LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117653.D

Aca On : 31 Oct 2019 13:04

Operator :© JU

Sample : K5540-05

Misc :

ALS Vial : 3 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-BF101819.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 5.357 553 556 582 rBV 289941 533053 78.94% 7.446%
2 6.387 728 731 747 rBV 407621 660274 97.78% 9.223%
3 6.504 747 751 761 rvV 634456 675262 100.00% 9.432%
4 6.575 761 763 776 rVB 53363 81618 12.09% 1.140%
5 6.728 786 789 797 rVB 190703 188789 27.96% 2.637%
6 6.881 812 815 825 rBV 495638 436399 64.63% 6.096%
7 7.292 882 885 906 rBV 257043 410754 60.83% 5.737%
8 8.010 1004 1007 1019 rBV 170973 231130 34.23% 3.228%
9 9.081 1186 1189 1205 rBV 560678 576456 85.37% 8.052%
10 9.486 1254 1258 1272 rBB 64417 75189 11.13% 1.050%

11 9.763 1301 1305 1322 rBB 262957 291971 43.24% 4.078%
12 10.557 1437 1440 1456 rBV 320631 397690 58.89% 5.555%
13 11.251 1555 1558 1568 rBV 249128 285766 42.32% 3.992%

14 11.775 1644 1647 1657 rBV 58995 77549 11.48% 1.083%
15 12.563 1776 1781 1786 rBV 15182 21585 3.20% 0.301%
16 12.698 1801 1804 1810 rVB2 6348 7616 1.13% 0.106%
17 12.827 1823 1826 1834 rBV 581968 563805 83.49% 7.875%
18 12.886 1834 1836 1844 rVB6 4299 10816 1.60% 0.151%
19 13.051 1859 1864 1870 rBV 12575 16438 2.43% 0.230%
20 13.392 1918 1922 1925 rBV4 18081 19289 2.86% 0.269%

21 13.727 1966 1979 1989 rBv4 71929 165083 24.45% 2.306%
22 13.898 2005 2008 2017 rBV 213341 252880 37.45% 3.532%

23 14.039 2026 2032 2036 rBV 35420 37998 5.63% 0.531%
24 14.339 2075 2083 2087 rBV 83769 99828 14.78% 1.394%
25 14.639 2128 2134 2140 rBV 136707 150322 22.26% 2.100%
26 14.704 2142 2145 2153 rBV3 21259 44674 6.62% 0.624%
27 14.845 2164 2169 2172 rBV5 4333 8897 1.32% 0.124%
28 14.951 2182 2187 2193 rBV 153187 178592 26.45% 2.495%
29 15.151 2216 2221 2222 rBV5 6092 8021 1.19% 0.112%
30 15.198 2227 2229 2235 rVB6 5221 7221 1.07% 0.101%

31 15.304 2241 2247 2250 rBV 147884 192188 28.46% 2.684%
32 15.339 2250 2253 2264 rVB2 119673 196734 29.13% 2.748%
33 15.710 2310 2316 2321 rBV 97513 139141 20.61% 1.943%
34 15.792 2326 2330 2334 rBV7 6059 11580 1.71% 0.162%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117653.D

Aca On : 31 Oct 2019 13:04

Operator :© JU

Sample : K5540-05

Misc :

ALS Vial : 3 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 - 0 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-BF101819.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.174 2388 2395 2405 rVB2 42855 77544 11.48% 1.083%
36 16.721 2482 2488 2494 rVB4 12898 27191 4._.03% 0.380%

Sum of corrected areas: 7159343
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117653.D

Aca On : 31 Oct 2019 13:04

Operator :© JU

Sample - K5540-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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: BF117653.D
600000

500000 6.88

6.39
400000

300000 5.36
7.29
200000 6.73

100000

i e M e A A

T
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: BF117653.D

600000 908 12.83

500000

400000

10.56

300000
9.76 11.25

200000{  go1

100000
9.49 11.77

| . 125 7786305

B O L e ea =W A

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: BF117653.D

600000

500000

400000

300000

13.90
200000

164 4% 1530

100000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117653.D

Aca On : 31 Oct 2019 13:04

Operator :© JU

Sample - K5540-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 unknown6.50 Concentration Rank 1

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

6.50 71.54 ng 675262 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 750 (6.498 min): BF117653.D (-747) (-) m/z 132.00 100.00%
132
5000 68
96 S SRR RRREN AR S
40 5g 28 | 06 J 6.20 6.40 6.60 6.80
o A8 e m/z 68.00 47.97%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
116
5000 98

