LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112436.D

Aca On > 7 Feb 2019 14:23

Operator : JU/SJ

Sample : K1389-03

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-BF012519.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 2.122 3 6 15 rVB 122409 181234 5.24% 0.605%
2 5.057 501 505 513 rBV 96639 133234 3.85% 0.445%
3 5.469 571 575 595 rBVY 2834955 2711815 78.33% 9.048%
4 6.481 743 747 765 rBVY 2850720 2983161 86.17% 9.954%
5 6.610 765 769 772 rBVY 3500800 3027099 87.44% 10.100%
6 6.828 803 806 813 rBV 837554 795632 22.98% 2.655%
7 6.986 829 833 837 rBVY 2693475 2367177 68.38% 7 .899%
8 7.392 898 902 914 rBVY 1790997 1836605 53.05% 6.128%
9 8.110 1021 1024 1040 rVvB 1015733 1038179 29.99% 3.464%
10 9.186 1202 1207 1210 rBV 4004599 3461904 100.00% 11.551%

11 9.580 1270 1274 1284 rVB 212414 203722 5.88% 0.680%
12 9.869 1319 1323 1333 rVB 1320273 1187049 34.29%% 3.961%
13 10.663 1454 1458 1467 rBV 2132668 2056220 59.40% 6.861%
14 11.357 1572 1576 1587 rVB 1218861 1114825 32.20% 3.720%

15 11.704 1629 1635 1638 rBV 61176 89447 2.58% 0.298%
16 11.874 1660 1664 1674 rBvV2 227959 356221 10.29% 1.189%
17 12.386 1744 1751 1757 rBV7 26219 60901 1.76% 0.203%
18 12.574 1779 1783 1788 rBV 99262 108786 3.14% 0.363%
19 12.657 1794 1797 1806 rBV2 66628 93581 2.70% 0.312%

20 12.804 1816 1822 1829 rBV 107607 145875 4.21% 0.487%

21 12.939 1840 1845 1848 rBV 3115835 2834541 81.88% 9.458%
22 13.821 1992 1995 2004 rBV2 260861 346608 10.01% 1.157%
23 13.998 2021 2025 2029 rBV 935597 936035 27.04% 3.123%
24 14.145 2047 2050 2053 rVB 104198 85519 2.47% 0.285%
25 14.451 2099 2102 2108 rBV 131762 129448 3.74% 0.432%

26 14.751 2150 2153 2157 rVB 163015 145784 4.21% 0.486%
27 14.827 2163 2166 2171 rVB 125630 126889 3.67% 0.423%
28 15.086 2206 2210 2214 rVB2 142716 171829 4._.96% 0.573%
29 15.468 2270 2275 2286 rVB 693436 988852 28.56% 3.299%
30 15.886 2342 2346 2351 rVB3 113121 157762 4_56% 0.526%

31 16.386 2427 2431 2435 rVB2 63772 93966 2.71% 0.314%

Sum of corrected areas: 29969900
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112436.D

Aca On : 7 Feb 2019 14:23

Operator : JU/SJ

Sample : K1389-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance :

Aindance TIC: BF112436.D

6.61
3000000 . 6.48
5.47 6.99
2000000 739
1000000 6.83
12
L — ?96...J,. SRS A UU | | G .

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance :

Mindance TIC: BF112436.D

9|19
12.94
3000000
10.66
2000000
9.87 11.36
1000000 811
9.58 k 11.87 8
. ] 12393765

O e i e T e e e N e i e e e T I e e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance :
Aindance TIC: BF112436.D
3000000
2000000
14.00
1000000 15.47
138211 1 14 14.45 14733 15.09 15.89 16.39
e e T B i e e e e e B B e e e B A
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112436.D

