LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012720\
Data File : BF118716.D

Aca On : 27 Jan 2020 13:14

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 4 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-BF012020.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 2.187 9 17 23 rVB 1223750 1759087 29.41% 2.925%
2 5.087 507 510 518 rVB 67245 86606 1.45% 0.144%
3 5.398 554 563 572 rBV 100245 157331 2.63% 0.262%
4 5.487 572 578 581 rBY 5126778 5194033 86.84% 8.638%
5 6.487 742 748 752 rBVY 4844185 5313167 88.83% 8.836%
6 6.745 788 792 795 rVB 221937 170403 2.85% 0.283%
7 6.857 807 811 815 rBVY 2072975 1727427 28.88% 2.873%
8 7.016 834 838 841 rBVY 5079221 4458465 74.54% 7.415%
9 7.416 901 906 909 rBY 3651654 3470990 58.03% 5.772%
10 8.139 1024 1029 1032 rBV 2624492 2252518 37.66% 3.746%

11 9.216 1207 1212 1215 rBV 6726808 5981163 100.00% 9.947%
12 9.604 1274 1278 1281 rBV 1056959 796585 13.32% 1.325%
13 9.892 1322 1327 1331 rBV 3044482 2724477 45.55% 4_.531%
14 10.681 1456 1461 1464 rBV 4832701 4473888 74.80% 7.440%

15 11.039 1518 1522 1526 rBV 67122 63976 1.07% 0.106%
16 11.339 1568 1573 1575 rBV 90201 91769 1.53% 0.153%
17 11.375 1575 1579 1583 rVvV 2868259 2650191 44.31% 4._.407%
18 11.445 1585 1591 1594 rVB2 66690 74163 1.24% 0.123%
19 11.604 1615 1618 1623 rBV2 63256 66280 1.11% 0.110%

20 11.869 1659 1663 1666 rBV 339642 337327 5.64% 0.561%

21 11.904 1666 1669 1685 rVB 768727 894697 14.96% 1.488%
22 12.157 1709 1712 1719 rVB 71747 64978 1.09% 0.108%
23 12.592 1783 1786 1788 rBV3 80614 91392 1.53% 0.152%
24 12.686 1799 1802 1814 rVB 210713 269497 4_.51% 0.448%
25 12.857 1825 1831 1840 rVB2 95642 153300 2.56% 0.255%

26 12.963 1844 1849 1852 rBV 5593594 5061293 84.62% 8.417%
27 13.439 1923 1930 1933 rBV3 113039 127786 2.14% 0.213%
28 13.539 1940 1947 1949 rBV2 132851 158971 2.66% 0.264%
29 13.863 1997 2002 2011 rBV2 457291 675295 11.29% 1.123%
30 14.010 2023 2027 2031 rBV 2043253 1891449 31.62% 3.146%

31 14.180 2051 2056 2063 rVB 511066 469533 7.85% 0.781%
32 14.486 2103 2108 2114 rBV 865781 812067 13.58% 1.351%
33 14.792 2154 2160 2169 rBV 1117704 1202029 20.10% 1.999%
34 14.868 2169 2173 2177 rVB 74705 77275 1.29% 0.129%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012720\
Data File : BF118716.D

Aca On : 27 Jan 2020 13:14

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 4 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-BF012020.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.133 2211 2218 2227 rBV 1065138 1418853 23.72% 2.360%
36 15.474 2270 2276 2279 rBV 1314565 1762193 29.46% 2.931%
37 15.510 2279 2282 2297 rVB 958365 1327474 22.19% 2.208%
38 15.951 2350 2357 2362 rBV 605857 995572 16.65% 1.656%
39 16.457 2436 2443 2454 rVB 289646 560802 9.38% 0.933%
40 17.051 2538 2544 2550 rBV2 83574 174102 2.91% 0.290%

41 17.545 2624 2628 2639 rVB2 39608 91687 1.53% 0.152%

Sum of corrected areas: 60130091
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012720\
Data File : BF118716.D

Aca On : 27 Jan 2020 13:14

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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: BF118716.D
6000000
5000000 5t 6.49 1102
4000000 7.42