6.20 6.40 6.60 6.80
m/z 134.00 31.17%

0 158 189
I I B ML o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
B e IR AE
6.20 6.40 6.60 6.80
5000 m/z 66.00 29.87%
104
66
ol14 27 39 51 P 70 g | 15 ‘
L LI I s o e o B e e o o B R o o O
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14560: Xenon
132 6.20 6.40 6.60 6.80

m/z 69.05 19.92%

5000
66
0 Il |

m/z--> 20 40 60 80 100 120 140 160 180 6.20 6. 40 6. 60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117653.D

Aca On : 31 Oct 2019 13:04

Operator :© JU

Sample - K5540-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
6.57 865ng 81618  1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 Diethvl carbitol 162 C8H1803 000112-36-7 72

3 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 50
4 Ethanol. 2-I2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 45
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 45
Abundance Scan 762 (6.569 min): BF117653.D (-761) (-) m/z 45.10 100.00%
45
5000 59
72
| 104 134 620 640 6.60 6.80 7.00
RS | S US| N A m/z 59.10  39.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45
5000 |||||||||||||||||||||
31 59 72 6.20 6.40 6.60 6.80 7.00
m/z 72.10 28.10%
o , 38,L 52 |, [, 79 89 104 14¢
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #32644: Diethyl carbitol
45
A B I H .
6.20 6.40 6.60 6.80 7.00
5000 59 72 m/z 73.00 19.05%
31
o) MR | NSMBREN' NS WANBNES | NNIMBE AN S - S A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8862: 2-Propanol, 1-(1-methylethoxy)- e R e . T . T
45 620 640 6.60 6.80 7.00
m/z 43.00 16.48%
5000 59
31 73
. el | e 0
m/z--> 10 20 35 45 50 éo 70 80 95 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

8270-BF101819.M Fri N

ov 01 15:40:14 2019

Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117653.D

Aca On : 31 Oct 2019 13:04

Operator :© JU

Sample - K5540-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.77 5.43 ng 77549 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1646 (11.769 min): BF117653.D (-1644) (-) m/z 73.00 100.00%
7B
43 60
5000
129
|| “ |m % 115 11.40 11.60 11.80 12.00
|| |....,....,....,....,....,.... S m/z 42.95  73.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
4 g0 73
5000 29

11.40 11.60 11.80 12.00
a5 129 osg m/z 60.00 73.30%

8 115 | 3157171185 199 213 207730

el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid
43 60 73
I o
29 11.40 11.60 11.80 12.00
5000 m/z 55.10 70.67%
129 242
199
Ll L e | s P |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455: Tetradecanoic acid
73 11.40 11.60 11.80 12.00
60 m/z 41.10 67.03%
43
5000 129
185
115 143 171 228
okl L et e,
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117653.D

Aca On : 31 Oct 2019 13:04

Operator :© JU

Sample - K5540-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.73 13.06 ng 165083 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 86
2 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 86
3 Isobutvl tetradecvl carbonate 314 C19H3803 959275-58-2 86
4 1-Hexadecanol 242 C16H340 036653-82-4 70
5 11-Tricosene 322 C23H46 052078-56-5 59
Abundance Scan 1979 (13.727 min): BF117653.D (-1966) (-) m/z 57.10 100.00%
43 Y7 o
97

5000

13.40 13.60 13.80 14.00
m/z 43.00 82.27%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)-

5000

13.I40 13.I60 13.I80 14.IOO
111 m/z 55.05  76.66%

125
139153167 182196210224 252 280

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #197139: Carbonic acid, isobutyl octadecy! ester
57
S AR R mae e S
13.40 13.60 13.80 14.00
5000 m/z 83.10 73.76%
41 83 g7
111 o5
o 2 139153168183197 224 253
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156543: Isobutyl tetradecyl carbonate
57 13.40 13.60 13.80 14.00
m/z 69.10 70.76%
5000
41
83 ¥ 111
o 2 25139154168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117653.D

Aca On : 31 Oct 2019 13:04

Operator :© JU

Sample - K5540-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Hentriacontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .04 3.01 ng 37998 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heneicosane 296 C21H44 000629-94-7 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2032 (14.039 min): BF117653.D (-2026) (-) m/z 57.10 100.00%
57
85
5000
113 AR S UL SR I
| ”|m 281 Bmmmmmmm
o by | m/z 71.05 91.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 L IR B B
Bmmmmmmm
113 m/z 43.10 74.01%
0 Ty A e 197 225 253 281 309 337 365 437
m/z--> 55 160 150 200 2%0 360 3%0 460 '
Abundance #202661: Heptacosane
57
" 13.80 14.00 14.20 14.40
5000 85 m/z 85.05 69.65%
29
oL L. } | | 3,141 169 197 225 253 281 300 337 380
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #141426: Heneicosane
57 13.80 14.00 14.20 14.40
m/z 54.95 28.48%
85
5000
29 113
oL L. | | |7]7 141 169 197 225 253 206
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1;0 4(')0 ! 13|80 14. 00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117653.D

