LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116142.D
Aca On : 10 Aug 2019 11:22 Instrument :
Operator : HP/JU E?Afs el
- _ lentosampleld :
3?22'6 : K4254-01 RECOVERED-CRSH-AGGREGATE-
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-BF073019.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 23 rVB 1806845 2301851 31.28% 2.387%
2 5.463 570 574 596 rBVY 2025527 3081687 41.88% 3.195%
3 5.610 596 599 603 rvVv 65779 86963 1.18% 0.090%
4 6.481 742 747 765 rBVY 2973835 3396955 46.17% 3.522%
5 6.610 765 769 792 rVB 3275152 3397340 46.17% 3.523%
6 6.839 804 808 814 rBV 816149 770960 10.48% 0.799%
7 6.992 830 834 846 rBVY 2855245 2758039 37.48% 2.860%
8 7.398 899 903 919 rBVY 1999992 2241401 30.46% 2.324%
9 8.116 1021 1025 1044 rBY 1086704 994818 13.52% 1.032%
10 9.192 1203 1208 1211 rBV 4244981 4086504 55.54% 4.237%

11 9.586 1271 1275 1281 rBV 344151 328353 4._46% 0.340%
12 9.869 1319 1323 1335 rBV 1361090 1219486 16.57% 1.264%
13 10.663 1454 1458 1474 rBV 2082789 2196046 29.85% 2.277%
14 11.057 1514 1525 1540 rBV2 1800930 5656157 76.87% 5.865%
15 11.357 1573 1576 1585 rBV 1362134 1289827 17.53% 1.337%

16 11.845 1645 1659 1660 rBV 451651 1048778 14.25% 1.087%
17 11.898 1660 1668 1691 rVB 3474358 7193786 97.77% 7.459%
18 12.063 1692 1696 1698 rBV3 108642 152634 2.07% 0.158%
19 12.221 1714 1723 1733 rBV 2530699 5753444 78.19% 5.966%
20 12.580 1778 1784 1789 rBV3 434018 949478 12.90% 0.985%

21 12.627 1789 1792 1794 rVV 407752 535911 7.28% 0.556%
22 12.674 1794 1800 1821 rVB 3549943 7357885 100.00% 7.629%
23 12.945 1841 1846 1849 rVB 4381461 4586554 62.34% 4._.756%
24 13.663 1965 1968 1973 rBV 181513 178062 2.42% 0.185%
25 13.857 1998 2001 2011 rVB2 197878 391781 5.32% 0.406%

26 13.963 2016 2019 2022 rBV 158375 138234 1.88% 0.143%
27 13.998 2022 2025 2027 rBV 1015355 1069661 14.54% 1.109%
28 14.021 2027 2029 2038 rVB 720095 681089 9.26% 0.706%
29 14.145 2046 2050 2055 rVB 281895 295219 4.01% 0.306%
30 14.357 2082 2086 2094 rBV 1520865 1595035 21.68% 1.654%

31 14.451 2097 2102 2108 rVB 667064 721898 9.81% 0.749%
32 14.680 2137 2141 2149 rBV 2791846 2939903 39.96% 3.048%
33 14.751 2149 2153 2162 rVB 1133589 1345117 18.28% 1.395%
34 14.827 2163 2166 2172 rVB 95027 102932 1.40% 0.107%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116142.D
Aca On : 10 Aug 2019 11:22 Instrument :
Operator : HP/JU gﬁA{s el
- _ lentosampleld :
3?22'6 : K4254-01 RECOVERED-CRSH-AGGREGATE-
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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.027 2194 2200 2205 rBV 3245229 4164208 56.60% 4.318%

36 15.086 2205 2210 2220 rVB 1332813 1738912 23.63% 1.803%
37 15.257 2235 2239 2240 rBV 89457 105221 1.43% 0.109%
38 15.280 2240 2243 2246 rVB 78615 96797 1.32% 0.100%
39 15.410 2258 2265 2269 rBV 3228138 4929957 67 .00% 5.112%
40 15.462 2269 2274 2287 rVB2 1618931 2663356 36.20% 2.762%

41 15.662 2304 2308 2313 rVV 131743 180442 2.45% 0.187%
42 15.715 2313 2317 2322 rVB 91190 133030 1.81% 0.138%
43 15.839 2331 2338 2342 rBV 2705233 4492660 61.06% 4.658%
44 15.886 2342 2346 2360 rVB 827100 1413255 19.21% 1.465%
45 16.162 2384 2393 2412 rVB7 182837 790025 10.74% 0.819%

