LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG080118\

Data File : BG036043.D

Aca On : 1 Aug 2018 21:09 Instrument :

Operator : JU/SJ (B.‘,'I\!A_(tSS el
- _ lentosampleld :

3?22'6 : J4257-05 FK-BPM-03-001-C

ALS Vial : 17 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 G\METHODS\8270-BG071218 .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 5.139 309 315 323 rBV 100469 163848 4 .85% 1.061%
2 5.603 387 394 408 rBV 642176 1088558 32.20% 7 .050%
3 7.189 656 664 684 rBV 650685 1239490 36.66% 8.028%
4 7 .559 719 727 738 rBV 664305 1160737 34.33% 7.518%
5 8.023 799 806 813 rBV 123238 217548 6.43% 1.409%

8.346 853 861 875 rVvB 426489 760323 22.49% 4.924%
9.186 995 1004 1014 rBV 377291 733122 21.68% 4.748%
138257 272600 8.06% 1.766%
13.269 1692 1699 1710 rBV 967387 1588389 46.98% 10.287%
14.097 1833 1840 1850 rBV 186951 307470 9.09% 1.991%
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11 14.649 1927 1934 1944 rBV2 255657 437299 12.93% 2.832%
12 16.135 2179 2187 2206 rBV 967735 1649884 48.80% 10.686%
13 17.387 2394 2400 2417 rBV2 369483 646968 19.14% 4_.190%
14 19.995 2838 2844 2857 rBV 2518030 3380841 100.00% 21.896%
15 21.287 3059 3064 3074 rBV2 70132 127276 3.76% 0.824%

16 21.651 3119 3126 3134 rBV 458226 786838 23.27% 5.096%

17 23.907 3499 3510 3516 rBV8 18340 43196 1.28% 0.280%

18 24.853 3657 3671 3685 rBY 258741 799655 23.65% 5.179%

19 25.951 3853 3858 3866 rVB9 13181 36260 1.07% 0.235%
Sum of corrected areas: 15440302
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080118\

Data File : BG036043.D

Aca On 1 Aug 2018 21:09

Operator : JU/SJ

ﬁ?ggle i J4257-05 FK-BPM-03-001-C
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071218 .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: BG036043.D
2500000

2000000

1500000

1000000

5.60 7.19 7.56
500000 8.35 9.19

5.14 8.02 10.82
e RSSUNERSSMBSF L SSSSNSL SRTESRE S SRR L SRR | M| UM b
Time—> 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG036043.D
2500000 19199

2000000

1500000
1000000{13.27 16.14

21.65
500000 17.39

14.10 14.65
21.29

O e i o o e o A I e o o IS e o e s e B B I R

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG036043.D
2500000

2000000
1500000
1000000

500000
24.85

23.91 /\ 25.95

R = AR AEEE Raas L e e e AR RRBARE

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080118\

Data File : BG036043.D

Aca On 1 Aug 2018 21:09

Operator : JU/SJ

ﬁ?ggle i J4257-05 FK-BPM-03-001-C
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.

5.14 15.06 ng 163848 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 35
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 32
4 1-Butanol. 3-methoxv- 104 C5H1202 002517-43-3 25
5 1,2-Butanediol 90 C4H1002 000584-03-2 25

Abundance Scan 315 (5.139 min): BG036043.D (-309) (-) m/z 43.15 100.00%
43.1
5000
101.2
N e RN m e
480 5.00 5.20 5.40
83.2
Obrrr el S 222 Tm/z 59.15  66.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BN R S IR

4.80 5.00 5.20 5.40
m/z 101.15 31.39%

101.0
0 Ayl 670 s !
LA A o b o o o o e e RRREEEERE RS )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4489: Propane, 1-ethoxy-2-methyl-
59.0
R REE SN R EEE S
4.80 5.00 520 5.40
5000 m/z 58.15 18.51%
31.0
‘ 102.0
0.”,J.ﬂwan.L,”.w.”.“.”“.”,”.w.”...”,”.w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
59.0 4.80 5.00 520 5.40
m/z 41.15 8.56%
5000
31.0
“ 87.0
O e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080118\

Data File : BG036043.D

Aca On 1 Aug 2018 21:09

Operator : JU/SJ

ﬁ?ggle i J4257-05 FK-BPM-03-001-C
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.56 Concentration Rank 1

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

7.56 106.71 ng 1160740 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 727 (7.559 min): BG036043.D (-719) (-) m/z 132.15 100.00%
13p.2
5000 68.2 j\
96.2 T T T T T T T T T
40.1 356 720 7.0 7.60 7.80
o} : m/z 68.15 49 _.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 A
7.20 7.40 7.60 7.80
m/z 134.15 33.98%

ol S UM
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
R e S A
970 7.20 7.40 7.60 7.80
5000 ’ m/z 66.15 33.29%
70.0
31.0 51.0
v T A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14503: 1H-Benzimidazole, 2-methyl- . T
132.0 720 740 760 7.80
m/z 69.15 22.82%
5000
104.0
oL15.0 390 930 g6’ |
R T e B ma e o  RAARR R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080118\

Data File : BG036043.D

Aca On 1 Aug 2018 21:09

Operator : JU/SJ

ﬁ?ggle i J4257-05 FK-BPM-03-001-C
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 1-Octadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.29 3.24 ng 127276 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 93
2 5-Eicosene. (B)- 280 C20H40 074685-30-6 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 90
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
Abundance Scan 3064 (21.287 min): BG036043.D (-3059) (-) m/z 57.25 100.00%
57.3
97.2
5000
21.00 21.20 21.40 21.60
bt dh m/z 83.15 73.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #119522: 1-Octadecanol
43.0, 83.0
5000
21.00 21.20 21.40 21.60
J {250 2520 m/z 43.20 69.67%
oL Ly 90 ng 220
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55.0
21.00 21.20 21.40 21.60
5000 97.0 m/z 55.15 66 .85%
o 2zb 1] I‘ l 139.0 1820 2230 280.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0 21.00 21.20 21.40 21.60
m/z 69.15 66.79%
5000
18.
0<
m/z--> 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080118\

Data File : BG036043.D

Acg On : 1 Aug 2018 21:09

Operator : JU/SJ

ﬁ?ggle i J4257-05 FK-BPM-03-001-C
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.14 15.1 ng 163848 1 8.02 217548 20.0
unknown? .56 7.56 106.7 ng 1160740 1 8.02 217548 20.0
1-Octadecanol 21.29 3.2 ng 127276 5 21.65 786838 20.0
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