Aca On : 7 Feb 2019 14:23

Operator : JU/SJ

Sample : K1389-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 5

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

2.12 4.56 ng 181234 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 Boronic acid. ethvl-. dimethvl e... 102 C4H11BO2 007318-82-3 10
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 6 (2.122 min): BF112436.D (-3) (-) m/z 73.05 100.00%
7B
5000
3 5 87 G
37 | 2.20 2.30 2.40 2.50
O ot e L Tm/z 43.10  33.24%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 HRNURRSE U U LU
43 2.20 2.30 2.40 2.50
55 87 m/z 87.10 26.23%
0 ?9 35 || | 67 ||, 80
I S UL SRR UL SURIL SURRL SULILL IO SO UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B
HRURRSE U U LU
2.20 2.30 2.40 2.50
5000 43 m/z 55.05 25.80%
58
A s AR nan s A REASS R RRS AASS s RS aRAY
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4224: Boronic acid, ethyl-, dimethy! ester S A ABiAmmannrEaEE SRR
73 2.20 2.30 2.40 2.50
m/z 41.05 12.29%
5000 43
15
ol 2 232% 37 || 49 57 67 | 79 87 95 102
miz--> 0 10 20 30 40 50 60 70 8 90 100 220 230 240 250
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112436.D

Aca On : 7 Feb 2019 14:23

Operator : JU/SJ

Sample : K1389-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.06 3.35 ng 133234 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 505 (5.057 min): BF112436.D (-501) (-) m/z 43.05 100.00%
43
59
5000
101 S
480 5.00 5.20 5.40
83
Obrrrrrrrrreeerrerebertler 80 S e T/Z 59.10  61.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A I LS I R
59 480 500 520 540
m/z 101.10 25.29%
31 g3 101
Obrrrrrrr e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4035: 2,3-Butanedione, monooxime
43
480 5.00 520 540
5000 m/z 58.10 15.70%
101
15 58
0 28 I | 69 84
iz 10 % % 40 80 60 70 8 80 160 110 150 19 140 120 180
Abundance #40911: 1,8-Nonanediol, 8-methy!l- R L R WA
59 4.80 5.00 5.20 5.40
m/z 41.10 9.13%
5000
43
0 L 8 8 o 123 141 159
m/z--> 10 20 30 4'0 50 60 70 8|0 90 100 110 150 130 140 150 160 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112436.D

Aca On : 7 Feb 2019 14:23

Operator : JU/SJ

Sample : K1389-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.61 Concentration Rank 1

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

6.61 76.09 ng 3027100 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 769 (6.610 min): BF112436.D (-765) (-) m/z 132.00 100.00%
132
5000 68
© s |l 7o Prooms | T a0 50 5k 7
Ol el it gl (7 87 | P15 L m/z 68.10 38.56%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SARBE N AR SRR B
a1 o7 6.20 6.40 6.60 6.80 7.00
53 . 117 ‘ m/z 134.00 33.46%
o) I "|i"|' .'|.|'. |".|'!|.|.Il|'.8.‘8. I:‘|1.0§. I||I . I||I —
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 L
SRS R SR
“ 6.20 6.40 6.60 6.80 7.00
5000 og 16 m/z 66.05 24_99%
I -‘-“‘.3%--.‘@97-‘-“. il s 189
m/z--> 40 60 80 100 120 140 160 180 N
Abundance #14560: Xenon LS LN L N BN N
32 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.54%
5000
66
O 'l" U DR DA
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112436.D

Aca On : 7 Feb 2019 14:23

Operator : JU/SJ

Sample : K1389-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.87 6.39 ng 356221 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 81
Abundance Scan 1663 (11.868 min): BF112436.D (-1660) (-) m/z 73.00 100.00%
73
5000
129
97 L B U N B B
M| 1471185199218 0 g 11.60 11.80 12.00 12.20
0 m/z 43.05 93.94Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 LRI DU BUILN BRI B
11.60 11.80 12.00 12.20
m/z 55.10 77.21%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 11,60 11.80 12,00 12.20
5000 29 129 m/z 41.05 71.23%
143157 214
ol bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e L B L
43 60 73 11.60 11.80 12.00 12.20
m/z 60.00 68.92%
5000 129
29
199
‘ 143157171185 242
0'}ﬁ'L'wt' A AR SUNIA SR SR
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\BF020719\
Data File : BF112436.D