46 16.345 2415 2424 2428 rBV 1554237 3096732 42.09% 3.211%
47 16.921 2515 2522 2541 rVB 530160 1358999 18.47% 1.409%
48 17.609 2633 2639 2650 rVB 158034 434654 5.91% 0.451%

Sum of corrected areas: 96442036
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

BF116142.D

10 Aug 2019 11:22

HP/JU

K4254-01 RECOVERED-CRSH-AGGREGATE-
3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

12

1000000

TIC: BF116142.D

6.61

6.48 6.99

5.46 7.40

6.84

0
Time-->

T
5.00

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF116142.D

12.67
11.90

12.22

10.66

9.59

Time-->

12.00 12.50

13.00

I
10.00

9.50 10.50 11.00 11.50

Abundance

4000000

3000000

2000000

1000000

0

13.6613 8584 14

TIC: BF116142.D

15.03 15.41

14.68 15.84

-

14.36 16.34

5.09

Time-->

™1
13.50

18.50

T T
17.50 18.00

16.00 16.50

17.00

14.00 14.50

15.00

15.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116142.D

Aca On : 10 Aug 2019 11:22

Operator : HP/JU

ﬁ?ggle : K4254-01 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 7

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

2.12 59.71 ng 2301850 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 6 (2.122 min): BF116142.D (-3) (-) m/z 73.00 100.00%
73
5000
43 - g7
a7 | . 2.20 2.30 2.40 2.50
O a2, e M/Z 43.00  33.26%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 IR RS U LU
43 O 2.20 2.30 2.40 2.50
07 87 m/z 87.10 26.20%
0 "|"JHN"??hMJ'%?“"'|"§?H""|""|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
2.20 2.30 2.40 2.50
5000 a1 55 m/z 55.00 23.03%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50
m/z 71.10 11.60%
5000 43
58
0'W'”“ﬁ'”l“'%'”'P”'P*”I”JW'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116142.D

Aca On : 10 Aug 2019 11:22

Operator : HP/JU

Sample : K4254-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.61 Concentration Rank 4

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

6.61 88.13 ng 3397340 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 769 (6.610 min): BF116142.D (-765) (-) m/z 132.00 100.00%
5000 68
40 s o J 620 640 6.60 6.80 7.00
o |7 er L ysus 4 n/z 68.00  42.81%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 R IR UL I I
6.0 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.44%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 28.65%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.00 17.09%
5000 98 116
o ,\MI 89 | dor ‘-“. 18189
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\BF081019\

Data File : BF116142.D

Aca On : 10 Aug 2019 11:22

Operator : HP/JU

ﬁ?ggle : K4254-01 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.06 87.70 ng 5656160 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1526 (11.063 min): BF116142.D (-1514) (-) m/z 72.95 100.00%
s 60T
5000 129
97 213 o R IR o
115 143157171185199 227, 256 10%0 1f00 1150 1f40
ol A m/z 59.95 80.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 A*--u----u---- AR BARE

10.80 11.00 11. 20 11. 40

m/z 43.00 76.29%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 R B R B R
10.80 11.00 11.20 11.40
5000 129 m/z 57.00 62.27%
29 87 185 228
100115 1435171
o 157 1995913
R B R A L A RAREE EaEe
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R A RBEE
43 60 73 10.80 11.00 11.20 11.40
m/z 55.00 59.27%
5000 129
29
199
143 157171 185 242
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10. 80 11. 00 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116142.D

Aca On : 10 Aug 2019 11:22

Operator : HP/JU

ﬁ?ggle : K4254-01 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Tridecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.85 16.26 ng 1048780 Phenanthrene-d10 11.36
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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 76
Abundance Scan 1660 (11.851 min): BF116142.D (-1645) (-) m/z 73.00 100.00%
7B
43
5000 129
97 213 e e
1 157 185 256 11,60 11.80 12.00 12.20
228 313
o} m/z 60.00 78.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 R BRI S U B
nmnmnmnm
m/z 43.00 T7.47%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73
43 " 1160 11.80 12.00 12.20
5000 129 m/z 41.00 59.87%
171
27 97 214
o 58 113 152 186
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84455; Tetradecanoic acid R e A REE
78 11.60 11.80 12.00 12.20
m/z 57.00 59.60%
so00| 3 129
185
H ‘ 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1160 1180 1200 1220
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116142.D

