LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060719\
Data File : BF114894.D

Aca On : 7 Jun 2019 13:03

Operator : HP/JU

Sample : K3211-05

Misc :

ALS Vial : 6 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-BF060419 .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 5.269 535 541 544 rBVY 6054776 6337102 85.90% 9.639%
2 6.298 711 716 719 rBVY 5560322 6465817 87.64% 9.835%
3 6.428 733 738 741 rBVY 6648649 6740683 91.37% 10.253%
4 6.657 773 777 781 rBVY 1907904 1462293 19.82% 2.224%
5 6.816 800 804 807 rBVY 6046842 5325930 72.19% 8.101%
6 7.222 867 873 876 rBVY 4305753 4213741 57.12% 6.410%
7 7.939 991 995 998 rBVY 2153138 1857598 25.18% 2.826%
8 9.016 1173 1178 1181 rBV 8044945 7330031 99.36% 11.150%
9 9.404 1241 1244 1248 rBvV 1327069 1074996 14.57% 1.635%
10 9.533 1263 1266 1272 rBvV2 70740 140827 1.91% 0.214%

11 9.586 1272 1275 1282 rVB 62733 100842 1.37% 0.153%
12 9.686 1288 1292 1295 rBV 2391143 2119821 28.73% 3.224%
13 10.469 1420 1425 1428 rBV 5286003 4929000 66.81% 7.497%
14 11.157 1538 1542 1545 rBV 2854689 2284490 30.97% 3.475%
15 11.704 1630 1635 1645 rBV 610257 731188 9.91% 1.112%

16 12.480 1764 1767 1779 rBV 196104 261294 3.54% 0.397%
17 12.739 1806 1811 1815 rBV 7086045 7377427 100.00% 11.222%
18 13.645 1962 1965 1974 rBV 615413 757804 10.27% 1.153%
19 13.786 1984 1989 1993 rBV 1929858 1969082 26.69% 2.995%
20 13.986 2019 2023 2027 rBV 176604 163783 2.22% 0.249%

21 14.304 2073 2077 2082 rBV 286487 270468 3.67% 0.411%
22 14.615 2126 2130 2137 rBV 360528 352567 4.78% 0.536%
23 14.927 2179 2183 2191 rBV 420556 454501 6.16% 0.691%
24 15.204 2225 2230 2235 rBV 1625089 1791494 24.28% 2.725%
25 15.274 2237 2242 2248 rVV 378598 486442 6.59% 0.740%

26 15.662 2303 2308 2312 rBV 319804 453327 6.14% 0.690%
27 16.115 2380 2385 2399 rVB2 157815 289458 3.92% 0.440%

Sum of corrected areas: 65742006
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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\HPCHEM1I\BNA F\DATA\BF060719\

BF114894.D

7 Jun 2019 13:03

HP/JU

K3211-05

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF060419.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO060719\
Data File : BF114894.D

Aca On : 7 Jun 2019 13:03

Operator : HP/JU

Sample : K3211-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 unknown6.43 Concentration Rank 1

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

6.43 92.19 ng 6740680 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 738 (6.428 min): BF114894.D (-733) (-) m/z 132.00 100.00%
132
5000 68
6 e
40 54 | 75 104 6.00 6.20 6.40 6.60 6.80
o.,....,....:'!.‘.‘.7,::..??...',..l:.,..f.‘?,....,.':..,.1.1.5.,....,-'...,... m/z 68.00 38.65%
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 B
5000 R UL A I
6.00 6.20 6.40 6.60 6.80
2 78 m/z 134.00 34 .36%
38 ‘
LA RRA N Ros Ao RARS S Raa s RAESs AR LA S Ren s RARSA LSS S nAS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 6.40 6.60 6.80
5000 67 m/z 66.00 25.24%
41 97
53 117
79
0 '|""|?ﬂ'|""|'"pp“"|""|'"g?""|}9§|""|%?%'|""|“'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 i
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132 6.00 6.20 6.40 6.60 6.80
m/z 69.05 15.55%
117
5000
29 91
51 65
N 70 .- N PR O | S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO060719\
Data File : BF114894.D

Aca On : 7 Jun 2019 13:03

Operator : HP/JU

Sample : K3211-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.70 6.40 ng 731188 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 Undecanoic acid 186 C11H2202 000112-37-8 83
Abundance Scan 1634 (11.698 min): BF114894.D (-1630) (-) m/z 73.00 100.00%
5000 129
o7 115 213 UL N BN U
Ll 143157171185, 0 41" 0 256 11.40 11.60 11.80 12.00
bl m/z 43.00 87.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 U DA DS SRR SURRA
11. 40 11. 60 11. 80 12. oo
m/z 59.95 82.30%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11,40 11.60 11.80 12.00
5000 129 m/z 57.00 66.65%
29 87 185 228
101115 143157171 199213
O I o e A Ao s ma e R
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid R R L
43 60 73 11.40 11.60 11.80 12.00
m/z 41.00 65.39%
5000 129
29
199
L#“ 143157171185 242
015 R e EEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO060719\
Data File : BF114894.D

