Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Intearation

Intearator:

Smoothing
Sampling

Start Thrs:
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF041819\

BF113819.

D

18 Apr 2019 16:09

Ju/sJ
K2411-07

3 Sample Multiplier: 1

Parameters: rteint.p
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1
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Peak separation: 5

Method
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peak R.T.
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abrwNPE
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Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

= Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC

first max

SCan scan

rvv

peak
heiaht
3251326
3518395
3860069
1388373
3427700

2136160
1676559
4590740

458631
1837202

2499913
1715887
2179886
2721467

151981

328353
4288680
233302
4124232
3464227

172702
97916
5835254
1443173
236218

129338
4917239
427030
175071
2543756

242474
142491
1191277
255763
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corr.

area
3263072
3361936
3493227
1090099
2829690

2139907
1387570
4180922

394072
1541303

2087138
1460256
12852699
4580755
174990

488156
6783857
221538
3749037
8379461

403664
178400
12247485
1392497
473389

240892
9396140
875065
241973
5621499

315477
261905
1499298
381338

corr.
% max.
25.39%
26.16%
27 .18%

8.48%
22.02%

16.65%
10.80%
32.53%

3.07%
11.99%

16.24%
11.36%
100.00%
35.64%
1.36%

3.80%
52.78%
1.72%
29.17%
65.20%

3.14%
1.39%
95.29%
10.83%
3.68%

1.87%
73.11%
6.81%
1.88%
43 .74%

2.45%
2.04%
11.67%
2.97%

3.423%
1.068%
2.773%

2.097%
1.360%
4_.097%
0.386%
1.511%

2.045%
1.431%
12 .596%
4._.489%
0.171%

0.478%
6.648%
0.217%
3.674%
8.212%

0.396%
0.175%
12.003%
1.365%
0.464%

0.236%
9.209%
0.858%
0.237%
5.509%

0.309%
0.257%
1.469%
0.374%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113819.D

Aca On : 18 Apr 2019 16:09

Operator : JU/SJ

Sample : K2411-07

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\HPCHEM1I\BNA F\METHODS\8270-BF041819.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.627 2297 2302 2308 rVVv2 115107 347793 2.71% 0.341%

36 15.709 2308 2316 2333 rVB 837613 1925928 14.98% 1.887%
37 15.998 2360 2365 2369 rBV 179132 283913 2.21% 0.278%
38 16.039 2369 2372 2376 rVV2 89204 148270 1.15% 0.145%
39 16.098 2376 2382 2390 rVB6 207322 524625 4.08% 0.514%
40 16.462 2437 2444 2450 rBVY 170675 443762 3.45% 0.435%

41 16.515 2450 2453 2462 rVB2 101245 177764 1.38% 0.174%
42 18.592 2798 2806 2816 rBV5 64995 196291 1.53% 0.192%

Sum of corrected areas: 102037053
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113819.D

Aca On : 18 Apr 2019 16:09

Operator : JU/SJ

Sample : K2411-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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: BF113819.D

5000000

4000000 6.66
6.52
550 7.05

3000000

2000000
6.89

1000000

e T L

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF113819.D

5000000
9.25 12.73
12.99

4000000 13.06

3000000 11.95

10.71
11.65

2000000 8.17 9.93 11.41

1000000 b
9.63 -
i 1221 &ﬂfﬂ
I

oty

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF113819.D

5000000 14.50

4000000

3000000 15.06

2000000
14.04
15.51

1000000 15.71
14.83
.ﬁ@ﬁi} 143 99 51 157! 169040 14667 18.59

e e e e e R IR B

R I T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113819.D

Aca On : 18 Apr 2019 16:09

Operator : JU/SJ

Sample : K2411-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 unknown6.66 Concentration Rank 6

