LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119662.D

Aca On : 31 Mar 2020 19:55

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 16 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-BF031820.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 2.204 16 20 28 rvB 119556 156172 2.73% 0.310%
2 5.039 497 502 508 rvB 145505 188926 3.30% 0.375%
3 5.445 566 571 574 rBVY 5961240 5589238 97.76% 11.105%
4 6.457 738 743 746 rBVY 5284743 5561767 97.28% 11.050%
5 6.828 803 806 810 rBVY 2077056 1709623 29.90% 3.397%
6 6.986 829 833 836 rBY 5312293 4492660 78.58% 8.926%
7 7.392 894 902 905 rBVY 3949018 3505117 61.31% 6.964%
8 8.116 1021 1025 1028 rBvV 2702149 2112453 36.95% 4_.197%
9 9.198 1204 1209 1212 rBVY 6858338 5717140 100.00% 11.359%
10 9.592 1272 1276 1280 rVB 536978 462203 8.08% 0.918%

11 9.874 1321 1324 1328 rVB 2259502 2049673 35.85% 4.072%
12 10.669 1454 1459 1462 rBV 2948001 2702509 47.27% 5.370%
13 11.239 1549 1556 1558 rBV4 42622 74108 1.30% 0.147%
14 11.368 1574 1578 1580 rBV 2007688 1704165 29.81% 3.386%
15 11.392 1580 1582 1585 rVB 135318 110546 1.93% 0.220%

16 11.898 1665 1668 1679 rBV 733144 715244 12_.51% 1.421%
17 12.580 1781 1784 1787 rBV 347246 310718 5.43% 0.617%
18 12.680 1798 1801 1809 rBv2 170351 225374 3.94% 0.448%
19 12.810 1820 1823 1826 rVB 287948 231890 4._.06% 0.461%
20 12.957 1844 1848 1852 rBV 4233440 3824880 66.90% 7.600%

21 13.192 1885 1888 1893 rBV2 176950 221270 3.87% 0.440%
22 13.539 1944 1947 1950 rBV 107763 104723 1.83% 0.208%
23 13.651 1964 1966 1969 rVB2 85149 80394 1.41% 0.160%
24 13.868 2000 2003 2014 rVB 944258 1403778 24 .55% 2.789%
25 14.015 2023 2028 2030 rBV 1532807 1598541 27.96% 3.176%

26 14.039 2030 2032 2034 rVB 152720 117232 2.05% 0.233%
27 14.121 2043 2046 2049 rBV2 149343 122175 2.14% 0.243%
28 14.186 2054 2057 2059 rBvV 141423 129866 2.27% 0.258%
29 14.492 2106 2109 2110 rBV 508413 423697 7.41% 0.842%
30 14.515 2110 2113 2122 rVB2 668365 1187175 20.77% 2.359%

31 14.798 2159 2161 2164 rVB 146413 128928 2.26% 0.256%
32 14.945 2183 2186 2190 rVB 298569 316467 5.54% 0.629%
33 15.056 2202 2205 2213 rVB 181516 366512 6.41% 0.728%
34 15.139 2216 2219 2223 rBV 475186 528996 9.25% 1.051%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119662.D

Aca On : 31 Mar 2020 19:55

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 16 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
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.186 2224 2227 2231 rBV 379194 654270 11.44% 1.300%
36 15.486 2274 2278 2281 rBV 901562 1078173 18.86% 2.142%
37 15.968 2356 2360 2365 rVB 300158 423934 7.42% 0.842%

Sum of corrected areas: 50330537
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119662.D

Aca On : 31 Mar 2020 19:55

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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: BF119662.D

6000000 5.45

6.46 6.99
5000000

4000000 7.39

3000000
6.83
2000000

1000000

.

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: BF119662.D

6000000

5000000
12.96

4000000

3000000 8.12 10.67

9.87 11.37

2000000

1000000 0.59 11.90
: 12 .81

o e e e e e 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 TIC: BF119662.D
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5000000

4000000

3000000

2000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119662.D

Aca On : 31 Mar 2020 19:55

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

5.04 2.21 ng 188926 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 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 3-Octanol 130 C8H180 000589-98-0 33
4 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 502 (5.039 min): BF119662.D (-497) (-) m/z 43.00 100.00%
43
59
5000
S AR SRS LR L
| 83 1c|)1 207 480 500 520 5.40
O L e e e i m/z 59.00 64 .28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S RS RS LR R
59 480 500 520 5.40
m/z 58.00 16.25%
31 g3 101
Ob et e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 5.40
5000 41 m/z 101.00 15.31%
29
87
15 70 98
e L S S S WL I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13639: 3-Octanol A ER R ma
59 480 500 520 5.40
m/z 41.00 8.02%
5000 29 41 83
101
0 ...,....,....,.?9., :...,‘.}%%, e —
m/z--> 20 40 60 80 100 120 140 160 180 200 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119662.D

