LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071218\

Data File : BF107351.D

Aca On 12 Jul 2018 20:40 Instrument :
Operator : JU/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i J3927-01 CSRBRQO&Bl
ALS Vial : 23 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-BF061918 .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 5.166 477 481 492 rBV 143516 186073 14.72% 1.500%
2 5.572 547 550 570 rBVY 1061025 1143199 90.44% 9.213%
3 6.578 717 721 739 rBVY 1093793 1151888 91.12% 9.283%
4 6.707 739 743 752 rVB 1240624 1129398 89.34% 9.102%
5 6.931 777 781 788 rBB 433495 381171 30.15% 3.072%
6 7.084 803 807 811 rBY 1020994 923972 73.09% 7.446%
7 7.495 873 877 887 rBV 716934 715241 56.58% 5.764%
8 8.213 995 999 1020 rBV 487482 459290 36.33% 3.701%
9 9.289 1178 1182 1190 rBV 1332970 1199084 94.86% 9.663%
10 9.683 1244 1249 1256 rBV 179567 159242 12.60% 1.283%

11 9.978 1295 1299 1310 rVB 462458 424962 33.62% 3.425%
12 10.777 1431 1435 1443 rBvV 638244 627752 49.66% 5.059%

13 11.095 1484 1489 1494 rBV3 17825 18442 1.46% 0.149%
14 11.477 1550 1554 1557 rBV 458357 433057 34.26% 3.490%
15 11.901 1623 1626 1629 rBV2 13431 14740 1.17% 0.119%
16 12.095 1655 1659 1661 rBv4 9448 13701 1.08% 0.110%
17 12.266 1684 1688 1693 rBV5 10047 16996 1.34% 0.137%
18 12.477 1721 1724 1727 rVB2 17738 17478 1.38% 0.141%
19 12.530 1730 1733 1737 rVB3 16936 16244 1.29% 0.131%
20 12.695 1758 1761 1766 rVB 93807 82931 6.56% 0.668%
21 12.907 1794 1797 1798 rBV2 23132 19179 1.52% 0.155%
22 12.930 1798 1801 1804 rVB 99616 87159 6.89% 0.702%
23 13.060 1819 1823 1826 rBV 1380493 1264110 100.00% 10.187%
24 13.260 1854 1857 1861 rVB 39065 33983 2.69% 0.274%
25 13.513 1898 1900 1906 rVB5 12942 17931 1.42% 0.145%
26 13.601 1913 1915 1918 rBV 37979 34616 2.74% 0.279%
27 13.883 1960 1963 1965 rBV 14232 14982 1.19% 0.121%
28 13.936 1969 1972 1978 rVV3 78016 119530 9.46% 0.963%
29 14.071 1993 1995 1999 rVB 20468 19676 1.56% 0.159%
30 14.136 2001 2006 2009 rBV 540988 575393 45.52% 4.637%
31 14.160 2009 2010 2015 rVB 58083 39815 3.15% 0.321%
32 14.201 2015 2017 2022 rBV5 11493 16488 1.30% 0.133%
33 14.248 2022 2025 2029 rBV2 59657 67910 5.37% 0.547%
34 14.560 2074 2078 2081 rBV 81180 87377 6.91% 0.704%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107351.D

Aca On 12 Jul 2018 20:40

Operator : JU/SJ

Sample : J3927-01

Misc :

ALS Vial : 23 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\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.871 2128 2131 2136 rBV 61231 65101 5.15% 0.525%

36 14.954 2141 2145 2150 rVB2 93923 110803 8.77% 0.893%
37 15.224 2186 2191 2198 rVB2 100256 171706 13.58% 1.384%
38 15.536 2242 2244 2250 rVB 21639 24227 1.92% 0.195%
39 15.618 2252 2258 2262 rBV2 55942 101431 8.02% 0.817%
40 15.671 2262 2267 2272 rBVY 253756 333480 26.38% 2.687%

41 16.077 2331 2336 2341 rVB 42073 63800 5.05% 0.514%
42 16.607 2423 2426 2430 rVB3 17386 25118 1.99% 0.202%
Sum of corrected areas: 12408676
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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\BF071218\

BF107351.D

12 Jul 2018 20:40

JussJ

J3927-01

23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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\BF071218\
Data File : BF107351.D

Aca On 12 Jul 2018 20:40

Operator : JU/SJ

Sample : J3927-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 3

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

5.17 9.76 ng 186073 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 482 (5.172 min): BF107351.D (-477) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 A R R L
| | 83.0 480 5.00 520 5.40 5.60
R A R R KA KRN RRARS RARRA RARLA RSN SRS LA RALAS RARAISARRE m/z 59.00 62.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 560
0
150 4, 1010 m/z 101.10 22 .85%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o 250 500 520 540 560
5000 m/z 58.00 16.11%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A B R
54.0 480 5.00 520 5.40 5.60
m/z 41.00 9.22%
5000 41.0
"W"”I'“'I“'JhL'W'“hi'“'T%QW"“I'”'I“"P"W%?ﬁ?'”%?%q'l A RS R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107351.D

