LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF072820\
Data File : BF121086.D

Aca On 28 Jul 2020 23:58

Operator : JU/CG

Sample : L3435-03

Misc :

ALS Vial : 17 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-BF071620.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.040 499 502 509 rvB 40281 56530 1.03% 0.136%
2 5.434 563 569 572 rBVY 3625091 3966223 72.40% 9.575%
3 6.451 736 742 745 rBVY 3348470 3941022 71.94% 9.514%
4 6.645 772 775 782 rBV 49846 57730 1.05% 0.139%
5 6.810 800 803 807 rBVY 1130298 893614 16.31% 2.157%
6 6.875 811 814 827 rBV 56126 87225 1.59% 0.211%
7 7.381 894 900 903 rBVY 2497398 2721877 49.68% 6.571%
8 8.092 1017 1021 1025 rBV 1284995 1148901 20.97% 2.773%
9 9.175 1200 1205 1208 rBV 4191077 4556983 83.18% 11.001%
10 9.486 1254 1258 1259 rBV 83832 74430 1.36% 0.180%
11 9.504 1259 1261 1265 rVB 116125 93574 1.71% 0.226%

12 9.563 1265 1271 1280 rBV 625402 560437 10.23% 1.353%
13 9.845 1316 1319 1323 rBV 1414551 1307722 23.87% 3.157%
14 9.875 1323 1324 1337 rVB2 77262 85596 1.56% 0.207%
15 10.057 1350 1355 1373 rBv2 289282 367982 6.72% 0.888%

16 10.522 1425 1434 1437 rBV 242456 223999 4_.09% 0.541%
17 10.639 1447 1454 1468 rBV 2577353 2978651 54.37% 7.191%
18 10.745 1470 1472 1478 rVB 54039 79407 1.45% 0.192%
19 10.998 1510 1515 1526 rBvV2 102721 141636 2.59% 0.342%
20 11.333 1568 1572 1574 rBV 1669371 1541359 28.14% 3.721%

21 11.351 1574 1575 1579 rVB 153795 120059 2.19% 0.290%
22 11.863 1658 1662 1669 rBV2 363777 335444 6.12% 0.810%

23 11.945 1673 1676 1685 rVB3 47147 67499 1.23% 0.163%
24 12.310 1734 1738 1740 rBV 85842 80063 1.46% 0.193%
25 12.345 1740 1744 1748 rVV3 54541 61693 1.13% 0.149%

26 12.539 1773 1777 1780 rBV2 257045 244817 4_47% 0.591%
27 12.598 1783 1787 1792 rVV2 98343 131153 2.39% 0.317%
28 12.645 1792 1795 1801 rVvVv 108776 115159 2.10% 0.278%
29 12.768 1809 1816 1819 rBV 184582 197837 3.61% 0.478%
30 12.857 1828 1831 1834 rVB 113902 104356 1.90% 0.252%

31 12.921 1837 1842 1846 rBV 4288824 5478418 100.00% 13.225%
32 13.127 1874 1877 1879 rBV 73604 75532 1.38% 0.182%
33 13.345 1911 1914 1918 rBV 224779 219016 4._00% 0.529%
34 13.486 1934 1938 1941 rBV3 134867 135998 2.48% 0.328%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF072820\
Data File : BF121086.D

Aca On 28 Jul 2020 23:58

Operator : JU/CG

Sample : L3435-03

Misc :

ALS Vial : 17 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-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.815 1990 1994 2004 rBV 1360841 1681873 30.70% 4_.060%

36 13.968 2015 2020 2023 rBV 1784411 1734960 31.67% 4.188%
37 14.133 2045 2048 2060 rVB2 102875 134093 2.45% 0.324%
38 14.404 2089 2094 2097 rBV 203344 288011 5.26% 0.695%
39 14.445 2097 2101 2108 rVB2 334704 486086 8.87% 1.173%
40 14.739 2147 2151 2154 rBV 84707 103696 1.89% 0.250%

