LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114869.D

Aca On : 6 Jun 2019 18:30

Operator : HP/JU

Sample : K3211-07

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 5.287 537 544 547 rBVY 8322177 10754673 81.88% 9.257%
2 6.316 709 719 722 rBV 8124046 11259170 85.72% 9.691%
3 6.445 735 741 744 rBV 9215197 11342719 86.35% 9.763%
4 6.669 775 779 782 rBVY 3126084 2587770 19.70% 2.227%
5 6.828 801 806 809 rBY 8860820 8919518 67.90% 7.677%
6 7.234 868 875 878 rBVY 6459778 7741063 58.93% 6.663%
7 7.945 991 996 1000 rBY 3533529 3440660 26.19% 2.962%
8 9.027 1173 1180 1183 rBV 10716901 13135444 100.00% 11.306%
9 9.416 1239 1246 1249 rBvV 2582705 2159160 16.44% 1.858%
10 9.698 1288 1294 1297 rBV 4324358 4179856 31.82% 3.598%

11 10.486 1420 1428 1431 rBV 7360458 8893580 67.71% 7.655%
12 11.169 1539 1544 1547 rBV 4720685 4286348 32.63% 3.689%
13 11.716 1632 1637 1645 rBV 1693040 1969184 14.99% 1.695%
14 12.468 1763 1765 1767 rBV 273241 210768 1.60% 0.181%
15 12.498 1767 1770 1780 rVvVv 814373 839396 6.39% 0.723%

16 12.574 1780 1783 1785 rvv2 285180 288639 2.20% 0.248%
17 12.598 1785 1787 1790 rVB 227272 186310 1.42% 0.160%
18 12.757 1809 1814 1817 rBV2 9747262 11634936 88.58% 10.015%
19 13.339 1911 1913 1919 rVB 175019 165885 1.26% 0.143%
20 13.657 1963 1967 1980 rBV 1782684 1959248 14.92% 1.686%

21 13.792 1985 1990 1993 rBV 3305042 3235615 24.63% 2.785%
22 13.980 2019 2022 2026 rBV 374381 380842 2.90% 0.328%
23 14.286 2071 2074 2079 rBV 618194 630686 4._.80% 0.543%
24 14.580 2120 2124 2129 rBV 638425 631061 4._.80% 0.543%
25 14.886 2172 2176 2186 rVB 619818 719973 5.48% 0.620%

26 15.174 2220 2225 2230 rBV 2229274 2563915 19.52% 2.207%
27 15.233 2231 2235 2242 rVB 607783 731840 5.57% 0.630%
28 15.621 2297 2301 2305 rBV 431303 602509 4_59% 0.519%
29 15.662 2305 2308 2317 rVB 183574 319986 2.44% 0.275%
30 16.074 2374 2378 2390 rVB2 215866 408077 3.11% 0.351%

Sum of corrected areas: 116178831
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060619\

BF114869.D

6 Jun 2019 18:30

HP/JU

K3211-07

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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TIC: BF114869.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114869.D

Aca On : 6 Jun 2019 18:30

Operator : HP/JU

Sample : K3211-07

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 unknown6.45 Concentration Rank 1

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

6.45 87.66 ng 11342700 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Xenon 132 Xe 007440-63-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 742 (6.451 min): BF114869.D (-735) (-) m/z 131.95 100.00%
5000
68
% W‘ " 620 640 6.60 6.80
40 54 : : : :
o | frer | Aens W~ [ m/z 133.95 35.61%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IERSENAEE SAREE R A
6.20 6.40 6.60 6.80
31 51 78 m/z 68.00 26.82%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
S AN SRR AR RN
“ 6.20 6.40 6.60 6.80
5000 gg 116 m/z 66.00 17.41%
ol -‘-“‘. 89 | dor ‘-“. b 1s8 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14560: Xenon LA L L L LB L B
132 6.20 6.40 6.60 6.80
m/z 131.00 14.87%
5000
66
0'"'I""I'w"l""I""I'l"I""I""I"" IRSENAEE RAREE R A
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114869.D