Aca On 12 Jul 2018 20:40

Operator : JU/SJ

Sample : J3927-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.71 Concentration Rank 1

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

6.71 59.26 ng 1129400 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 743 (6.707 min): BF107351.D (-739) (-) m/z 132.10 100.00%
13p.1
5000 68.1
00 510 ||| g5 96|1 o 640 660 680 7.00
SRRSO O | NV - D N[ £ SN | N m/z 68.10 39.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 PPN
M0 530 . m/z 134.00 32.71%
‘ ‘ 79.0 '
|||||||||||||||||‘||‘||||‘||‘||||‘|‘il‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘::: -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 660 680 7.00
5000 m/z 66.00 24 .04%
104.0
140 270 39.0 510 00770 o9, 115.0
wmwmmﬁrwﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R mE T REa
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.49%
97.0
5000
70.0
31.0
44.0 | 80 | 1160
m/z--> 10 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\BF071218\
Data File : BF107351.D

Aca On 12 Jul 2018 20:40

Operator : JU/SJ

Sample : J3927-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 1-Octadecanesulphonyl chloride Concentration Rank 6

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

13.94 4_.15 ng 119530 Chrysene-di12 14.14

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 68

2 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 64

3 Nonahexacontanoic acid 999 C69H13802 040710-32-5 52

4 Hexadecane 226 C16H34 000544-76-3 52

5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 52
Abundance Scan 1973 (13.942 min): BF107351.D (-1969) (-) m/z 57.05 100.00%

510
5000 2261

13.60 13.80 14.00 14.20
- ........,”..,”..,.”.,.”.,..”,..”,...w. m/z 43.00 75.82%
m/z--> 0 1 200 300 400 500 600 700 800 900 1000

Abundance #185101: 1-Octadecanesulphony! chloride
57.0
5000 IIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
m/z 55.00 71.72%
h‘h\]Te'l 0 288.0
r R B B B e
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance
57.0
R B
13.60 13.80 14.00 14.20
5000 m/z 83.10 69.33%
168.0
L e e B
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #243830: Nonahexacontanoic acid R R RaEEE L
57.0 13.60 13.80 14.00 14.20
m/z 69.05 66 .69%
5000
}ﬂ}?ﬁ? 253.0 350.0 899.0_998.0
e L L e R B
m/z--> 0 100 200 300 400 500 600 700 800 900 1000 13 60 13. 80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107351.D

Aca On 12 Jul 2018 20:40

Operator : JU/SJ

Sample : J3927-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.25 2.36 ng 67910 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Triacontane 422 C30H62 000638-68-6 74
3 Octacosane 394 C28H58 000630-02-4 74
4 Heptadecane 240 C17H36 000629-78-7 74
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 72
Abundance Scan 2025 (14.248 min): BF107351.D (-2022) (-) m/z 57.05 100.00%
57.0
5000
99.1 R SN SUNRA BN BN
| 1411 1g31 2260 14.00 14.20 14.40 14.60
B M m/z 71.05 63.28%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #83026: Hexadecane
57.0
5000 LR UL UL B
Mmmmmmmm
99.0 m/z 43.05 53.61%
15.0| ‘-“.“- L ,u‘,u\l LM10 1830 200
miz--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
"' 14:00 1420 14.40 14.60
5000 m/z 85.10 50.35%
99.0
141.0 183.0 225.0 267.0 309.0 351.0 422.0
miz--> 0 55 160 1%0 260 250 360 3%0 460
Abundance #209565: Octacosane R B R B
57.0 14.00 14.20 14.40 14.60
m/z 41.00 20.22%
5000
99.0
ey [ 141.0 1830 2250 281.0 387.0 3940
miz--> 0 50 100 1&1;0 2(')0 250 300 350 4(|)O 14'00 14. 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107351.D

Aca On 12 Jul 2018 20:40

Operator : JU/SJ

Sample : J3927-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .56 3.04 ng 87377 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Hexadecane 226 C16H34 000544-76-3 95
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Docosane 310 C22H46 000629-97-0 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2078 (14.560 min): BF107351.D (-2074) (-) m/z 57.10 100.00%
51.1
5000
st 242.1 1420 14.40 14.60 14.80
411 177 1209.0 """ 273.1 . : ; : '
I 0 OO0 O £ W L N Ry~ £ - WP 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57.0
5000 L UL I S
14.20 14.40 14.60 14.80
99.0 m/z 43.00 56.43%
270 | ot u‘ / \1410 1830 2400
m/z--> 50 100 150 200 2éo 300 350 400
Abundance
57.0
1420 14.40 14.60 14.80
5000 m/z 85.10 50.19%
210 99.0 1410 1830 226.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane A B o
57.0 14.20 14.40 14.60 14.80
m/z 55.00 24 .08%
5000
99.0
H”U”“W1m02m2mom% 365.0
m/z--> 50 100 150 200 250 300 350 400 14:20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107351.D

Aca On 12 Jul 2018 20:40

Operator : JU/SJ

Sample : J3927-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Docosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .87 2.26 ng 65101 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentacosane 352 C25H52 000629-99-2 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 2131 (14.871 min): BF107351.D (-2128) (-) m/z 57.10 100.00%