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

6.66 64 .09 ng 3493230 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 777 (6.657 min): BF113819.D (-773) (-) m/z 132.00 100.00%
32
5000 68
6 e
40 54 | 75 104 6.40 6.60 6.80 7.00
o.,....,...:|l!.‘.‘.7,::..?.1...|,..':~.,..?‘?,....,.':..,.1.1?.,....,'...,.. m/z 68.00 44.70%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 UL S AR R
6.40 6.60 6.80 7.00
78 m/z 134.00 32.79%
31 54 51
0'I”'WL”WP!“I”"P'JI”'W'”'P"W'”'P'”I'“'Ih”l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 640 6.60 680 7.00
5000 67 m/z 66.00 27.62%
41 97
53 117
‘ 9 go
o-.----.-3-4--‘.-‘---a‘--‘--‘iﬁ'ﬂ-‘-i‘.--‘-‘-‘.‘----.--‘--.-19'-5-.---‘-.1-2-‘-‘-.“---.--
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R L R AR A
132 6.40 6.60 6.80 7.00
m/z 69.10 17.72%
117
5000
39 91
51 65
AN - R TSNS - N B PR | 0 IS
m/z--> 20 30 40 50 60 70 80 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\BF041819\
Data File : BF113819.D

Aca On : 18 Apr 2019 16:09

Operator : JU/SJ

Sample : K2411-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 3 Eicosane, 10-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.65 176.03 ng 12852700 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 Eicosane. 9-octvl- 394 C28H58 013475-77-9 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 1626 (11.651 min): BF113819.D (-1591) (-) m/z 57.05 100.00%

7
85
5000

11.40 11.60 11.80 12.00

3 141 169 107
NEBEY l| L, 197 225 253 281 309 337 365 394 | sz 71.10  81.22%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57
5000 85 ||||||||||||||||||||

11.40 11.60 11.80 12.00
m/z 85.10 59.24%

113 154
O 8 R O i T T . A —
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
a3

71 11,40 11.60 11.80 12.00
5000 m/z 43.05 58.56%
99 196
oL d .l‘.d, 1A% | ys a2 e0
m/z--> 50 100 150 200 250 300 350
Abundance #209567: Eicosane, 9-octyl-
43 11.40 11.60 11.80 12.00

m/z 55.05 21.68%

71
5000
99 238 281
0 L“‘J | | 127 155 183 211 23 | 309 336 365 392

m/z--> 50 100 150 200 250 300 350 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113819.D

Aca On : 18 Apr 2019 16:09

Operator : JU/SJ

Sample : K2411-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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.
11.95 62.74 ng 4580760 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 18
Abundance Scan 1677 (11.951 min): BF113819.D (-1665) (-) m/z 73.00 100.00%
7B
43
5
5000 129
97 213
US| 143157171185 o9 227,328 o, 11.60 11.80 12.00 12.20
o} m/z 60.00 72.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
48 78
-
5000{ 29 256
11.60 11.80 12.00 12.20
m/z 43.10 67.61%

21
‘J‘“ 143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid
a3 | B

11. 60 11. 80 12. 00 12.20

5000 m/z 57.05 58.19%
29
129 171 214
L b 10 | asisr e
O,H.W‘”WMU. ”.MH”.P.”,”.W.”.PH”,”.W.”...”,”.q.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78 11.60 11.80 12.00 12.20

m/z 41.10 52.41%

5000 129
143457171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113819.D

Aca On : 18 Apr 2019 16:09

Operator : JU/SJ

Sample : K2411-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.73 97.43 ng 6783860 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58
Abundance Scan 1809 (12.727 min): BF113819.D (-1803) (-) m/z 73.00 100.00%
43 &
5
5000 129
o7 185 241 SRR BN IR
1 | 143157171 | 199213227 | 95,425 12.40 12.60 12.80 13.00
o} m/z 43.10 79.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
48 57 78
12.40 12.60 12.80 13.00
m/z 60.00 76.02%
. 14315171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
78
43 57 12.40 12.60 12.80 13.00
5000 m/z 57.05 68.12%
129
29 185 228
115
01 1435171
ok L4l T ST N Ll ,\,,1,99”2,1,3 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid
43 78 12.40 12.60 12.80 13.00
m/z 55.10 59.62%
57
5000 - e
7 115 171 214
N =
0|-i--‘|‘-‘--”-” -H----|---i|----|--------|-‘---------------|----|---- L B e i B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113819.D

