LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091317\

Data File : BF098487.D

Aca On : 13 Sep 2017 13:56 Instrument :
Operator : SJ/JU BNA_F

Sample - 15175-01 ClientSampleld :
Misc - OILY-DRUM-COMP
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-BF091117.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 4.840 465 468 479 rBV 275415 416896 9.18% 1.081%
2 5.263 536 540 558 rBVY 4267412 4285021 94.36% 11.111%
3 6.304 712 717 733 rBVY 4005212 4274928 94.13% 11.085%
4 6.422 733 737 741 rBVY 4187868 4139483 91.15% 10.733%
5 6.651 772 776 784 rBVY 1229350 1006072 22.15% 2.609%
6 6.810 798 803 806 rBY 3413110 3206273 70.60% 8.314%
7 7.222 868 873 876 rBVY 2843305 2622910 57.76% 6.801%
8 7.934 990 994 1002 rBY 1468170 1343645 29.59% 3.484%
9 9.010 1172 1177 1181 rBV 4334304 4541368 100.00% 11.775%
10 9.410 1240 1245 1248 rBV 273428 229867 5.06% 0.596%
11 9.622 1278 1281 1286 rBV 60470 53637 1.18% 0.139%
12 9.686 1286 1292 1297 rVV 1624278 1452821 31.99% 3.767%
13 10.122 1362 1366 1369 rVB 102118 79544 1.75% 0.206%

14 10.475 1420 1426 1437 rBV 2662012 2490332 54.84% 6.457%
15 10.592 1443 1446 1453 rBvV 111294 113344 2.50% 0.294%

16 11.039 1518 1522 1525 rBV2 68475 60572 1.33% 0.157%
17 11.163 1539 1543 1547 rBV 1573210 1478536 32.56% 3.834%
18 12.751 1808 1813 1816 rBV 4425795 4405119 97.00% 11.422%
19 13.292 1903 1905 1907 rBV2 69551 57250 1.26% 0.148%
20 13.645 1963 1965 1968 rBV 172398 180776 3.98% 0.469%

21 13.798 1987 1991 1996 rVB 1269236 1188654 26.17% 3.082%
22 15.198 2225 2229 2239 rVB 704690 939669 20.69% 2.436%

Sum of corrected areas: 38566717
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098487.D

Aca On : 13 Sep 2017 13:56

Operator : SJ/JU

Sample : 15175-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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: BF098487.D
5.26 6.42
4000000 6.30
6.81
3000000 7.22
2000000
6.65
1000000
4.84 Lg, kjk
o= N —
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: BF098487.D
9.01 1275
4000000
3000000
10.47
2000000
9.69
) 93 11.16
1000000 13.6
13.29
9.41
L 9. 10.12 &59 11.0
A e e e e e
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: BF098487.D
4000000
3000000
20000001{13.80
15.20
1000000
r¥Y——7———7 77—
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098487.D

Aca On : 13 Sep 2017 13:56

Operator : SJ/JU

Sample : 15175-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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.

4.84 8.29 ng 416896 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 468 (4.840 min): BF098487.D (-465) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 "k Ak 500 550
83.0
0 ...,....-,'-:..~:'|,....,~....~,|....,....,....,....,....,29‘?-?. m/z 59.00 57.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L UL
4.60 4.80 5.00 5.20
59.0 m/z 101.00 16.95%
770 || el
0::::‘:”::”::::||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
460 480 500 520
5000 m/z 58.00 16.75%
50.0
2700 101.0
0"'I'”'I"”I"7§R"'I”"I'”'I"'W""P"'I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8344: 3-Hexanol, 4-methyl-  EEA L L
59.0 4.60 4.80 5.00 5.20
m/z 41.00 8.07%
5000 41.0
“ 87.0
0'1'5"?"h"u"H‘i""'|""'|""|""|'"'|""|""|""
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098487.D

Aca On : 13 Sep 2017 13:56

Operator : SJ/JU

Sample : 15175-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown6.42 Concentration Rank 1

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

6.42 82.29 ng 4139480 1,4-Dichlorobenzene-d4 6.65
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 737 (6.422 min): BF098487.D (-733) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 s || %O o0 6% G0 Gk o
o T NN PO - S | N m/z 68.00 44_54%
m/z--> 10 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 SR L U AR
6.00 6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 32.25%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 620 6.40 6.60 6.80
5000 m/z 66.00 29.10%
33.0 44.0 105.0
. s60 0 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA LN NI N LR R}
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.00 17.17%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098487.D

Aca On : 13 Sep 2017 13:56

Operator : SJ/JU

Sample : 15175-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.64 3.04 ng 180776 Chrysene-d12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 93
4 8-Heptadecene 238 C17H34 002579-04-6 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91

Abundance Scan 1964 (13.639 min): BF098487.D (-1963) (-) m/z 43.00 100.00%

43.0

83.0

;

5000
111'1 Trrryprrrryrrrryrrrr[rrr
1411 1732 20835591 2672 13.40 13.60 13.80 14.00
Obrrrrrrlib m/z 55.00 86.96%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)-
55.0
83.0
5000 LIRS
13.40 13.60 13.80 14.00
29.0 m/z 83.00 70.76%
0 “ A L 139.0 167.0 196.0 223.0 252.0 280.0
S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
83.0 S
13.40 13.60 13.80 14.00
5000 m/z 97.10 64.56%
29.0 111.0

EE

. 1390 167.0 196.0 224.0 252.0 280.0

mwwmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127770: 9-Eicosene, (E)- b RRREE EE s
571.0 83.0 13.40 13.60 13.80 14.00
m/z 57.00 57.09%

5000
29.0

k

139.0 168.0 196.0 223.0 252.0 280.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF091317\
Data File : BF098487.D

Acq On : 13 Sep 2017 13:56

Operator : SJ/JU

Sample - 15175-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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... 4.84 8.3 ng 416896 1 6.65 1006070 20.0
unknown6 .42 6.42 82.3 ng 4139480 1 6.65 1006070 20.0
5-Eicosene, (E)- 13.64 3.0 ng 180776 5 13.80 1188650 20.0
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