Aca On : 6 Jun 2019 18:30

Operator : HP/JU

Sample : K3211-07

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.
11.72 9.19 ng 1969180 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1638 (11.721 min): BF114869.D (-1632) (-) m/z 73.00 100.00%
7B
43
5000 129
213

157 185 256 1140 11,60 11.80 12.00

0 m/z 60.00 77 .84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 TT T T LI B ™17

11. 40 11. 60 11. 80 12. OO
256 m/z 43.00 76.25%

83
Tﬂ 157 1g5 213
Olrrrprrrrfie
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid
43 73

11. 40 11. 60 11. 80 12.00

5000 129 m/z 57.00 63.25%
“ 97 199 o4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72646: Tridecanoic acid
43 73 11.40 11.60 11.80 12.00

m/z 41.00 57.48%

5000
‘ 29
L H Nh m \ 152 | 197 |

o”w””“n.””.”.“”.”.”u.”.””.”.””.”.””.”q“”“”w.  RARAREASAR LI

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114869.D

Aca On : 6 Jun 2019 18:30

Operator : HP/JU

Sample : K3211-07

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 7

R.T. EstConc Area Relative to ISTD R.T.
12.50 5.19 ng 839396 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecanoic acid
2 Pentadecanoic acid
3 Tetradecanoic acid
4 n-Decanoic acid

5 Tridecanoic acid

284 C18H3602
242 C15H3002
228 C14H2802
172 C10H2002
214 C13H2602

000057-11-4 99
001002-84-2 93
000544-63-8 87
000334-48-5 70
000638-53-9 68

Abundance Scan 1770 (12.498 min): BF114869.D (-1767) (-) m/z 73.00 100.00%
43 8
57
5000 129
185 241
143157171 | 199514227 12.20 12.40 12.60 12.80
Ob et m/z 43.00 91.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129 R R EEEEEEEEE
12 20 12. 40 12 60 12. 80
m/z 60.00 81.25%
143457171
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73
57
12.20 12.40 12.60 12.80
5000 m/z 57.00 76.01%
29
ol Ll
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid R e
73 12.20 12.40 12.60 12.80
43 m/z 55.00 67.77%
5
5000 129
185 228
115
1 143157171 ‘
oLyl M Il = T S e S
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\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114869.D

Aca On : 6 Jun 2019 18:30

Operator : HP/JU

Sample : K3211-07

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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.66 12.11 ng 1959250 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94
Abundance Scan 1968 (13.663 min): BF114869.D (-1963) (-) m/z 57.00 100.00%
5 g3
5000
139 13.40 13.60 13.80 14.00
ol 108 196 221239 280 m/z 43.00 84.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127769: 5-Eicosene, (E)-
55
83
5000
13.40 13.60 13.80 14.00
29 m/z 83.05 82.08%
o A | 139 167 196 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83
AR BARAA SRR SRR AR
13.40 13.60 13.80 14.00
5000 m/z 55.00 74 _.55%
29
o A 139 167 196 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 e e R
57 83 13.40 13.60 13.80 14.00
m/z 97.05 73.43%
5000
29
ob il 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114869.D

Aca On : 6 Jun 2019 18:30

Operator : HP/JU

Sample : K3211-07

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 2-methyloctacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.98 2.35 ng 380842 Chrysene-di12 13.79
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 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 2022 (13.980 min): BF114869.D (-2019) (-) m/z 57.00 100.00%
57
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rﬁ
113 13.60 13.80 14.00 14.20
141 169
ol | , e ll L a2 197207230 282302324 sz 71.05  72.93%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 AR LA UNLES R
13.60 13.80 14.00 14.20
113 m/z 43.00 65.66%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 1%0 " 200 250 300 350 '
Abundance #141426: Heneicosane
57
o 13.60 13.80 14.00 14.20
5000 m/z 85.10 52 .60%
29 113
oL L by J |, 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #194500: Docosane, 11-butyl- AR e o e e
57 13.60 13.80 14.00 14.20
m/z 55.00 23.99%
5000 85
oL 3l | u1}3J1?1 169 210 239 267 399 335 366 \ A |
m/z--> 50 100 1%0 200 250 300 350 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114869.D