Aca On : 31 Mar 2020 19:55

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.90 8.39 ng 715244 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 55
Abundance Scan 1668 (11.898 min): BF119662.D (-1665) (-) m/z 59.95 100.00%
73
5000 129
97 213 A o = = TR
us | p187171 192 227 4255 11.60 11.80 12.00 12.20
ol 4 m/z 43.00 95.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 AR AU AR
nmnmnmnm
m/z 72.95 93.93%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
11!60 11)80 12!00 12fzo
5000 129 m/z 57.10 84.23%
29 87 115 171
185 214
LI 10 0 Mo S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T T
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 76.56%
5000 129

199
143 157171185 242 L\‘M

ol15

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\BF033120\
Data File : BF119662.D

Aca On : 31 Mar 2020 19:55

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.68 2.64 ng 225374 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Dodecanoic acid 200 C12H2402 000143-07-7 78
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Fluoranthene 202 C16H10 000206-44-0 25

Abundance Scan 1801 (12.680 min): BF119662.D (-1798) (-) m/z 60.00 100.00%

5000

12.40 12.60 12.80 13.00
m/z 57.00 96.29%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131258: Octadecanoic acid
48

12.I40 12!60 12.I80 13.IOO
m/z 73.00 94.73%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73
43 LINLENLEN LI L L L L L LI
12.40 12.60 12.80 13.00
5000 m/z 43.05 93.41%
128 157 200
2y 101
0 58 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid N B EE
43 60 12.40 12.60 12.80 13.00
m/z 202.10 82.15%
5000
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119662.D

Aca On : 31 Mar 2020 19:55

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Sulfurous acid, 2-propyl te... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.19 2.77 ng 221270 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 74
2 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 74
3 Tetradecane 198 C14H30 000629-59-4 74
4 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 72
5 Tritetracontane 605 C43H88 007098-21-7 72
Abundance Scan 1888 (13.192 min): BF119662.D (-1885) (-) m/z 57.00 100.00%
57
5000
41 85 e TP
111 220 12.80 13.00 13.20 13.40 13.60
N |-=|-- 140 165182 203220236 255 287 315 77 43.00  57.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43
71
5000 AR U SRR UL R
12'80 13.00 13.20 13.40 13.60
97 m/z 71.10 43.63%
ol 20 ] ...h 18 141 168 197 231 261
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
- 12:80 13.00 13.20 13.40 13.60
5000 m/z 85.10 31.45%
97
o 27 13 11 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59880: Tetradecane A e R REaas
57 12.80 13.00 13.20 13.40 13.60
m/z 55.05 28.86%
5000 85
4
0 15 ‘ I 113 M 141 169 198
m/z--> 20 4'0 6|0 8|0 100 150 140 160 180 200 220 240 260 280 300 12/80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119662.D

Aca On : 31 Mar 2020 19:55

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 1-Dodecanol, 2-octyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.87 17.56 ng 1403780 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
2 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
3 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 90
5 Triacontyl heptafluorobutyrate 634 C34H61F702 1000351-83-2 90

Abundance Scan 2003 (13.868 min): BF119662.D (-2000) (-) m/z 57.10 100.00%
57
5000 83 ,N\_AN,Jk_~,,ﬁ\\J\vﬂAdA\-A~
v [ b 13.60 13:80 14.00 14.20
139 : : :
ol A A b3 168 197221 248 281 313336358 | m/z 43.10 69.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #143260: 1-Dodecanoal, 2-octyl-
57
5000 83 LA L L L L L LB
13.60 13.80 14.00 14.20
- e m/z 55.00 61.44%
139
ATV INC AT S
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
e L
97 13.60 13.80 14.00 14.20
5000 m/z 83.05 43.28%
125
29
0 153 181 210 238 264 294 322 367 418
T T T T ] T T T S T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #164026: 1-Hexadecanesulfonyl chloride B R B e
57 13.60 13.80 14.00 14.20
83 m/z 71.10 43.24%
5000 111
29
BAr ‘ |10 167 196 24 a1 gy
ol il ot b L e e e
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119662.D

