LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110521.D

Aca On : 6 Nov 2018 18:02

Operator : JU/SJ

Sample = J5822-05

Misc :

ALS Vial : 7 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-BF102318.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 2.275 26 32 48 rVB 1642349 2267214 70.88% 9.003%
2 3.146 176 180 187 rBvV 36189 60590 1.89% 0.241%
3 5.575 589 593 612 rBVY 1148543 1120979 35.04% 4._.451%
4 6.575 759 763 780 rBV2 749837 835812 26.13% 3.319%
5 6.722 784 788 791 rBVY 2374992 2132610 66.67% 8.468%
6 6.951 824 827 833 rBV 747690 627422 19.61% 2.491%
7 7.110 850 854 857 rBVY 2321339 2002256 62.59% 7.951%
8 7.522 918 924 944 rBVY 1567117 1725652 53.95% 6.852%
9 8.233 1041 1045 1061 rBV 748786 864314 27.02% 3.432%
10 9.310 1223 1228 1231 rBV 3499980 3198852 100.00% 12.702%

11 9.704 1291 1295 1306 rVB 101605 115068 3.60% 0.457%
12 9.992 1341 1344 1357 rVB 951583 1022559 31.97% 4_.060%
13 10.792 1475 1480 1493 rBV 1838549 1947683 60.89% 7.734%
14 11.486 1594 1598 1612 rBV 1082141 1065279 33.30% 4_.230%
15 11.992 1680 1684 1698 rBV2 144606 187892 5.87% 0.746%

16 12.774 1814 1817 1826 rBV 182320 220554 6.89% 0.876%
17 13.074 1862 1868 1871 rBV 2934751 2999328 93.76% 11.910%
18 13.615 1956 1960 1968 rVB 28184 37169 1.16% 0.148%
19 13.945 2012 2016 2023 rBV 96801 118937 3.72% 0.472%
20 14.133 2044 2048 2057 rBV 615540 635151 19.86% 2.522%

21 14.257 2066 2069 2073 rVB 58226 53259 1.66% 0.211%
22 14.562 2118 2121 2128 rBV 108902 104905 3.28% 0.417%
23 14.880 2171 2175 2179 rBV 157655 154983 4.84% 0.615%
24 15.233 2230 2235 2240 rBV 171571 221285 6.92% 0.879%
25 15.627 2296 2302 2304 rBV 189277 262701 8.21% 1.043%

26 15.656 2304 2307 2319 rVB 338754 519446 16.24% 2.063%
27 16.080 2373 2379 2386 rBvV 155208 239069 7.47% 0.949%
28 16.345 2419 2424 2429 rBV2 111913 175374 5.48% 0.696%
29 16.609 2462 2469 2475 rBV 83623 155754 4.87% 0.618%

30 17.233 2570 2575 2582 rVB3 28847 54234 1.70% 0.215%
31 17.592 2629 2636 2645 rVB6 25970 57089 1.78% 0.227%
Sum of corrected areas: 25183420
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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\BF110618\

BF110521.D
6 Nov 2018 18:02
JussJ
J5822-05
7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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\BF110618\
Data File : BF110521.D

Aca On : 6 Nov 2018 18:02

Operator : JU/SJ

Sample = J5822-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 1

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

2.27 72.27 ng 2267210 1,4-Dichlorobenzene-d4 6.95
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 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 31 (2.269 min): BF110521.D (-26) (-) m/z 73.10 100.00%
73.1

5000 43.0

-

55.1 87.1

2.202.302.40 2.50 2.60 2.70

e e W/Zz 43.05  43.08%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LS IUARAN LARAN KRR IR AR R
43.0 2.202.302.40 2.50 2.60 2.70
5.0 87.0 m/z 55.10 30.05%
29.0
'I"'I:I""'Il:'l"l""I""I'I"I'"'I""I""I""I""I""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.202.302.40 2.50 2.60 2.70
5000 410 55.0 m/z 87.10 26 .39%
29.0 ‘
T ‘ IX “‘ _ 970  112.0 1290

