LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030117\

Data File : BF093291.D

Aca On : 1 Mar 2017 15:59 Instrument :

Operator : SJ/MA BNA_F

Sample - 12034-01 ClientSampleld :

Misc - FK-BPM-01-DD9-DD10-DD11-DD12
ALS Vial : 5 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-BF013017.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 4.956 248 251 262 rBV 705663 920854 34.63% 3.619%
2 5.401 288 290 300 rBVY 2403450 2422642 91.10% 9.522%
3 6.453 380 382 391 rBVY 2506277 2635613 99.11% 10.359%
4 6.579 391 393 395 rBVY 2328597 2529261 95.11% 9.941%
5 6.807 410 413 415 rBV 824588 831643 31.27% 3.269%
6 6.956 424 426 429 rBV 1558707 1899090 71.41% 7.464%
7 7.379 460 463 465 rBV 1480017 1666525 62.67% 6.550%
8 8.087 523 525 528 rBV 915051 1058957 39.82% 4.162%
9 9.162 617 619 622 rBY 2283129 2659327 100.00% 10.452%
10 9.562 652 654 657 rBV 157741 167142 6.29% 0.657%
11 9.848 676 679 681 rBV 819252 1135127 42.68% 4.461%
12 10.270 714 716 718 rVB 51104 41692 1.57% 0.164%
13 10.488 732 735 739 rBV 17724 27180 1.02% 0.107%
14 10.636 745 748 756 rVV 1114645 1177392 44.27% 4.628%
15 10.739 756 757 762 rVB 56647 81906 3.08% 0.322%
16 11.196 794 797 802 rVB 44727 77284 2.91% 0.304%

17 11.333 806 809 811 rBV 919924 1151086 43.28% 4.524%
18 12.911 944 947 950 rBV 2503359 2483520 93.39% 9.761%
19 13.802 1023 1025 1033 rBV 159013 305966 11.51% 1.203%
20 13.974 1037 1040 1042 rVvVv 822500 1112649 41.84% 4_.373%

21 14.785 1110 1111 1114 rBV 50741 71760 2.70% 0.282%

22 15.391 1161 1164 1167 rBV 705812 920896 34.63% 3.619%

23 15.791 1197 1199 1202 rBV2 25559 38200 1.44% 0.150%

24 16.260 1238 1240 1242 rVB2 17578 27369 1.03% 0.108%
Sum of corrected areas: 25443081
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF030117\

BF093291.D
1 Mar 2017 15:59
SJ/MA
12034-01
5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

FK-BPM-01-DD9-DD10-DD11-DD12
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\

Data File : BF093291.D

Aca On : 1 Mar 2017 15:59

Operator : SJ/MA

Sample : 12034-01 :

Misc : FK-BPM-01-DD9-DD10-DD11-DD12
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

4.96 22.15 ng 920854 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 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 251 (4.956 min): BF093291.D (-248) (-) m/z 43.05 100.00%
43.0
59.1
5000
oLt 460 480 500 520
Ol L G00 81| 09 10 58 24%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R A R B
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 17.20%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520
5000 m/z 58.10 15.31%
41.0
29.0 101.0
o 50.0 73.0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
54.0 460 4.80 5.00 5.20

m/z 41.05 8.83%

5000
41.0 101.0
31.0
15.0 11l ‘ ‘500\\ 69.0 83.0

NN RNV YIS 1L ¥ RN th s S NN N BAA RARL mana oI

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\

Data File : BF093291.D

Aca On : 1 Mar 2017 15:59

Operator : SJ/MA

Sample : 12034-01 :

Misc : FK-BPM-01-DD9-DD10-DD11-DD12
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 60.83 ng 2529260 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 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 393 (6.579 min): BF093291.D (-391) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 510 || a0 % ior0 T a0 650 7oy
Obrrprrrr e pree e e 20 e MOl Tm/z 68.10  37.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 NSRS SRS SRR R
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.10 33.27%
0 L1 H 1N 1
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.05 24.03%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 14 .44%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 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:\HPCHEM1\BNA F\DATA\BF030117\

Data File : BF093291.D

Aca On : 1 Mar 2017 15:59

Operator : SJ/MA

Sample : 12034-01 :

Misc : FK-BPM-01-DD9-DD10-DD11-DD12
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.80 5.50 ng 305966 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 3-Eicosene. (B)- 280 C20H40 074685-33-9 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 90
Abundance Scan 1025 (13.802 min): BF093291.D (-1023) (-) m/z 57.10 100.00%
57.1
83.1
5000
139.2163. 209.1 13.40 13.60 13.80 14.00 14.20
N — 1esl m/z 43.10 94.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
5000 AR A A D
29.0 13.40 13.60 13.80 14.00 14.20
' 125.0 m/z 55.05 87.78%
0 I, Il 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
83.0 LIS BRI SRS BRI B
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 71.96%
29.0 111.0

. 139.0 167.0 196.0 224.0 252.0 280.0

WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98171: 1-Nonadecene
.0 13.40 13.60 13.80 14.00 14.20
m/z 69.05 65.72%

-

5000

125.0

:

154.0 182.0 210.0 238.0 266.0
T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF030117\

Data File : BF093291.D

Acq On : 1 Mar 2017 15:59

Operator : SJ/MA

Sample - 12034-01 :

Misc : FK-BPM-01-DD9-DD10-DD11-DD12
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.96 22.1 ng 920854 1 6.81 831643 20.0
unknown6 .58 6.58 60.8 ng 2529260 1 6.81 831643 20.0
1-Docosene 13.80 5.5 ng 305966 5 13.97 1112650 20.0
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