41 14.886 2173 2176 2183 rVB 66118 89942 1.64% 0.217%
42 15.074 2204 2208 2210 rBVY 282857 307606 5.61% 0.743%
43 15.104 2210 2213 2219 rVB 196191 269833 4._.93% 0.651%
44 15.415 2261 2266 2276 rBV 1167859 1766705 32.25% 4._.265%
45 15.639 2301 2304 2308 rVB 76398 95109 1.74% 0.230%

46 15.874 2339 2344 2348 rBVY 317758 485362 8.86% 1.172%
47 15.927 2348 2353 2361 rBVY 345076 666316 12.16% 1.609%
48 16.362 2423 2427 2431 rBV2 46413 79968 1.46% 0.193%
49 16.645 2471 2475 2481 rVB3 72785 129198 2.36% 0.312%
50 16.939 2521 2525 2532 rVB2 84168 154635 2.82% 0.373%

51 17.039 2535 2542 2547 rBV3 123105 364468 6.65% 0.880%
52 17.415 2600 2606 2616 rBV3 124343 334432 6.10% 0.807%

Sum of corrected areas: 41424235
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121086.D

Aca On 28 Jul 2020 23:58

Operator : JU/CG

Sample : L3435-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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: BF121086.D
4000000
5.43

6.45
3000000
7.38

2000000

1000000

5.04 || 6.65 |6.87
7t

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: BF121086.D

4000000

3000000
10.64

2000000
11.33

8.09 9.85
1000000

9.56
11.86
10.06 10.5. 11.35 1 %ég §7 L 13.
T . : ‘86 13.13
L @& 87 U £0.75 11.00 bl.gs 122334 % i j \

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: BF121086.D

4000000

3000000

2000000 13.97

1000000

15893
16.36 16.64 160404  17.42

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121086.D

Aca On 28 Jul 2020 23:58

Operator : JU/CG

Sample : L3435-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Dodecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.06 5.63 ng 367982 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 Maltose 342 C12H22011 000069-79-4 47
5 Octanoic acid 144 C8H1602 000124-07-2 46
Abundance Scan 1356 (10.063 min): BF121086.D (-1350) (-) m/z 73.00 100.00%
60 73
43
5000
85 129 157
L#u o7 M1 3 | n 200 9.80 10.00 10.20 10.40
0 m/z 60.00 89.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
60 73
43
5000 L L SR SULULN B
a5 129 157 9.80 10.00 1020 10.40
29 101 115 m/z 43.00 61.81%
\| 143 171 200
oL 15 JL,=|IF, 183
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
41 60 73
9.|80 10.'00 10.'20 10.'40
5000 29 m/z 41.00 57.51%
7 129 143
16 101 115 157 186
m/z--> ﬁo Jo eb éo 160 150 150 1éo 1éo 260
Abundance #39471: n-Decanoic acid P T T
60 4,5 9.80 10.00 10.20 10.40
41 m/z 55.00 52.35%
29
5000
T JL
87
115
m/z--> 200 40 60 80 100 120 140 160 180 200 980 10 00 10. 20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121086.D

Aca On 28 Jul 2020 23:58

Operator : JU/CG

Sample : L3435-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 unknownl10.52 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.52 3.43 ng 223999 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Piperonvlamine 151 C8H9NO2 002620-50-0 38
2 1.4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 30
3 Ethanone. 1-(3-hvdroxvtricvclol3... 194 C12H1802 039917-38-9 27
4 2-Cvclopenten-1-one. 2-(2-butenv... 150 C10H140 017190-71-5 25
5 Pyrazolo[1l,5-a]pyridine, 3,3a,4,... 150 C9H14N2 1000221-84-2 22
Abundance Scan 1434 (10.522 min): BF121086.D (-1425) (-) m/z 95.05 100.00%

5000

10.20 10.40 10.60 10.80

Of m/z 151.10 62 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24789: Piperonylamine
150
121

A,
LA L L L L L LB |

10.20 10.40 10.60 10.80
m/z 150.10 57.80%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
151
A
e e A
95 10.20 10.40 10.60 10.80
5000 m/z 43.00 42 .08%
67
15 28 452 80 106 124136
T T e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56264: Ethanone, 1-(3-hydroxytricyclo[3.3.1.1(3,7)]dec-1-yl) L B E e
151 10.20 10.40 10.60 10.80
m/z 81.00 37.83%
43
5000
93
77 107 194
55
N R 0T O - NN N
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121086.D