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

-

Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.202.302.402.502.602.70
m/z 41.05 14.28%
5000 43.0
58.0
|1 A .
B LI o B S B RS EEEEEEE s
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110521.D

Aca On : 6 Nov 2018 18:02

Operator : JU/SJ

Sample = J5822-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.72 Concentration Rank 2

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

6.72 67.98 ng 2132610 1,4-Dichlorobenzene-d4 6.95
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 10
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 788 (6.722 min): BF110521.D (-784) (-) m/z 132.00 100.00%
132.0
5000 68.1
LR SRR LR
6.40 6.60 6.80 7.00
B E e m/z 68.10 41.88%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LSRR SN SR AR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.86%
'J'%I!J!'I'!"I""I""I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 L
740 Tk ok ok b0
5000 9go 1160 m/z 66.00 27 .60%
||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14560: Xenon |||llllr}llll|llll|llll
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.74%
5000
66.0
'"'I""I“u"l""I""I'l" T N SN BLAAEAN SR SR AR
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110521.D

Aca On : 6 Nov 2018 18:02

Operator : JU/SJ

Sample = J5822-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 11
R.T. EstConc Area Relative to ISTD R.T.
11.99 3.53 ng 187892 Phenanthrene-d10 11.49
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 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1684 (11.992 min): BF110521.D (-1680) (-) m/z 73.00 100.00%
430 730
5000 129.1
97.1
Il | M 1571 1851 132 256.2 11.60 11.80 12.00 12.20 12.40
SNV 11 m/z 43.05 91.24%
I I
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
5000 129.0 AR AR B

11. 60 11. 80 12. OO 12 20 12. 40

J‘u 1570 1gso 2130 260 | M/Z 60.00  89.38%
4 [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
11.60 11.80 12.00 12.20 12.40
5000 129.0 m/z 57.00 78.41%
15.0 AL y—/\/\—/\/\Jt/w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid e A
73.0 11.60 11.80 12.00 12.20 12.40
m/z 55.00 72.30%
43.0
5000
129.0
18?\,\”“””,\ | il h‘\ IR Y} 1 I ] S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110521.D

Aca On : 6 Nov 2018 18:02

Operator : JU/SJ

Sample = J5822-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 9
R.T. EstConc Area Relative to ISTD R.T.
12.77 4.14 ng 220554 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1816 (12.768 min): BF110521.D (-1814) (-) m/z 43.05 100.00%
73.0
5000
129.1
97.0 LU BRI UG
185.0 241.2 12.40 12.60 12.80 13.00
m/z 73.00 84 .15%
m/z--> 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
73.0
5000 129.0
12.40 12.60 12.80 13.00
Tﬂ : ] 2410 2840 m/z 60.00 79.29%
] 207.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0

m/z 57.05  77.10%

12.40 12.60 12.80 13.00
5000 129.0
83.0
157.0 185.0 213.0 256.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #84453: Tetradecanoic acid e e
73.0 12. 40 12. 60 12. 80 13. 00
43.0 m/z 41.10 71.03%
5000 129.0
185.0 228.0
LT | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00

8270-BF102318.M Wed Nov 07 15:59:06 2018 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110521.D

Aca On : 6 Nov 2018 18:02

Operator : JU/SJ

Sample = J5822-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octatriacontyl pentafluorop... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.94 3.75 ng 118937 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 91
2 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 91
3 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
4 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 91
5 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 91
Abundance Scan 2015 (13.939 min): BF110521.D (-2012) (-) m/z 57.00 100.00%
57.0
5000
1.1 AR S B SO
“1 ]1 | 209.0 281.0 13.60 13.80 14.00 14.20
e ey || M7z 43,10 85.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriacontyl pentafluoropropionate
57.0
5000 AL SRR SRR SRR
10 13.60 13.80 14.00 14.20
m/z 71.05 57.92%
) | 167.0 225.0281.0 341.0 401.0 460.0 532.0 678.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242399: Dotriacontyl heptafluorobutyrate
57.0
13.60 13.80 14.00 14.20
5000 m/z 55.10 54 _25%
1.0
‘ lﬂ67022202780334o39004480 644.0
mz-> 0 50 160 150 200 250 300 350 400 450 500 550 600 650
Abundance #241397: Dotriacontyl pentafluoropropionate e
57.0 13.60 13.80 14.00 14.20
m/z 83.10 41.13%
5000 10
l967022202780334039004480 594.0
m/iz--> 0 éo 160 150 200 250 300 350 400 450 500 550 600 650 13.60 13.80 14.00 14.20

