LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108499.D

Aca On : 27 Aug 2018 10:15

Operator : JU/SJ

Sample : J4629-01

Misc :

ALS Vial : 3 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-BF080818 .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 5.237 489 493 499 rBV 77441 93158 3.64% 0.344%
2 5.625 555 559 567 rBY 1969479 2008064 78.48% 7.425%
3 6.619 724 728 739 rBVY 2046619 2147479 83.93% 7.940%
4 6.772 749 754 757 rBVY 2161301 2143762 83.78% 7.927%
5 6.919 775 779 786 rVB2 20340 30369 1.19% 0.112%
6 6.995 789 792 796 rBV 808695 690173 26.97% 2.552%
7 7.154 815 819 822 rBVY 2040995 1668974 65.23% 6.171%
8 7.560 883 888 891 rBY 1558959 1388012 54.25% 5.132%
9 8.284 1006 1011 1014 rBV 933078 871920 34.08% 3.224%
10 9.354 1188 1193 1196 rBvV 3048359 2558777 100.00% 9.461%

11 9.748 1256 1260 1263 rBV 620544 545646 21.32% 2.018%
12 10.042 1306 1310 1316 rBV 1255143 1063265 41.55% 3.931%

13 10.219 1336 1340 1345 rBv4 25664 36086 1.41% 0.133%
14 10.442 1371 1378 1384 rBV 108445 157581 6.16% 0.583%
15 10.672 1412 1417 1420 rBV3 16783 33417 1.31% 0.124%
16 10.725 1422 1426 1433 rVB2 38956 78104 3.05% 0.289%

17 10.836 1441 1445 1457 rBV 1903673 1782231 69.65% 6.590%
18 11.536 1560 1564 1568 rBV 1336131 1139818 44.55% 4._.215%
19 12.042 1644 1650 1655 rBV 327746 354158 13.84% 1.310%
20 12.783 1769 1776 1781 rBV3 77256 143281 5.60% 0.530%

21 12.830 1781 1784 1789 rVB3 46056 56097 2.19% 0.207%
22 13.124 1829 1834 1837 rBV 2820348 2556282 99.90% 9.452%
23 13.324 1862 1868 1872 rBV3 51676 98128 3.83% 0.363%
24 13.607 1909 1916 1923 rBV 186303 419300 16.39% 1.550%
25 13.671 1925 1927 1930 rVB2 50084 43641 1.71% 0.161%
26 14.001 1980 1983 1985 rBV 59005 53216 2.08% 0.197%

27 14.030 1985 1988 1999 rVB5 81037 186840 7.30% 0.691%
28 14.189 2011 2015 2019 rBV 962612 841685 32.89% 3.112%
29 14.242 2019 2024 2034 rVV 348085 575693 22.50% 2.129%
30 14.318 2034 2037 2041 rVvVv 76651 66456 2.60% 0.246%

31 14.624 2086 2089 2094 rBV 108241 108157 4.23% 0.400%
32 14.789 2111 2117 2128 rVB 389973 639910 25.01% 2.366%
33 14.948 2140 2144 2150 rVB 125716 142376 5.56% 0.526%
34 15.030 2155 2158 2162 rVB 27769 32702 1.28% 0.121%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108499.D

Aca On : 27 Aug 2018 10:15

Operator : JU/SJ

Sample : J4629-01

Misc :

ALS Vial : 3 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.313 2201 2206 2212 rVB 183762 235967 9.22% 0.872%

36 15.389 2213 2219 2227 rVB 248138 481252 18.81% 1.779%
37 15.742 2270 2279 2286 rBV2 575703 942380 36.83% 3.484%
38 16.077 2330 2336 2346 rVB 106202 246476 9.63% 0.911%
39 16.195 2350 2356 2363 rVB 143815 240466 9.40% 0.889%

40 16.742 2445 2449 2455 rVB2 58587 94251 3.68% 0.348%
41 18.018 2662 2666 2669 rBV6 23626 49584 1.94% 0.183%
Sum of corrected areas: 27045134
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\

BF108499.D

27 Aug 2018 10:15

JussJ

J4629-01

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF108499.D

5.62

5.24

6.62

6.77
7.15

7.56

(e
Time-->

A
T T T T T T T T T T T T L

™ T
5.00 5.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF108499.D

10.84

11.54

10.04

9.75

L _A 10.2229%4 10872

0 T
Time-->

11.50

T T T
10.00 10.50 11.00

12.00

T T
12.50 13.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF108499.D

14.19

15.74
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108499.D

Aca On : 27 Aug 2018 10:15

Operator : JU/SJ

Sample : J4629-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 13

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

5.24 2.70 ng 93158 1,4-Dichlorobenzene-d4 7.00
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 38
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23