Aca On 28 Jul 2020 23:58

Operator : JU/CG

Sample : L3435-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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.
11.86 4_.35 ng 335444 Phenanthrene-d10 11.33
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 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
Abundance Scan 1662 (11.863 min): BF121086.D (-1658) (-) m/z 73.00 100.00%
43 60 3
5000 129
7 213 T T T T
017 | 143187072185, TV ss 11,60 11.80 12.00 12.20
0 m/z 43.05 83.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 LR IR B SULR RS

11. 60 11. 80 12. OO 12. 20

m/z 60.00 80.19%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 S IS S m
11.60 11.80 12.00 12.20
5000 - 129 m/z 55.00 65.11%
87 15 oh 214
101 143157 = 185
R L o A na s ma e IR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e e e
43 60 73 11.60 11.80 12.00 12.20
m/z 57.10 64 .48%
5000 129
29
199
143 157171185 242
ol 15
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\BF072820\
Data File : BF121086.D

Aca On 28 Jul 2020 23:58

Operator : JU/CG

Sample : L3435-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.34 2.52 ng 219016 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 96
2 Pvrrolidine. 1-I5-(1.3-benzodiox... 271 C16H17N0O3 025924-78-1 46
3 1H-Pvrazolol3.4-blpvridine-3.4(2... 271 C13H13N502 1000362-36-1 18
4 Dihvdronormorphinone 271 C16H17NO3 014696-23-2 14
5 3-Cyano-6-trifluoromethylphenant... 271 C16H8F3N 1000253-90-3 14
Abundance Scan 1913 (13.339 min): BF121086.D (-1911) (-) m/z 175.10 100.00%
175
201 271
5000 . 69
55 159 286
91,05, 128 1w l ‘ 229243 13.00 13.20 13.40 13.60
of T W VPR PR NP S m/z 271.20 67.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...

271

175

A
LI LI L L

286 13.00 13.20 13.40 13.60
m/z 201.10 62.61%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
201 271
USSR SRR LR
13.00 13.20 13.40 13.60
5000 m/z 69.05 37.84%

115
89 143, 173

o 39 63 129 159 187 | 217 243
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119813: 1H-Pyrazolo[3,4-b]pyridine-3,4(2H,7H)-dione, 2-(4... e R RRRAse e
271 13.00 13.20 13.40 13.60

m/z 189.05 37 .63%

5000 42 67

108123

158172186200214229  o5g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60

8270-BF071620.-M Wed Jul 29 12:35:19 2020 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121086.D

Aca On 28 Jul 2020 23:58

Operator : JU/CG

Sample : L3435-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 5-Eicosene, (E)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.82 19.39 ng 1681870 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 93

Abundance Scan 1995 (13.821 min): BF121086.D (-1990) (-) m/z 57.10 100.00%

57
83

5000 4

-

13.60 13.80 14.00 14.20

168 196212 230 248264280

0 m/z 43.05 82.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127769: 5-Eicosene, (E)-
56
83
5000 LA B L L L L L LB
13.60 13.80 14.00 14.20
29 m/z 83.05 80.54%
o 139 167 106 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
T T T T
13.60 13.80 14.00 14.20
5000 111 m/z 55.05 77 .60%
29

0 139 167 106 202038 266 204

mmwmmﬂrm‘w’mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #175127: Trifluoroacetoxy hexadecane T T T
13.60 13.80 14.00 14.20

m/z 97.05 74 .90%

-

5000

125

—

154 180196 224 9251 269

T T I I
m/z--> 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\BF072820\
Data File : BF121086.D

Aca On 28 Jul 2020 23:58

Operator : JU/CG

Sample : L3435-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 unknownl14.40 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .40 3.32 ng 288011 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 1-iodo- 240 C8H171 000629-27-6 38
2 Butane. l1-bromo-2-methvl-. (S)- 150 C5H11Br 000534-00-9 38
3 Isophvtol 296 C20H400 000505-32-8 35
4 3-Cvclopentvlpropionic acid. 2-t... 226 C13H2203 1000293-46-9 35
5 Z-5-Nonadecene 266 C19H38 1000131-11-8 30
Abundance Scan 2093 (14.398 min): BF121086.D (-2089) (-) m/z 57.10 100.00%
57

