LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\
Data File : BF120454.D
Aca On : 29 May 2020 22:07 Instrument :
Operator : MA/SJ E?Afs el

- _ lentosampleld :
3?22Ie - Lerr3-23 NM89-COMP-2020-0-6
ALS Vial : 23 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-BF052820.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 1.928 3 7 10 rVB 571974 672201 10.53% 1.015%
2 1.957 10 12 22 rVB 844474 976165 15.30% 1.474%
3 2.105 32 37 48 rVB 1521650 1937172 30.36% 2.925%
4 5.457 601 607 610 rBY 4961259 5251473 82.30% 7.929%
5 6.469 773 779 782 rBVY 4855338 5442842 85.30% 8.218%
6 6.840 838 842 845 rBVY 2022693 1645918 25.80% 2.485%
7 6.998 864 869 872 rVB 5095061 4797471 75.19% 7.244%
8 7.398 932 937 940 rBVY 3552264 3813712 59.77% 5.759%
9 8.116 1055 1059 1063 rBvV 2245658 2056277 32.23% 3.105%
10 9.198 1237 1243 1246 rBVY 6752167 6380729 100.00% 9.635%

11 9.586 1305 1309 1313 rBV 1195589 943271 14.78% 1.424%
12 9.875 1351 1358 1361 rBV 2499117 2322036 36.39% 3.506%
13 10.657 1486 1491 1495 rBV 3390530 3384473 53.04% 5.110%
14 10.733 1502 1504 1507 rBV 77519 80013 1.25% 0.121%
15 10.863 1521 1526 1531 rBV4 56867 82882 1.30% 0.125%

16 11.004 1547 1550 1556 rVB3 126616 136038 2.13% 0.205%
17 11.304 1598 1601 1605 rBV2 101944 96026 1.50% 0.145%
18 11.357 1605 1610 1612 rVV 2165494 1823579 28.58% 2.754%
19 11.380 1612 1614 1617 rVB 255681 197878 3.10% 0.299%

20 11.575 1644 1647 1651 rBV2 105671 97235 1.52% 0.147%
21 11.669 1658 1663 1669 rVB4 49692 73320 1.15% 0.111%
22 11.816 1683 1688 1690 rBV2 82630 91750 1.44% 0.139%

23 11.851 1690 1694 1697 rVV2 211445 220551 3.46% 0.333%
24 11.892 1697 1701 1706 rVvv2 529013 550399 8.63% 0.831%
25 12.151 1740 1745 1747 rBV2 40811 64293 1.01% 0.097%

26 12.404 1785 1788 1792 rBV2 57906 79781 1.25% 0.120%
27 12.480 1799 1801 1804 rBV2 132609 118053 1.85% 0.178%
28 12.551 1809 1813 1819 rBV2 1162669 1368686 21.45% 2.067%
29 12.610 1819 1823 1830 rVBS8 43045 80641 1.26% 0.122%
30 12.792 1849 1854 1857 rBV 438805 447470 7.01% 0.676%

31 12.945 1876 1880 1883 rBV 5147982 4832977 75.74% 7.298%
32 13.157 1913 1916 1918 rBV 128086 142532 2.23% 0.215%
33 13.180 1918 1920 1924 rVB2 79232 93734 1.47% 0.142%
34 13.227 1924 1928 1931 rBV2 59040 78442 1.23% 0.118%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\
Data File : BF120454.D
Aca On : 29 May 2020 22:07 Instrument :
Operator : MA/SJ E?Afs el

- _ lentosampleld :
3?22Ie - Lerr3-23 NM89-COMP-2020-0-6
ALS Vial : 23 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\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.351 1946 1949 1953 rVB2 68316 65317 1.02% 0.099%
36 13.392 1953 1956 1959 rBV 93776 82835 1.30% 0.125%
37 13.433 1959 1963 1968 rVB7 70604 97535 1.53% 0.147%
38 13.516 1972 1977 1980 rBV5 73276 150252 2.35% 0.227%
39 13.633 1994 1997 2001 rVB2 78552 88423 1.39% 0.134%
40 13.745 2011 2016 2018 rBV2 49630 82401 1.29% 0.124%

41 13.839 2028 2032 2039 rVB3 906556 1053326 16.51% 1.590%
42 13.963 2050 2053 2054 rBV2 144900 123815 1.94% 0.187%
43 13.992 2054 2058 2061 rVV 1767419 1865725 29.24% 2.817%
44 14.016 2061 2062 2068 rVB 257827 198861 3.12% 0.300%
45 14.163 2084 2087 2089 rBVY 116892 135482 2.12% 0.205%