Abundance Scan 494 (5.243 min): BF108499.D (-489) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
| 83.0 | 5.00 5.20 5.40 5.60
o} AV 1| FUINESN I | N M EN— m/z 59.10 54.06%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 by Sk sk sho
0
150 a0 1010 m/z 101.10 17.53%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 " 500 520 540 5.60
5000 m/z 58.10 13.75%
20.0 101.0
0 180 | 1. 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LI B B L BB BN
54.0 5.00 5.20 5.40 5.60
m/z 41.10 10.05%
5000
410 101.0
oL 150 30 Tls00, | 690 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108499.D

Aca On : 27 Aug 2018 10:15

Operator : JU/SJ

Sample : J4629-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.77 Concentration Rank 1

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

6.77 62.12 ng 2143760 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 754 (6.772 min): BF108499.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 T T T T
40.0 540 J 6.40 6.60 6.80 7.00 7.20
o! agro | yus o m/z 68.10 42.06%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 LSRR SRS NARAR N
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 33.78%
51.0 70.0 86.0
0! T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.40 6.60 6.80 7.00 7.20
5000 9go 1160 m/z 66.10 28.01%
0: T I‘I\I \I\ : ""Ml — ‘: : Iw‘l“l : "“l : I‘\ \I —— Il5|8|0| —— |:!-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e R EREEE
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.05 17.06%
5000 67.0
41.0 97.0
‘ ‘ 117.0
Ouuuu‘l‘..s%lo“ Hfl ....“..H. N e
m/z--> 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108499.D

Aca On : 27 Aug 2018 10:15

Operator : JU/SJ

Sample : J4629-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.04 6.21 ng 354158 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1650 (12.042 min): BF108499.D (-1644) (-) m/z 43.05 100.00%
430 73.0
2000 /\_,_JL
129.1
971 2132 IIII|llll|llll|llllllll
157.1 1851 256.3 11.80 12.00 12.20 12.40
0 m/z 73.00 93.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #107549: n-Hexadecanoic acid

(o]
o
o

5000 129.0
11.80 12.00 12.20 12.40

83.0 0
1570 1g50 2130 256.0 m/z 60.00 84.37%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
T T T T
43.0 11.80 12.00 12.20 12.40
5000 129.0 m/z 57.05 78.04%
N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B BB R
43.0 73.0 11.80 12.00 12.20 12.40
m/z 41.10 76.14%
5000 129.0 M‘L
0.1.5.'?....,... S NMLALE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108499.D

Aca On : 27 Aug 2018 10:15

Operator : JU/SJ

Sample : J4629-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.78 2.51 ng 143281 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11.... 238 C18H22 006566-19-4 97
2 3.3"-Diacetvibiphenvl 238 C16H1402 094113-07-2 30
3 3-(N.N-Diethvlamino)carbazole 238 C16H18N2 054994-31-9 30
4 Hexacosane 366 C26H54 000630-01-3 25
5 4,47 -Diacetyl biphenyl 238 C16H1402 000787-69-9 25
Abundance Scan 1775 (12.777 min): BF108499.D (-1769) (-) m/z 57.10 100.00%
57.1
223.2 RS RS e e
| | | 127.1 1530 18|1-1 12:40 12.60 12.80 13.00
0...,....,...!,..".'."....||...I.'l.l.'..'il..'.I'.,.'“:'.."i"...'l.'l....,!...l'l.. m/z 71.10 62.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92596: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
228.0
181.0
5000 AR AR SN UL
1240 12.60 12.80 13.00
153.0 m/z 43.10 57.77%
55.0 81.0 104.0123.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92430: 3,3"-Diacetylbipheny!
228.0
12.40 12.60 12.80 13.00
0,
5000 430 m/z 85.10 45_.94%
104.0 152.0
0L15:0 O T 60 T 17600 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92485: 3-(N,N-Diethylamino)carbazole M R
228.0 12.40 12.60 12.80 13.00
m/z 41.10 22 .46%
5000
194.0
167.0
29.0 139.0
Obrrrirp 020 830 1110 ) l‘Hl..‘“..lM. SR S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1240 12.60 12,80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108499.D

