LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071818\
Data File : BF107481.D

Aca On 18 Jul 2018 16:53

Operator : JU/SJ

Sample : J4035-13

Misc :

ALS Vial : 19 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 F\METHODS\8270-BF071618 .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 5.225 485 491 500 rvB 317935 377427 10.34% 1.234%
2 5.613 552 557 560 rBY 3017704 2937521 80.49% 9.604%
3 6.613 721 727 730 rBVY 2959456 3122292 85.55% 10.208%
4 6.754 746 751 755 rBVY 3250221 3200857 87.70% 10.465%
5 6.984 786 790 793 rVB 1157308 893609 24.48% 2.922%
6 7.142 812 817 820 rBVY 2802289 2474147 67 .79% 8.089%
7 7.548 880 886 889 rBY 2113668 2067327 56.64% 6.759%
8 8.266 1004 1008 1012 rBV 1297241 1123191 30.77% 3.672%
9 9.342 1185 1191 1194 rBV 4019177 3649766 100.00% 11.933%
10 9.730 1253 1257 1262 rBV 720856 594506 16.29% 1.944%

11 10.030 1303 1308 1313 rBV 1420744 1309746 35.89% 4.282%
12 10.819 1438 1442 1446 rBV 2219577 2061163 56.47% 6.739%
13 10.924 1455 1460 1462 rBV 99862 100423 2.75% 0.328%

14 10.989 1468 1471 1473 rBV 48368 46079 1.26% 0.151%
15 11.019 1473 1476 1480 rVB4 41021 54965 1.51% 0.180%
16 11.054 1480 1482 1485 rBV3 53947 58999 1.62% 0.193%
17 11.172 1498 1502 1505 rVB3 55640 71491 1.96% 0.234%
18 11.207 1505 1508 1513 rBV 61077 57116 1.56% 0.187%
19 11.524 1557 1562 1565 rBV 1296530 1241294 34.01% 4.058%
20 12.736 1764 1768 1772 rBV6 32221 50275 1.38% 0.164%
21 12.966 1804 1807 1809 rBvV4 47925 46648 1.28% 0.153%
22 13.107 1827 1831 1834 rBV 3049072 2778129 76.12% 9.083%
23 13.577 1907 1911 1916 rVBS8 29186 45924 1.26% 0.150%
24 13.660 1923 1925 1928 rBvV4 57231 55246 1.51% 0.181%

25 13.989 1978 1981 1984 rBV3 163116 168815 4.63% 0.552%

26 14.171 2008 2012 2015 rBV 1016783 944617 25.88% 3.088%

27 14.307 2033 2035 2038 rVB3 62482 47877 1.31% 0.157%
28 14.618 2086 2088 2092 rVB3 93236 98422 2.70% 0.322%
29 14.942 2141 2143 2147 rVB5 73270 75307 2.06% 0.246%

30 15.712 2269 2274 2279 rBV2 628023 832890 22.82% 2.723%

Sum of corrected areas: 30586069
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107481.D

Aca On 18 Jul 2018 16:53

Operator : JU/SJ

Sample : J4035-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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: BF107481.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107481.D

Aca On 18 Jul 2018 16:53

Operator : JU/SJ

Sample : J4035-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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.

522 845ng 377427  1,4-Dichlorobenzene-da 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 45

016504-58-8 43
000921-14-2 38
021249-59-2 28

2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2
3 Hvdrazine. 1.1-bis(l1-methvlethvl)- 116 C6H16N2
4 Butvric acid. 3-bromo-. methvl e... 180 C5H9Br02

5 1,2-Butanediol 90 C4H1002 000584-03-2 23
Abundance Scan 490 (5.219 min): BF107481.D (-485) (-) m/z 42.95 100.00%
43.0
5000
101'1 Trrryprrrrprrrrr|Jrrrrrr
4.80 5.00 520 5.40 5.60
Ol 2820 288 222 Tm/z 59.00  64.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | BNLILENLN LN LB L L L L B
4.80 5.00 520 5.40 5.60
m/z 101.10 24 _10%
‘ 101.0
o,JwJ,.”.,.”.,.”.,”.. e A B AR EE RRR s Ra
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
A o R R
4.80 5.00 520 5.40 5.60
m/z 58.00 14 _.96%
5000 101.0
O T T T T e T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0 4.80 5.00 520 5.40 5.60
m/z 39.00 11.95%
5000 101.0
O+ e e e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107481.D

Aca On 18 Jul 2018 16:53

Operator : JU/SJ

Sample : J4035-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown6.75 Concentration Rank 1