Aca On : 7 Jun 2019 13:03

Operator : HP/JU

Sample : K3211-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.48 2.65 ng 261294 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 1767 (12.480 min): BF114894.D (-1764) (-) m/z 73.00 100.00%

43 3
60
5000 129

185 241 e ILLLALE I s e
143157171
ol

199913227 12.20 12.40 12.60 12.80
m/z 43.00 92.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

N
w
()]

|
~
w

5000 129 L IMLLELE e e
12 20 12. 40 12. 60 12. 80

m/z 59.95 76 .86%

143457171

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43 57 73
T T T
12.20 12.40 12.60 12.80
5000{ 129 m/z 57.00 72.35%
87 9 242

143 19
101115 157171185

213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid N B EE
73 12.20 12.40 12.60 12.80
43 m/z 55.00 66.97%
5
5000 129
185 228
115
01 143157171 ‘
0, T BTN Lol B E—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO060719\
Data File : BF114894.D

Aca On : 7 Jun 2019 13:03

Operator : HP/JU

Sample : K3211-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.64 7.70 ng 757804 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Cvclopentadecane 210 C15H30 000295-48-7 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1964 (13.639 min): BF114894.D (-1962) (-) m/z 57.00 100.00%
41
5000
USRI DU BRI SR
139 216 248 13.40 13.60 13.80 14.00
I 160183 m/z 43.00 96.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83
5000 LS B BRI B B
13.40 13.60 13. 80 14. oo
m/z 83.05 95.77%
0 139 167182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
13.40 13.60 13.80 14.00
5000 111 m/z 55.00 95.51%
29 126

154 182 210 238 266

.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol T e S e
55 13.40 13.60 13.80 14.00
m/z 69.00 86.48%
5000
29 139
oL i 167182 210 238 264280 308 A

BAaasasszany T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO060719\
Data File : BF114894.D

Aca On : 7 Jun 2019 13:03

Operator : HP/JU

Sample : K3211-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 Tetratetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.30 2.75 ng 270468 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2076 (14.298 min): BF114894.D (-2073) (-) m/z 57.00 100.00%
57
99 14.00 14.20 14.40 14.60
141 : : :
o AW i a8 2es 281wz 71.056  67.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
14.00 14.20 14.40 14.60
m/z 43.00 60.85%
ol h | Hu 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> o 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
14.00 14.20 14.40 1460
5000 m/z 85.05 49 .80%
99
o 141 183 225 267 309 367
m/z--> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #185535: Heptadecane, 9-octyl- R A BARRRma
57 14.00 14.20 14.40 14.60
m/z 55.00 25.75%
5000
9 239
o ; 141 183 261 323
m/z--> 6 55 160 1éo 200 250 300 350 400 4éo 560 séo 660 14100 14)20 14140 14feo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO060719\
Data File : BF114894.D

Aca On : 7 Jun 2019 13:03

Operator : HP/JU

Sample : K3211-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.62 3.94 ng 352567 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2131 (14.621 min): BF114894.D (-2126) (-) m/z 57.00 100.00%
57
85
5000
113 L n aA e 1aen 1500 |
141 169 14.40 14.60 14.80 15.00
ol -3 ,| Iy P 297 23 81 88 “m/z 71.05  74.02%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.40 14.60 14.80 15.00
m/z 43.05 58.26%
. %gk h || (M3 141 169 197 205 253 205 323 367
m/z--> 55 160 1éo 260 250 360 350
Abundance
57
o "' 14.40 14.60 14.80 15.00
5000 m/z 85.05 56.78%
29
0 13 141 169 197 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #202661: Heptacosane e e AR R
57 14.40 14.60 14.80 15.00
m/z 55.00 23.90%
5000 85
29 } 113 141 169
ol L L 7T M 109 107 225 253 21 309 337 380 | e e T TR
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\BFO060719\
Data File : BF114894.D

Aca On : 7 Jun 2019 13:03

Operator : HP/JU

Sample : K3211-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.93 5.07 ng 454501 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Pentacosane 352 C25H52 000629-99-2 90
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2183 (14.927 min): BF114894.D (-2179) (-) m/z 57.00 100.00%
g7
85
5000
141 14.60 14.80 15.00 15.20
N — ,J. L ||, L 199197 225258 295 41 “n7 71.05  76.45%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
57
5000 85 LN LR UGS
14.60 14.80 15.00 15.20
m/z 43.00 58.68%
29 ‘ 113 147
ol b L f 109107 225258 295323 ST
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
o 1460 14.80 15.00 1520
5000 m/z 85.05 55.65%
29
o 13 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane T T T T
57 14.60 14.80 15.00 15.20
m/z 55.00 21.72%
5000 85
0 29 113‘1%1 169 197 225 267 295 365 393
m/z--> 50 100 1&'30 200 250 300 3&'30 400 450 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO060719\
Data File : BF114894.D

