LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF072418\

Data File : BF107637.D

Aca On : 24 Jul 2018 23:28 Instrument :
Operator : JU/SJ BNA_F

Sample - J4031-07 ClientSampleld :
Misc - PLANTER-DOC-7
ALS Vial : 26 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 5.213 485 489 507 rBV 649081 963951 16.68% 1.852%
2 5.607 552 556 583 rBY 3913529 5469749 94.64% 10.511%
3 6.607 721 726 745 rBVY 3746146 5577536 96.51% 10.719%
4 6.743 745 749 771 rVB 4522108 5577291 96.51% 10.718%
5 6.966 784 787 808 rBVY 1214318 1614301 27.93% 3.102%
6 7.125 810 814 830 rBVY 4203433 4355833 75.37% 8.371%
7 7.537 879 884 894 rBY 2701885 3411790 59.04% 6.557%
8 8.248 1001 1005 1024 rBvV 1812161 1996140 34.54% 3.836%
9 9.325 1182 1188 1203 rBvY 5629849 5779252 100.00% 11.106%
10 9.425 1203 1205 1210 rVB 130579 135255 2.34% 0.260%

11 9.713 1251 1254 1266 rBV 912607 890058 15.40% 1.710%
12 10.013 1300 1305 1316 rBV 1831520 1930152 33.40% 3.709%
13 10.807 1435 1440 1453 rBV 2797066 3220199 55.72% 6.188%
14 11.507 1555 1559 1567 rBV 1623390 1870010 32.36% 3.594%
15 11.707 1589 1593 1601 rBV2 153333 182684 3.16% 0.351%

16 12.007 1641 1644 1653 rBV3 222938 310257 5.37% 0.596%
17 12.177 1670 1673 1680 rVB 63365 59945 1.04% 0.115%
18 12.525 1729 1732 1737 rBV 268159 312769 5.41% 0.601%
19 12.719 1761 1765 1770 rBV 211098 241834 4.18% 0.465%
20 12.954 1798 1805 1811 rBV 203883 304766 5.27% 0.586%

21 13.089 1823 1828 1839 rBV 4432978 4536862 78.50% 8.719%

22 13.277 1857 1860 1866 rBV2 59843 85511 1.48% 0.164%
23 13.519 1898 1901 1904 rBVZ2 95728 83011 1.44% 0.160%
24 13.966 1974 1977 1981 rBV2 228304 238171 4.12% 0.458%
25 14.107 1998 2001 2004 rBV 115561 94761 1.64% 0.182%

26 14.154 2004 2009 2012 rBV 1483865 1483496 25.67% 2.851%
27 14.595 2081 2084 2088 rBV3 72292 84648 1.46% 0.163%
28 15.689 2265 2270 2281 rVB 830989 1225628 21.21% 2.355%

Sum of corrected areas: 52035860
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\

BF107637.D

24 Jul 2018 23:28

JussJ

J4031-07

26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF107637.D

6.74
7.12

5.61 6.61

5.21

7.54

0=
Time-->

T —T—r
5.00 5.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF107637.D

10.81

8.25 10.01

11.51

9.71

o

A
T T T T T

11.71 12/8112-18 12.5212.7212.95

13.09

13.28

0 :
Time-->

11.50

T
12.50

™1 T T
10.00 10.50 11.00

I
12.00

I
13.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF107637.D

14.15

T
17.00

I
17.50

-
18.00

16.00

16.50

T
15.50

L
18.50

8270-BF072018.

M Wed Jul 25 13:21:48 2018

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107637.D

Aca On 24 Jul 2018 23:28

Operator : JU/SJ

Sample : J4031-07

Misc :

ALS Vial : 26 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\NISTO2.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 11.94 ng 963951 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 488 (5.207 min): BF107637.D (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 50 ah0 850 540 550
Ol gl G008 e Ee 00 61, 92%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R LIS I
59.0 480 500 5.20 540 560
0
150 a0 1010 m/z 101.10 17.02%
83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43.0
o 450 500 520 540 560
5000 m/z 58.00 16.39%
20.0 101.0
N Il 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-  RREREEEES S ..
59.0 480 500 5.20 540 5.60
m/z 41.05 8.26%
5000
410 101.0
0 15.0 ‘%D 111500, | 690 83.0
m/z--> 10 20 30 4'0 50 60 7'0 8|0 9 100 110 480 500 520 5.40 5%0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107637.D

Aca On 24 Jul 2018 23:28

Operator : JU/SJ

Sample : J4031-07

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.74 Concentration Rank 1

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

6.74 69.10 ng 5577290 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.743 min): BF107637.D (-745) (-) m/z 132.00 100.00%
132.0 q
5000 68.0
40.0 540 || %09?1 20 6.40 6.60 6.80 7.00
o TS NS 1 N .- £ I | N m/z 68.00 40.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.87%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.84%
41.0 97.0
53.0
‘ 79.0 117.0
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘...luu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.48%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107637.D