Aca On : 10 Aug 2019 11:22

Operator : HP/JU

ﬁ?ggle : K4254-01 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Pentadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.90 111.55 ng 7193790 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 18
Abundance Scan 1668 (11.898 min): BF116142.D (-1660) (-) m/z 73.00 100.00%
73
43 60
5000 129
97 115 157171185 13 1160 1120 1900 1990
| 143 199 | 227, 256 11.60 11.80 12.00 12.20
Ol il m/z 60.00 78.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 DA AR AR
nmnmnmnm
H 157171185213 056 m/z 43.00 74.08%
0‘ HIHMIH‘ MMH ‘\HI\\I SRR R |||1|99|||‘|2|2|7||24:|L||| -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73
60 UL BN U
11.60 11.80 12.00 12.20
5000 43 129 m/z 57.00 61.47%
a7 185
1005 w3 1o 228
O R R o o T e mE e MO
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid S AERREEEST T
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 59.91%
5000 129
29 143 242
1115
o 15 . f :h\ M IHI\” “:II-|57I1I7|1| ” ‘”2?'?2%6” e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116142.D

Aca On : 10 Aug 2019 11:22

Operator : HP/JU

ﬁ?ggle : K4254-01 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.22 89.21 ng 5753440 Phenanthrene-d10 11.36
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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1723 (12.221 min): BF116142.D (-1714) (-) m/z 73.00 100.00%
43 B
5
5000 129
185 241 A PN SRR BN I
14357171 284 12.00 12.20 12.40 12.60
0 m/z 43.00 85.16%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
483 57 78
5000 129 DA PN SRR BN B
12.00 12.20 12.40 12.60
m/z 60.00 79.79%
143157171
0‘
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o, 783
12.00 12.20 12.40 12.60
5000 0 129 m/z 57.00 71.62%
87 242
143 199
115 185
101 157171 213
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid R R R
78 12.00 12.20 12.40 12.60
43 m/z 55.00 65.10%
5
5000 129
185 228
115
01 1435171
OI ...... T H‘ ....:!-.57.....‘..1.99..2}.3..‘......|....|.... S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116142.D

Aca On : 10 Aug 2019 11:22

Operator : HP/JU

ﬁ?ggle : K4254-01 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 9,12-Octadecadienoic acid (... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.58 14.72 ng 949478 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 99
2 2-Chloroethvl linoleate 342 C20H35CI102 025525-76-2 90
3 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 64
4 1-Octadecvne 250 C18H34 000629-89-0 58
5 cis-7-Dodecen-1-yl acetate 226 C14H2602 014959-86-5 49

Abundance Scan 1784 (12.580 min): BF116142.D (-1778) (-) m/z 67.00 100.00%

202

5000

%

12.20 12.40 12.60 12.80
m/z 55.00 99.90%

150167185 | 902241 264280

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127647: 9,12-Octadecadienoic acid (Z,2)-

41
95

:

5000 [TTrr[rrrr[rrrrprrrrm
12.20 12.40 12.60 12.80
m/z 41.00 77.75%
123 280
o 151 182199 222 256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
67
A AL R
95 12.20 12.40 12.60 12.80
5000 m/z 81.00 77.03%
41
123 450 263 342
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #10664: 3,4-Octadiene, 7-methyl- A B o
M 67 12.20 12.40 12.60 12.80
m/z 202.00 68.80%
5000 95
124
0 SR S 2 -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116142.D

Aca On : 10 Aug 2019 11:22

Operator : HP/JU

ﬁ?ggle : K4254-01 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknownl2.67 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.67 114.09 ng 7357890 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 25
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 18
Abundance Scan 1799 (12.669 min): BF116142.D (-1794) (-) m/z 73.00 100.00%
43 B
5000 129
—v—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—r
12.40 12.60 12.80 13.00
(o} m/z 43.00 82.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131261: Octadecanoic acid
43 | 78
5000 129 SR LR SUNRA SRR SR
12.40 12.60 12.80 13.00
m/z 60.00 78.83%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
73
—v—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—r
43 12.40 12.60 12.80 13.00
5000 m/z 57.00 70.28%
129
185 228
97
ol.26 149166 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #95855: Pentadecanoic acid e BABRRRE
43 7 12.40 12.60 12.80 13.00
m/z 55.00 64 .09%
5000 129