5000

265
282 324 14.00 14.20 14.40 14.60 14.80

139 167183201 22945

0 m/z 71.05 81.70%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94468: Octane, 1-iodo-
57
5000 4 | NI LI L L L LB LB L
14.00 14.20 14.40 14.60 14.80
13 m/z 55.00 62.94%
ol.15 ” I J L85 120 195 1g3 240
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
71
e
14.00 14.20 14.40 14.60 14.80
5000 41 m/z 43.05 45.38%
0,15 93 121 150
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141397: Isophytol e o
7 14.00 14.20 14.40 14.60 14.80
m/z 69.10 42 .55%
5000
43
95 123
on15 H |4 19141 168 193710 236 278206
AL - N
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121086.D

Aca On 28 Jul 2020 23:58

Operator : JU/CG

Sample : L3435-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 5-Octadecene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.44 s5.60ng 486086  Chrysene-di2 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 5-Octadecene. (E)- 252 C18H36 007206-21-5 93

2 Nonadecvl pentafluoropropionate
3 Eicosvl pentafluoropropionate

4 Docosyl trifluoroacetate

5 17-Pentatriacontene

430 C22H39F502
444 C23H41F502
422 C24H45F302
491 C35H70

1000351-88-8 91
1000351-80-8 91
1000351-75-5 91
006971-40-0 91

Abundance Scan 2100 (14.439 min): BF121086.D (-2097) (-) m/z 57.05 100.00%
57
1 l 14,20 14.40 14.60 14.80
141 169 254 : . . .
ol L bl d ) MhI00 20 2% s A5 0 65 88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104186: 5-Octadecene, (E)-
55
83
5000 LIRS
14.20 14.40 14.60 14.80
29 11 m/z 71.05 60.86%
0 J L1l | 1139 168 195 224 252
e T T T o e R e e o
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 o
e S
14.20 14.40 14.60 14.80
5000 m/z 85.05 47.39%
125
0 29 153 182 210 238 266 311 412
T T T T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #225763: Eicosy pentafluoropropionate S R RaA ma e RS
57 14.20 14.40 14.60 14.80
m/z 55.00 33.72%
5000
125
o %9““\ ] ‘\ L “3“182 210 252 280 325 426
e e R S T
m/z--> 50 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121086.D

Aca On 28 Jul 2020 23:58

Operator : JU/CG

Sample : L3435-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.07 3.48 ng 307606 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 2207 (15.068 min): BF121086.D (-2204) (-) m/z 57.10 100.00%
g7
R DA SUNILE S SR
113 141 14.80 15.00 15.20 15.40
o...|,.-! I Ao, 109 197 225 268 8L m/z 71.10 72.12%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
5000 L B UL UL UL

14.80 15.00 15.20 15.40
m/z 43.10 58.69%

141 169 197 225

267 295

04
m/z--> 50 100 150 200 250 300 350
Abundance
57
R e B
14.80 15.00 15.20 15.40
5000 . m/z 85.10 50.74%
29
o 113 141 169 197 225 253 281 309 337 365 394
o o 1 e e = I = L e ot L
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane e B e e
57 14.80 15.00 15.20 15.40

m/z 55.00 20.89%

5000

N

©
(o]
)]

(113 141 169 197 225 253 282

0""I]'|'"I"" UL UUBLEL LSS UANLELESY UL SUNERE L DA UM I I

T
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\BF072820\
Data File : BF121086.D