Aca On : 31 Oct 2019 13:04

Operator :© JU

Sample - K5540-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14 .34 7.90 ng 99828 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2083 (14.339 min): BF117653.D (-2075) (-) m/z 57.05 100.00%

57
85
5000
113

141 14. oo 14.20 14.40 14.60

o|, .J.-ll'!l.-'..',-. 80 et m/z 71.05 80.92%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57

5000
14.00 14.20 14.40 14.60
m/z 85.05 60.40%

29
LT ﬂ1}3‘1§1 169 197 225 253 295 323 367
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57

85 14.00 14.20 14.40 14.60

5000 m/z 43.00 58.81%
29 113
ol T L |21 160 197 225 253 296
R e o L e e o
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane T T T
57 14. 00 14. 20 14. 40 14. 60

m/z 55.00 24 . 75%

113
200 | || |77, 141 160 197 225 267 295 365 393

L MLt AA it A

m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF101819.M Fri Nov 01 15:40:16 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117653.D

Aca On : 31 Oct 2019 13:04

Operator :© JU

Sample - K5540-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Heneicosane Concentration Rank 4

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

14 .64 15.28 ng 150322 Perylene-d12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2134 (14.639 min): BF117653.D (-2128) (-) m/z 57.05 100.00%

57
85
5000
—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—q—v—v—r
113 14.40 14.60 14.80 15.00
141 169
0|, Ad st o e e Wiz 71.05  84.13%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000

14.40 14.60 14.80 15.00

m/z 85.05 64 .45%
2 13
ol 1 ] | 141,169 107 225 253 296
e B N B e e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
14.40 14.60 14.80 15.00
5000 85 m/z 43.00 62.24%
113
N BEE 141,169 197 225 267 295 365 393
A e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane T T T T
57 14.40 14.60 14.80 15.00
m/z 55.00 26.74%
5000 85
29
A NN Y M3 141 169 197 225 253 295 323 367
e e R e
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117653.D

Aca On : 31 Oct 2019 13:04

Operator :© JU

Sample - K5540-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Squalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.70 4.54 ng 44674 Perylene-di12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 72
2 8-Chloro-1-octanol. benzvldimeth... 312 C17H29CIOSi1 1000375-56-9 59
3 3.7.11-Tridecatrienoic acid. 4.8... 264 C17H2802 036237-69-1 50
4 Supraene 410 C30H50 007683-64-9 50
5 1-Hexadecyn-3-ol, 3,7,11,15-tetr... 294 C20H380 029171-23-1 45
Abundance Scan 2144 (14.698 min): BF117653.D (-2142) (-) m/z 69.00 100.00%
9
5000
95
41 137 S
| | 2?8 le 14,40 14.60 14.80 15.00
o} A o e Tt A S m/z 81.00 52.87%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #215933: Squalene
69
5000 UL AL B U
41 14.40 14.60 14.80 15.00
95 137 m/z 95.00 27 .50%
ol 27 bbby d 261 290 231 273209 341367 410
mz-> 0 50 100 150 200 250 300 350 400
Abundance #154414: 8-Chloro-1-octanol, benzyldimethylsilyl ether
69
14.40 14.60 14.80 15.00
5000 m/z 67.90 22 .32%
41 93 123 149
L P
mz-> 0 50 100 150 200 250 300 350 400
Abundance #114215: 3,7,11-Tridecatrienoic acid, 4,8,12-trimethyl-, m...
69 14.40 14.60 14.80 15.00
m/z 137.10 21.99%
5000 " 11
93 153 264
o4y 4y im\ﬂutu.lﬂt‘ﬂf 120 ,.2?% S —— S| RN
mz-> 0 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117653.D

Aca On : 31 Oct 2019 13:04

Operator :© JU

Sample - K5540-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .95 18.16 ng 178592 Perylene-d12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane 240 C17H36 000629-78-7 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 2187 (14.951 min): BF117653.D (-2182) (-) m/z 57.10 100.00%
57
85
5000

| 141 160 197 250 14.60 14.80 15.00 15.20
ol “1'.-‘ s L m/z 71.10 89.59%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85

14.60 14.80 15.00 15.20
m/z 43.05 70.48%

29 113
ol |y |, 141,169 107 225 253 205 323 367
e f T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
T T e T
85 14.60 14.80 15.00 15.20
5000 m/z 85.10 65.63%
29 113
oL L by J | 141 169 197 225 253 296
e I e B e e e IR A e e e o e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 14.60 14.80 15.00 15.20
m/z 55.05 26.11%
5000 85
113
N T 4 169 197 225 267 295 365 393
e IR e e o e e e IR A e B e e N B L e R e A EEEEE
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117653.D

