LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\

Data File : BF104233.D

Aca On : 4 Apr 2018 18:49 Instrument :

Operator : JU/SJ EﬁAfs el
- _ lentosampleld :

3?22'6 : J2169-01 BROOK-BROOKLYN

ALS Vial : 11 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 separati

Method
Title
Signal :T
peak R.T. Ffir

# min sc

1

2 5.187 5

3 5.592 5

4 6.592 7

5 6.722 7
6.951 8
7.104 8
7.516 9
8.233 10
9.298 12

=
QO ~NO®

11 9.698 12
12 9.986 13
13 10.786
14 10.863
15 11.486 15

16 11.986
17 13.068
18 13.933
19 14.139
20 14.962

21 15.668
22 16.145

on: 5

1C

st max
an scan

last
scan

PK
TY

rvB
rBv2
rBv
rBv
rvB

rBv
rvB
rBv
rBv
rBv

rBv
rBv
rBv
rvB3
rBv

rBv2
rBv
rBv
rBv
rBv

rBv
rBv5

peak
heiaht
31759
22872
252307
459102
861653

266149
816810
333996
523389
1949911

74703
1030224
1441706

73953

827790

59982
3156994
343362
766067
42223

360804
24195

48888
952988
1333773
1609081

638049
1294766
931300
1043801
2605354

97897
1181619
1980769

149479
1249094

89790
3885806
374031
1097707
43256

719061
39061

of corrected areas:

8270-BF032818.M Thu Apr 05 15:39:08 2018

> Z:\HPCHEM1I\BNA F\METHODS\8270-BF032818_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

corr.
% max.

1.10%

1.26%
24 .52%
34.32%
41.41%

16.42%
33.32%
23.97%
26 .86%
67 .05%

2.52%
30.41%
50.97%

3.85%
32.15%

2.31%
100.00%
9.63%
28.25%
1.11%

18.50%
1.01%

21408427

4.451%
6.230%
7.516%

2.980%
6.048%
4 _350%
4_.876%
12.170%

0.457%
5.519%
9.252%
0.698%
5.835%

0.419%
18.151%
1.747%
5.127%
0.202%

3.359%
0.182%
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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:\HPCHEMI\BNA F\DATA\BF040418\

BF104233.D

4 Apr 2018 18:49

Ju/SJ

J2169-01 BROOK-BROOKLYN
11 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.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:\HPCHEM1\BNA F\DATA\BF040418\

Data File : BF104233.D

Aca On 4 Apr 2018 18:49

Operator : JU/SJ

ﬁ?ggle i J2169-01 BROOK-BROOKLYN
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown6.72 Concentration Rank 1

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

6.72 50.44 ng 1609080 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 788 (6.722 min): BF104233.D (-785) (-) m/z 132.00 100.00%
132
5000 68 A\\\~_
40 75 % 640 6.60 6.80 7.00
. 04 ey || 5 g5 | 104 . ;
R LA R R RO KA RS AR AARRA RS AR LR NaRR SRR R m/z 68.00 38.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 31.81%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 640 6.60 6.80 7.00
5000 m/z 65.95 23.19%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.40 6.60 6.80 7.00

m/z 69.05 14 .84%

5000
104
51 66 77
14 27 37 44> 58 | ' 8997 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 660 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104233.D

Aca On : 4 Apr 2018 18:49

Operator : JU/SJ

Sample : J2169-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Pentadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.86 2.39 ng 149479 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 83
2 Nonadecane 268 C19H40 000629-92-5 83
3 Hexadecane 226 C16H34 000544-76-3 83
4 Tetradecane 198 C14H30 000629-59-4 78
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 78

Abundance Scan 1492 (10.863 min): BF104233.D (-1490) (-) m/z 57.00 100.00%
57
43 71
5000
1060 10.80 11.00 11.20
o} m/z 43.10 68.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71394: Pentadecane
a3 ¥
5000 71 g LN B B SULLE AU
1060 10.80 11.00 11.20
29 m/z 71.05 67.82%
99
o L] 113127141155169133 212
m/z--> 20 Jo 60 80 100 150 150 160 180 200 220 240 260
Abundance
57
43 71 UL U BN SURIURA B
g5 10.60 10.80 11.00 11.20
5000 m/z 85.05 45 . 74%
29 99
o 113127141155169183197 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83027: Hexadecane o o o AT, S
57 10.60 10.80 11.00 11.20
3 4 m/z 41.05 32.97%
5000 85
29 99
oL14 Ll J‘ I 113127141155169183197 226
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 1060 10,80 11.00 11.20
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BROOK-BROOKLYN
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\

Data File : BF104233.D

Aca On 4 Apr 2018 18:49

Operator : JU/SJ

ﬁ?ggle i J2169-01 BROOK-BROOKLYN
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.93 6.81 ng 374031 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 2013 (13.927 min): BF104233.D (-2011) (-) m/z 57.10 100.00%
57
5000 111 ~,N~J,_Vﬁ,“__AkugkN_vAw-«
ISR VN U SR UGS
3 139 13.60 13.80 14.00 14.20
o 165 101209 m/z 83.10 97.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
5000 1l R A DO SRR
Bmmmmmmm
- m/z 55.00 95.14Y%
ol 167 196 224 252 280 308
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
13.60 13.80 14.00 14.20
5000 111 m/z 69.00 88.63%
29

139 167 106 238 266 294

ERE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 st
83 13.60 13.80 14.00 14.20
m/z 43.05 88.03%
5000 NLA
o \“ ‘ 167 195 222 250 280 308 336
”w””“”.”” - e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040418\

Data File : BF104233.D

Acq On > 4 Apr 2018 18:49

Operator : JU/SJ

ﬁ?ggle i J2169-01 BROOK-BROOKLYN
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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]
unknown6 .72 6.72 50.4 ng 1609080 1 6.95 638049 20.0
Pentadecane 10.86 2.4 ng 149479 4 11.49 1249090 20.0
Behenic alcohol 13.93 6.8 ng 374031 5 14.14 1097710 20.0
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