46 14.286 2105 2108 2110 rBV 84066 76116 1.19% 0.115%
47 14.474 2136 2140 2144 rBV 626364 662221 10.38% 1.000%
48 14.751 2185 2187 2189 rBV2 77917 86377 1.35% 0.130%

49 14.851 2201 2204 2210 rVB2 108620 118846 1.86% 0.179%
50 14.915 2212 2215 2221 rVB 290412 309784 4._.85% 0.468%

51 15.021 2229 2233 2236 rBV 250273 362498 5.68% 0.547%
52 15.110 2244 2248 2250 rBV 653582 762873 11.96% 1.152%
53 15.133 2250 2252 2258 rVB2 700537 763413 11.96% 1.153%
54 15.321 2281 2284 2289 rVB 153350 173799 2.72% 0.262%
55 15.380 2291 2294 2300 rVB 193958 212888 3.34% 0.321%

56 15.445 2300 2305 2309 rBV 1217125 1483227 23.25% 2.240%
57 15.486 2309 2312 2316 rVB3 146381 193236 3.03% 0.292%
58 15.686 2342 2346 2350 rVB 335363 419878 6.58% 0.634%
59 15.921 2380 2386 2391 rBV 1541824 2359897 36.98% 3.563%
60 15.968 2391 2394 2402 rVB 724587 1145752 17.96% 1.730%

61 16.321 2450 2454 2464 rVB4 167280 296417 4._.65% 0.448%
62 16.704 2515 2519 2526 rVB3 184775 326789 5.12% 0.493%
63 16.880 2545 2549 2552 rBV2 93327 169901 2.66% 0.257%
64 17.009 2566 2571 2576 rBV 137559 257925 4._.04% 0.389%
65 17.086 2576 2584 2594 rVVv6 301057 987076 15.47% 1.490%

66 17.480 2644 2651 2661 rBV3 301682 734541 11.51% 1.109%

Sum of corrected areas: 66227446
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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\BF052920\

BF120454 .D

29 May 2020 22:07

MAZSJ

L2773-23 NM89-COMP-2020-0-6
23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000f

2.10

TIC: BF120454.D

7.00

5.46 6.47

7.40

6.84

Or—=
Time-->

I
4.50 5.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF120454.D

12.95

10.66

11.36

9.59 12.55

11.89 12.79

10.78.86.00 11701 1576R R 1215 1449 61

| e

Time-->

13.00

11.50

12.00

10.50 11.00

10.00

1
12.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF120454.D

.97
16.

32 16.795gg60° 1748
e Tl e P NS SR U S

18.50

16.00 16.50 17.00

17.50 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120454.D

Aca On : 29 May 2020 22:07

Operator : MA/SJ

ﬁ?ggle i L2773-23 NM89-COMP-2020-0-6
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Cyclohexane Concentration Rank 11

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

1.93 8.17 ng 672201 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 78
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 72
4 Cvclobutane 56 C4HS8 000287-23-0 46
5 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 43

Abundance Scan 7 (1.928 min): BF120454.D (-3) (-) m/z 56.10 100.00%
56.1
84.0
41.1
5000 //\
69.1
U AR AR UL LU
2.00 2.10 2.20 2.30
Obrrprerrrrreprrerprrrprerrrrrprre g o e 03 0 0 b m/z 84.05  66.84%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1456: Cyclohexane
56.0
41.0 84.0
5000 U SRR AR RN RN
270 2.00 2.10 2.20 2.30
69.0 m/z 41.10 56.81%
o 15.0 ‘ ‘, ‘| 50.0,,||, 63.0 | 77.0
miz-> 8 10 15 20 25 30 3 40 45 50 85 60 68 70 75 80 85 %o
Abundance #1491: Cyclopentane, methyl-
56.0
2.00 2.10 2.20 2.30
5000 410 m/z 55.10 36.45%
69.0
270 84.0
0 15.0 [ Al WO“%D‘ 77.0
HALRARE ARRRA A RRRAN LEAEA SRR RARLA RN RARAN RUARE RRARA SURSA RLANAREEE KRR AARRNRLAL BARK
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1487: 1-Pentene, 2-methyl-
410 56.0 2.00 2.10 2.20 2.30
' m/z 69.10 27 .56%
5000
21.0 69.0 84.0 J\
o 150 330 |/, 500 ||, 630 | 770
s T R b e e 200 210 220 230
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120454.D