3000000

2000000
2.19

1000000

H 6.7

T i S s L

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: BF118716.D

6000000 12.96
5000000 10.68

4000000

9.89

3000000 11.37

8.14

2000000

1000000 11.90
1157
11.04 11884%1.60 hﬁ 1216 12508 3L

T
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: BF118716.D

6000000
5000000
4000000

3000000

14.01
2000000

15.47

1479 1513
1000000 14.49 et
13.86 mm 1646
131354 || 4.87 17.05 17 54

Time--> 13 50 14.00 14. 50 15. OO 15 50 16.00 16 50 17.00 17. 50 18 00 18.50

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012720\
Data File : BF118716.D

Aca On : 27 Jan 2020 13:14

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

2.19 20.37 ng 1759090 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 18 (2.193 min): BF118716.D (-9) (-) m/z 73.10 100.00%
7B
5000 /\
B s 87 S —
37 | 7 2.20 2.30 2.40 2.50 2.60
e S L e M/Zz 43.05  31.87%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 O 2.20 2.30 2.40 2.50 2.60
- 87 m/z 87.10 27 .14%
"|'"“h”'??hhj'é?“"'|"§?H""|""|"'}P}"'|'“'|""|""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 USRS UL SRS AR A
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 54.95 23.17%
29
47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 71.10 11.42%
5000 43
58
29 3(
L1 A .
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012720\
Data File : BF118716.D

Aca On : 27 Jan 2020 13:14

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 cis-9-Hexadecenoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.87 2.55 ng 337327 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 99
2 Palmitoleic acid 254 C16H3002 000373-49-9 98
3 9-Hexadecenoic acid 254 C16H3002 002091-29-4 91
4 Oxacvcloheptadecan-2-one 254 C16H3002 000109-29-5 91
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 90
Abundance Scan 1663 (11.869 min): BF118716.D (-1659) (-) m/z 55.05 100.00%

123138152165 179 194207 236 054 |nf%gﬁ¥m£%w

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105678: cis-9-Hexadecenoic acid

5000
~11'60 1180 12,00 12,20
m/z 41.00 55.06%

1
124137 152165 179 194207 221 236 254
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
5 ¢

110

83 11. 60 11.80 12.00 12.20
5000 97 m/z 83.05 39.96%
4P 111 236
124
137152165179192207221 254
T T T T T T e [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105670: 9-Hexadecenoic acid
41 55 11.60 11.80 12.00 12.20
69 m/z 97.10 31.77%
5000
28
1 236
124138152165 179194 219 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012720\
Data File : BF118716.D

Aca On : 27 Jan 2020 13:14

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 8
R.T. EstConc Area Relative to ISTD R.T.
11.90 6.75 ng 894697 Phenanthrene-d10 11.37
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 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1668 (11.898 min): BF118716.D (-1666) (-) m/z 73.00 100.00%
43 o 1B J\
5000
129
7 LU L L R
01115 | 0157170185 F3 . g 1160 11.80 12.00 12.20

m/z 43.05 85.43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

5000 129
11. 60 11.80 12.00 12.20

m/z 60.00 81.36%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
SIS ‘A S N
11.60 11.80 12.00 12.20
5000 129 m/z 41.10 69.69%
29 87
199
101115 143157141185 213 242
15 226
o LB A o o B AARRERR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455: Tetradecanoic acid
73 11. 60 11.80 12.00 12.20
60 m/z 55.10 69.00%
5000 43 129
185
1]_5 228
L[t e g
.”,”.w.”.“u‘fh.w.m P e N NN WS
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012720\
Data File : BF118716.D

Aca On : 27 Jan 2020 13:14

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 12
R.T. EstConc Area Relative to ISTD R.T.
12.69 2.03 ng 269497 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 78
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52

Abundance Scan 1803 (12.692 min): BF118716.D (-1799) (-) m/z 73.00 100.00%

5000

12.40 12.60 12.80 13.00
m/z 43.05  88.29%

m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
4_3 7
5000 129 LA L L L L LB LB
9 12.40 12.60 12.80 13.00
’ 185 sy 224 m/z 57.05 83.00%
15 L5721 | e \
o A A e e e e e o B I
m/z--> 50 100 150 200 250 300 350
Abundance
43
R S REEEEmmae
73 12.40 12.60 12.80 13.00
5000 284 m/z 59.95 75.71%
97 129

185 241
157 213 265 311 372

| T
200 250 300 350

I
m/z--> 50 100 150

Abundance #95855: Pentadecanoic acid T T T T T

43 3 12.40 12.60 12.80 13.00

m/z 41.10 67.62%
5000 129
o7 199 242
157

T O B S

m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012720\
Data File : BF118716.D

