LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116953.D

Aca On : 11 Sep 2019 18:27

Operator : HP/JU

Sample : K4786-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083019.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 2.375 42 49 60 rvB 56823 89459 3.83% 0.414%
2 5.433 565 569 580 rBY 1513023 1578723 67.56% 7.311%
3 6.457 738 743 757 rBVY 1773250 1754726 75.10% 8.126%
4 6.592 762 766 769 rBVY 2030351 1756239 75.16% 8.133%
5 6.822 801 805 813 rBV 552286 453601 19.41% 2.101%
6 6.980 828 832 835 rBVY 1545415 1327384 56.81% 6.147%
7 7.380 896 900 903 rBVY 1207857 1042660 44.62% 4.829%
8 8.104 1019 1023 1031 rBV 623714 600192 25.69% 2.779%
9 9.174 1201 1205 1208 rBVY 2529314 2144621 91.78% 9.932%
10 9.563 1268 1271 1282 rVB 191645 166933 7.14% 0.773%

11 9.851 1317 1320 1324 rBV 826879 724808 31.02% 3.357%
12 10.639 1450 1454 1467 rBV 1434859 1283831 54.94% 5.945%
13 11.333 1568 1572 1579 rBV 843986 761358 32.58% 3.526%
14 11.868 1654 1663 1678 rBV 739374 959575 41.07% 4._.444%
15 12.568 1775 1782 1789 rBvV2 259533 355654 15.22% 1.647%

16 12.651 1790 1796 1808 rVB 854779 1082247 46.32% 5.012%
17 12.915 1837 1841 1845 rBV 2261713 2336611 100.00% 10.821%
18 13.139 1876 1879 1888 rBV3 41697 53682 2.30% 0.249%
19 13.586 1952 1955 1961 rBV6 31452 34598 1.48% 0.160%
20 13.756 1980 1984 1990 rBV 155509 150823 6.45% 0.698%

21 13.821 1991 1995 2011 rVB3 191731 404483 17.31% 1.873%
22 13.968 2016 2020 2023 rBV 772759 696322 29.80% 3.225%

23 14.127 2044 2047 2050 rBV 36750 32159 1.38% 0.149%
24 14.433 2096 2099 2102 rBV 93277 74539 3.19% 0.345%
25 14.468 2102 2105 2112 rVB5 24139 48764 2.09% 0.226%
26 14.733 2147 2150 2154 rVB 126239 113932 4._.88% 0.528%
27 14.874 2170 2174 2180 rVB2 44246 48235 2.06% 0.223%
28 15.062 2202 2206 2210 rBV 187143 201363 8.62% 0.933%
29 15.121 2210 2216 2218 rBV7 18242 34113 1.46% 0.158%
30 15.409 2260 2265 2276 rVB 497316 821756 35.17% 3.806%
31 15.627 2298 2302 2306 rBv4 29692 40957 1.75% 0.190%
32 15.856 2334 2341 2347 rBV 134635 204192 8.74% 0.946%
33 15.956 2351 2358 2359 rBv4 19786 41697 1.78% 0.193%
34 16.345 2419 2424 2430 rBV2 47357 79160 3.39% 0.367%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116953.D

Aca On : 11 Sep 2019 18:27

Operator : HP/JU

Sample : K4786-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 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-BF083019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.627 2466 2472 2481 rBV7 17275 36793 1.57% 0.170%
36 16.921 2517 2522 2530 rVB5 29727 57487 2.46% 0.266%

Sum of corrected areas: 21593677
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116953.D

Aca On : 11 Sep 2019 18:27

Operator : HP/JU

Sample : K4786-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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: BF116953.D
2500000

6.59
2000000

6.46

6.98
1500000 543

7.38

1000000

500000

o % L L L I

L s e e e s e e B s e e e e e e L s e e e e S \ —
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: BF116953.D
2500000 9|17

12.92

2000000
1500000 10.64

1000000 12.65

11.33
9.85 11.87

8.10
500000

3f6 13.14

" SEEEMERSHBRREEL S SSRGS 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: BF116953.D
2500000

2000000
1500000

1000000
13.97

15.41
500000

13382 14.73 15.06 15.86
13.59 1413 Mgl “ia87 5.1 1563 (1596 1634 1663 16.92
I T T T =

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\BF091119\
Data File : BF116953.D

Aca On : 11 Sep 2019 18:27

Operator : HP/JU

Sample : K4786-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Heptane Concentration Rank 10