Aca On : 29 May 2020 22:07

Operator : MA/SJ

ﬁ?ggle i L2773-23 NM89-COMP-2020-0-6
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Methylene chloride Concentration Rank 6

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

1.96 11.86 ng 976165 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvlene chloride 84 CH2CI2 000075-09-2 95
2 Methane-d. trichloro- 119 CDCI3 000865-49-6 10
3 Ethvl Chloride 64 C2H5CI 000075-00-3 4
4 Acetic acid. chloro-. ethvl ester 122 C4H7CI102 000105-39-5 2
5 2-Chloroethanol 80 C2H5CIO 000107-07-3 1

Abundance Scan 12 (1.957 min): BF120454.D (-10) (-) m/z 49.00 100.00%
49.0
84.0
5000
R
370 ‘ 2.00 2.10 2.20 2.30 2.40
0..w.”.P.”,”nw.”hp.”,”.z%%.“.d e || M7z 84.00 61.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1524: Methylene chloride
49.0
84.0
5000 HA U AR U AR
2.00 2.10 2.20 2.30 2.40
‘ m/z 85.90 43.70%
0 35.0 ||, 71.0 H
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9153: Methane-d, trichloro-
84.0
1200 2.10 2.20 2.30 2.40
5000 m/z 51.00 29.83%
47.0
o 350 “ 58.0 70.0 | 119.0
'”I“'W'“'P'“I”'W'”'P'“I”"""“'P'”I“'W'”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #352: Ethyl Chloride A BARARSEEEE S EEa s ey
28.0 2.00 2.10 2.20 2.30 2.40
m/z 47.00 17.25%
64.0
5000
49.0
190 |l sso .
G R A AN AR AR RARRS RAARS AR RARS AR SRS RARRS H A A U U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.00 2.10 2.20 2.30 2.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120454.D

Aca On : 29 May 2020 22:07

Operator : MA/SJ

ﬁ?ggle i L2773-23 NM89-COMP-2020-0-6
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.10 23.54 ng 1937170 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 40
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 36 (2.099 min): BF120454.D (-32) (-) m/z 73.10 100.00%
741
5000 43.0
55.0 87.1
| 200 220 240
S 1 N S N NNNNN——( 'Y 5 ke W o S T B Y.L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 AL LA L
43.0 200 220 240
- 550 87.0 m/z 55.05 27.28%
29.0
G R R A A AN SRS AR RARES RSN LA RARRN SRR RARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol j\
73.0
87.0 —_ e ——
200 220 240
5000 41.0 550 m/z 87.10 24 _97%
29.0
o L ‘ L w ‘ . 99.0 112.0 129.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanal, 2,4-dimethyl- LA AL LA I
3.0 200 220 240
m/z 41.05 13.19%
5000 550
43.0
27.0
ol 150 ), M“\ | . 850 980 1150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 200 220 240
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120454.D

Aca On : 29 May 2020 22:07

Operator : MA/SJ

ﬁ?ggle i L2773-23 NM89-COMP-2020-0-6
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 unknownl1l1l.85 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.85 2.42 ng 220551 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 49
2 13-Borabicvclol7.3.01tridecane. ... 236 C15H29B0O 1000156-41-7 45
3 1.3-Propanediol. 2-dodecvl 244 C15H3202 010395-09-2 35
4 Palmitoleic acid 254 C16H3002 000373-49-9 35
5 Myristoleic acid 226 C14H2602 000544-64-9 30
Abundance Scan 1694 (11.851 min): BF120454.D (-1690) (-) m/z 55.10 100.00%
>0 M\——/\MLK\/\
. 101 130 1680 " 1160 1180 1260 1220
0 - m/z 41.05 53.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105679: Hexadecenoic acid, Z-11-
5.
5000 R SRR SIS SN B
11.60 11.80 12.00 12.20
m/z 69.10 53.11%
o | 33.0152.0171.0 192.0 236.0255.0
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240
Abundance #90823: 13-Borabicyclo[7.3.0]tridecane, 13-propoxy-, (2)- ...
41.0
" 11'60 11.80 12.00 12.20 |
5000 69.0 m/z 192.10 37.71%
96.0
194.0
LLa L] e, e
0 .2|2.'...i..‘Ml.“.“..“H..‘.‘l.a“a.l“l‘...“l....ll... il ....l...ll....l.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #97495: 1,3-Propanediol, 2-dodecy!
41,0 11.60 11.80 12.00 12.20
m/z 83.05 34 .35%
5000
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 11)60 11!80 12foo 12!20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120454.D

