y

5.50

T T
5.00
TIC: BF101960.D

Time-->
Abundance

5000000

4000000
12.83

3000000 10.55

8.01
9.76

2000000 11.24

1000000

9.48 11.78

é1.86 12.15.58.68

T
12.00 12.50 13.00 13.50

10.4y
L

10.00 10.50 11.00 11.50
TIC: BF101960.D

9.50

0 A
Time-->
Abundance

5000000

4000000

3000000

2000000
13.88
15.30

10000008.73
14.36

Or—— — T
14.00 14.50

18.00 18.50 19.00

16.50 17.00 17.50

15.00 15.50 16.00

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101960.D

Aca On : 9 Jan 2018 18:50

Operator : SJ/JU

Sample = J1044-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 3-Penten-2-one, 4-methyl- Concentration Rank 7

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

4.29 3.33 ng 247478 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 87
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
4 Furan., 2-methoxv- 98 C5H602 025414-22-6 78
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 78

Abundance Scan 375 (4.292 min): BF101960.D (-368) (-) m/z 55.00 100.00%
55.0 83.1
5000 43.0
98.1
| e 400 420 440 4.60
o] L 4 EBUWEEY P4 VMR hcESRPUA SRS S P m/z 83.10 95.64Y%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3241: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 290 98.0 400 420 440 4.60
m/z 42.95 43.28%
0 1 ! \‘\ | ‘ | 67.0 75.0 ! .
L SURLLEL LRI SRR UL UL SRR UL SUR L UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
5.0 b0 450 4k b0
5000 43.0 m/z 98.10 32.63%
98.0
29.0
69.0
S S S U S S UL SIS FUL I I B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3398: 2-Pentene, 3,4-dimethyl-, (E)- e e
55.0 83.0 4.00 420 4.40 4.60
m/z 39.00 29.39%
5000 41.0 98.0
27.0 69.0
"|}?q|'”M“'“'MJ“'FJN'|'“M“'“'F'“'|'“'W'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101960.D

Aca On : 9 Jan 2018 18:50

Operator : SJ/JU

Sample = J1044-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown4.94 Concentration Rank 4

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

4.94 8.01 ng 594962 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(l-methvleth... 116 C7H160 017348-59-3 42
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 485 (4.939 min): BF101960.D (-479) (-) m/z 43.00 100.00%
43.0
59.0
5000
A
101.1 BESARDESRERE RN SRR
| 83.0 | 206.9 460 4.80 5.00 5.20
o A LM MMMMMIMMMMMMBN .8 m/z 59.00 53.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000 BESEDE SRR NN SRR
410 460 4.80 5.00 5.20
‘ 101.0 m/z 101.10 16.79%
0-~-?@9-Vbn4w-~-|-~-J-~-|-~-|-~-|-~-|-~-|-~-
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
460 480 500 520
0
5000 50.0 m/z 58.00 15.17%
15.0 101.0
83.0
L L L U S S W L L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8344: 3-Hexanol, 4-methyl- e
59.0 460 4.80 5.00 5.20
m/z 41.00 8.62%
5000 41.0
L
0'E%?JL'M”“MWJ”'PL'W"”I"”I'”'I”"I”"P"' B SSEENRARE N SRR
m/z--> 200 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101960.D

Aca On : 9 Jan 2018 18:50

Operator : SJ/JU

Sample = J1044-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.50 Concentration Rank 1

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

6.50 85.61 ng 6362390 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 750 (6.498 min): BF101960.D (-744) (-) m/z 132.00 100.00%
13p.0
5000 68.1
%0 % oo J 350 ko 650 6k
01 T e e S m/z 68.10 41 .80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
5000 NS RS AR AR SR
6.20 6.40 6.60 6.80
104.0 m/z 134.00 33.47%
51.0 66.0
o R4 1 Nul BN R A | —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "oE o oho ok
5000 ogo 1160 m/z 66.00 27 .08%
158.0 189.0
R S S S S B W BRI L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene e e
13p.0 6.20 6.40 6.60 6.80
m/z 69.05 16.84%
5000
63.0 81.0
0 3]\-0 48"0 ! m“ I P | :\ngo |
m/z--> 25 Jo éo 85 160 150 150 1éo 1éo an aho a%o aéo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101960.D

Aca On : 9 Jan 2018 18:50

Operator : SJ/JU

Sample = J1044-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 2-Hydroxy-iso-butyrophenone Concentration Rank 10

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

8.57 2.33 ng 221760 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 72
3 Propanedioic acid. (benzovlhvdra... 282 C12H14N206 1000142-99-9 23
4 3-Ethoxv-2-bromo-l1-propanol 182 C5H11Br02 133532-45-3 23
5 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 23

Abundance Scan 1102 (8.569 min): BF101960.D (-1097) (-) m/z 58.95 100.00%
59.0
5000
105.0
@0 | TP T s Sk 3
O ity SbL L 12111490 1650 s 905 00 28.41%
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 SRR ARERE RARAE SRR
8.20 8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 77.00 26.08%
ol 29.0 | ‘ ‘ 91.0 M 121.0 149.0
miz-> 20 30 40 §o 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
59.0
820 840 8.60 8.80 9.00
5000 m/z 43.00 18.48%
75.0 105.0
43.0
o 121.0 149.0 165.0 180.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #128661: Propanedioic acid, (benzoylhydrazino)hydroxy-, di... B e o N EEmes
590 770 105.0 8.20 8.40 8.60 8.80 9.00
m/z 50.95 16.09%
5000
45.0 136.0
OP”W”“PAJ““P“'JJ'”W””“L HﬁRHVHWH“P“W““P“W““
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101960.D

