LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097844.D

Aca On : 18 Aug 2017 20:35

Operator : SJ/JU

Sample : 14811-02

Misc :

ALS Vial : 8 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-BF081517.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 4.969 485 490 499 rvB 737096 954125 28.58% 3.209%
2 5.381 554 560 563 rBY 2905421 2965678 88.83% 9.974%
3 6.404 728 734 737 rBVY 3098515 3218190 96.39% 10.823%
4 6.540 752 757 760 rBVY 3080867 3056951 91.56% 10.281%
5 6.769 793 796 800 rBV 985632 765266 22.92% 2.574%

6.928 819 823 826 rBV 2823343 2421036 72.51% 8.142%
7.334 887 892 895 rBV 2116782 2093578 62.71% 7.041%
8.051 1010 1014 1018 rBV 1142975 1002712 30.03% 3.372%
9.133 1193 1198 1201 rBV 3502048 3338735 100.00% 11.229%
9.522 1260 1264 1268 rBV 480979 401277 12.02% 1.350%

=
QO ~NO®

11 9.804 1308 1312 1316 rBV 1150654 1054671 31.59% 3.547%
12 10.592 1441 1446 1449 rBV 1872410 1825956 54.69% 6.141%

13 10.716 1464 1467 1472 rBV 39093 41171 1.23% 0.138%
14 11.286 1561 1564 1567 rBV 1182447 1095163 32.80% 3.683%
15 12.392 1747 1752 1755 rBV5 24513 40554 1.21% 0.136%
16 12.498 1766 1770 1772 rBV 45754 43028 1.29% 0.145%
17 12.721 1806 1808 1812 rVB 47451 44747 1.34% 0.150%
18 12.880 1830 1835 1838 rBV 3286766 3231536 96.79% 10.868%
19 13.574 1950 1953 1958 rBV3 51492 56121 1.68% 0.189%

20 13.774 1984 1987 1991 rBV 202991 209064 6.26% 0.703%
21 13.921 2008 2012 2016 rBV 1152046 1053831 31.56% 3.544%
22 15.351 2251 2255 2261 rVB 671046 820792 24 .58% 2.760%

Sum of corrected areas: 29734182
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097844.D

Aca On : 18 Aug 2017 20:35

Operator : SJ/JU

Sample : 14811-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance -
3500000 TIC: BF097844.D

6.46.54

3000000 5.38 6.93

2500000

7.33
2000000

1500000

1000000 6.77

4.97
500000

A O | U8 | NS | | S | W —

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: BF097844.D
3500000 9l13 12.88

3000000
2500000
2000000 10.59

1500000
8.05 9.80 11.29
1000000

500000 9.52

13.57
o2 msoiz72| M85

o e L e T e T B 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 -
3500000 TIC: BF097844.D

3000000

2500000

2000000

15000001 13.92

1000000 15.35

50000013.77

o I MM ———— 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:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097844.D

Aca On : 18 Aug 2017 20:35

Operator : SJ/JU

Sample : 14811-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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.

4.97 24.94 ng 954125 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9

Abundance Scan 490 (4.969 min): BF097844.D (-485) (-) m/z 42.95 100.00%
43.0
59.0
5000
o0 450 40 500 820 S0
83.0 : : : : :
o...,....,....,....',':...,..:I,..??-,g....,.~...,...:,|....,. m/z 59.05 52.54%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R I UL R
59.0 460 480 500 520 540
m/z 101.00 20.06%
31.0 83.0 101.0
G S S UL U I I I SIS UL S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 4.80 500 520 5.0
5000 m/z 58.00 17.12%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LA L L L L B B
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.92%
5000
101.0
15.0 27 71.0
0"'V*L'w'NHV"'ﬁ"'wéﬁ?w"'h"'VQQQw"'V"'w S R RS L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097844.D

Aca On : 18 Aug 2017 20:35

Operator : SJ/JU

Sample : 14811-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.54 Concentration Rank 1

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

6.54 79.89 ng 3056950 1,4-Dichlorobenzene-d4 6.77
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 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 757 (6.540 min): BF097844.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 sa.0 620 6.40 6.60 680
- 54.0 . . . .
0 .,....,...:l'!...,:!..,::'.'.|,..V.Eff’....,..l.,%??.‘,’....,....,"...,... m/z 68.10 47.73%
m/z--> 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 A
5000 AN L R UL LR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.15%
0'I”'W'”hPl”JL"P'JI“7ﬁ9“'I”'W'“'P"W'”'I“”I”'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 m/z 66.00 30.74%
33.0 44.0 0.0 105.0
o 600 "7 8o.0 115.0
JUNBIUNERES UL LI I IR LI RS SRR SRS SRS SRR B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R A e A RERES
132.0 6.20 6.40 6.60 6.80
m/z 69.10 20.08%
117.0
5000
39.0 910
o | NP woomo | s || |
0::::‘::::: ||||‘|‘||||l|||||||||||||||‘|‘|||||l|||l‘ NI S I W N VN ——
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097844.D

Aca On : 18 Aug 2017 20:35

Operator : SJ/JU

Sample : 14811-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Cyclotetradecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.77 3.97 ng 209064 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 97
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 1-Heptacosanol 396 C27H560 002004-39-9 90
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 90

Abundance Scan 1986 (13.768 min): BF097844.D (-1984) (-) m/z 43.05 100.00%

r

5000

1541 180.1 2300 13.40 13.60 13.80 14.00
m/z 55.00 98 .35%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #58277: Cyclotetradecane

55.0

1

5000 LA L L L L LB L
13.40 13.60 13.80 14.00
29.0 m/z 83.10 81.83%
Obrerribrri i
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0 83.0
.
13.40 13.60 13.80 14.00
5000 111.0 m/z 57.10 80.82%
29.0 139.0

167.0 196.0 224.0 252.0 280.0 308.0

;

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186969: n-Tetracosanol-1 L BT o e
43.0 13.40 13.60 13.80 14.00
m/z 69.10 78.85%
5000 83.0
18.0
o LU 140.0 168.0196.0  238.0266.0  308.0 336.0
N ABARARRARLLY R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081817\
Data File : BF097844.D

Acq On : 18 Aug 2017 20:35

Operator : SJ/JU

Sample - 14811-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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 .97 24.9 ng 954125 1 6.77 765266 20.0
unknown6 .54 6.54 79.9 ng 3056950 1 6.77 765266 20.0
Cyclotetradecane 13.77 4.0 ng 209064 5 13.92 1053830 20.0
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