57.1

5000

1831 2191 258.1 3552 14.60 14.80 15.00 15.20
m/z 71.05 74 .83%

m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane
57.0
5000 850 LA L L L L LB
14.60 14.80 15.00 15.20
113.0 m/z 43.05 58.47%
*¥141.0 310.0
b [T assomioznzse M0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
A EEEEE T
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.10 50.97%
29.0 113014101690191022502530 296.0
—— T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane A EEEEE S
57.0 14.60 14.80 15.00 15.20
m/z 55.00 20.33%
5000 85.0
113.0
%%L|Jﬂm 141.0169.0  211.0239.0267.0295.0323.0352.0

m/z--> 50 100 150 200 250 300 350 14.60 14. 80 15. OO 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107351.D

Aca On 12 Jul 2018 20:40

Operator : JU/SJ

Sample : J3927-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.95 6.65 ng 110803 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 90
2 Supraene 410 C30H50 007683-64-9 87
3 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl4H24 062951-96-6 72
4 trans-Farnesol 222 C15H260 000106-28-5 59
5 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 001117-52-8 53
Abundance Scan 2144 (14.948 min): BF107351.D (-2141) (-) m/z 69.05 100.00%
69.0
5000
07.1137.2 14.60 14.80 15.00 15.20
.?8.\9,% AP pres  ess2esr 1 oTUg1 10 50,010
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 L UL U SR BN
14.60 14.80 15.00 15.20
m/z 41.00 22 .99%
|y o 0“13“‘7 9 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14.60 14.80 15.00 15.20
5000 m/z 95.10 14 .04%
137.0
29.0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- A Ba T o
69.0 14.60 14.80 15.00 15.20
m/z 68.00 11.85%
5000
29.0
123.0
B 2 N e ok i e
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107351.D

Aca On 12 Jul 2018 20:40

Operator : JU/SJ

Sample : J3927-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.62 6.08 ng 101431 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 92
2 Octadecane 254 C18H38 000593-45-3 83
3 Heptadecane. 4-methvl- 254 C18H38 026429-11-8 64
4 Heneicosane 296 C21H44 000629-94-7 62
5 Pentacosane 352 C25H52 000629-99-2 62

Abundance Scan 2258 (15.618 min): BF107351.D (-2252) (-) m/z 57.10 100.00%

57.1

5000

113.1

15.40 15.60 15.80 16.00
221 "m/z 71.10  74.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane

57.0

1411 183.2 224.1

5000 e e e
15.40 15.60 15.80 16.00

29.0 8.0 m/z 43.00 55.07%
J‘\ H“ﬂwlmom%1wonm

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

57.0

15.40 15.60 15.80 16.00
5000 85.0 m/z 85.05 46 .24%

29.0
113.0 1410 169.0 197.0 2250 254.0

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

Abundance #105888: Heptadecane, 4-methyl- R B R s m
43.0 15.40 15.60 15.80 16.00
71.0 m/z 252.10 37.09%
5000
211.0
| %90 1270 1550 1820 d 2290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107351.D

Aca On 12 Jul 2018 20:40

Operator : JU/SJ

Sample : J3927-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.08 3.83 ng 63800 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 2336 (16.077 min): BF107351.D (-2331) (-) m/z 57.05 100.00%
5000 MM‘
99.0 L B B B B
1551 1972 9531 15. 80 16. oo 16 20 16. 40
m/z 71.05 76.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
5000 L LU BULULN BRI B
mmmmmmmm
m/z 43.10 58.00%
\‘ L) \\ ‘\ e %839 225.0 267.0 309.0 352.0
m/z--> 50 5 200 250 360 3éo 460
Abundance
57.0
15.80 16.00 16.20 1640
5000 m/z 85.05 51.75%
99.0
26.0 141.0 183.0 225.0 2670 309.0  366.0
m/z--> éo 160 150 200 250 360 3éo 460
Abundance #219831: Triacontane A BRREEEEE LS
57.0 15.80 16.00 16.20 16.40
m/z 55.00 18.83%
5000
99.0
260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> éo 100 1éo 200 250 360 3éo 460 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071218\
Data File : BF107351.D

Acq On 12 Jul 2018 20:40

Operator : JU/SJ

Sample - J3927-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.17 9.8 ng 186073 1 6.93 381171 20.0
unknown6.71 6.71 59.3 ng 1129400 1 6.93 381171 20.0
1-Octadecanesulph... 13.94 4.2 ng 119530 5 14.14 575393 20.0
Hexadecane 14.25 2.4 ng 67910 5 14.14 575393 20.0
Heptadecane 14.56 3.0 ng 87377 5 14.14 575393 20.0
Docosane 14.87 2.3 ng 65101 5 14.14 575393 20.0
Squalene 14.95 6.7 ng 110803 6 15.67 333480 20.0
Octadecane 15.62 6.1 ng 101431 6 15.67 333480 20.0
Pentacosane 16.08 3.8 ng 63800 6 15.67 333480 20.0
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