Aca On : 9 Jan 2018 18:50

Operator : SJ/JU

Sample = J1044-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.47 5.42 ng 471705 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 2-(2-0x0-2-phenvl-ethvl)-malonon... 184 C11H8N20 1000296-76-9 47
3 Benzenebutanoic acid. .agamma.-oxo- 178 C10H1003 002051-95-8 47
4 1-Propanone. 3-chloro-1-phenvl- 168 C9HOCIO 000936-59-4 47
5 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 47
Abundance Scan 1425 (10.469 min): BF101960.D (-1422) (-) m/z 105.00 100.00%
106.0
77.0
5000
510 182.1
10.20 10.40 10.60 10.80
Ob el il 233O 12T 2070 1 777695 65.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 USRS SUNILN BN SR
510 10.20 10.40 10.60 10.80
: m/z 182.10 34 .38%
o 20 | A 1260 1520 I
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
77.0 10,20 10.40 10.60 10.80
5000 m/z 51.00 29.03%
51.0
oL 340 1280 1540 1840
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #43584: Benzenebutanoic acid, .gamma.-0xo- R RO RRREEEE
105.0 10.20 10.40 10.60 10.80
m/z 50.00 10.44%
5000 77.0
51.0
o2 | ‘ ‘ 1330 16101780
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101960.D

Aca On : 9 Jan 2018 18:50

Operator : SJ/JU

Sample = J1044-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.78 6.73 ng 457649 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 Tetradecanoic acid 228 C14H2802 000544-63-8 93
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1648 (11.780 min): BF101960.D (-1644) (-) m/z 43.05 100.00%
430 | 73.0
5000 129.1
97.0 213.2 LI e B e
1571 1852 256.3 1140 1160 1180 12.00
Ol el m/z 72.95 99.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0
5000 129.0 ----------------|--
171.0 11.40 11.60 11.80 12.00
214.0 m/z 60.00 92.30%

o

P |
I”Il‘l”‘i‘l\”ulml‘lh‘ H‘ ‘Hh m .‘.‘ u49.q..l.lu‘...luuu‘.lunul....|..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0

11. 40 11. 60 11. 80 12.00

5000 129.0 m/z 57.05  85.59%
97.0 199.0
157.0 242.0
0150 177.0
AR L A B e A ARRamEaEEs S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid A o B B B o S B
60.0 11.40 11.60 11.80 12.00

m/z 55.00 77 .36%

5000

157.0 1850 213.0 256.0

A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101960.D

Aca On : 9 Jan 2018 18:50

Operator : SJ/JU

Sample = J1044-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.56 2.83 ng 178059 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 1781 (12.563 min): BF101960.D (-1778) (-) m/z 43.05 100.00%

43.0 73.0

5000

12.20 12.40 12.60 12.80

o m/z 73.00 89.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 2840 LA L L L L L
12.20 12.40 12.60 12.80
m/z 57.05 82.99%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0 ,73.0
R e N EmER
12.20 12.40 12.60 12.80
5000 129.0 m/z 60.00 73.74%
199.0
0 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid AR EE e e et
60.0 12.20 12.40 12.60 12.80

m/z 55.00 71.26%
5000

157.0 185.0 213.0 256.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101960.D

Aca On : 9 Jan 2018 18:50

Operator : SJ/JU

Sample = J1044-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.73 10.17 ng 639194 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 1-Nonadecene 266 C19H38 018435-45-5 95
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 1-Docosene 308 C22H44 001599-67-3 92
Abundance Scan 1979 (13.727 min): BF101960.D (-1976) (-) m/z 57.05 100.00%
57.0
97.1
5000
ISR N BN BRI UGS
39.1 13.40 13.60 13.80 14.00
Y ¢ ‘ l P01 1012301 2782 3230 3111 a2 T2 Ge" 9663
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 97.0 R UL SRR UL IR
1340 13.60 13.80 14.00
m/z 55.10 93.12%
oLt Ll \\H \ 1390 1820 2230 280.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
430 97.0
13.40 13.60 13.80 14.00
5000 m/z 83.10 87 .76%
o 1390 1820 224.0 266.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #205392: Trichloroacetic acid, hexadecy! ester B s
43.0 13.40 13.60 13.80 14.00
83.0 m/z 69.10 72.61%
5000
Tzso
oL+ f..%.,.wh. p..}?ﬁQ.. LA e B e R
m/z--> 50 100 150 200 250 300 350 400 450 13140 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010918\
Data File : BF101960.D

Acq On : 9 Jan 2018 18:50

Operator : SJ/JU

Sample - J1044-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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]
3-Penten-2-one, 4. .. 4.29 3.3 ng 247478 1 6.73 1486310 20.0
unknown4 .94 4.94 8.0 ng 594962 1 6.73 1486310 20.0
unknown6 .50 6.50 85.6 ng 6362390 1 6.73 1486310 20.0
2-Hydroxy-iso-but. .. 8.57 2.3 ng 221760 2 8.01 1904290 20.0
Benzophenone 10.47 5.4 ng 471705 3 9.76 1740070 20.0
Tridecanoic acid 11.78 6.7 ng 457649 4 11.24 1360740 20.0
Octadecanoic acid 12.56 2.8 ng 178059 5 13.88 1256660 20.0
5-Eicosene, (E)- 13.73 10.2 ng 639194 5 13.88 1256660 20.0
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