8270-BF102318.M Wed Nov 07 15:59:06 2018 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110521.D

Aca On : 6 Nov 2018 18:02

Operator : JU/SJ

Sample = J5822-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .56 3.30 ng 104905 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Docosane 310 C22H46 000629-97-0 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2121 (14.562 min): BF110521.D (-2118) (-) m/z 57.10 100.00%
57.1
5000 85.0 \ \
UL BN B B
113.1 14.20 14.40 14.60 14.80
141.1
,,'| At ora | Tm/z 43.05  63.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000 U BN UL B SRR
mmmmmmmm
9.0 113.0 m/z 71.05 58.28%
UL T 2400 1600 1970 225.0 253.0 296.0
m/z--> ﬁo 45 eb éo 160 150 140 160 180 200 220 240 260 2éo 360
Abundance #153222: Docosane
57.0
14:20 14.40 1460 1480
5000 85.0 m/z 85.05 47 .34%
200w ) | 1130‘1410 169.0 1970 2250 2530 261,0 3100
m/z--> ﬁo 45 eb éo 160 150 140 160 180 200 220 240 260 280 360
Abundance #105885: Octadecane L B e
57.0 14.20 14.40 14.60 14.80
m/z 41.05 22.45%
5000 85.0
29.0
L 301410 169.0 1970 225,0 2540
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 140 160 180 200 220 240 260 25';0 3(')0 ' 14'20 14. 40 14. 60 14. 80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110521.D

Aca On : 6 Nov 2018 18:02

Operator : JU/SJ

Sample = J5822-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.88 4.88 ng 154983 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2175 (14.880 min): BF110521.D (-2171) (-) m/z 57.10 100.00%
57.1
5000
991 1460 140 150 15:20
141.1 : : : :
ol .|',~.~|. A 2ot ot asa 77 43.05 59930
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 L B B BRI UL
Mmmmmmmm
99.0 m/z 71.05 59.62%
2m‘|J]JMN1%02m2%M%O
m/z--> 50 100 1éo 260 250 360 3%0 '
Abundance #209566: Octacosane
57.0
' 14.60 14.80 15.00 15.20
5000 m/z 85.05 45 _.82%
99.0
27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 3%0 '
Abundance #194493: Hexacosane B R R e e e
57.0 14.60 14.80 15.00 15.20
m/z 55.05 23.31%
5000
99.0
Cl Ll 1o 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1éo 200 250 300 3%0 ' 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110521.D

Aca On : 6 Nov 2018 18:02

Operator : JU/SJ

Sample = J5822-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.23 8.52 ng 221285 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Docosane 310 C22H46 000629-97-0 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2234 (15.227 min): BF110521.D (-2230) (-) m/z 57.05 100.00%
57.0
5000 85.1
1151 1411 1604 15100 15,20 1540 1560
,,|'| e M P 10T2 2250 8L “m/z 43.05  61.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57.0
85.0
5000 LR UL BN IR UM
15.00 15.20 15.40 15.60
29.0 m/z 71.05 61.14%
m/z--> 20 45 60 50 100 150 140 160 180 200 220 240 260 280 300
Abundance #153222: Docosane
57.0
' 15.00 15.20 15.40 15.60
5000 85.0 m/z 85.10 43.87%
200w ) | 1130‘1410 169.0 1970 2250 2530 261,0 3100
m/z--> 20 40 eb 80 160 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane T T
57.0 15.00 15.20 15.40 15.60
m/z 55.00 24 _32%
5000
85.0
29.0
| ;113.0 14; 0 169.0 170 225.0 2530 2820
m/z--> ﬁo 45 60 50 100 150 140 160 180 200 220 240 260 280 300 | 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110521.D