Aca On : 18 Apr 2019 16:09

Operator : JU/SJ

Sample : K2411-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 Pentadecane, 8-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.06 120.35 ng 8379460 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
Abundance Scan 1866 (13.063 min): BF113819.D (-1857) (-) m/z 57.10 100.00%
57
85
5000
141 169 12.80 13.00 13.20 13.40
o - y .1.|| 22,397 225 258 281 309 337 365 408 | ny7 71,10  82.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57
5000 85
12.80 13.00 13.20 13.40
m/z 85.10 61.25%
113154
0 | J 1133 it \183 211 239 281
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85 12.80 13.00 13.20 13.40
5000 m/z 43.10 58.51%
29 113
o1 w 1y J L ‘1f1‘169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane B o e
57 12.80 13.00 13.20 13.40
m/z 55.00 21.77%
5000 85
113
o 20 || | |77 142 160 197 225 267 205 365 393
Trrr i rr i+ 1 ry+rrrrryrrrr rrrrr ryrrrr [ rrr [ rrrrorrT —v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—ﬁ
m/z--> 50 100 150 200 250 300 350 400 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113819.D

Aca On : 18 Apr 2019 16:09

Operator : JU/SJ

Sample : K2411-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 7 2-methyloctacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.59 5.80 ng 403664 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Triacontane 422 C30H62 000638-68-6 90
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 1956 (13.592 min): BF113819.D (-1949) (-) m/z 57.00 100.00%

57
5000 \
141 169 230 257 13.20 13.40 13.60 13.80 14.00

3 197 261 m/z 71.10  72.63%

ol

m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

5000 e e REREm
13 20 13. 40 13 60 13 80 14. 00

m/z 43.05 69.05%

o 141 169 197 225 267 295
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
13.20 13. 40 13 60 13 80 14. 00
5000 85 m/z 85.05 55.88%
13 941
NEIREE |77, 141 169 197 225 253 281 309 337 365 393 422
B B B o o e B L e B I A A o o
m/z--> 50 100 150 200 250 300 350 400 \
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- RERREEEESE R RS L
43 13.20 13. 40 13 60 13 80 14. 00

m/z 55.00 24 .96%

71
5000
9 127
ol b L |77 195 183 225 253 295 387

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80 14.00

8270-BF041819.M Fri Apr 19 17:18:24 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113819.D

Aca On : 18 Apr 2019 16:09

Operator : JU/SJ

Sample : K2411-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 Hexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.89 175.91 ng 12247500 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 91
Abundance Scan 2007 (13.892 min): BF113819.D (-1992) (-) m/z 57.10 100.00%
85
5000

13.60 13.80 14.00 14.20
m/z 71.05 83.12%

141 169 197 225 253 281 309 337 365 393 422

m/z--> 50 100 150 200 250 300 350 400
Abundance #83023: Hexadecane
7

0!

5000 85 LI L B
13. 60 13. 80 14. 00 14 20

m/z 85.10 62 .49%

29
1| J ;113 141 169 197 226

A A
m/z--> 50 100 150 200 250 300 350 400

Abundance #215181: 2-methyloctacosane
57

13.60 13. 80 14. 00 14.20

5000 85 m/z 43.05 58.39%
113
o 2 ‘ |77 141 169 197 225 267 295 365 393
T e e e S e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane T T
57 13. 60 13. 80 14. 00 14 20

m/z 55.05 23.19%

85
5000
29 113
o |1y 177,11 160 107 225 253 296

m/z--> 50 100 150 200 250 300 350 400 13 60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113819.D