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

2.37 3.94 ng 89459 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 59
3 Hvdroxvlamine. 0-(2-methvipropvI)- 89 C4H11NO 005618-62-2 50
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 47
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 42

Abundance Scan 48 (2.369 min): BF116953.D (-42) (-) m/z 43.00 100.00%
43 71
57
5000
|| | o 1?0 220 240 260 2.80
R I L B o m/z 71.00 82.67%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3970: Heptane
43
5000 29 57 71 USSR SR
220 240 260 2.80
0
. || 100 m/z 41.00 59.27%
2 , , Ml 51l 63 |, 85
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #1835: Butane, 2,2-dimethyl-
57 71
43
220 240 260 2.80
5000 m/z 57.00 57.27%
29
s || s)] sif] es | e
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #2220: Hydroxylamine, O-(2-methylpropyl)-
43 220 240 260 2.80
m/z 70.10 40.10%
57
5000
71
R I SUL SO '|""i'l¢'?%'yl|"" H*"'I"'gg""l""l [\Q[\" L
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 220 240 260 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116953.D

Aca On : 11 Sep 2019 18:27

Operator : HP/JU

Sample : K4786-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown6.59 Concentration Rank 1

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

6.59 77.44 ng 1756240 1,4-Dichlorobenzene-d4 6.82
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 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Xenon 132 Xe 007440-63-3 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 766 (6.592 min): BF116953.D (-762) (-) m/z 132.00 100.00%
5000 68
40 % J 620 6.40 6.60 6.80 7.00
54 : : : : :
qrer |asus Y wjz 68.00  42.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRR SRS S S
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 32.38%
I'"%I!Jl'l'!'Jl""IJ"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 26.39%
N ..,....,.?9 II¥Q7 ‘ B - ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B R e RS n
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.19%
117
5000
39 91
A Nl
| N | ! \ m
m/z--> 20 Jo 60 80 160 120 140 160 180 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\BF091119\
Data File : BF116953.D

Aca On : 11 Sep 2019 18:27

Operator : HP/JU

Sample : K4786-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 4

R.T. EstConc Area Relative to ISTD R.T.
11.87 25.21 ng 959575 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1663 (11.868 min): BF116953.D (-1654) (-) m/z 73.00 100.00%

78
60
43
5000 129
7 115 213 PSR SN IR
|| 01 143157171185 5o 227 541 256 11.60 11.80 12.00 12.20
el m/z 60.00 71.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43 g0 73
5000 29 LN LA FULRN UL UL

11,60 11.80 12.00 12.20
129 m/z 43.05 63.38%
97 115 213 2%

143157171185 1997 " 227

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 78
T T T TR
11.60 11.80 12.00 12.20
5000 m/z 55.10 54 .43%
29
..1.5,... .W.. SRamEn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 73 11.60 11.80 12.00 12.20
m/z 57.05 52.77%
43
5000
129
29 ‘ 415 11 214
185
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\BF091119\
Data File : BF116953.D

Aca On : 11 Sep 2019 18:27

Operator : HP/JU

Sample : K4786-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 9-Octadecenoic acid, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.57 9.34 ng 355654 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 90
2 Oleic Acid 282 C18H3402 000112-80-1 81
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 70
4 Acetic acid. trifluoro-. nonvl e... 240 C11H19F302 030767-14-7 52
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 52

Abundance Scan 1782 (12.568 min): BF116953.D (-1775) (-) m/z 55.00 100.00%

5000

-

111

12.20 12.40 12.60 12.80
m/z 69.05  82.88%

125139 157171185 213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129353: 9-Octadecenoic acid, (E)-

56
69

241 264

-

5000
12.20 12.40 12.60 12.80

m/z 41.05 71.91%

264

151165180 207222536
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129338: Oleic Acid
55

97 12.20 12.40 12.60 12.80
m/z 83.05 70.73%

5000

111
264

125

151165180 207222934

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129339: cis-Vaccenic acid I EEE e e
56 12.20 12.40 12.60 12.80

-

m/z 43.00 53.87%

4 | 8

5000

111

%

125 264

151165180 207222236250

282
L e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116953.D

Aca On : 11 Sep 2019 18:27

Operator : HP/JU

Sample : K4786-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.65 31.08 ng 1082250 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
Abundance Scan 1796 (12.651 min): BF116953.D (-1790) (-) m/z 73.00 100.00%
7B
43
5
5000 129
% 185
115 241
1431571717 719951 3207 284 12.40 12.60 12.80 13.00
G e m/z 60.00  75.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
7B
129
5000 284
12.40 12.60 12.80 13.00
m/z 43.05 75.47%
17 1
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid
48 73
I I

29 12.40 12.60 12.80 13.00
5000 m/z 57.05 64 .29%

] 129 242
L | Lji 0115 | 143157171185' 515

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

.