Aca On 28 Jul 2020 23:58

Operator : JU/CG

Sample : L3435-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 1-Hexadecanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.10 3.05 ng 269833 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 83
2 Heptacosvl acetate 438 C29H5802 1000351-78-2 83
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 83
4 Octacosanol 410 C28H580 000557-61-9 83
5 n-Tetracosanol-1 354 C24H500 000506-51-4 80
Abundance Scan 2212 (15.098 min): BF121086.D (-2210) (-) m/z 55.00 100.00%
55 |97
5000 quijxJ\rWJJJ\\MAVNJ\/bﬂwN
14.80 15.00 15.20 15.40
(o} m/z 97.10 98.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #95987: 1-Hexadecanol
55 83
5000 R DA SR B B
14.80 15.00 15.20 15.40
m/z 83.10 93.69%
0 140 168 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
97 L DA SR B B
60 14.80 15.00 15.20 15.40
5000 m/z 69.05 T77.27%
125
oL15 153 181 209 236 264 292 320 350 378 423
LA N UURLEL LA UL UURLELEL SR UUNLLEL SURLELEL SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate R R e R
57 14.80 15.00 15.20 15.40
m/z 57.10 64 .10%
83
5000
111
29
0 | 1 ‘ ! I \\1319‘16‘9 210 23\8 283 434
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3%0 4(')0 ' 14.I80 15.'00 15.'20 15.'40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121086.D

Aca On 28 Jul 2020 23:58

Operator : JU/CG

Sample : L3435-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.87 5.49 ng 485362 Perylene-d12 15.42
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 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2343 (15.868 min): BF121086.D (-2339) (-) m/z 57.10 100.00%
57
T MA]\LJ
5000
LU UL 030 300 211 ss00er 05 15160 1580 16100 1620
O A i L At e e S e m/z 71.10 72 .23%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L L BULELLN BRI UL
15 60 15. 80 16. oo 16 20
m/z 43.10 56.89%
29 113
ol | i 1] | 191,169 197 225 253 296
m/z--> éo 100 1éo 260 2%0 360 3%0
Abundance
57
' 15.60 15.80 16.00 16.20
5000 85 m/z 85.10 52 .53%
. 29 13 141 169 197 225 253 205 323 367
m/z--> éo 160 1%0 260 250 360 3%0
Abundance #194499: Eicosane, 7-hexyl- A A A
57 15.60 15.80 16.00 16.20
m/z 55.05 22 .26%
- i \M/k
oL 3 J} | MR 182 211 250 281 308 337
m/z--> 5'0 1(')0 1éo 200 251;0 3(')0 3&1;0 15 60 15. 80 16. oo 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121086.D

Aca On 28 Jul 2020 23:58

Operator : JU/CG

Sample : L3435-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Behenic alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.93 7.54 ng 666316 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Octacosvl acetate 452 C30H6002 018206-97-8 95
4 Octacosanol 410 C28H580 000557-61-9 95
5 1-Heptacosanol 396 C27H560 002004-39-9 95
Abundance Scan 2353 (15.927 min): BF121086.D (-2348) (-) m/z 57.10 100.00%
57 83
>0 T /\_J«A/\LJ\
UL BN BN IR
139 15.60 15.80 16.00 16.20
167
0 ...-.,....',..l..,....,21.(’...,2]6?..,....3’,5?...,....,. m/z 83.10 90.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #166292: Behenic alcohol
55 83
5000 i R AR AR SRR R
15.60 15.80 16.00 16.20
m/z 97.10 90.40%
29 139
ol | 167 196 224 252 280 308
m/z--> éo 160 1éo 260 2%0 360 3éo 460 4éo
Abundance
57 83
15.60 15.80 16.00 16.20
5000 11 m/z 43.10 78.58%
29
) 139 467 195 222 250 280 308 336 Abmuﬂjva/\\/\f\ﬁ\\/‘“ﬂﬁmq/\»
m/z--> éo 160 1éo 260 2%0 360 3éo 460 4éo
Abundance #227661: Octacosyl acetate R R mEEE
43 97 15.60 15.80 16.00 16.20
m/z 55.05 75.71%
69
5000
125
NELS ‘ ;‘L 1193181 209 250 278 306 334 364 392 437
m/z--> éo 160 1éo 260 2%0 360 3éo 460 4éo 15%0 1580 1600 1650
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
BF121086.D

28 Jul 2020 23:58

JU/CG

L3435-03

17 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclopentadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.04 4.13ng 364468  Perylene-di2 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cvclopentadecane 210 C15H30 000295-48-7 96

