LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100119\
Data File : BG042970.D

Aca On : 1 Oct 2019 17:05

Operator :© JU

Sample : PB123514BL

Misc :

ALS Vial : 4 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-BG092519 .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 3.181 9 16 25 rBv2 90205 208962 3.89% 0.860%
2 3.258 25 29 41 rVB 66728 117073 2.18% 0.482%
3 5.655 430 437 449 rBV 877489 1430017 26.59% 5.882%
4 7.241 698 707 716 rBV 953579 1635096 30.40% 6.726%
5 7.606 761 769 779 rBV 877039 1560191 29.01% 6.418%
6 8.070 841 848 855 rBV 280269 473771 8.81% 1.949%
7 8.393 896 903 913 rBV 707262 1233731 22.94% 5.075%
8 9.227 1038 1045 1057 rBV 534606 998359 18.56% 4.107%
9 10.872 1317 1325 1335 rBV 331104 616355 11.46% 2.535%
10 13.316 1733 1741 1754 rBVY 1595473 2542703 47.27% 10.460%
11 14.139 1872 1881 1888 rBvV 49679 76305 1.42% 0.314%

12 14.685 1965 1974 1985 rBV 569595 930276 17.30% 3.827%
13 16.172 2220 2227 2236 rBV 1701379 2507445 46.62% 10.314%
14 17.429 2435 2441 2448 rBV2 756911 1193256 22.19% 4_.909%
15 18.317 2588 2592 2600 rBV2 45441 71801 1.33% 0.295%

16 20.038 2879 2885 2900 rBV 3898505 5378603 100.00% 22.125%
17 21.348 3103 3108 3117 rBv4 100854 242548 4_.51% 0.998%
18 21.701 3161 3168 3179 rVB2 842970 1449602 26.95% 5.963%
19 24.022 3559 3563 3569 rvVB6 34040 65583 1.22% 0.270%
20 24.926 3706 3717 3733 rVB2 528665 1578279 29.34% 6.492%

Sum of corrected areas: 24309956
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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:\SVOASRV\HPCHEMI\BNA G\DATA\BG100119\
BG042970.D
1 Oct 2019 17:05

Ju
PB123514BL
4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
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3000000

2500000

2000000
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TIC: BG042970.D
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10.87

0
Time-->

350 4.00 450 5.00 550 6.00 6.50

7.00 750 800 850 9.00 9.50
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3000000

2500000
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1500000
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13.32

TIC: BG042970.D

16.17

17.43
14.69
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Time-->
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Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG042970.D

24.93

A

24.02

(==

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100119\
Data File : BG042970.D

Aca On 1 Oct 2019 17:05

Operator :© JU

Sample : PB123514BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 1-Pentene, 2-methyl- Concentration Rank 3

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

3.18 8.82 ng 208962 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 90
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 78
3 1-Hexene 84 C6H12 000592-41-6 50
4 2-Butene. (E)- 56 C4H8 000624-64-6 46
5 Cyclobutane 56 C4HS8 000287-23-0 43

Abundance Scan 16 (3.181 min): BG042970.D (-9) (-) m/z 56.10 100.00%
5¢.1
5000 /\
IR AL A DA A
3.20 3.30 3.40 3.50 3.60
o Ak M4T0 2070 2669 8410 4630 nso84.05  69.81%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1457: Cyclohexane
56.0
5000 R IUNRAN UL U AR R
3.20 3.30 3.40 3.50 3.60
m/z 41.10 53.72%
15.
0 |L"f'”“|"”|"'w""w"'|”"|'”'|"”|"
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1478: 1-Pentene, 2-methyl-
56.0
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 41.43%
154
oL L1y

IIII IILIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450

KRl

Abundance #1453: 1-Hexene

41.0 3.20 3.30 3.40 3.50 3.60

m/z 69.10 25.49%
5000
84.0
20 1|

ol L AU D Wi U

m/z--> 0 50 100 150 200 250 300 350 400 450 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100119\
Data File : BG042970.D

Aca On 1 Oct 2019 17:05

Operator :© JU

Sample : PB123514BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.26 4.94 ng 117073 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Butanoic acid. 2-hvdroxv-2-methy... 132 C6H1203 032793-34-3 35
4 2.5-Dimethvl-4-hvdroxv-3-hexanone 144 C8H1602 000815-77-0 25
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 23