Aca On : 31 Mar 2020 19:55

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.49 5.30 ng 423697 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Hexacosane 366 C26H54 000630-01-3 87
3 Tetracosane 338 C24H50 000646-31-1 83
4 Heneicosane 296 C21H44 000629-94-7 81
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 80
Abundance Scan 2109 (14.492 min): BF119662.D (-2106) (-) m/z 57.00 100.00%
57
113 141 240 397 14.20 14.40 14.60 14.80
Ol AL 109 211 280, 276 303 334 365 %37 426 456 m/z 43.05 55.13%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105884: Octadecane WJM
57
5000 85 LRI UL B UL B
mmmmmmmm
m/z 71.10 54 _.68%
29 J 113 141
O "“4 A-“-'F}gg%gz'%z?'zsﬁ" Tfrrrrprror T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 41 .88%
. 29 113 141 160 197 225 253 281 300 337 366
m/z--> 55 160 1éo 260 2éo 360 3%0 460 4éo
Abundance #175557: Tetracosane L L
57 14.20 14.40 14.60 14.80
m/z 55.10 21.59%
- T JN/LN\
29
oL ‘ ‘ | | 12141 169 197 225 253 281 309 338
m/z--> 5'0 1c')o 1&'30 2(')0 25'30 3(')0 3&1;0 4(')0 4&'30 14'20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119662.D

Aca On : 31 Mar 2020 19:55

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .52 14.85 ng 1187180 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 l1-Heneicosanol 312 C21H440 015594-90-8 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 83
4 1-Octadecanol 270 C18H380 000112-92-5 62
5 1-Docosene 308 C22H44 001599-67-3 46

Abundance Scan 2114 (14.521 min): BF119662.D (-2110) (-) m/z 83.00 100.00%

14.20 14.40 14.60 14.80

55 88
111
5000

175202 231258983308 343369393 433 477

0 m/z 97.10 90.62%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #166292: Behenic alcohol
56 83
5000 111 LA L L L L L B LB L |

14.20 14.40 14.60 14.80
m/z 55.00 86.66%

29
0 ll 167 196 224 252 280 308
...w....“...,.”.,..”,...w....,”..,.”.,...w
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55 83
B e N R
14.20 14.40 14.60 14.80
5000 111 m/z 69.00 79.62%
29
. 139 167 106 238266 294 FAAJWNJkaNaJ\\”W““AmAJ\”
A A e B e e L B B I o o e o e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #131391: n-Nonadecanol-1 e A RERREEESE L
55 83 14.20 14.40 14.60 14.80
m/z 111.10 54_02%
- | \/\M,LM
29
e ol S e R e SR B e N R
m/z--> 0 50 100 150 200 250 300 350 400 450 14 20 14. 40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119662.D

Aca On : 31 Mar 2020 19:55

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 12
R.T. EstConc Area Relative to ISTD R.T.
14.80 2.39 ng 128928 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 81
2 Hexacosane 366 C26H54 000630-01-3 72
3 8-Hvdroxv-2.2.8-trimethvldeca-5.... 210 C13H2202 083040-92-0 64
4 Nonadecane 268 C19H40 000629-92-5 64
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53
Abundance Scan 2161 (14.798 min): BF119662.D (-2159) (-) m/z 57.00 100.00%
7
5000

14.40 14.60 14.80 15.00 15.20
m/z 71.10 49.32%

113 155182207 248 281304 343 377 412 460

04
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane

14.40 14.60 14.80 15.00 15.20
m/z 43.10 46.57%

5000

o 141 169 197 225 253 296
miz—-> 0 50 100 150 200 250 300 350 400 450

Abundance
57
e A B
14.40 14.60 14.80 15.00 15.20
5000 a5 m/z 85.05 40.32%
113
o 29 141 169 197 225 253 295 366
L w2 L e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #69337: 8-Hydroxy-2,2,8-trimethyldeca-5,9-dien-3-one E e mm e SR
57 14.40 14.60 14.80 15.00 15.20
m/z 41.00 22.98%
5000 85
29 [
140
ol S aes s | | e
m/z--> 0 50 100 150 200 250 300 350 400 450 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119662.D

Aca On : 31 Mar 2020 19:55

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 13-Octadecenal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .94 5.87 ng 316467 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenal 266 C18H340 056554-90-6 94
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 93
3 17-Octadecenal 266 C18H340 056554-86-0 93
4 16-Octadecenal 266 C18H340 056554-87-1 93
5 Octadecanal 268 C18H360 000638-66-4 91
Abundance Scan 2185 (14.939 min): BF119662.D (-2183) (-) m/z 43.05 100.00%
82
5000

14.60 14.80 15.00 15.20
m/z 57.00 97.89%

282309334 370 418 453 485

o
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #115863: 13-Octadecenal
57
5000 LA I L L L L L |
29 14.60 14.80 15.00 15.20
10 m/z 55.00 75.34%
. 147,7510622
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43 82
R e
14.60 14.80 15.00 15.20
5000 m/z 82.00 69.46%
110
. 138 166104 236264
I e o o e L e o o o B B N8 LA e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115860: 17-Octadecenal R e EEEER R