Aca On : 27 Jan 2020 13:14

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Oxalic acid, isobutyl tetra... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.86 7.14 ng 675295 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 91
3 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 83
4 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 70
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 64
Abundance Scan 2002 (13.863 min): BF118716.D (-1997) (-) m/z 57.05 100.00%
g7
5000 85
He 13.60 13.80 14.00 14.20
3 141 : : :
SR Lt e aonzsiony am 36T St oe 70 o
m/z--> 50 100 150 200 250 300 350
Abundance #178452: Oxalic acid, isobutyl tetradecy! ester
57
13.60 13.80 14.00 14.20
29 85 m/z 43.05 70.72%
.“ | 1111 148168 196 24!
m/z--> 50 100 150 200 250 300 350
Abundance
43
71 UL AR BN SUNURN B
13.60 13.80 14.00 14.20
5000 o7 m/z 85.10 48.32%
125
155 183 224 253
m/z--> 50 100 150 200 250 300 350
Abundance #156673: Ethanol, 2-(octadecyloxy)-
57 13.60 13.80 14.00 14.20
m/z 55.00 45_.01%
5000 85 Nﬁﬁjkw_“wwujtky‘ﬂwxﬂ\ﬂ~ﬂ
29
111
AL ‘}...*, Lk 169 107 224 292 23 g e —— s
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012720\
Data File : BF118716.D

Aca On : 27 Jan 2020 13:14

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.18 4.96 ng 469533 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Hexacosane 366 C26H54 000630-01-3 94
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2056 (14.180 min): BF118716.D (-2051) (-) m/z 57.05 100.00%
57
85
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rﬁ
141 169 13.80 14.00 14.20 14.40
- ...1|,....,...1.9,7.2.2.5.,?‘5.7.2]9;‘3....,....,....,4‘?0. m/z 71.10 77.84%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57
85
5000 NN BN SR R
13.80 14.00 14.20 14.40
m/z 43.10 61.72%
I, ) § ) gy, 169197 225 253 282
m/z--> éo 160 1%0 260 2éo 360 3%0 460 4éo
Abundance
57
13.80 14.00 14.20 14.40
5000 85 m/z 85.10 59.11%
29 113 141 169 197 225 253 205 323 367
m/z--> éo 160 1%0 260 2éo 360 3%0 460 4éo
Abundance #185535: Heptadecane, 9-octyl- REARSEEEEE s s ey
57 13.80 14.00 14.20 14.40
m/z 41.10 23.94Y%
5000 85
113
HJ L iaener P oeroazagasy L
m/z--> 50 100 150 200 250 300 350 400 450 13 80 14. oo 14 20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012720\
Data File : BF118716.D

Aca On : 27 Jan 2020 13:14

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.49 8.59 ng 812067 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2109 (14.492 min): BF118716.D (-2103) (-) m/z 57.05 100.00%
57
85
5000
iy “1}3 W1 169 167 239  omp 323 14.20 14.40 14.60 14.80
e m/z 71.05 80.92%

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

5000 -------------------
14. 20 14. 40 14. 60 14. 80

m/z 85.05 64 .70%

29
s i NN ﬂ1}3‘1§1 169 107 225 253 205 323 367
- | o2 223 296 323 BT
miz--> 50 100 150 200 250 300 350
Abundance
57

14.20 14. 40 14. 60 14.80

5000 85 m/z 43.05 62.77%
113
29 141 169 197 225 267 295 365 393
LN B R s B e e L e B e e e L e o s e |
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-0Cty|— S B L B B B B B
57 14.20 14.40 14.60 14.80

m/z 41.00 22 .76%

5000 85

113
|77 181 169 197 230 267 204 323 352

IIII‘I.I‘I“IIII‘II IIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012720\
Data File : BF118716.D

Aca On : 27 Jan 2020 13:14

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.79 13.64 ng 1202030 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Nonadecane 268 C19H40 000629-92-5 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2160 (14.792 min): BF118716.D (-2154) (-) m/z 57.10 100.00%
g7
85
5000
113
141 169 14.40 14.60 14.80 15.00 15.20
ol | ,“ .J.l|, Lo P 107 239267 29538 | m/z 71.05 79.93%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57
5000 85
14.40 14.60 14.80 15.00 15.20
m/z 43.05 61.37%
20 | |} MP14 169 q97 226
m/z--> 55 160 150 260 250 360 3éo
Abundance
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.10 59.22%
29
113 141 169 197 205 268
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #215181: 2-methyloctacosane
57 14.40 14.60 14.80 15.00 15.20
m/z 55.05 22 .92%
5000 85
29 ] I | u133‘1ﬂl‘1§9 197 225 267 295 365 393
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&'30 ' 14.'40 14.I60 14.I80 15.'00 15.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012720\
Data File : BF118716.D