:

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

T I T T
12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116142.D

Aca On : 10 Aug 2019 11:22

Operator : HP/JU

ﬁ?ggle : K4254-01 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .36 29.82 ng 1595040 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2087 (14.363 min): BF116142.D (-2082) (-) m/z 57.00 100.00%
g7
85
5000
141 169 14.00 14.20 14.40 14.60
ol,l 1 ll 1 AP 197 225 253 295 323 380 m/z 71.05  79.31%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000

14.00 14.20 14.40 14.60
m/z 43.00 61.25%

29 113
0 \‘ Al ‘\ “\ ‘hw h‘ H‘ l 1?1 \169 197 225 253 296
e T T e e AR AR
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.00 14.20 14.40 14.60
5000 a5 m/z 85.05 58.68%
113
oL, 37 141 169 197 239 267 204 323 352
e T e L e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57 14.00 14.20 14.40 14.60
m/z 55.00 22.61%
5000 85
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
e { e N e
m/z--> 50 100 150 200 250 300 350 14. 00 14 20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116142.D

Aca On : 10 Aug 2019 11:22

Operator : HP/JU

ﬁ?ggle : K4254-01 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Hexacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14 .45 13.50 ng 721898 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2102 (14.451 min): BF116142.D (-2097) (-) m/z 57.00 100.00%
57
85
5000
| 'y 4113 141 169 197 239 267 295 324 14.20 14.40 14.60 14.80
O e e e e e T e m/z 71.05 76.53%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
14.20 14.40 14.60 14.80
m/z 43.00 61.72%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 ! 169 197 225 253 296
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 54 _87%
. 29 113 141 169 197 205 253 205 323 367
m/z--> 55 160 1éo 260 250 360 3%0 '
Abundance #209566: Octacosane
57 14.20 14.40 14.60 14.80
m/z 55.00 23.65%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1éo 2(')0 251;0 3(')0 351;0 ' 14.'20 14.'40 14.I60 14.|80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116142.D

Aca On : 10 Aug 2019 11:22

Operator : HP/JU

ﬁ?ggle : K4254-01 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Pentadecane, 8-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.68 54 .97 ng 2939900 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2141 (14.680 min): BF116142.D (-2137) (-) m/z 57.00 100.00%
g7
85
5000
s || dll3 141 169 197 225 253 295 323 351 394 19.40 1460 14.80 0.0
ob 3L b L a7 0 197 225 253 295 323 351 394 m/z 71.05 79.51%
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43
71
5000
14.40 14.60 14.80 15.00
96 m/z 43.00 61.01%
9 127 !
ol b A | 20
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.05 59.67%
olL,_38 13155% 183 211 239 281
R e |
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 14.40 14.60 14.80 15.00
m/z 55.00 23.04%
5000 85
29
oL ] | | M3 141 169 197 225 253 281 309 337 365 394
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\BF081019\

Data File : BF116142.D

Aca On : 10 Aug 2019 11:22

Operator : HP/JU

ﬁ?ggle : K4254-01 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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-methyloctacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.75 10.10 ng 1345120 Perylene-d12 15.47
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 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2153 (14.751 min): BF116142.D (-2149) (-) m/z 57.00 100.00%
g7
85
5000
| l | d1}3 141 169 197 225 253 295 323 14.40 14.60 14.80 15.00
O L e e T R B m/z 71.05 77.17%
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 43.00 60.52%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 ! 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.05 56.93%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141433: Pentadecane, 8-hexyl-
43 14.40 14.60 14.80 15.00
- m/z 69.00 23.35%
5000
99 196
ol 127,155 | 225 252 280
m/z--> 55 160 1%0 260 250 360 3%0 ' 14M0 14%0 14%0 1500 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116142.D

Aca On : 10 Aug 2019 11:22

Operator : HP/JU

ﬁ?ggle : K4254-01 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Heptadecane, 9-octyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.03 31.27 ng 4164210 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2200 (15.027 min): BF116142.D (-2194) (-) m/z 57.05 100.00%
57
85
5000
3 ] | ﬂ113 141 169 197 225 253 295 323 351 379 1480 1500 1o.29 1040
ob S A b a b a7y 0 197 225 258 295 323 351 379 m/z 71.05 80.38%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
14.80 15.00 15.20 15.40
113 m/z 85.05 61.61%
o 29 | MHL‘M | 717 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
85 14.80 15.00 15.20 15.40
5000 m/z 43.05 59.49%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane S B B B L L
57 14.80 15.00 15.20 15.40
m/z 55.00 23.45%
5000 85
. 290 1) (18 141 160 107 205 253 205 323 367
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\BF081019\