Aca On : 18 Apr 2019 16:09

Operator : JU/SJ

Sample : K2411-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 Octacosane Concentration Rank 12

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

14 .26 6.80 ng 473389 Chrysene-di12 14 .04

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90

2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Triacontane 422 C30H62 000638-68-6 87

4 2-methvltetracosane 352 C25H52 1000376-72-6 87
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 2070 (14.262 min): BF113819.D (-2065) (-) m/z 57.10 100.00%

T

14.00 14.20 14.40 14.60
m/z 71.10 71.80%

141 169191 217 242 267 295

0!

m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85 L L L L B B
14. OO 14 20 14. 40 14. 60
29 m/z 43.05 59.61%
13 1m
ol L, L 169 197 225 253 281 309 337 365 394
e L L I e e e .
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
R A RaNaE A )
14.00 14.20 14.40 14.60
5000 85 m/z 85.10 56.35%
113
N L4 169 197 225 267 295 365 393
T S
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane L e e e
57 14. OO 14 20 14. 40 14. 60
m/z 69.05 20.73%
5000 85
113
ol29) || J | 141 169 197 225 253 281 309 337 365 393 422
T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 14. OO 14.20 14.40 14.60

8270-BF041819.M Fri Apr 19 17:18:25 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113819.D

Aca On : 18 Apr 2019 16:09

Operator : JU/SJ

Sample : K2411-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14 .33 3.46 ng 240892 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 2-methvl- 296 C21H44 001560-84-5 80
2 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 76
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 72
4 Heptacosane 380 C27H56 000593-49-7 68
5 Hentriacontane 437 C31H64 000630-04-6 68
Abundance Scan 2081 (14.327 min): BF113819.D (-2078) (-) m/z 57.10 100.00%
57
5000 /\
, 113 141 160 197 23 60 14100 14120 1440 14180
o m/z 71.05 59.31%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141430: Eicosane, 2-methyl- A
g7
5000 85 N I B UL
14.00 14.20 14.40 14.60
29 13 253 m/z 43.00 47 .35%
m/z--> 0 50 100 15 200 250 300 350 400
Abundance #94352: Hexadecane, 2-methyl-
7
14.00 14.20 14.40 14.60
5000 85 m/z 85.05 47 .04%
29 197
0 2 J 1 T ‘\1}3 \1‘\11 1169 2%5
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- TP
57 14.00 14.20 14.40 14.60
m/z 56.00 35.40%
5000 85
0 UL M3 41 169 197 239 267 204 323 352
m/z--> 0 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF041819.M Fri Apr 19 17:18:25 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113819.D

Aca On : 18 Apr 2019 16:09

Operator : JU/SJ

Sample : K2411-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 Docosane, 7-hexyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.50 134.95 ng 9396140 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91
Abundance Scan 2110 (14.498 min): BF113819.D (-2100) (-) m/z 57.10 100.00%
g7
85
5000
141 169 14.20 14.40 14.60 14.80
o3l 1| Lo a 20 197 225 253 281 309 381 379 407 | 757 7105  82.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
g7
5000 85
14.20 14.40 14.60 14.80
m/z 85.10 61.59%
. 201 ﬂ1j311§1 169 197 225 253 295 323 367
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
g7
UG AR AR AR
14.20 14.40 14.60 14.80
5000 85 m/z 43.10 57.31%
113
o 2. LT 141 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57 14.20 14.40 14.60 14.80
m/z 55.05 22.17%
85
5000
29 113
ol L bl J L ‘1?11169 197 225 253 296
LI N N N B B N T T T rrrrrrrrrr oo —v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF041819.M Fri Apr 19 17:18:26 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113819.D