Aca On : 6 Jun 2019 18:30

Operator : HP/JU

Sample : K3211-07

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 Tritetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.29 3.90 ng 630686 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 91
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 91
4 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 91
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 91
Abundance Scan 2075 (14.292 min): BF114869.D (-2071) (-) m/z 57.00 100.00%
57
5000
97 ) b e
127 14.00 14.20 14.40 14.60
169
obd ALy 280202230270 300 Tnzz 71.05  73.400%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
5000 AN B B B
14.00 14.20 14.40 14.60
97 m/z 43.00 64 .52%
0 | }2Z 169 211 253 295 337 379 421 463 505 547 604
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester
43
1400 14.20 14.40 14.60
5000 m/z 85.10 53.87%
85
obgd 1y 1 325 169203233
m/z--> 50 160 150 200 250 300 350 400 450 500 550 600
Abundance #217413: Heptacosane, 1-chloro- T T
57 14.00 14.20 14.40 14.60
m/z 55.00 34 .30%
5000
97
0 27| Jq 127 183217 273303 343372 414
m/z--> 50 160 150 200 250 300 350 400 450 500 550 600 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114869.D

Aca On : 6 Jun 2019 18:30

Operator : HP/JU

Sample : K3211-07

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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .58 4.92 ng 631061 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2124 (14.580 min): BF114869.D (-2120) (-) m/z 57.00 100.00%
57
85
5000
113 14.20 14.40 14.60 1480
141 169
ol .l, Ll ||, bl P 497 225 253 2681302323 355 m/z 71.10  73.00%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 A DA B L R
mmmmmmmm
\ m/z 43.00 59.36%
29 141
o..l...,....ll.:a I
m/z--> 50 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
14.20 14.40 14.60 1480
5000 85 m/z 85.05 55.96%
o 29 | I ] M2 141 169 197 205 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3éo
Abundance #194493: Hexacosane [Trrr[rrrr T
57 mmmmmmmm
m/z 41.00 21.61%
. 2?‘ j ”1}311§1‘1§9 197 225 253 295 323 367
m/z--> 5'0 100 1&1;0 2(')0 250 3(')0 35'30 ' 14 20 14. 40 14 60 14|80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114869.D

Aca On : 6 Jun 2019 18:30

Operator : HP/JU

Sample : K3211-07

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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.89 5.62 ng 719973 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2177 (14.892 min): BF114869.D (-2172) (-) m/z 57.00 100.00%
57
85
5000
141 169 14.60 14.80 15.00 15.20
o34 '] L7 20 197 225 292 276295 323 351 m/z 71.10 75.33%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LN R B SR BN
14.60 14.80 15.00 15.20
m/z 43.00 57 .80%
29 113
oL i b 1] | 191,169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
1460 14.80 15.00 15.20
5000 85 m/z 85.05 57.21%
oL 38 ‘} L J11ﬁ3d 141 169 197 %% 267 204 323 352
m/z--> 50 100 1%0 200 2%0 300 350
Abundance #194493: Hexacosane B L EE N
57 14.60 14.80 15.00 15.20
m/z 55.00 21.95%
5000 85
29 i 13 14
ol b b T M 109 107 225 253 205 sy s | (T T
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114869.D

Aca On : 6 Jun 2019 18:30

Operator : HP/JU

Sample : K3211-07

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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.62 4.70 ng 602509 Perylene-di12 15.17
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 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 2301 (15.621 min): BF114869.D (-2297) (-) m/z 57.00 100.00%
57
85
5000
R U B SO U
141 15.40 15.60 15.80 16.00
oL Ll ‘| Loy o109 197210239 273295 323 356 | mjz 71.10  78.67%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 L I B SUMRILI I
1540 15.60 15.80 16.00
113 m/z 43.00 58.21%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 1%0 " 200 250 300 350 '
Abundance #141426: Heneicosane
57
o ' 15.40 15.60 15.80 16.00
5000 m/z 85.10 57 .63%
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane R L B a s ma e
57 15.40 15.60 15.80 16.00
m/z 55.00 21.10%
- I M\\WA
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114869.D