Abundance #84453: Tetradecanoic acid AR R S e MR
7. 12.40 12.60 12.80 13.00

m/z 55.00 64.01%

43 5

5000 129
185 228
‘ T7 01115 | 143 171 ‘ 199
‘ | 3 ‘ Iu‘ ‘ :1- H‘ i |‘ 157 213 " T T
EEEE I 1T T T I LI (NLILINLENL N L L L L O _'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116953.D

Aca On : 11 Sep 2019 18:27

Operator : HP/JU

Sample : K4786-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 9-Oxabicyclo[6.1.0]nonane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.76 4.33 ng 150823 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Oxabicvclol6.1.0Tnonane 126 C8H140 000286-62-4 76
2 13-Octadecenal. (2)- 266 C18H340 058594-45-9 64
3 13-Tetradecenal 210 C14H260 085896-31-7 55
4 2-Methvl-Z.Z-3.13-octadecadienol 280 C19H360 1000130-90-5 53
5 cis-11-Hexadecenal 238 C16H300 053939-28-9 49
Abundance Scan 1985 (13.762 min): BF116953.D (-1980) (-) m/z 129.00 100.00%
129
98
116
185 N U AU S
151165 199 221 265 13.40 13.60 13.80 14.00
m/z 55.00 91.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #11378: 9-Oxabicyclo[6.1.0]nonane

-

5000

13.40 13.60 13.80 14.00
m/z 67.00 53.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #115868: 13-Octadecenal, (2)-
55
69 AL B B B T e
41 13.40 13.60 13.80 14.00
5000 83 m/z 57.10 51.12%
98
2 111
1?5149 166 248
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #69490: 13-Tetradecenal B N B e e
55 13.40 13.60 13.80 14.00
41 m/z 69.00 51.00%
69
5000 2 g8
111
135
L 149163 179192 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 40 13 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116953.D

Aca On : 11 Sep 2019 18:27

Operator : HP/JU

Sample : K4786-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.82 11.62 ng 404483 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafFluorobutvrate 452 C21H35F702 959085-66-6 93
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90
Abundance Scan 1995 (13.821 min): BF116953.D (-1991) (-) m/z 83.05 100.00%

5000

-

13.60 13.80 14.00 14.20
m/z 57.05  95.15%

29 149 168185 211

248

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #227401: Heptadecy! heptafluorobutyrate
57
83
5000 LA B L L L L L LB
4 13.60 13.80 14.00 14.20
m/z 69.05 91.06%
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
N R s B S e
41 o7 13.60 13.80 14.00 14.20
5000 m/z 97.05 81.88%
125
15 ] |, 154 180196 224 051269
e hanan
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205392: Trichloroacetic acid, hexadecy! ester e B Em e
3 13.60 13.80 14.00 14.20
69 m/z 55.05 80.58%
5000

125

.

153169 196 224
e b
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116953.D

Aca On : 11 Sep 2019 18:27

Operator : HP/JU

Sample : K4786-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 .43 2.14 ng 74539 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexadecane. l1l-iodo- 352 C16H33l1 000544-77-4 90
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2099 (14.433 min): BF116953.D (-2096) (-) m/z 57.05 100.00%
57
85
5000
141 169 14.20 14.40 14.60 14.80
i -l|i|| Ll s m/z 71.05  89.09%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L S UL B R
mmmmmmmm
m/z 85.10 71.99%
29
b .| [ 141,160 197 205 253 296
m/z--> 55 100 150 260 250 360 3éo
Abundance #184946: Hexadecane, 1-iodo-
57
a5 "' 1420 14.40 14.60 14.80
5000 m/z 43.05 66.76%
225
29 113 14
) .l- k J‘I LA 199 106 1 352
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane R EEE REE T B
57 14.20 14.40 14.60 14.80
m/z 99.05 25.15%
5000 85
29‘ } 113 169
- 2 A
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116953.D