Aca On : 6 Nov 2018 18:02

Operator : JU/SJ

Sample = J5822-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.08 9.20 ng 239069 Perylene-di12 15.66
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 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2379 (16.080 min): BF110521.D (-2373) (-) m/z 57.10 100.00%
57.1
o M
|9 1 15.80 16.00 16,20 16.40
141.1 : : : :
L e ez s e e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 R BN BOULR SOULN B
15,80 16.00 16.20 16.40
99.0 m/z 43.05 61.50%
2m|jj“d“m1%02m2mom% 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57.0
15.80 16.00 16,20 16.40
5000 m/z 85.05 48.03%
99.0
ani0) | | | | p4r0 183.0 225026602960
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane BN B A e
57.0 15.80 16.00 16.20 16.40
m/z 55.05 21.89%
5000
99.0
Cl Ll 1o 1830 2250 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110521.D

Aca On : 6 Nov 2018 18:02

Operator : JU/SJ

Sample = J5822-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Decyl oleate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.34 6.75 ng 175374 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decvl oleate 422 C28H5402 003687-46-5 91
2 Oleic acid. eicosvl ester 563 C38H7402 022393-88-0 83
3 9-Octadecenoic acid (2)-. octade... 535 C36H7002 017673-49-3 83
4 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 76
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 74
Abundance Scan 2423 (16.339 min): BF110521.D (-2419) (-) m/z 57.10 100.00%
57.1
5000
264.2 IUNSUMUNSSUARS
166.2 221.1 16.00 16.20 16.40 16.60
i m/z 55.05 93.36%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #219815: Decyl oleate
43.0
264.0
5000 ARV BN S
16.00 16.20 16.40 16.60
m/z 43.00 82.42%
323.0 422.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #239757: Oleic acid, eicosyl ester
57.0 264.0
16.00 16.20 16.40 16.60
5000 m/z 69.05 67 .58%
I 325.0  407.0 480.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238151: 9-Octadecenoic acid (2)-, octadecy! ester R e EEAER R
57.0 264.0 16.00 16.20 16.40 16.60
m/z 41.10 60.49%
5000 110
l 180.0
il ol )| 32503790 4520 5340
mz-> 0 55 100 1éo 200 250 300 350 400 450 500 550 16.00 16.20 16.40 16.60

8270-BF102318.M Wed Nov 07 15:59:09 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110521.D

Aca On : 6 Nov 2018 18:02

Operator : JU/SJ

Sample = J5822-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Triacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.61 6.00 ng 155754 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Docosane 310 C22H46 000629-97-0 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2469 (16.609 min): BF110521.D (-2462) (-) m/z 57.10 100.00%
57.1
2000 /\‘/\\j\»s/“
99.1 LRI AN ORI
|| 1411 1929 16.20 16.40 16.60 16.80 17.00
S 0 R 0 A — m/z 71.10 64.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 A DA B SRR BN
mmmmmmmmﬂm
99.0 m/z 43.05 61.10%
2500, | J | }4}9 183.0 225.0 296.0
m/z--> éo 100 150 260 250 360 3%0 460
Abundance #219831: Triacontane
57.0
16:20 16,40 16.60 16.80 17.00
5000 m/z 85.10 48.41%
99.0
Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> éo 100 1éo 200 250 360 3%0 460
Abundance #194493: Hexacosane [TT T T[T T[T T [ TT T[T
57.0 16.20 16.40 16.60 16.80 17.00
m/z 55.00 22 .36%
5000
99.0
| ” , 1410 1830 225.0 267.0 309.0  367.0
m/z--> 5'0 100 1&'30 200 250 3(')0 3%0 4(')0 16 20 16. 40 16 60 16. 80 17. oo

8270-BF102318.M Wed Nov 07 15:59:10 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110521.D