Aca On : 31 Oct 2019 13:04

Operator :© JU

Sample - K5540-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.71 14.15 ng 139141 Perylene-d12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2316 (15.710 min): BF117653.D (-2310) (-) m/z 57.05 100.00%
57
85
5000
13 15.40 15.60 15.80 16.00
141 169 281 : : : :
0...l,. ||, L e e A m/z 71.05 81.45%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 SR DR IR BN IR
1540 15.60 15.80 16.00
113 m/z 85.05 66.91%
o 29 | 1 ﬂ (141 169 197 225 267 295 365 393
m/z--> 50 100 1%0 200 250 300 350
Abundance #194493: Hexacosane
57
15.40 15.60 15.80 16.00
5000 85 m/z 43.05 57.63%
. ZFJ j |y MR 141 169 197 225 253 295 33 367
m/z--> 50 100 1%0 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl- R U UL BN B
57 15.40 15.60 15.80 16.00
m/z 55.00 24 .04%
- | \J\Mj\m/\
oL 38 1 || le3jlél‘ 182 211 252 281 308 337
m/z--> 50 100 150 200 250 300 350 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117653.D

Aca On : 31 Oct 2019 13:04

Operator :© JU

Sample - K5540-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Methoxyacetic acid, 2-tetra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.17 7.88 ng 77544 Perylene-di12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 86
5 2-methyltetracosane 352 C25H52 1000376-72-6 86
Abundance Scan 2394 (16.168 min): BF117653.D (-2388) (-) m/z 57.05 100.00%
85
5000
113 RPN BN SN SO
J | |141 169 207 281 15,80 16.00 16.20 16.40
ol A m/z 71.05  90.43%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 AR AU AR
15,80 16.00 16.20 16.40
113 m/z 85.10 76 .85%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane
57
15.80 16.00 16.20 16.40
5000 85 m/z 43.00 64 .63%
. 290 1) (128 141 160 107 205 253 205 323 367
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #141426: Heneicosane A R B e A St
57 15.80 16.00 16.20 16.40
m/z 99.00 27.04%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
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\BF103119\
Data File : BF117653.D

Aca On : 31 Oct 2019 13:04

Operator :© JU

Sample - K5540-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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-Bromo dodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.72 2.76 ng 27191 Perylene-d12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 72
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 64
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 64
4 Heptadecane 240 C17H36 000629-78-7 64
5 Pentacosane 352 C25H52 000629-99-2 64
Abundance Scan 2488 (16.721 min): BF117653.D (-2482) (-) m/z 57.00 100.00%
g7
85
5000
113 LB L B e B B
| 1T7 207 16.|4O 16.|60 16.|80 17.'00 '
Ok -t m/z 71.10 86.93%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 R BN BRI B B

16.I4O 16!60 16.I80 17.IOO
m/z 85.00 67.31%

113
o 20| | || ['°,141 169 197 225 267 208 365 393
L B B R S B AT ST e
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
57
16.40 16.60 16.80 17.00
5000 85 m/z 43.10 61.41%
29 113 169
[0 AL 248
ol thph e | e
m/z--> 50 100 150 200 250 300 350
Abundance #105904: Pentadecane, 2,6,10-trimethyl- e AREEEEEaSEE
57 16.40 16.60 16.80 17.00
m/z 55.00 35.36%
5000
85
29
oy | e 188 5y g0
e e R REEEE T R
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF103119\
Data File : BF117653.D

Acq On : 31 Oct 2019 13:04

Operator : JU

Sample - K5540-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .50 6.50 71.5 ng 675262 1 6.73 188789 20.0
Ethanol, 2-(2-eth... 6.57 8.7 ng 81618 1 6.73 188789 20.0
n-Hexadecanoic acid 11.77 5.4 ng 77549 4 11.25 285766 20.0
5-Eicosene, (E)- 13.73 13.1 ng 165083 5 13.90 252880 20.0
Hentriacontane 14.04 3.0 ng 37998 5 13.90 252880 20.0
Hexacosane 14 .34 7.9 ng 99828 5 13.90 252880 20.0
Heneicosane 14 .64 15.3 ng 150322 6 15.34 196734 20.0
Squalene 14.70 4.5 ng 44674 6 15.34 196734 20.0
Heptadecane 14.95 18.2 ng 178592 6 15.34 196734 20.0
2-methyloctacosane 15.71 14.2 ng 139141 6 15.34 196734 20.0
Methoxyacetic aci... 16.17 7.9 ng 77544 6 15.34 196734 20.0
2-Bromo dodecane 16.72 2.8 ng 27191 6 15.34 196734 20.0
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