Aca On : 7 Feb 2019 14:23

Operator : JU/SJ

Sample : K1389-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Pentafluoropropionic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.82 7.41 ng 346608 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93

Abundance Scan 1995 (13.821 min): BF112436.D (-1992) (-) m/z 43.10 100.00%

83

-

5000
139 168 196 229951 280 304326 13.60 13.80 14.00 14.20
0! m/z 57.10 96.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
a7
83
5000 LA B L L L L L L LB
13.60 13.80 14.00 14.20
29 m/z 55.10 91.49%
. 139 182 210 55 356
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57
83 SN,
13.60 13.80 14.00 14.20
5000 11 m/z 83.10 85.21%
29 ‘ 169
210
ol LI AL 7, #0 a5  ae
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate B B s S
57 13.60 13.80 14.00 14.20
a3 m/z 69.05 80.53%
5000
111
29 ‘ }
139 169 238
I 0 0 O o e - s
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF012519.M Mon Feb 11 11:08:15 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112436.D

Aca On : 7 Feb 2019 14:23

Operator : JU/SJ

Sample : K1389-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 2-Bromo dodecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .45 2.77 ng 129448 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Pentadecane 212 C15H32 000629-62-9 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 2102 (14.451 min): BF112436.D (-2099) (-) m/z 57.10 100.00%
g7
5000
13 " 1420 14.40 14.60 14.80
141 169 196 224
0 ...]J. 250 280300320340 397 /7 71.10 66 10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane
57
5000 85 LR BRI B BRI B
14.20 14.40 14.60 14.80
29 m/z 43.10 61.48%
113 169
o N1, 149 248
m/z--> §0 160 1éo 260 2éo 360 350 460
Abundance #71393: Pentadecane
57
" 1420 14.40 1460 14.80
5000 g5 m/z 85.10 54 _.19%
29
L e 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane LB A e e A
57 14.20 14.40 14.60 14.80
m/z 41.10 25.05%
5000 85
29
ol ‘ | 113 141 169 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&1,0 4(')0 14'20 14. 40 14. 60 14I80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112436.D

Aca On : 7 Feb 2019 14:23

Operator : JU/SJ

Sample : K1389-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 10
R.T. EstConc Area Relative to ISTD R.T.
14.75 2.95 ng 145784 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 87
3 Hentriacontane 437 C31H64 000630-04-6 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Hexacosane 366 C26H54 000630-01-3 68
Abundance Scan 2153 (14.751 min): BF112436.D (-2150) (-) m/z 57.10 100.00%
57
5000
13 141 14.40 14.60 14.80 1500
ol L L 109, 211 246272 304333 1 s 77,10 72.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 L AL BURELILE SRR UL B
mmmmmmmm
m/z 43.10 63.62%
29
oL, ] IJ ] 11§1‘169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #129498: Nonadecane, 2-methyl-
57
14.40 14.60 14.80 1500
5000 m/z 85.05 52.02%
85
29
L2 L s 2o
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #223852: Hentriacontane L B s e
57 14.40 14.60 14.80 15.00
m/z 41.10 25.28%
5000 85
0 ‘ H11311f1J169 197 225 253 281 309 337 365 437
m/z--> 55 160 1%0 260 2%0 360 3%0 460 ! 1450 1460 1480 1500 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112436.D

Aca On : 7 Feb 2019 14:23

Operator : JU/SJ

Sample : K1389-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Squalene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.83 2.57 ng 126889 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 86
2 Supraene 410 C30H50 007683-64-9 83
3 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 74
4 Trifluoroacetvl-lavandulol 250 C12H17F302 028673-24-7 72
5 trans-Farnesol 222 C15H260 000106-28-5 64
Abundance Scan 2166 (14.827 min): BF112436.D (-2163) (-) m/z 69.10 100.00%
69
2000 VAMAW‘V,ﬁhﬁfLkaﬁmn\J\WN_ﬂvA
41 A
93 14.60 14.80 15.00 15.20
191
oL i L 19 ‘ 1,166 212 246 267 S183U | "m/z 81.10 47.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69
5000 LRI B SULRUE UL U
a1 14.60 14.80 15.00 15.20
m/z 41.10 23.58%
o i %5 117 j 161 191 217 244 273 299 341 367 410
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #215928: Supraene
69
14160 14.80 15.00 15.20
5000 m/z 68.10 12.57%
41
95 137
oLyl L 417|163 191 217 245 273 299 3. 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr... R e e R B
69 14.60 14.80 15.00 15.20
m/z 137.05 11.13%
5000
41
136
ol L “‘M 161 189209 236 263 287 332
m/z--> 50 100 15 200 250 300 350 400 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112436.D