Aca On : 18 Apr 2019 16:09

Operator : JU/SJ

Sample : K2411-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .83 11.67 ng 875065 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Nonadecane 268 C19H40 000629-92-5 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2166 (14.827 min): BF113819.D (-2158) (-) m/z 57.05 100.00%
57
85
5000

141 169 197 957 14.60 14.80 15.00 15.20
ol | , A 1| 11 Apa 20225 of 295 858 407 myz 71.10 76.61%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85

14.60 14.80 15.00 15.20
m/z 43.05 59.17%

29 113

oL L) ‘ “ L l14}1‘169 197 225 253 295 323 367
I e e T e e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57
14.60 14.80 15.00 15.20
5000 85 m/z 85.10 54.92%
29
0 \‘ ) [ I ||113 141 169 197 225 268
it bt
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57 14.60 14.80 15.00 15.20
m/z 55.00 20.89%
5000 85
29 113
0 | | ‘ Jlf‘rl 169 197 225 253 281 309 337 365 394
llllll |||||||||||||||||||||||||||||||| _l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_f
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF041819.M Fri Apr 19 17:18:26 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113819.D

Aca On : 18 Apr 2019 16:09

Operator : JU/SJ

Sample : K2411-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 Octadecane, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.90 3.23 ng 241973 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 52
2 Supraene 410 C30H50 007683-64-9 49
3 Saualene 410 C30H50 000111-02-4 46
4 Cvclopropanecarboxvlic acid. sil... 192 C4H5A002 075112-77-5 43
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 43
Abundance Scan 2178 (14.898 min): BF113819.D (-2176) (-) m/z 57.10 100.00%
g7
5000 85
113136 24
9 189 225 283 421 14.60 14.80 15.00 15.20
Ol pl iy m/z 69.05 83.23%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #117649: Octadecane, 2-methyl-
g7
5000 85
14.60 14.80 15.00 15.20
29 295 m/z 71.10 58.41%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
14.60 14.80 15.00 15.20
5000 m/z 43.00 40.88%
41
95 137
0 » | 4 4 | /163 191217 245 273299 341367 410
LR SUELELELE SURLELELN SRR ORI SURLELELA WAL DAL WA
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69 14.60 14.80 15.00 15.20
m/z 85.10 39.31%
5000
41
95 137
0 L by | 161 191217 244 273299 341367 410
m/z--> 0 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF041819.M Fri Apr 19 17:18:27 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113819.D

Aca On : 18 Apr 2019 16:09

Operator : JU/SJ

Sample : K2411-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.17 4.21 ng 315477 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2224 (15.168 min): BF113819.D (-2220) (-) m/z 57.05 100.00%
57
85
5000

14.80 15.00 15.20 15.40
141 169 197 252
0...J, l|1111 L P 25202 288 m/z 71.05 80.13%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000

14.80 15.00 15.20 15.40
m/z 85.05 57.88%

29 113
o I|J I ] L 141 (169 197 225 253 2%
L T A e e e e e B BRI
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57

14.80 15.00 15.20 15.40

5000 85 m/z 43.05 56.35%
29
R NN |13 141 169 197 225 253 205 323 367
LN s ey B s By B S B e |
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane L L i e e e e e
57 14.80 15.00 15.20 15.40

m/z 55.00 21.38%

- 85 L
113
200 | || |77, 141 160 197 225 267 295 365 393

L MLt sl M A

m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF041819.M Fri Apr 19 17:18:27 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113819.D