Abundance Scan 29 (3.258 min): BG042970.D (-25) (-) m/z 73.05 100.00%
74.0 ?
5000{ 43.0
3.203.30 3.40 3.50 3.60 3.70
0 176.8 206.8  253.2 340.8 /2 43.05 43 67%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000 EERAAS IARAN LARAS AR LA RARRS LN
43.0 3.203.30 3.40 3.50 3.60 3.70
" m/z 55.10 35.27%
OIA”””L”'P“W””P”W“”P”W””P”'””'”'””'”W““'”W”
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
3.203.30 3.40 3.50 3.60 3.70
5000{ 41.0 m/z 87.10 30.05%
0 I"""I'"'I"J''I""Il']'-'z'?IIII I A SR SR DA DA SN B B B B
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #14334: Butanoic acid, 2-hydroxy-2-methyl-, methy! ester
73.0 3.203.30 3.40 3.50 3.60 3.70
43.0 m/z 45.10 12.87%
5000
‘ ‘ 103.0
O P T e e e
mz-> 20 & 60 %1&1%1%1&1%2&2%2@2%2%3&3%3% 3.203.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100119\
Data File : BG042970.D

Aca On 1 Oct 2019 17:05

Operator :© JU

Sample : PB123514BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 unknown7.61 Concentration Rank 1

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

7.61 65.86 ng 1560190 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 770 (7.611 min): BG042970.D (-761) (-) m/z 132.00 100.00%
132.0
5000 68.1 /\
: , 720 7.40 7.60 7.80 8.00
ol 13l m/z 68.10 44_11%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 SRR AR RS AR
7.20 7.40 7.60 7.80 8.00
33.0 105.0 m/z 66.10 34 .05%
51.0 | 70.0 86.0
Ol e e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69,0 - 750 740 750 780 800
5000 ' m/z 134.00 32.51%
31.0 51.0
0““V“h““J“W“JVHWH“P“W““P“W““ RBAD BARSLAARAN ARRARARAE R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine e I
132.0 720 7.40 7.60 7.80 8.00
m/z 69.10 20.32%
97.0
5000
70.0
310 440 A
0'”WM”WJ”“”“M'”L”h'”ﬁ”“l””&%ﬁq“'lM'P”"”W””I””P L UL L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100119\
Data File : BG042970.D

Aca On 1 Oct 2019 17:05

Operator :© JU

Sample : PB123514BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Octacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.35 3.35 ng 242548 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 90
2 2-Octadecvl-propane-1.3-diol 328 C21H4402 005337-61-1 90
3 1l-Heptacosanol 396 C27H560 002004-39-9 90
4 E-14-Hexadecenal 238 C16H300 330207-53-9 87
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
Abundance Scan 3108 (21.348 min): BG042970.D (-3103) (-) m/z 57.10 100.00%
57.1
7.0
5000 l
LUV BRI BRI U
39.2 9050 3250 429.0 21.00 21.20 21.40 21.60
0 ...,....,-Jljf bty 20 20T A0 Tn/z 43.10  90.85%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol
510
97.0
5000 UL BRI B UL B
21.00 21.20 21.40 21.60
m/z 55.10 88.92%
ol 4 Ff? 181.0 222.0 292.0 334.0 392.0
m/z--> 50 160 150 200 250 300 350 400 450
Abundance #167929: 2-Octadecyl-propane-1,3-diol
43.0
21.00 21.20 21.40 21.60
5000 83.0 m/z 83.10 72.96%
o ti 250 1670 2360 2200 3280
m/z--> 50 100 1éo 200 250 360 350 400 450
Abundance #210517: 1-Heptacosanol
57.0 97.0 21.00 21.20 21.40 21.60
m/z 69.10 72.32%
5000
39.0
oLl k }Ml810222026403060 378.0
m/z--> 5'0 100 150 200 250 300 350 400 450 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\BG100119\
Data File : BG042970.D

Acq On : 1 Oct 2019 17:05

Operator : JU

Sample : PB123514BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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]
1-Pentene, 2-methyl- 3.18 8.8 ng 208962 1 8.07 473771 20.0
Butane, 2-methoxy... 3.26 4.9 ng 117073 1 8.07 473771 20.0
unknown7 .61 7.61 65.9 ng 1560190 1 8.07 473771 20.0
Octacosanol 21.35 3.4 ng 242548 5 21.70 1449600 20.0
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