Aca On : 7 Jun 2019 13:03

Operator : HP/JU

Sample : K3211-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.27 5.43 ng 486442 Perylene-di12 15.20
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 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2241 (15.268 min): BF114894.D (-2237) (-) m/z 57.00 100.00%
57
85
5000
3 ||| 1113 141167183903 225 253 295317 15,00 15.20 15,40 1560 _
ob 38 L b d b | 47y 162199203225 263 295817 m/z 71.05 74.46%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 H AN SUNIL B B
15.00 15.20 15.40 15.60
m/z 43.00 55.61%
29 113
0 \‘ Jl ‘\ “\ It h‘ u‘ I 1?1\16‘9 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
15.00 15.20 15.40 15.60
5000 85 m/z 85.05 52 _.57%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane T T
57 15.00 15.20 15.40 15.60
m/z 55.00 20.27%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
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\BFO060719\
Data File : BF114894.D

Aca On : 7 Jun 2019 13:03

Operator : HP/JU

Sample : K3211-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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, 7-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.66 5.06 ng 453327 Perylene-di12 15.20
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 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2308 (15.662 min): BF114894.D (-2303) (-) m/z 57.00 100.00%
57
85
5000
LI IR DU SURRURN SR
141 183 15.40 15.60 15.80 16.00
0 ...3., l| LA 169720205225 253 281 "m/z 71.05 78.14%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 L B B SUNRULN IR
1540 15.60 15.80 16.00
113 m/z 43.00 60.15%
o2 ‘ H 141 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 15.40 15.60 15.80 16.00
5000 m/z 85.05 57 .14%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl- B EEE Bma et
57 15.40 15.60 15.80 16.00
m/z 55.00 21.90%
5000 85 \Mj\AkwawﬁMjkwawwwﬂkaﬂL
oL 3L A4 [M13,141 169 197 239 267 204 323 352
m/z--> 50 100 1%0 200 250 300 350 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO060719\
Data File : BF114894.D

Aca On : 7 Jun 2019 13:03

Operator : HP/JU

Sample : K3211-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 Octacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.12 3.23 ng 289458 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 2386 (16.121 min): BF114894.D (-2380) (-) m/z 57.00 100.00%
57
85
5000
A 4L 100 197 a0 200 o 1550 1600 1620 1040
ol b b b e m/z 71.05 80.84%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 U R BN BN B
15.80 16.00 16.20 16.40
L m/z 85.05 59.53%
ol ‘ Lt 1e0 a7 % o67 204 a3 3%
m/z--> §o 160 150 200 2éo 360 3%0
Abundance
57
15.80 16.00 16.20 16.40
5000 85 m/z 43.00 52.58%
113
oL 2 141 169 194211 239 267 205 393 352 j\\wkﬂﬂ,,anmj\wvw¢“¢¢mw‘,wd
m/z--> §o 160 1éo 200 2%0 300 350
Abundance #141426: Heneicosane R o o o
57 15.80 16.00 16.20 16.40
m/z 55.00 23.81%
85
o J\/\W/\]\MM/
29 113
oL Tl [T 4 169 197 225 253 296
m/z--> §o 160 150 200 2éo 300 3%0 1§8O 1&00 1650 1&40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF060719\
Data File : BF114894.D

Acq On : 7 Jun 2019 13:03

Operator : HP/JU

Sample - K3211-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060419_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 .43 6.43 92.2 ng 6740680 1 6.66 1462290 20.0
n-Hexadecanoic acid 11.70 6.4 ng 731188 4 11.16 2284490 20.0
Octadecanoic acid 12.48 2.6 ng 261294 5 13.79 1969080 20.0
1-Heneicosanol 13.64 7.7 ng 757804 5 13.79 1969080 20.0
Tetratetracontane 14 .30 2.8 ng 270468 5 13.79 1969080 20.0
Hexacosane 14.62 3.9 ng 352567 6 15.20 1791490 20.0
2-methyloctacosane 14.93 5.1 ng 454501 6 15.20 1791490 20.0
Heptadecane, 9-oc... 15.27 5.4 ng 486442 6 15.20 1791490 20.0
Eicosane, 7-hexyl- 15.66 5.1 ng 453327 6 15.20 1791490 20.0
Octacosane 16.12 3.2 ng 289458 6 15.20 1791490 20.0
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