Aca On : 27 Aug 2018 10:15

Operator : JU/SJ

Sample : J4629-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 6 unknownl3.32 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.32 2.33 ng 98128 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-ethvl-2-methvl- 114 C8H18 000609-26-7 43
2 Propanoic acid. 2.2-dimethvl-. 2... 214 C13H2602 016387-18-1 43
3 1-Piperidinvloxv. 4-amino-2.2.6.... 171 C9H19N20 014691-88-4 38
4 5-Undecene. 9-methvl-. (2)- 168 C12H24 074630-65-2 30
5 2-Propen-1l-amine, N-ethyl- 85 C5H11IN 002424-02-4 30
Abundance Scan 1867 (13.319 min): BF108499.D (-1862) (-) m/z 70.00 100.00%
70.0
5000 208.1
411
96.0 Aol T e P
1240 220 1801 13.00 13.20 13.40 13.60
o} m/z 208.10 49 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7667: Pentane, 3-ethyl-2-methyl-

5000
13.00 13.20 13.40 13.60

m/z 41.10 36.01%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72728: Propanoic acid, 2,2-dimethyl-, 2-ethylhexyl ester
57.0
L B
13.00 13.20 13.40 13.60
5000 m/z 55.10 34.26%
85.0
290 ‘ 112.0
I S NP S S W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39446: 1-Piperidinyloxy, 4-amino-2,2,6,6-tetramethyl- R R mama
70.0 13.00 13.20 13.40 13.60
m/z 69.00 27 .73%
5000
41.0
0 .1.5.9....,....,....,L.l.-?,.l.lf,‘?..lf*,l.f)..,17.1..".... e || e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 00 13. 20 13. 40 13. 60
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Data Path
Data File

Aca On

Operator

Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
BF108499.D

27 Aug 2018 10:15

Ju/sJ

J4629-01

3 Sample Multiplier: 1

= C:\DATABASE\NIST11.L
LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

7 Tetracosane

Concentration Rank 6

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

13.61 9.96 ng 419300 Chrysene-di12 14.19

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Pentadecane 212 C15H32 000629-62-9 91

Abundance Scan 1917 (13.613 min): BF108499.D (-1909) (-) m/z 57.05 100.00%
57.0
e T
113.1 13.20 13.40 13.60 13.80 14.00
141.1 169. 2 197 1 239 2
Obprrrefberk b 002 A e e M/Z 43.10  64.16%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57.0
5000 850 LA L L L L L L L L
: 1320 13.40 13.60 13.80 14.00
29.0 m/z 71.05 59.31%
oL | 11301410 169.0 197.0 225.0 253.0 281.0 309.0 338.0
R R I e L e s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #59882: Tetradecane
57.0
T T T
13.20 13.40 13.60 13.80 14.00
5000 85.0 m/z 85.05 47 .53%
29.0
o 1 d o 0 a0 2000
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105885: Octadecane e
57.0 13.20 13.40 13.60 13.80 14.00
m/z 55.05 22 .39%
5000 85.0
29.0 113.0
ol i || M0 1410 160.0197.0 25,0 254.0
A e B e A RRaaa RARS RN RARES maman
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108499.D

Aca On : 27 Aug 2018 10:15

Operator : JU/SJ

Sample : J4629-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 8 Fumaric acid, 2-chloropropy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.03 4.44 ng 186840 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid. 2-chloropropvl tri... 374 C20H35CI04 1000348-57-1 86
2 Octacosanol 410 C28H580 000557-61-9 86
3 Cvclopentane. 1-pentvl-2-propvl- 182 C13H26 062199-51-3 64
4 Cvclopentane. 1.2-dibutvl- 182 C13H26 062199-52-4 62
5 Cycloeicosane 280 C20H40 000296-56-0 58
Abundance Scan 1988 (14.030 min): BF108499.D (-1985) (-) m/z 55.10 100.00%
54.1
5000 /\A—\’—f/k—j\/\ﬁ’“
Mo1g1 230 4y 1580 1400 1420 1040
0 : m/z 43.10 88.27%
m/z--> 50 100 150 200 250 300 350
Abundance #199267: Fumaric acid, 2-chloropropy! tridecyl ester
550 117.0
5000 LR SR SIS IR B
13.80 14.00 14.20 14.40
m/z 57.10 85.47%
0‘2 0 339.0 374.0
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57.0
or.0 U AR SN B B
13.80 14.00 14.20 14.40
5000 m/z 83.10 76 .90%
0 27,01 i I |‘ I J{ JF‘?'OJ ‘1810 222.0251.0 292.0322.0 362. 03920
m/z--> 50 100 150 200 250 300 350
Abundance #47291: Cyclopentane, 1-pentyl-2-propyl- R EEEEs
69.0 13.80 14.00 14.20 14.40
m/z 69.10 72 .82%
5000 111.0
29.0 l
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108499.D

Aca On : 27 Aug 2018 10:15

Operator : JU/SJ

Sample : J4629-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 9 Hentriacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .24 13.68 ng 575693 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2024 (14.242 min): BF108499.D (-2019) (-) m/z 57.10 100.00%