2 Pentafluoropropionic acid. hepta... 402 C20H35F502
3 Octadecvl trifluoroacetate 366 C20H37F302
4 Triacontvl acetate 480 C32H6402

5 2- Chloropropionic acid, octadec... 360 C21H41Cl02

959218-78-1 95
079392-43-1 95
041755-58-2 94
088104-31-8 94

Abundance Scan 2542 (17.039 min): BF121086.D (-2535) (-) m/z 57.05 100.00%
| [ \//\M/\M
5000
125 197 R A B
167 292 249 284 16.80 17.00 17.20 17.40
0 2 m/z 97.05 85.58%
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
56
83
5000 LIRS
111 16.80 17.00 17.20 17.40
29 m/z 83.05 84.78%
1 |30 182 0
0 b .
m/z--> 50 100 150 200 250 300 350
Abundance
57
97 R N REEE R RS
16.80 17.00 17.20 17.40
5000 m/z 43.05 74.41%
29 125
0 77 154 182 210 238 283 384
e e e e I A e e e e B L B B o
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecy! trifluoroacetate T
57 16.80 17.00 17.20 17.40
97 m/z 55.00 72.22%
e W
125
29
oL L | | || 154 182 204 22 297 g3
L e e e L L L B e o e e e e BN A o B R N REEE R RS
m/z--> 50 100 150 200 250 300 350 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121086.D

Aca On 28 Jul 2020 23:58

Operator : JU/CG

Sample : L3435-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 _gamma.-Sitosterol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

17 .42 3.79 ng 334432 Perylene-d12 15.42

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 96
3 5-(3-(2-FurvDacrvlov)-2-methvl... 213 C13H11NO2 091718-59-1 14
4 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 11
5 N-(3-Chloro-4-fluoro-phenyl)-2-(... 329 C14H10CI2FNOS 1000295-12-7 11

Abundance Scan 2607 (17.421 min): BF121086.D (-2600) (-) m/z 43.05 100.00%

107

?

5000
303 329
255 381 414 N,

17.20 17.40 17.60 17.80
m/z 55.00 66.41%

04
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43

? .

5000

17.20 17.40 17.60 17.80
m/z 107.00 62.27%

04
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43
N s e e !
17.20 17.40 17.60 17.80
5000 81 105 m/z 105.00 61.04%
145
18 213 329 o
. 173 234255276 303 354 381
N meaw s e L L e T e s
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #71923: 5-(3-(2-Furyl)acryloyl)-2-methylpyridine N B B !
213 17.20 17.40 17.60 17.80
m/z 57.10 55.85%
120
5000
65
39 J ‘ 159 184
m/z--> 0 50 100 150 200 250 300 350 400 17.20 17. 40 17. 60 17. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072820\
Data File : BF121086.D

Acq On 28 Jul 2020 23:58

Operator : JU/CG

Sample - L3435-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620_.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]
Dodecanoic acid 10.06 5.6 ng 367982 3 9.85 1307720 20.0
unknown10.52 10.52 3.4 ng 223999 3 9.85 1307720 20.0
n-Hexadecanoic acid 11.86 4.3 ng 335444 4 11.33 1541360 20.0
2-Phenanthrenol, ... 13.34 2.5 ng 219016 5 13.97 1734960 20.0
5-Eicosene, (E)- 13.82 19.4 ng 1681870 5 13.97 1734960 20.0
unknown14 .40 14.40 3.3 ng 288011 5 13.97 1734960 20.0
5-Octadecene, (E)- 14.44 5.6 ng 486086 5 13.97 1734960 20.0
2-methyloctacosane 15.07 3.5 ng 307606 6 15.42 1766710 20.0
1-Hexadecanol 15.10 3.0 ng 269833 6 15.42 1766710 20.0
Heneicosane 15.87 5.5 ng 485362 6 15.42 1766710 20.0
Behenic alcohol 15.93 7.5 ng 666316 6 15.42 1766710 20.0
Cyclopentadecane 17.04 4.1 ng 364468 6 15.42 1766710 20.0
-.gamma.-Sitosterol 17.42 3.8 ng 334432 6 15.42 1766710 20.0
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