Aca On 24 Jul 2018 23:28

Operator : JU/SJ

Sample : J4031-07

Misc :

ALS Vial : 26 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\NISTO2.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.01 3.32 ng 310257 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 Tetradecane, 1-iodo- 324 C14H29l 019218-94-1 11
Abundance Scan 1645 (12.013 min): BF107637.D (-1641) (-) m/z 60.00 100.00%
41
5000
213.2
157.1 185.2

256.3 11.60 11.80 12.00 12.20 12.40
0 m/z 73.00 86.40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0

5000 LA I L L L L L L B
11. 60 11. 80 12. OO 12 20 12. 40
120.0 256.0 m/z 57.00 83.77%
97.0 . .
0 |, | || iy L 15201710 10402130 2370 ]
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
73.0
L ma e e R R
43.0 11.60 11.80 12.00 12.20 12.40
m/z 43.00 80.75%
5000 129.0
185.0 228.0
1% o]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid B aaE e e
43.0 73.0 11.60 11.80 12.00 12.20 12.40
m/z 55.00 71.50%
5000
129.0 242.0
‘ ‘ oo ‘ 171.0 199.0
SN A - < ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107637.D

Aca On 24 Jul 2018 23:28

Operator : JU/SJ

Sample : J4031-07

Misc :

ALS Vial : 26 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\NISTO2.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-Hexadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.52 3.35 ng 312769 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecene 224 C16H32 000629-73-2 95
2 Cvclotetradecane 196 C14H28 000295-17-0 95
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 91
Abundance Scan 1731 (12.519 min): BF107637.D (-1729) (-) m/z 55.00 100.00%
5000 ¢
1o 1702 2000 pad 12120 1240 1260 150 |
0 m/z 57.00 99.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72489: 1-Hexadecene

-

5000 LIS L L L L L L L L LB
12 20 12. 40 12 60 12. 80
m/z 43.00 91.44%
oL s, 1400 1680 196.0 224.0
 REEmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53621: Cyclotetradecane
55.0
e
83.0 12.20 12.40 12.60 12.80
5000 m/z 69.05 76.28%
29.0
111.0
o | L1300 1680 1960
REEmE ma L e R ARE B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98170: 1-Nonadecene o
41,0 12.20 12.40 12.60 12.80
0
83.0 m/z 41.00 74 .32%
5000
111.0
L 1390 1680
REEmEma e  E ma e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12 20 12. 40 12 60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072418\
Data File : BF107637.D

Aca On 24 Jul 2018 23:28

Operator : JU/SJ

Sample : J4031-07

Misc :

ALS Vial : 26 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\NISTO2.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 6 5-Eicosene, (E)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.97 3.21 ng 238171 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 92
3 l17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Cvclopentadecane 210 C15H30 000295-48-7 90
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90

Abundance Scan 1978 (13.971 min): BF107637.D (-1974) (-) m/z 57.00 100.00%
57.0
7.0
5000
L [0 100 220 1560 1950 1400 1420
182.1 - : : :
Okt UL '..}..,....,..1.~.',-.-'..:?°,3.1...,3.6?.3.,....,...., m/z 55.00 83.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106398: 5-Eicosene, (E)-
58.0
5000 7.0 R SRR B S
13.60 13.80 14.00 14.20
m/z 43.00 79.29%
0 || ) I l 139.0 182.0223.0 280.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #106400: 3-Eicosene, (E)-
57.0
70 13.60 13.80 14.00 14.20
5000 m/z 83.10 62.96%
0 J 1] ’ L 1390 182.0 2240 280.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene B T
43.0 13.60 13.80 14.00 14.20
m/z 97.05 56.30%
. J‘ 1250 467 0 2100 267.0307.0 490.0
m/z--> 50 100 1%0 200 250 300 350 400 450 ' 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072418\
Data File : BF107637.D

Acq On 24 Jul 2018 23:28

Operator : JU/SJ

Sample - J4031-07

Misc :

ALS Vial : 26 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\NISTO2.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 11.9 ng 963951 1 6.97 1614300 20.0
unknown6 .74 6.74 69.1 ng 5577290 1 6.97 1614300 20.0
n-Hexadecanoic acid 12.01 3.3 ng 310257 4 11.51 1870010 20.0
1-Hexadecene 12.52 3.4 ng 312769 4 11.51 1870010 20.0
5-Eicosene, (E)- 13.97 3.2 ng 238171 5 14.15 1483500 20.0
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