Data File : BF116142.D

Aca On : 10 Aug 2019 11:22

Operator : HP/JU

ﬁ?ggle : K4254-01 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 15 Octadecane, l-iodo- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.09 13.06 ng 1738910 Perylene-d12 15.47
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 Octadecane 254 C18H38 000593-45-3 87
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 2211 (15.092 min): BF116142.D (-2205) (-) m/z 57.00 100.00%
g7
85
5000
J | d113 141 169 197 239 267 205 323 351 14.80 15.00 15.20 15.40
bt bbb T PP 9 239 267 295 328 351 m/z 71.10 78.91%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
14.80 15.00 15.20 15.40
m/z 85.05 59.86%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1\16‘9 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 43.05 59.39%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #105885: Octadecane L L L B B B N
57 14.80 15.00 15.20 15.40
m/z 55.00 22 .68%
5000 85
29
0 \‘ f LA 11‘311‘}1\169 197 225 254
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 14.80 1500 1550 1§4o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116142.D

Aca On : 10 Aug 2019 11:22

Operator : HP/JU

ﬁ?ggle : K4254-01 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 16 Eicosane, 7-hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.41 37.02 ng 4929960 Perylene-d12 15.47
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 Hexacosane 366 C26H54 000630-01-3 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2265 (15.410 min): BF116142.D (-2258) (-) m/z 57.05 100.00%
57
85
5000
141 169 15.00 15.20 15.40 15.60 15.80
ol 31 l| T2 197 225 253 281 309 337 365 393 | Tns7 71.05  79.96%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
15.00 15.20 15.40 15.60 15.80
m/z 85.05 60.20%
29 113
0 Jl ‘\ “\ It h‘ u‘ I 1?1 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 '
Abundance
57
15.00 15.20 15.40 15.60 15.80
5000 85 m/z 43.05 60.16%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #202662: Heptacosane L L B B B
57 15.00 15.20 15.40 15.60 15.80
m/z 55.00 23.22%
5000
85
0 ?? | ;113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1%0 200 250 300 350 ' 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116142.D

Aca On : 10 Aug 2019 11:22

Operator : HP/JU

ﬁ?ggle : K4254-01 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 17 Eicosane, 10-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.84 33.74 ng 4492660 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2338 (15.839 min): BF116142.D (-2331) (-) m/z 57.05 100.00%
57
85
5000
141 169 15.60 15.80 16.00 16.20
ol 31 l| 72,197 225 253 281 309 337 365 393 | nz77 71 05 79.65%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57
5000 85
15.60 15.80 16.00 16.20
m/z 85.10 59.96%
ol L TP ™ 1es a1 239 2
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
85 15.60 15.80 16.00 16.20
5000 m/z 43.00 58.22%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57 15.60 15.80 16.00 16.20
m/z 55.00 22 .42%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 50 100 1%0 200 250 300 350 ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116142.D

Aca On : 10 Aug 2019 11:22

Operator : HP/JU

ﬁ?ggle : K4254-01 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 18 Eicosane, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.89 10.61 ng 1413260 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 80
Abundance Scan 2347 (15.892 min): BF116142.D (-2342) (-) m/z 57.00 100.00%
57
85
5000
30 |0 11|3 141 166183 211 239 267 295 323 15.80 1580 16.00 15.20
A A N m/z 71.10 81.86%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
15.60 15.80 16.00 16.20
m/z 85.10 60.49%
29 ‘ 113
0 \‘ | h H\ I h‘ u‘ 1 14?1\16‘9 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.60 15.80 16.00 16.20
5000 85 m/z 43.00 59.02%
0 39 13 141 160 197 29 267 294 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57 15.60 15.80 16.00 16.20
m/z 55.00 21.54%
5000 85
0 3 J | (M 1a1 182 513 o5y 281 308 337
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116142.D