Aca On : 18 Apr 2019 16:09

Operator : JU/SJ

Sample : K2411-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 16 Dibenzylidene 4,4"-biphenyl... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.63 4.64 ng 347793 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 72
2 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 52
3 1.10-Phenanthroline. 2.9-dimethyv... 360 C26H20N2 004733-39-5 49
4 Pentacvclol18.4.1.1(2.7).1(8.13)... 360 C28H24 101077-60-5 47
5 2,4-Dinitro-11-phenyl-5H-dibenzo... 360 C19H12N404 071354-26-2 47
Abundance Scan 2302 (15.627 min): BF113819.D (-2297) (-) ; m/z 360.10 100.00%
360
5000 15
179
254
85 114 i 202 229 281 15.40 15.60 15.80 16.00
ob i i 2022800 L | 7z 152.00  36.69%
m/z--> 50 100 150 200 250 300 350
Abundance #190930: Dibenzylidene 4,4'-biphenylenediamine A
360
2000 152 15.40 15.60 15.80 16.00
47 77 179 m/z 361.10 28 .45%
103 127 202 228 254
o} b
m/z--> 50 100 150 200 250 300 350

Abundance #190435: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro...

15.40 15.60 15.80 16.00

5000 m/z 179.10 27 .30%
207
332
180
0 15 3l9 i 6¥7 dhy 9? dy 1%3 " 1?3m JL 225 25.7 285 31.4 “l | {
T B L S o S B ot B o L o
m/z--> 50 100 150 200 250 300 350
Abundance #190932: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl-
360 15.40 15.60 15.80 16.00
m/z 359.10 25.75%
5000
78 180
28 51 78 100120151 7" 214 240258 284 317 342
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00

8270-BF041819.M Fri Apr 19 17:18:28 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113819.D

Aca On : 18 Apr 2019 16:09

Operator : JU/SJ

Sample : K2411-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 Triacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.71 25.69 ng 1925930 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 91
Abundance Scan 2316 (15.709 min): BF113819.D (-2308) (-) m/z 57.10 100.00%
57
UL SR BN BN
141 169 15.40 15.60 15.80 16.00
I II '1 AN 97225 266295323381 0 n/z 71.05  81.53%
m/z--> 50 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
15.40 15.60 15.80 16.00
13 m/z 85.10 59.23%
o 2, ﬂ (141 169 197 225 267 295 365 393
m/z--> éo 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—[
85 15.40 15.60 15.80 16.00
5000 m/z 43.05 53.87%
29 113
oL L. | [ | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane e B o e
57 15.40 15.60 15.80 16.00
m/z 55.05 20.40%
5000 85
118 941
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
""I"" U AR DAL UL SUNL AL SURL L SURA UL IR BUREU BRI B
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00

8270-BF041819.M Fri Apr 19 17:18:28 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113819.D

Aca On : 18 Apr 2019 16:09

Operator : JU/SJ

Sample : K2411-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 18 Heptadecane, 9-octyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.00 3.79 ng 283913 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Pentacosane 352 C25H52 000629-99-2 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2365 (15.998 min): BF113819.D (-2360) (-) m/z 57.05 100.00%
57
85
5000
113 15.60 15.80 16.00 16.20 16.40
155 183 266 : : : : :
ol 1 .J.~‘|, LA s A 28 | m/z_ 71.10 81.50%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
15.60 15.80 16.00 16.20 16.40
m/z 43.10 55.89%
29 113
o I|J I ] | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
g7
15.60 15.80 16.00 16.20 16.40
5000 85 m/z 85.05 55.41%
113
N L LT 241 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl- B B e e e
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 20.34%
5000 85 //\/w/\\\uu~“/v»h\/\a\~vu/\
ol 3| M3 141 169 197 239 267 294 323 352
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20 16.40

8270-BF041819.M Fri Apr 19 17:18:29 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113819.D

