LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107594.D

Aca On : 23 Jul 2018 17:58

Operator : JU/SJ

Sample : J4062-31

Misc :

ALS Vial : 16 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-BF072018 .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 5.213 485 489 505 rvB 715187 891915 17.38% 2.030%
2 5.613 553 557 580 rBY 4261789 5005486 97.54% 11.390%
3 6.613 722 727 746 rBVY 3980670 5131618 100.00% 11.677%
4 6.754 746 751 771 rVB 4430354 5101337 99.41% 11.608%
5 6.978 785 789 796 rBVY 1595662 1594854 31.08% 3.629%

6 7.131 812 815 831 rBV 3567726 3716817 72.43% 8.458%
7 7.542 880 885 900 rBV 2655672 2953105 57.55% 6.720%
8 8.260 1003 1007 1029 rBV 1858216 2023832 39.44% 4._.605%
9 9.336 1186 1190 1199 rBV 4514802 4336747 84.51% 9.868%
10 9.725 1251 1256 1262 rBV 165700 171967 3.35% 0.391%
11 10.025 1303 1307 1318 rBV 1774257 1789410 34.87% 4.072%
12 10.431 1367 1376 1379 rBV2 47310 59582 1.16% 0.136%
13 10.819 1437 1442 1455 rBV 2432804 2726980 53.14% 6.205%
14 10.907 1455 1457 1463 rVB 46895 65501 1.28% 0.149%

15 11.519 1557 1561 1569 rBV 1652499 1714039 33.40% 3.900%

16 12.019 1644 1646 1650 rBV2 89873 105016 2.05% 0.239%
17 12.060 1650 1653 1656 rVB 48145 61312 1.19% 0.140%
18 12.736 1765 1768 1772 rBV 64190 63640 1.24% 0.145%
19 13.101 1826 1830 1838 rBV 3840805 3615603 70.46% 8.227%
20 13.983 1977 1980 1983 rBV 186857 178122 3.47% 0.405%

21 14.171 2008 2012 2020 rBV 1391149 1469083 28.63% 3.343%
22 15.713 2269 2274 2280 rVB 769835 1170734 22.81% 2.664%

Sum of corrected areas: 43946700
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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:\SVOASRV\HPCHEM1I\BNA F\DATA\BF072318\

BF107594.D

23 Jul 2018 17:58

JussJ

J4062-31

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018.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:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107594.D

Aca On : 23 Jul 2018 17:58

Operator : JU/SJ

Sample : J4062-31

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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.

5.21 11.18 ng 891915 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 488 (5.207 min): BF107594.D (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000
509 | 650 1°|“ 480 500 520 540 560
ot e m/z 59.00 60.36%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
480 5.00 5.20 5.40 5.60
59.0 1010 m/z 57.95 16.92%
0 21.0 350, | 510 ‘ 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540 560
5000 m/z 101.10 16.33%
41.0
29.0 101.0
0"I'"'I""I""I'"§q9'"I""Z?R'I'gqgl""l""l
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e  ERamE pam s
59.0 480 5.00 5.20 5.40 5.60
m/z 41.05 8.42%
5000 41.0
31.0
69.0 870
0 15.0 “‘H ‘m‘ 510“‘ : . 98.0
m/z--> 0 20 30 40 50 60 70 8 9 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107594.D

Aca On : 23 Jul 2018 17:58

Operator : JU/SJ

Sample : J4062-31

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 63.97 ng 5101340 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 750 (6.748 min): BF107594.D (-746) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0
40.0 54.0 6.40 6.60 6.80 7.00
0 gLl e — m/z 67.95 41.29%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.10%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 65.95 27.80%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.32%
74.0
5000 98.0 116.0
oL IIIIIII‘I\I\I\I ""Ml ||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R EEE L e R AR
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107594.D

Aca On : 23 Jul 2018 17:58

Operator : JU/SJ

Sample : J4062-31

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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-Hexacosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.98 2.42 ng 178122 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 93
2 1-Docosene 308 C22H44 001599-67-3 91
3 Z-14-Nonacosane 406 C29H58 1000131-18-9 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 90

Abundance Scan 1979 (13.977 min): BF107594.D (-1977) (-) m/z 57.00 100.00%

57.0

%

5000 H 7.1
\ l 1511 1991 246.2286.1 3441 409.14534 516.5 13.60 13.80 14.00 14.20
(/D & 05 1 W NI vt At e e A e P o m/z 55.00 72.92%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #193365: 1-Hexacosene
570 970
5000 LA L L L L L L L L
13.60 13.80 14.00 14.20
‘ H fglo 364.0 m/z 43.00 68.22%
181.0
oo L L 2r0mm0 oz |
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0 97.0
.
13.60 13.80 14.00 14.20
5000 m/z 83.10 59.94%
308.0
139.0
0l15.0 181.0223.0 266.0
T e e s e
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #214571: Z-14-Nonacosane R ma e AR
430 97.0 13.60 13.80 14.00 14.20
406.0 m/z 69.05 48 .84%
5000 W”vvmfﬂJAMmMWAvvvvwnﬁVvaw~
39.0
o | J,hﬁ8}?%230264030603490
b T b SRR S A s L e = .
miz-> 0 50 100 150 200 250 300 350 400 450 500 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072318\
Data File : BF107594.D

Acq On : 23 Jul 2018 17:58

Operator : JU/SJ

Sample - J4062-31

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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... 5.21 11.2 ng 891915 1 6.98 1594850 20.0
unknown6.75 6.75 64.0 ng 5101340 1 6.98 1594850 20.0
1-Hexacosene 13.98 2.4 ng 178122 5 14.17 1469080 20.0
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