5000

%

14.00 14.20 14.40 14.60

1169.1 2252 2951

0 m/z 43.10 65.26%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0
5000 LA B L L L L LB

14.00 14.20 14.40 14.60
m/z 71.10 61.02%

13.0
h 169.0 225 0 309 0 3650 4370

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
R R EEEEEEa R
14.00 14.20 14.40 14.60
5000 m/z 85.05 45.26%
130
O ,169.0 2250 2810 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175557: Tetracosane TR T T T
57.0 14.00 14.20 14.40 14.60
m/z 55.10 22 .82%
5000

%

113.0 169.0 2250 261.0 338.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108499.D

Aca On : 27 Aug 2018 10:15

Operator : JU/SJ

Sample : J4629-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 10 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.62 2.57 ng 108157 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Docosane 310 C22H46 000629-97-0 91
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2088 (14.618 min): BF108499.D (-2086) (-) m/z 57.10 100.00%
57.1
5000 85.0
13.1 1551 202.1 266.9 14.40 14.60 14.80 15.00
0..1,‘.]". 11 bl S m/z 71.10 58.77%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 IR DAL R BRI B
85.0 14.40 14.60 14.80 15.00
29.0 m/z 43.10 58.65%
. | J L Iﬂ130141016901970225025302820
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
1440 14.60 14.80 15.00
5000 m/z 85.05 45_.81%
85.0
0”% JJEB%MMwmwmmmmmmo3mmmmmo
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane T T T T
57.0 14.40 14.60 14.80 15.00
m/z 41.10 22 .56%
5000 85.0
29.0
oL Ll | ) [70141.0169.0197.0225,0254.0
m/z--> 50 100 150 200 250 300 350 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108499.D

Aca On : 27 Aug 2018 10:15

Operator : JU/SJ

Sample : J4629-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 11 Heptadecane, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.79 15.21 ng 639910 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2117 (14.789 min): BF108499.D (-2111) (-) m/z 57.10 100.00%
57.1
5000 | n
991 14.40 14.60 14.80 15.00 15.20
141.1 - - - - -
0...|, b g ffH 1832 2432833 m/z 43.10 65.82%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 AN B BRI SURBULS
14.40 14.60 14.80 15.00 15.20
m/z 71.10 62.47%
o 1410 1830 2300680 3080 3520
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 45_.23%
99.0
0%@ ‘Lllﬂomw250%m3mmm
m/z--> 50 100 150 200 250 300 350 '
Abundance #209565: Octacosane R AAAREEEE S
57.0 14.40 14.60 14.80 15.00 15.20
m/z 55.05 22 .94%
5000
99.0
o 210 | ;\ | }41 -0 1830 2250 2810  337.0  394.0
m/z--> 50 100 150 260 250 300 350 ' 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108499.D

Aca On : 27 Aug 2018 10:15

Operator : JU/SJ

Sample : J4629-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 12 Pentacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .95 3.38 ng 142376 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Pentacosane 352 C25H52 000629-99-2 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 86
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
Abundance Scan 2144 (14.948 min): BF108499.D (-2140) (-) m/z 57.10 100.00%
57.1
5000 ‘ 85.1
113.1 14,60 14.80 15.00 15.20
41.1 .
ol | ,I.A! AL fdt 1831 2211 2831 m/z 43.10 61.84%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 L B S B SULRL B
85.0 14160 14.80 15.00 15.20
29.0 m/z 71.05 54 .68%
: 113.0
0 l I i T 241.0169.0197.0225.0253.0281.0309.0 338.0
m/z--> 55 160 1éo 260 2%0 360 3éo
Abundance #194493: Hexacosane
57.0
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.10 43.28%
. 290 L || [*30141.0160.0197.0225.0253.0 29503230 367.0
m/z--> 55 160 150 260 250 360 3éo
Abundance #185533: Pentacosane A Rm RE RS L
57.0 14.60 14.80 15.00 15.20
m/z 55.05 22 .87%
5000 85.0
113.0
1229 | gy T 1410169.0  211.0239.0267.0295.0323.0 352.0
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 3&'30 14.I60 14.|80 15.'00 15.'20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108499.D

Aca On : 27 Aug 2018 10:15

Operator : JU/SJ

Sample : J4629-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 13 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.31 5.01 ng 235967 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 87
5 Docosane 310 C22H46 000629-97-0 87