Aca On : 10 Aug 2019 11:22

Operator : HP/JU

Sample : K4254-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 Heptacosane

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
16.34 23.25 ng 3096730 Perylene-d12 15.47
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. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2423 (16.339 min): BF116142.D (-2415) (-) m/z 57.00 100.00%
7
85
5000
141 16.00 16.20 16.40 16.60
o 169 197 225 253 295 323 351 393 m/z 71.05 29 . 34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85
16.00 16.20 16.40 16.60
m/z 85.05 58.47%
. 2911 || M8 141 169 197 225 253 205 323 367
m/z--> 55 160 1éo 260 250 360 3%0 460
Abundance
57
o 16.00 16.20 16.40 16.60
5000 m/z 43.00 57.17%
29 113
o 141 169 197 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3%0 460
Abundance #215181: 2-methyloctacosane L B o e e
57 16.00 16.20 16.40 16.60
m/z 55.00 22 .13%
5000 85
113
o 29 | ‘ L7242 160 197 225 267 205 365 393 '\ ~J\
m/z--> 55 160 1éo 260 250 360 3%0 460 1&00 1650 1&40 16%0

8270-BF073019.M Fri Aug 16 05:30:12 2019

RECOVERED-CRSH-AGGREGATE-

Page: 21



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116142.D

Aca On : 10 Aug 2019 11:22

Operator : HP/JU

ﬁ?ggle : K4254-01 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 20 Tetratetracontane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.92 10.21 ng 1359000 Perylene-di12 15.47
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 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2522 (16.921 min): BF116142.D (-2515) (-) m/z 57.00 100.00%
57
85
5000
L 00 09 07 5 250z 1660 1660 1760 1720
R U A I S R S L - - E— m/z 71.00 73.84%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 AR SR SO DO
mmmmﬂmnm
113 m/z 85.05 56.93%
o2 ‘ H 141 169 197 225 267 205 365 393
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance
57
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
16.60 16.80 17.00 17.20
5000 85 m/z 43.00 55.39%
. 29 113 141 160 107 225 253 295 323 367
m/z--> 55 160 150 260 250 360 350 '
Abundance #141426: Heneicosane L B
57 16.60 16.80 17.00 17.20
m/z 55.00 21.69%
85
29 113
oL L by | 717 141 160 197 225 53 296
L L L L DL L L DL DL L | A A A
m/z--> 50 100 150 200 250 300 350 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081019\
Data File : BF116142.D
Acqg On : 10 Aug 2019 11:22 Instrument :
Operator : HP/JU gﬁA{s el
- _ lentosampleld :
3?22'6 : K4254-01 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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 59.7 ng 2301850 1 6.84 770960 20.0
unknown6.61 6.61 88.1 ng 3397340 1 6.84 770960 20.0
n-Hexadecanoic acid 11.06 87.7 ng 5656160 4 11.36 1289830 20.0
Tridecanoic acid 11.85 16.3 ng 1048780 4 11.36 1289830 20.0
Pentadecanoic acid 11.90 111.6 ng 7193790 4 11.36 1289830 20.0
Octadecanoic acid 12.22 89.2 ng 5753440 4 11.36 1289830 20.0
9,12-Octadecadien... 12.58 14.7 ng 949478 4 11.36 1289830 20.0
unknownl2 .67 12.67 114.1 ng 7357890 4 11.36 1289830 20.0
Heneicosane 14.36 29.8 ng 1595040 5 14.00 1069660 20.0
Hexacosane 14 .45 13.5 ng 721898 5 14.00 1069660 20.0
Pentadecane, 8-he... 14.68 55.0 ng 2939900 5 14.00 1069660 20.0
2-methyloctacosane 14.75 10.1 ng 1345120 6 15.47 2663360 20.0
Heptadecane, 9-oc... 15.03 31.3 ng 4164210 6 15.47 2663360 20.0
Octadecane, 1-iodo- 15.09 13.1 ng 1738910 6 15.47 2663360 20.0
Eicosane, 7-hexyl- 15.41 37.0 ng 4929960 6 15.47 2663360 20.0
Eicosane, 10-methyl- 15.84 33.7 ng 4492660 6 15.47 2663360 20.0
Eicosane, 2-methyl- 15.89 10.6 ng 1413260 6 15.47 2663360 20.0
Heptacosane 16.34 23.3 ng 3096730 6 15.47 2663360 20.0
Tetratetracontane 16.92 10.2 ng 1359000 6 15.47 2663360 20.0
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