14.60 14.80 15.00 15.20
m/z 96.05  52.49%

5000

T T T T
14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119662.D

Aca On : 31 Mar 2020 19:55

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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, 9-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.14 9.81 ng 528996 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 83
4 Tricosane 324 C23H48 000638-67-5 83
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 83
Abundance Scan 2219 (15.139 min): BF119662.D (-2216) (-) m/z 57.10 100.00%
g7
L A SURRE SR B
113 14.80 15.00 15.20 15.40
141
ol bk 11! LaZR 109 211237259 267 322 360 402 44| sz 71 10 57.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164584: Heptadecane, 9-hexyl-
43
71
5000 L A SUNRE SR B
14.80 15.00 15.20 15.40
% 210 m/z 43.10 55.08%
oL Al 127 155 182 ") 239 267 296 323
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57
14:80 15.00 15.20 15.40
5000 g5 m/z 85.05 38.99%
29
o 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #152416: Tridecane, 1-iodo- L BLSLELLN FUSLELAL BLSLEL B
57 14.80 15.00 15.20 15.40
m/z 55.00 19.22%
- T M/\J\mﬂl\wvw«
28
183
0 "”E j' ”"'ﬂl}?“ 'ﬁ§?' - rrrr T ?%q L UL DU LU SR B B
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119662.D

Aca On : 31 Mar 2020 19:55

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 1-Docosene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.19 12.14 ng 654270 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Octacosanol 410 C28H580 000557-61-9 94
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 93
4 9-Tricosene. (2)- 322 C23H46 027519-02-4 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 2228 (15.192 min): BF119662.D (-2224) (-) m/z 57.00 100.00%
57
83
5000
| 111
139 14.80 15.00 15.20 15.40 15.60
167 286
Y — .‘I.-l A R 207231 26100 821348 878401 40 | n/5 7 83.10  73.69%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55
97
5000 R SRR ORI DR B
29 14. 80 15. oo 15. 20 15. 40 15. 60
195 m/z 55.00 69.87%
o1, 153 181 308
miz--> 0 §0 100 150 200 250 300 350 400
Abundance
57
o1 NI AR SRR ISR B
14.80 15.00 15.20 15.40 15.60
5000 m/z 43.10 63.25%
125
ol Xm0 2 260 202 372 oA z2
miz--> 0 50 100 150 200 250 300 350 400
Abundance #190678: 2- Chloropropionic acid, octadecy! ester A B R e
57 83 14.80 15.00 15.20 15.40 15.60
m/z 97.05 62.53%
5000 1
29
139 250
0 JJ‘\ | P00 2470 o7 o I
miz--> 0 50 100 150 200 250 300 350 400 14. 80 15. 00 15. 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF033120\
Data File : BF119662.D

Aca On : 31 Mar 2020 19:55

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Eicosane, 10-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.97 7.86 ng 423934 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 87
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 83
Abundance Scan 2360 (15.968 min): BF119662.D (-2356) (-) m/z 57.00 100.00%
57
5000 85
113 141 266 15.60 15.80 16.00 16.20
ol d L 11,100192 222 200 293319341365 398426 456 | /5 43 05 53.49%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141431: Eicosane, 10-methyl-
57
5000 85 L DAL SR UL SO
15,60 15.80 16.00 16.20
JJ m/z 71.05 52 .45%
113 154
o, Jiesonoze 28t
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
15.60 15.80 16,00 16.20
5000 g5 m/z 85.10 40.85%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane L B o e
57 15.60 15.80 16.00 16.20
m/z 55.00 20.38%
5000
85
ﬁ% 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400 450 15,60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF033120\
Data File : BF119662.D

Acq On : 31 Mar 2020 19:55

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.04 2.2 ng 188926 1 6.83 1709620 20.0
n-Hexadecanoic acid 11.90 8.4 ng 715244 4 11.37 1704170 20.0
Octadecanoic acid 12.68 2.6 ng 225374 4 11.37 1704170 20.0
Sulfurous acid, 2... 13.19 2.8 ng 221270 5 14.02 1598540 20.0
1-Dodecanol, 2-oc... 13.87 17.6 ng 1403780 5 14.02 1598540 20.0
Octadecane 14.49 5.3 ng 423697 5 14.02 1598540 20.0
Behenic alcohol 14.52 14.9 ng 1187180 5 14.02 1598540 20.0
Heneicosane 14.80 2.4 ng 128928 6 15.49 1078170 20.0
13-Octadecenal 14.94 5.9 ng 316467 6 15.49 1078170 20.0
Heptadecane, 9-he... 15.14 9.8 ng 528996 6 15.49 1078170 20.0
1-Docosene 15.19 12.1 ng 654270 6 15.49 1078170 20.0
Eicosane, 10-methyl- 15.97 7.9 ng 423934 6 15.49 1078170 20.0
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