Aca On : 6 Jun 2019 18:30

Operator : HP/JU

Sample : K3211-07

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 12 Cyclotetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.66 2.50 ng 319986 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 90
2 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 70
3 n-Tetracosanol-1 354 C24H500 000506-51-4 68
4 n-Nonadecanol-1 284 C19H400 001454-84-8 64
5 Behenic alcohol 326 C22H460 000661-19-8 60
Abundance Scan 2308 (15.662 min): BF114869.D (-2305) (-) m/z 83.05 100.00%
55
5000
139 15.40 15.60 15.80 16.00
167 188 209 236 264
ol e m/z 97.10 93.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #58281: Cyclotetradecane
56
5000 L UL SRR SULBULN I
111 196 1540 15.60 15.80 16.00
m/z 69.05 80.79%
139 168
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
6o I
1540 15.60 15.80 16.00
5000 41 m/z 55.00 73.70%
153
o i 126 181 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 B EERR Bam e L
57 83 15.40 15.60 15.80 16.00
m/z 43.00 71.10%
5000 11
29
o 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060619\
Data File : BF114869.D

Aca On : 6 Jun 2019 18:30

Operator : HP/JU

Sample : K3211-07

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 13 Pentacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.07 3.18 ng 408077 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane 240 C17H36 000629-78-7 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2377 (16.068 min): BF114869.D (-2374) (-) m/z 57.00 100.00%
g7
85
5000
L DA SUNILR SR SR
141 169 15.80 16.00 16.20 16.40
I ,I b -|I 'l A2 195 222 245263260 323341 1 L7277 71.10  70.55%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 L UL BULELLN BRI B
mmmmmmmm
113 m/z 43.00 55.69%
oL 2] | Ld [ Yt 169189 211 239 267 295 323 352
m/z--> 50 160 1%0 260 2éo 360 3éo
Abundance #141426: Heneicosane
57
o ' 15.80 16.00 16,20 16.40
5000 m/z 85.10 55.38%
29 113
oL DL 0 a6 07 g os oo
m/z--> §o 160 1%0 200 250 300 3éo
Abundance #94344: Heptadecane LI L LB N N B
57 15.80 16.00 16.20 16.40
m/z 55.00 21.09%
5000 85 #Aﬂkwuwvw\mr/\bwhv“MWhhwﬁr
29
m/z--> §o 160 1%0 200 2éo 300 3éo 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF060619\
Data File : BF114869.D

Acq On : 6 Jun 2019 18:30

Operator : HP/JU

Sample - K3211-07

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 .45 6.45 87.7 ng 11342700 1 6.67 2587770 20.0
n-Hexadecanoic acid 11.72 9.2 ng 1969180 4 11.17 4286350 20.0
Octadecanoic acid 12.50 5.2 ng 839396 5 13.79 3235620 20.0
5-Eicosene, (E)- 13.66 12.1 ng 1959250 5 13.79 3235620 20.0
2-methyloctacosane 13.98 2.4 ng 380842 5 13.79 3235620 20.0
Tritetracontane 14 .29 3.9 ng 630686 5 13.79 3235620 20.0
Eicosane 14.58 4.9 ng 631061 6 15.17 2563920 20.0
Heneicosane 14.89 5.6 ng 719973 6 15.17 2563920 20.0
Hexacosane 15.62 4.7 ng 602509 6 15.17 2563920 20.0
Cyclotetradecane 15.66 2.5 ng 319986 6 15.17 2563920 20.0
Pentacosane 16.07 3.2 ng 408077 6 15.17 2563920 20.0
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