Aca On : 7 Feb 2019 14:23

Operator : JU/SJ

Sample : K1389-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Pentadecane, 8-hexyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.09 3.48 ng 171829 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 95
2 Eicosane 282 C20H42 000112-95-8 94
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 91
5 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 91

Abundance Scan 2211 (15.092 min): BF112436.D (-2206) (-) m/z 57.10 100.00%
57
85
5000
ol 261 348 m/z 71.10 78.66%
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43
71
5000 LN IS B SULILE B
14.80 15.00 15.20 15.40
m/z 85.10 65.91%
99 27 196
o bl 155 | 225 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
14,80 15.00 15.20 15.40
5000 m/z 43.05 64 .86%
85
29
o | .‘ | | ) Y8 141 160 197 225 253 282
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl- L LA
57 14.80 15.00 15.20 15.40
m/z 55.10 33.28%
5000 85
0 3 I I .“J1}3131 1?4 183 211 239 281
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF012519.M Mon Feb 11 11:08:17 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112436.D

Aca On : 7 Feb 2019 14:23

Operator : JU/SJ

Sample : K1389-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heneicosane, 11-decyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.89 3.19 ng 157762 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-decvl- 437 C31H64 055320-06-4 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 2347 (15.892 min): BF112436.D (-2342) (-) m/z 57.10 100.00%
57
5000 85
113 141 1560 15.80 16.00 16.20
184 227 268 313
ob A AVA Ty e 22 268 33aas T 00 72.39%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #223853: Heneicosane, 11-decyl-
57
5000 85 LRI SR UL SULBULE LS.
1560 15.80 16.00 16.20
29 295 m/z 43.10 65.21%
o L] ) 118 141 169 197 225 266 “ 323 435
mz> 0 éo 100 1%0 260 250 300 350 400
Abundance #117638: Nonadecane
57
1560 15.80 16.00 16.20
5000 85 m/z 85.10 51.18%
29
0 \‘ A ‘ 11113 141 169 197 225 268
mz> 0 50 160 1%0 200 250 300 350 400
Abundance #175559: Tetracosane S A/ S
57 15.60 15.80 16.00 16.20
m/z 55.10 25.25%
85
5000
29
ol L} }1}311ﬂ1‘1§9 197 225 253 338
mz-> 0 % 1& 150 200 250 300 ﬁ)4& ' 1560 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF020719\
Data File : BF112436.D

Acq On > 7 Feb 2019 14:23

Operator : JU/SJ

Sample - K1389-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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... 2.12 4.6 ng 181234 1 6.83 795632 20.0
2-Pentanone, 4-hy... 5.06 3.4 ng 133234 1 6.83 795632 20.0
unknown6.61 6.61 76.1 ng 3027100 1 6.83 795632 20.0
n-Hexadecanoic acid 11.87 6.4 ng 356221 4 11.36 1114830 20.0
Pentafluoropropio... 13.82 7.4 ng 346608 5 14.00 936035 20.0
2-Bromo dodecane 14 .45 2.8 ng 129448 5 14.00 936035 20.0
Heneicosane 14.75 3.0 ng 145784 6 15.47 988852 20.0
Squalene 14.83 2.6 ng 126889 6 15.47 988852 20.0
Pentadecane, 8-he... 15.09 3.5 ng 171829 6 15.47 988852 20.0
Heneicosane, 11-d... 15.89 3.2 ng 157762 6 15.47 988852 20.0
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