Aca On : 18 Apr 2019 16:09

Operator : JU/SJ

Sample : K2411-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 19 _.beta.-Sitosterol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.10 7.00 ng 524625 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 83
3 .aamma.-Sitosterol 414 C29H500 000083-47-6 81
4 Eraost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 49
5 5-Cholestene-3-0l, 24-methyl- 400 C28H480 1000214-17-4 46
Abundance Scan 2382 (16.098 min): BF113819.D (-2376) (-) m/z 43.10 100.00%
43 107 145
81 213
303
5000 255 329
173 381 414
b | s | 43 354 15,80 16.00 16.20 16.40
0 (., | m/z 107.00 94.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43
5000 15.80 16.00 16.20 16.40
107
81 145 o3 w08 414 m/z 105.00 87.03%
. 3 233225275 0% 329 55, 331
m/z--> 55 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43
15,80 16.00 16.20 16.40
5000 m/z 145.00 82.30%
81 368
107 320
414
[o) m “ H‘H H‘\ \lu m h \|173193213 247 275 301 .‘L . “‘. l — .l.
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43 15.80 16.00 16.20 16.40
m/z 81.00 78.51%
5000 81 107 "
145
“ 1y 213 303 59 a1
0 .¢ h ..LJL .,{.%3?. . .L .ﬁgf. j.tl. . M.
m/z--> 50 100 150 200 250 300 350 400 1580 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113819.D

Aca On : 18 Apr 2019 16:09

Operator : JU/SJ

Sample : K2411-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 20 Tetratetracontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.46 5.92 ng 443762 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 2-methvltetracosane 352 C25H52 1000376-72-6 90
4 Triacontane 422 C30H62 000638-68-6 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2444 (16.462 min): BF113819.D (-2437) (-) m/z 57.10 100.00%
5000

16.20 16.40 16.60 16.80
m/z 71.10 86.17%

41 183 239 295
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

0!

Abundance #241528: Tetratetracontane

5000 T R
16.20 16.40 16.60 16.80

m/z 85.10 61.22%

141 183 225 267 309 351 393 435 491 535 574 617

0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57
e AL e m
16.20 16.40 16.60 16.80
5000 m/z 43.05 52 _.75%
99
o280 1] | 141 183 225 267 309 365
s W L R
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185534: 2-methyltetracosane B EERR Bam e L
57 16.20 16.40 16.60 16.80
m/z 99.05 22 .10%
5000
99
oL 26 | | 141 183 225 267 309
T T e e e e e e e s R e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16. 20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041819\
Data File : BF113819.D

Acq On : 18 Apr 2019 16:09

Operator : JU/SJ

Sample - K2411-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_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]
unknown6 .66 6.66 64.1 ng 3493230 1 6.89 1090100 20.0
Eicosane, 10-methyl- 11.65 176.0 ng 12852700 4 11.41 1460260 20.0
n-Hexadecanoic acid 11.95 62.7 ng 4580760 4 11.41 1460260 20.0
Octadecanoic acid 12.73 97.4 ng 6783860 5 14.04 1392500 20.0
Pentadecane, 8-he... 13.06 120.3 ng 8379460 5 14.04 1392500 20.0
2-methyloctacosane 13.59 5.8 ng 403664 5 14.04 1392500 20.0
Hexadecane 13.89 175.9 ng 12247500 5 14.04 1392500 20.0
Octacosane 14.26 6.8 ng 473389 5 14.04 1392500 20.0
Eicosane, 2-methyl- 14.33 3.5 ng 240892 5 14.04 1392500 20.0
Docosane, 7-hexyl- 14.50 134.9 ng 9396140 5 14.04 1392500 20.0
Hexacosane 14.83 11.7 ng 875065 6 15.51 1499300 20.0
Octadecane, 2-met... 14.90 3.2 ng 241973 6 15.51 1499300 20.0
Heneicosane 15.17 4.2 ng 315477 6 15.51 1499300 20.0
Dibenzylidene 4,4_... 15.63 4.6 ng 347793 6 15.51 1499300 20.0
Triacontane 15.71 25.7 ng 1925930 6 15.51 1499300 20.0
Heptadecane, 9-oc... 16.00 3.8 ng 283913 6 15.51 1499300 20.0
-beta.-Sitosterol 16.10 7.0 ng 524625 6 15.51 1499300 20.0
Tetratetracontane 16.46 5.9 ng 443762 6 15.51 1499300 20.0
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