Aca On : 11 Sep 2019 18:27

Operator : HP/JU

Sample : K4786-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 11
R.T. EstConc Area Relative to ISTD R.T.
14.73 2.77 ng 113932 Perylene-d12 15.41
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 Heptacosane 380 C27H56 000593-49-7 91
4 Triacontane 422 C30H62 000638-68-6 90
5 Hentriacontane 437 C31H64 000630-04-6 86
Abundance Scan 2150 (14.733 min): BF116953.D (-2147) (-) m/z 57.10 100.00%
57
85
5000
13 14.40 14.60 14,80 15.00
DL L2 0 200 20 S0 a%0 15
A 7 m/z 71.10 97 .79%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
5000 R DA L AR SN
14.40 14.60 14.80 15.00
m/z 85.05 69.33%
29 113
| I ] L 141 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
g7
14.40 14.60 14.80 15.00
5000 85 m/z 43.00 61.41%
290 | | | ulﬁ3J1§1‘1§9 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #202662: Heptacosane S B
57 14.40 14.60 14.80 15.00
m/z 55.00 26 .85%
5000
85
20| (113 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1%0 200 250 300 350 ' 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116953.D

Aca On : 11 Sep 2019 18:27

Operator : HP/JU

Sample : K4786-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.06 4.90 ng 201363 Perylene-d12 15.41
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 Heptadecane 240 C17H36 000629-78-7 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2206 (15.062 min): BF116953.D (-2202) (-) m/z 57.10 100.00%
57
85
5000
113 o aE o Ak on 1 an
141 169 14.80 15.00 15.20 15.40
|, .J'.‘l!‘.‘l..l . 207 238 28l m/z 71.10 88.62%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
5000 85 R SRR DU SUNURE B
14.80 15.00 15.20 15.40
113 m/z 85.05 69.52%
2?] Ll |77 242 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
g7
o 14,80 15.00 15.20 15.40
5000 m/z 43.05 59.24%
29 113
PU Ly )7 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #94346: Heptadecane LI L L LB L
57 14.80 15.00 15.20 15.40
m/z 55.10 24 .80%
85
5000
29
m/z--> 50 100 150 200 250 300 350 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091119\
Data File : BF116953.D

Aca On : 11 Sep 2019 18:27

Operator : HP/JU

Sample : K4786-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Hentriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.86 4.97 ng 204192 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 2-methyltetracosane 352 C25H52 1000376-72-6 90
Abundance Scan 2342 (15.862 min): BF116953.D (-2334) (-) m/z 57.05 100.00%
57
85
5000
J |113 ' 15.60 15.80 16.00 16.20
155 183 : : : :
..=,..J.hﬂ.t:,uau.?99..,....,....,....,...., m/z 71.10 86.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

15.I60 15.I80 16.I00 16.I20
m/z 85.05 67.19%

5000

141 169 197 225 365 393

267 295

m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
R e e e
15.60 15.80 16.00 16.20
5000 85 m/z 43.00 53.47%
113 141
Ll 77,14 169 197 225 253 281 309 337 365 437
e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane R B e e
57 15.60 15.80 16.00 16.20
m/z 99.10 28.17%
5000 85
29
‘ ‘ | | M3 141 160 107 225 253 205 323 367

m/z--> 50 100 150 200 250 300 350 400 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\BF091119\
Data File : BF116953.D

Acq On : 11 Sep 2019 18:27

Operator : HP/JU

Sample - K4786-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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]
Heptane 2.37 3.9 ng 89459 1 6.82 453601 20.0
unknown6 .59 6.59 77.4 ng 1756240 1 6.82 453601 20.0
n-Hexadecanoic acid 11.87 25.2 ng 959575 4 11.33 761358 20.0
9-Octadecenoic ac... 12.57 9.3 ng 355654 4 11.33 761358 20.0
Octadecanoic acid 12.65 31.1 ng 1082250 5 13.97 696322 20.0
9-Oxabicyclo[6.1.... 13.76 4.3 ng 150823 5 13.97 696322 20.0
Heptadecyl heptaf... 13.82 11.6 ng 404483 5 13.97 696322 20.0
Heneicosane 14 .43 2.1 ng 74539 5 13.97 696322 20.0
2-methyloctacosane 14.73 2.8 ng 113932 6 15.41 821756 20.0
Heptadecane 15.06 4.9 ng 201363 6 15.41 821756 20.0
Hentriacontane 15.86 5.0 ng 204192 6 15.41 821756 20.0
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