Aca On : 6 Nov 2018 18:02

Operator : JU/SJ

Sample = J5822-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2-Bromotetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.23 2.09 ng 54234 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 80
2 Hexacosane 366 C26H54 000630-01-3 72
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 72
4 Pentacosane 352 C25H52 000629-99-2 72
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 64
Abundance Scan 2575 (17.233 min): BF110521.D (-2570) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.2 LS SRR SR BN BN
| | 141.0 209.0 17.00 17.20 17.40 17.60
— N - m/z 43.05 63.56%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 L BRI LU B B
ﬂ%ﬂ%ﬂ%ﬂm
0.0 130 m/z 71.05 58.82%
| |L,J}ﬂmwMWMEmm02%0
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57.0
"' 17.00 17.20 17.40 17.60
5000 85.0 m/z 85.10 50.34%
290 i || M2 141:0160.0197.0225,02530 _ 205.0323.0 _ 367.0
m/z--> §o 160 150 260 2%0 360 350
Abundance #124147: 2-Bromotetradecane B REEREESEET
57.0 17.00 17.20 17.40 17.60
m/z 55.05 29.42%
85.0
5000
29.0

m/z--> 50 100 150 200 250 300 350 17.00 17. 20 17. 40 17. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110521.D

Aca On : 6 Nov 2018 18:02

Operator : JU/SJ

Sample = J5822-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 unknownl7.59 Concentration Rank 13

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

17.59 2.20 ng 57089 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 14
2 3.7.11-Tridecatrienoic acid. 4.8... 264 C17H2802 036237-70-4 14
3 17-Pentatriacontene 491 C35H70 006971-40-0 11

4 2-Pentyne-1.4-diol. 1-(2-furanvl... 180 C10H1203
5 6,10,14-Trimethyl-pentadecan-2-ol 270 C18H380

1000351-33-1 11
1000143-49-8 10

Abundance Scan 2636 (17.592 min): BF110521.D (-2629) (-) m/z 57.00 100.00%
57.0
97.0
5000
147.0
0071 264.2 S o & = SIS
| 17.20 17.40 17.60 17.80 18.00
e R m/z 55.00 79.56%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129339: cis-Vaccenic acid
53.0
5000 70 TTTT LR B TTT T
17. 20 17. 40 17. 60 17. 80 18. 00
m/z 43.00 70.01%
15 |137:0 180.0 222.0 2%1-0
LA e o T o e o o o A O O N B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #114216: 3,7,11-Tridecatrienoic acid, 4,8,12-trimethyl-, m...
69.0
R N R A REEREEE
17.20 17.40 17.60 17.80 18.00
5000 m/z 69.00 66.98%

i 121.0
264.0
2Ly J11163° 221.0 ™7

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene BT
43.0 17.20 17.40 17.60 17.80 18.00

m/z 97.00 60.47%

5000 83.0
}250

H | 11 167.0 210.0 267.0307.0 4900

m/z--> 0 50 100 150 200 250 300 350 400 450 17. 20 17. 40 17. 60 17. 80 18. 00

8270-BF102318.M Wed Nov 07 15:59:11 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110618\
Data File : BF110521.D

Acq On : 6 Nov 2018 18:02

Operator : JU/SJ

Sample - J5822-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 2.27 72.3 ng 2267210 1 6.95 627422 20.0
unknown6.72 6.72 68.0 ng 2132610 1 6.95 627422 20.0
n-Hexadecanoic acid 11.99 3.5 ng 187892 4 11.49 1065280 20.0
Octadecanoic acid 12.77 4.1 ng 220554 4 11.49 1065280 20.0
Octatriacontyl pe... 13.94 3.8 ng 118937 5 14.13 635151 20.0
Heneicosane 14_.56 3.3 ng 104905 5 14.13 635151 20.0
Octacosane 14.88 4.9 ng 154983 5 14.13 635151 20.0
Heptadecane 15.23 8.5 ng 221285 6 15.66 519446 20.0
2-methyloctacosane 16.08 9.2 ng 239069 6 15.66 519446 20.0
Decyl oleate 16.34 6.8 ng 175374 6 15.66 519446 20.0
Triacontane 16.61 6.0 ng 155754 6 15.66 519446 20.0
2-Bromotetradecane 17.23 2.1 ng 54234 6 15.66 519446 20.0
unknownl17 .59 17.59 2.2 ng 57089 6 15.66 519446 20.0
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