LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO71717\

Data File : BF096815.D

Aca On - 17 Jul 2017 13:19 Instrument :
Operator : SJ/JU BNA_F

Sample  : 14159-07 ek
Misc i DIESEL-BOTTOM
ALS Vial : 7 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-BF071317.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 4.781 470 475 488 rVB 267686 357800 15.81% 1.839%
2 5.216 544 549 552 rBVY 2037586 1949353 86.12% 10.020%
3 6.257 721 726 742 rBVY 2083883 2068124 91.37% 10.631%
4 6.381 742 747 750 rBVY 2245767 2006349 88.64% 10.313%
5 6.610 782 786 789 rBV 766507 649853 28.71% 3.340%

6 6.763 808 812 816 rBV 1643026 1515999 66.98% 7.793%
7 7.169 876 881 884 rBV 1392018 1408169 62.21% 7.238%
8 7.892 999 1004 1007 rBV 1083704 1023774 45.23% 5.262%
9 8.969 1181 1187 1190 rBV 2369368 2263511 100.00% 11.635%
10 9.357 1250 1253 1257 rBV 285993 227613 10.06% 1.170%
11 9.633 1296 1300 1304 rBV 1074653 952709 42.09% 4._.897%
12 10.086 1374 1377 1380 rBV 43649 35763 1.58% 0.184%
13 10.304 1408 1414 1416 rBV 18605 24516 1.08% 0.126%
14 10.416 1430 1433 1437 rBV 1092022 1048617 46.33% 5.390%
15 10.557 1454 1457 1463 rBV 58851 64201 2.84% 0.330%
16 10.998 1527 1532 1535 rBV2 25127 26090 1.15% 0.134%
17 11.110 1547 1551 1554 rBV 1149227 934378 41.28% 4_.803%
18 12.533 1789 1793 1796 rBV 24764 22710 1.00% 0.117%
19 12.692 1815 1820 1823 rBV 1903377 1717700 75.89% 8.829%
20 13.598 1971 1974 1981 rVB2 63612 79823 3.53% 0.410%

21 13.733 1993 1997 2000 rBV 594616 554867 24.51% 2.852%
22 15.104 2225 2230 2235 rBV 467338 522332 23.08% 2.685%

Sum of corrected areas: 19454251
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO71717\

Data File : BF096815.D

Aca On : 17 Jul 2017 13:19

Operator : SJ/JU

a?ggle i 14159-07 DIESEL-BOTTOM
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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: BF096815.D
6.38

5.22 6.26
2000000
6.76

1500000 717

1000000
6.61

500000
4.78

e e £ L e L

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF096815.D

2000000 12.69

1500000

7.89 9.63 10.42 111

1000000

500000

10.56 13.6
A 10.0910.39| 10 11.0 12.53| N

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: BF096815.D

2000000

1500000

1000000

13.73

500000 15.10

e e 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:\HPCHEM1I\BNA F\DATA\BFO71717\

Data File : BF096815.D

Aca On : 17 Jul 2017 13:19

Operator : SJ/JU

a?ggle i 14159-07 DIESEL-BOTTOM
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 3

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

4.78 11.01 ng 357800 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 475 (4.781 min): BF096815.D (-470) (-) m/z 42.95 100.00%
43.0
59.0
5000
oo | mo T %0 450 4bo 550 550
T F R AR s MSEPE M m/z 59.00 55.10%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SR I UL R
59.0 440 460 480 500 5.20
m/z 101.10 14.63%
e e 830 030 0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 480 500 5.20
5000 m/z 58.00 13.63%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- A e
59.0 440 4.60 4.80 5.00 5.20
m/z 41.00 8.89%
5000
410 101.0
Ase O Lol 80 wo
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 460 4.80 5.00 5.20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BFO71717\

BF096815.D

17 Jul 2017 13:19

SJ3/JU

14159-07 DIESEL-BOTTOM
7  Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
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 unknown6.38 Concentration Rank 1

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

6.38 61.75 ng 2006350 1,4-Dichlorobenzene-d4 6.61
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 747 (6.381 min): BF096815.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
w1500 || oo e J S0 650 o0 o 6D
el 820 S m/z 68.10 38.55%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 SRR RN SN A
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.84%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 6.0 6.40 6.60 6.80
5000 67.0 m/z 66.00 24 .55%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L R i p e i )
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 15.05%
74.0
5000 9go 1160
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l e
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BFO71717\

Data File : BF096815.D

Aca On : 17 Jul 2017 13:19

Operator : SJ/JU

a?ggle i 14159-07 DIESEL-BOTTOM
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.60 2.88 ng 79823 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 1-Nonadecene 266 C19H38 018435-45-5 90
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 90
4 1-Hexadecanol 242 C16H340 036653-82-4 90
5 1-Octadecanol 270 C18H380 000112-92-5 90

Abundance Scan 1974 (13.598 min): BF096815.D (-1971) (-) m/z 57.10 100.00%

57.1

5000

13.20 13.40 13.60 13.80 14.00
m/z 55.05 78.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55.0 83.0

5000 | NI LI L L L LB LB L
13.20 13.40 13.60 13.80 14.00
m/z 43.10 73.35%
29.0 139.0
Ll ~167.0 196.0  238.0 266.0 294.0
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41,0
A
83.0 13.20 13.40 13.60 13.80 14.00
5000 m/z 83.05 62.98%
111.0
139.0 168.0 266.0

W@mﬁw@wﬂwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate

13.20 13.40 13.60 13.80 14.00
m/z 97.00 57.74%

5000

29.0 125.0

154.0 182.0 210.0 238.0 283.0 334.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO71717\

Data File : BF096815.D

Acg On 17 Jul 2017 13:19

Operator : SJ/JU

a?ggle i 14159-07 DIESEL-BOTTOM
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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... 4.78 11.0 ng 357800 1 6.61 649853 20.0
unknown6 .38 6.38 61.8 ng 2006350 1 6.61 649853 20.0
1-Heneicosanol 13.60 2.9 ng 79823 5 13.73 554867 20.0
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