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

6.75 71.64 ng 3200860 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 22
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 750 (6.748 min): BF107481.D (-746) (-) m/z 132.00 100.00%
132.0
68.1
5000
A mmm s
6.40 6.60 6.80 7.00
o LA L Aeedssr 484 Th/7 68.10  59.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 R RARRE LRSS RARR MR B
69.0 6.40 6.60 6.80 7.00
m/z 66.00 40.28%
0 I e L I B B e BB ma
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0 132.0
'6.40 6.60 6.80 7.00
5000 m/z 134.00 31.58%
0 92.0 189.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14770: Cyclopropanamine, 1-phenyl- N EEmman
132.0 6.40 6.60 6.80 7.00
m/z 69.10 27 .49%
5000
77.0
39.
0'Liﬁj”l'L'W""P"'I”"I'”'I"'W""P"' SR SRS UL SRR
m/z--> 50 100 150 200 250 300 350 400 450 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107481.D

Aca On 18 Jul 2018 16:53

Operator : JU/SJ

Sample : J4035-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 9-Tricosene, (2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.99 3.57 ng 168815 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 93
2 1-Tricosene 322 C23H46 018835-32-0 83
3 Trihexadecvl borate 735 C48H99B0O3 002665-11-4 83
4 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 81
5 1-Docosene 308 C22H44 001599-67-3 64
Abundance Scan 1981 (13.989 min): BF107481.D (-1978) (-) m/z 43.05 100.00%
43.0 83.0
5000
25.0 L
1928 5652308.35¢ 4 13.60 13.80 14.00 14.20 14.40
o : m/z 57.05 84 .94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #163020: 9-Tricosene, (2)-
57.0
5000 AL SRR B U
13.60 13.80 14.00 14.20 14.40
m/z 83.05 84 .66%
322.0
o,..‘J.. h \‘ \Hu n 1‘1“8,?,022402660 N
m/iz--> 0 50 250 300 350 400 450 500
Abundance
57.0
97.0 LRI IR SRR SUNIL I
13.60 13.80 14.00 14.20 14.40
5000 m/z 71.05 68.26%
. 1”%&%%0%%””
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #243153: Trihexadecy! borate R EEREaEEEas
57.0 13.60 13.80 14.00 14.20 14.40
m/z 55.10 64 .14%
5000 7.0
225.0
0l18:9. hﬁ4f01830 287.0 511.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107481.D

Aca On 18 Jul 2018 16:53

Operator : JU/SJ

Sample : J4035-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.62 2.08 ng 98422 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 49
2 Heptacosane 380 C27H56 000593-49-7 43
3 Behenvl chloride 344 C22H45CI 042217-03-8 25
4 Eicosane 282 C20H42 000112-95-8 15
5 Hexadecane 226 C16H34 000544-76-3 11
Abundance Scan 2088 (14.618 min): BF107481.D (-2086) (-) m/z 57.00 100.00%
57.0
5000
111.2 L B B I B
l I 1601 2192 2831353  gess 265 14,40 14.60 14.80 15.00
Oty m/z 85.10 47 .84%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59880: Tetradecane
57.0
5000 R ISR L B B
14.40 14.60 14.80 15.00
m/z 71.00 37.73%
Olsd\“ \‘ \\9\‘0\17410 1980
m/z--> 6 5 160 1%0 200 250 300 3éo 460 4%0 560 '
Abundance
57.0
" 14140 14.60 14.80 15.00
5000 m/z 41.05 35.95%
0 990 141, 0183. 0225 0267.0 323.0 380.0
m/z--> 6 éo 160 1%0 200 250 300 350 400 4%0 560 '
Abundance #180096: Behenyl chloride R B R e ma
57.0 14.40 14.60 14.80 15.00
m/z 69.10 22 .33%
5000
9.0
oisa )] ﬁm 1101830 2500970 340
m/z--> 6 éo 160 1%0 200 250 300 3éo 460 4%0 560 ' 14%0 1460 1480 1500
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071818\
Data File : BF107481.D

Acq On 18 Jul 2018 16:53

Operator : JU/SJ

Sample - J4035-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618_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... 5.22 8.4 ng 377427 1 6.98 893609 20.0
unknown6.75 6.75 71.6 ng 3200860 1 6.98 893609 20.0
9-Tricosene, (2)- 13.99 3.6 ng 168815 5 14.17 944617 20.0
Tetradecane 14.62 2.1 ng 98422 5 14.17 944617 20.0
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