Aca On : 27 Jan 2020 13:14

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.13 16.10 ng 1418850 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2217 (15.127 min): BF118716.D (-2211) (-) m/z 57.05 100.00%
57
85
5000
J l | |113 141 169 197 239 267 205 323 351 14.80 15.00 15.20 15.40
e b b T BT 239 267 295 323 351 m/z 71.05 76.72%
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 43.05 61.14%
29 113
| I ] | 141 169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance
57
14.80 15.00 15.20 15.40
5000 m/z 85.10 56.97%
85
29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #215181: 2-methyloctacosane
57 14.80 15.00 15.20 15.40
m/z 55.05 22.90%
5000 85
113
200 | || |77, 141 160 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 14%0 1550 1520 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012720\
Data File : BF118716.D

Aca On : 27 Jan 2020 13:14

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.95 11.30 ng 995572 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heptadecane 240 C17H36 000629-78-7 95
3 Hexacosane 366 C26H54 000630-01-3 94
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2357 (15.951 min): BF118716.D (-2350) (-) m/z 57.05 100.00%
g7
85
5000

141 169 197 221239 15.60 15.80 16.00 16.20
—— |, “ ll.-l P2l 221299 267 295 837 m/z 71.10 77.32%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane

5|7

85
5000
15.60 15.80 16.00 16.20
m/z 85.10 57.96%
2Ll I 1] 1 1‘.” 169 197 225 253 282
it } e B e e

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

57

15.60 15.80 16.00 16.20
5000 85 m/z 43.10 57.04%
29
113 141 169 197 240
e T T T T T T

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane T R

57 15. 60 15. 80 16. 00 16 20

m/z 55.10 21.56%

- 85 J\W/\\AJ
29
‘ i || M2 141 169 197 205 253 295 323 367

m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012720\
Data File : BF118716.D

Aca On : 27 Jan 2020 13:14

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.46 6.36 ng 560802 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Docosane. 1ll-decvl- 451 C32H66 055401-55-3 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2444 (16.462 min): BF118716.D (-2436) (-) m/z 57.05 100.00%
57
85
5000
U3 4 16.20 16.40 16.60 16.80
169 191211 : : : :
— ~.l, L ||, LAZfa Pl 258 205 8% hp71.05  84.870%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 HURR AR BN SUNRN B
16.20 16.40 16.60 16.80
113 m/z 85.05 58.91%
2?j 1L 14 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350
Abundance
57
16.20 16.40 16.60 16.80
5000 85 m/z 43.05 58.78%
a 13 141 160 197 225 253 280 3%° 335 364 302
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane B A o o L SR
57 16.20 16.40 16.60 16.80
m/z 55.00 22 .95%
- T \WJLM
ZPJ i | 4 M 141 169 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350 ' 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\BF012720\
Data File : BF118716.D

Acq On : 27 Jan 2020 13:14

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012020.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]
Butane, 2-methoxy... 2.19 20.4 ng 1759090 1 6.86 1727430 20.0
cis-9-Hexadecenoi... 11.87 2.5 ng 337327 4 11.37 2650190 20.0
n-Hexadecanoic acid 11.90 6.8 ng 894697 4 11.37 2650190 20.0
Octadecanoic acid 12.69 2.0 ng 269497 4 11.37 2650190 20.0
Oxalic acid, isob... 13.86 7.1 ng 675295 5 14.01 1891450 20.0
Eicosane 14.18 5.0 ng 469533 5 14.01 1891450 20.0
Hexacosane 14.49 8.6 ng 812067 5 14.01 1891450 20.0
Hexadecane 14.79 13.6 ng 1202030 6 15.47 1762190 20.0
Heneicosane 15.13 16.1 ng 1418850 6 15.47 1762190 20.0
Heptadecane 15.95 11.3 ng 995572 6 15.47 1762190 20.0
2-methyloctacosane 16.46 6.4 ng 560802 6 15.47 1762190 20.0
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