Abundance Scan 2206 (15.313 min): BF108499.D (-2201) (-) m/z 57.10 100.00%

57.1
5000

15.00 15.20 15.40 15.60

0 | J l ’1[4 f4l2 | 197.1 237.0 2821

T B A e e B e e I i m/z 43.10 62.02%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 LA L L L L L LB LB |
15.00 15.20 15.40 15.60
m/z 71.10 55.06%
990
. 27}0|‘ L L, 1410 1830 2250 2820
e A o e I B ML B e e o e B
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
R AR EEEEEE e S
15.00 15.20 15.40 15.60
5000 m/z 85.10 41.23%
99.0
0 27,0 ] Ly 1410 183.0 225.0 267.0 309.0338.0
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane e e AR
57.0 15.00 15.20 15.40 15.60
m/z 55.10 23.36%
5000
99.0
0 27,0 Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 15.00 15 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108499.D

Aca On : 27 Aug 2018 10:15

Operator : JU/SJ

Sample : J4629-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 14 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.39 10.21 ng 481252 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2219 (15.389 min): BF108499.D (-2213) (-) m/z 57.10 100.00%
57.1
5000
} 99.0 15.00 15.20 15.40 15.60 15.80
141.1 : : : : :
ol A AWl 4L 1881 2050 ama R 6o 37%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 AR BRI BN SO B
mmmmmmmmmm
99.0 m/z 71.10 58.05%
o |.| I, 140 183.0 2250 267.0 309.0 _ 367.0
m/z--> 55 160 1%0 200 250 300 3éo
Abundance #175557: Tetracosane
57.0
15.00 15.20 15.40 15.60 15.80
5000 m/z 85.10 46.81%
99.0
ﬁWH|idimmlmonm2mom%mo
m/z--> 55 160 150 200 250 360 3éo
Abundance #215181: 2-methyloctacosane B AR EEa e
57.0 15.00 15.20 15.40 15.60 15.80
m/z 55.10 23.59%
5000
99.0
0280 ] I | U | 0 1830 2250 267.0 300.0 _ 365.0304.0
m/z--> 5'0 100 1&1;0 2(')0 250 300 3&'30 ' 15. oo 15. 20 15. 40 15. 60 15I8O
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108499.D

Aca On : 27 Aug 2018 10:15

Operator : JU/SJ

Sample : J4629-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 17 2-methyloctacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.74 2.00 ng 94251 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 87
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2449 (16.742 min): BF108499.D (-2445) (-) m/z 57.10 100.00%
51.1
5000 x”“***wAﬂKuw/\V/\kvw,\¢x,A
i e T 1640 1660 1580 1700
ob b b g 260 m/z 43.05  64.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

5000

16 40 16 60 16. 80 17. 00
99.0 m/z 71.10 63.16%

0 141.0 183.0 225.0 267.0 309.0  365.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0

16 40 16 60 16. 80 17.00

5000 m/z 85.05 46.25%
99.0
oL Ly a0 1830 225.0 267.0 309.0 351.0 393.0 436.0
R e R S LS.
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane B e R
57.0 16.40 16.60 16.80 17.00

m/z 55.10 21.03%

5000

99.0
| ; 141.0 183.0 225.0 267.0 309.0 367.0

0""|"'}'|""|""|"" LA DNRLL PUR L SUR L AU SRS

m/z--> 50 100 150 200 250 300 350 400 16 40 16 60 16. 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
Data File : BF108499.D

Acq On : 27 Aug 2018 10:15

Operator : JU/SJ

Sample - J4629-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 5.24 2.7 ng 93158 1 7.00 690173 20.0
unknown6.77 6.77 62.1 ng 2143760 1 7.00 690173 20.0
n-Hexadecanoic acid 12.04 6.2 ng 354158 4 11.54 1139820 20.0
10,18-Bisnorabiet... 12.78 2.5 ng 143281 4 11.54 1139820 20.0
unknown13.32 13.32 2.3 ng 98128 5 14.19 841685 20.0
Tetracosane 13.61 10.0 ng 419300 5 14.19 841685 20.0
Fumaric acid, 2-c... 14.03 4.4 ng 186840 5 14.19 841685 20.0
Hentriacontane 14_24 13.7 ng 575693 5 14.19 841685 20.0
Eicosane 14.62 2.6 ng 108157 5 14.19 841685 20.0
Heptadecane, 9-oc... 14.79 15.2 ng 639910 5 14.19 841685 20.0
Pentacosane 14 .95 3.4 ng 142376 5 14.19 841685 20.0
Octacosane 15.31 5.0 ng 235967 6 15.74 942380 20.0
Hexacosane 15.39 10.2 ng 481252 6 15.74 942380 20.0
2-methyloctacosane 16.74 2.0 ng 94251 6 15.74 942380 20.0
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