LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF103117\
Data File : BF100015.D

Aca On : 31 Oct 2017 20:34

Operator : SJ/JU

Sample : 16178-07

Misc :

ALS Vial : 18 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-BF102317.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 5.004 493 496 515 rBV 138600 221069 11.83% 1.429%
2 5.410 562 565 586 rBY 1161909 1399302 74.86% 9.044%
3 6.434 735 739 757 rBVY 1348718 1520247 81.33% 9.826%
4 6.557 757 760 774 rVB 1643861 1548498 82.84% 10.009%
5 6.787 796 799 809 rBV 532096 473603 25.34% 3.061%
6 6.940 822 825 840 rBVY 1389798 1237487 66.21% 7.998%
7 7.357 893 896 917 rBY 1000754 918903 49.16% 5.939%
8 8.069 1014 1017 1030 rBV 771080 661124 35.37% 4.273%
9 8.634 1110 1113 1120 rBV 38426 41014 2.19% 0.265%
10 9.145 1196 1200 1203 rBvV 2079137 1869151 100.00% 12.081%

11 9.539 1264 1267 1281 rBV 280508 232499 12.44% 1.503%
12 9.822 1312 1315 1332 rVB 777930 741235 39.66% 4.791%
13 10.539 1434 1437 1447 rBV 191632 153750 8.23% 0.994%
14 10.622 1447 1451 1464 rBV 997529 948714 50.76% 6.132%
15 11.322 1566 1570 1579 rBV 710432 703761 37.65% 4._.549%

16 11.410 1583 1585 1588 rVB2 30309 22302 1.19% 0.144%
17 11.833 1654 1657 1667 rBV2 30011 35722 1.91% 0.231%
18 12.704 1801 1805 1808 rBV 31991 27530 1.47% 0.178%

19 12.904 1835 1839 1842 rBV 1819361 1607412 86.00% 10.389%
20 13.780 1985 1988 1999 rBV 114921 136030 7.28% 0.879%

21 13.927 2010 2013 2018 rVB 35791 28606 1.53% 0.185%
22 13.974 2018 2021 2031 rBV 454884 479610 25.66% 3.100%
23 14.586 2122 2125 2128 rVB 34357 31516 1.69% 0.204%
24 14.798 2158 2161 2166 rVB 24322 23095 1.24% 0.149%

25 15.463 2270 2274 2289 rVB 275485 409474 21.91% 2.647%

Sum of corrected areas: 15471654
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF103117\

BF100015.D

31 Oct 2017 20:34

SJ/JuU

16178-07

18 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF102317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF103117\
Data File : BF100015.D

Aca On : 31 Oct 2017 20:34

Operator : SJ/JU

Sample : 16178-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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.

5.00 9.34 ng 221069 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol 102 C6H140 000623-37-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 495 (4.998 min): BF100015.D (-493) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 SRR SRR
| 83.0 460 4.80 5.00 5.20 5.40
T N o m oMM m/z 59.10 63.01%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R I LN I I
59.0 460 480 500 520 540
m/z 101.00 22 .99%
\?J‘"O L 1L L 83.0 10%.0
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 5.40
5000 310 430 73.0 m/z 58.10 17.12%
84.0 1010
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R EEEE e e
59.0 460 4.80 5.00 5.20 5.40
m/z 41.10 8.96%
5000 41.0 IK
"|""l"'jlj"'|"l'i'"'??'9'|""|""|""|"" +?§'?"'4??'Q'I R U R I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF103117\
Data File : BF100015.D

Aca On : 31 Oct 2017 20:34

Operator : SJ/JU

Sample : 16178-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.56 Concentration Rank 1

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

6.56 65.39 ng 1548500 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 760 (6.557 min): BF100015.D (-757) (-) m/z 132.00 100.00%
132.0
5000
68.1
e
01 540 || 9‘?-0 s J 6.20 6.40 6.60 6.80
L T T I e e m/z 68.10 35.05%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 LU SR S
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.32%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 660 680
5000 67.0 m/z 66.00 21.15%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl LA B i
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.64%
74.0
5000 9go 1160
SN | ST ﬂ“,. A |m‘--‘jw i 1980 %8?|0l SRR | U
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF103117\
Data File : BF100015.D

Aca On : 31 Oct 2017 20:34

Operator : SJ/JU

Sample : 16178-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.54 4_.15 ng 153750 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzovl bromide 184 C7H5BroO 000618-32-6 47
3 Methvl benzilate 242 C15H1403 000076-89-1 47
4 Benzofurazan-5-carbohvdrazide. N... 282 C14H10N403 1000272-94-4 47
5 N-(1-Cyanovinyl)benzamide 172 C10H8N20 1000186-19-1 47
Abundance Scan 1437 (10.539 min): BF100015.D (-1434) (-) m/z 105.00 100.00%
105.0
5000 e 182.1
50 10.20 10,40 10,60 10.80
152.1 : : :
...,....,..'|..,...:-,....,.'...,12]6.-9.,..:.,...., m/z 77.00 55.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000 N IS
10.20 10.40 10.60 10.80
51.0 m/z 182.10 47 .68%
‘ L, 910 | 1260 1520
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
770 10.20 10,40 10,60 10.80
5000 m/z 51.00 18.38%
51.0
LELEL PRI S LR SURLELELA SARLLELES UURLELE SO UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #95729: Methyl benzilate R REam R mama
105.0 10.20 10.40 10.60 10.80
183.0 m/z 181.10 8.47%
5000 7.0
15.0 29.0 51\'0 L, 910 | 127.0 151.0165.0
m/z--> 20 40 60 80 100 120 140 160 180 10,20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF103117\
Data File : BF100015.D

Aca On : 31 Oct 2017 20:34

Operator : SJ/JU

Sample : 16178-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.78 5.67 ng 136030 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 Behenic alcohol 326 C22H460 000661-19-8 95
5 1-Heptacosanol 396 C27H560 002004-39-9 94
Abundance Scan 1988 (13.780 min): BF100015.D (-1985) (-) m/z 57.05 100.00%
571.0 83.0
5000
13.40 13.60 13.80 14.00
rrepreredfebeg m/z 83.05 99.39Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55.0 83.0
5000
13.40 13.60 13.80 14.00
29.0 m/z 55.00 92.44Y%
: 139.0
Lok gll 167.0 196.0  238.0 266.0 294.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0 83.0
1340 13.60 13.80 14.00
5000 111.0 m/z 97.05 89.16%
29.0
1390 168.0106.0 238.0266.0
m@m‘mmﬁwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0 13.40 13.60 13.80 14.00
m/z 43.05 85.88%
5000
29.0
L ‘ 139.0 167.0 195.0222.0 250.0 280.0308.0336.0
m/z--> %45%8mmnmmmmmmmmmmmmmmmmm ﬁmﬁmm@mm '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF103117\
Data File : BF100015.D

Acq On : 31 Oct 2017 20:34

Operator : SJ/JU

Sample - 16178-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 5.00 9.3 ng 221069 1 6.79 473603 20.0
unknown6 .56 6.56 65.4 ng 1548500 1 6.79 473603 20.0
Benzophenone 10.54 4.2 ng 153750 3 9.82 741235 20.0
1-Heneicosanol 13.78 5.7 ng 136030 5 13.98 479610 20.0
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