Aca On : 29 May 2020 22:07

Operator : MA/SJ

ﬁ?ggle i L2773-23 NM89-COMP-2020-0-6
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.89 6.04 ng 550399 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 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 1701 (11.892 min): BF120454.D (-1697) (-) m/z 73.00 100.00%

36.1256:2 11.60 11.80 12.00 12.20
: m/z 43.10 85.35%

431 73.0
5000 1291
. 213.2
ﬂ or.1 157.1 185.1

A — 1Y

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LA L L L L LB LB

11. 60 11. 80 12. OO 12 20

83.0 0
1570 1g50 2130 256.0 m/z 60.00 82.51%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0
R R s S LR RERE
43.0 11.60 11.80 12.00 12.20
m/z 57.10 69.75%
5000 129.0
185.0 228.0
| N
SN 01 0 RN R U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R m =
43.0 73.0 11.60 11.80 12.00 12.20
m/z 55.10 66.66%
5000 129.0 \—WNAAJLI\“
ol15.0 |
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\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120454.D

Aca On : 29 May 2020 22:07

Operator : MA/SJ

ﬁ?ggle i L2773-23 NM89-COMP-2020-0-6
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Pentafluoropropionic acid, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.84 11.29 ng 1053330 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93
Abundance . Scan 2032 (13.839 min): BF120454.D (-2028) (-) m/z 57.10 100.00%
511 970
5000
230.1 C Al 1alen 10 1400 |
39.1 13.60 13.80 14.00 14.20
o 1w 21 | 2802 m/z 43.05 96.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0

97.0

13.60 13.80 14.00 14.20
m/z 55.10 94.18%

5000

39.0 17702100 2550

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
L B M e S
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 91.79%
238.0
oL.2800 | || ‘ A } 1350702020 ) 2830
T
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester e
57.0 13.60 13.80 14.00 14.20
97.0 m/z 97.05 82.60%
5000
169.0
o260 | || ‘u #3*?0 |, 2190 2550 406.0
m/z--> 50 100 150 200 250 300 350 400 13 60 13. 80 14. 00 14 20

8270-BF052820.M Mon Jun 01 03:59:09 2020 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120454.D

Aca On : 29 May 2020 22:07

Operator : MA/SJ

ﬁ?ggle i L2773-23 NM89-COMP-2020-0-6
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .47 7.10 ng 662221 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 94
2 1-Heneicosanol 312 C21H440 015594-90-8 92
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 90
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
Abundance Scan 2139 (14.468 min): BF120454.D (-2136) (-) m/z 57.10 100.00%
57.1
7.1
R DAL SN B SR
411 240.1 14.20 14.40 14.60 14.80
ot b A L A8 pa . rAsstl 33 "m/z 43.05  76.57%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
5000 LI B UL B B
14.20 14.40 14.60 14.80
m/z 71.10 62.69%
18.
0‘
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
58,0
7.0
14.20 14.40 14.60 14.80
5000 m/z 55.10 47 . 75%
Olaqh ‘ 113??182022402660 wauﬁkdkwwﬁA\w\wwﬁkij
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #235928: Octacosyl trifluoroacetate R EEEEE RS
57.0 14.20 14.40 14.60 14.80
m/z 85.10 43.27%
97.0
5000
ol ’ l%390181022202640306034803920 437.0 488.0
m/z-> 0 55 100 150 200 250 300 350 400 450 ' 14.20 14.40 14.60 14.80

8270-BF052820.M Mon Jun 01 03:59:09 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120454.D

Aca On : 29 May 2020 22:07

Operator : MA/SJ

ﬁ?ggle i L2773-23 NM89-COMP-2020-0-6
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Octadecanal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.92 4.18 ng 309784 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 90
4 17-Octadecenal 266 C18H340 056554-86-0 86
5 9-Octadecen-1-ol, (E)- 268 C18H360 000506-42-3 83
Abundance Scan 2216 (14.921 min): BF120454.D (-2212) (-) m/z 57.10 100.00%
51.1
96.0
5000
UL U DO BN SRR
1521 2541 3623 14.60 14.80 15.00 15.20
o lf.".l. 1820 2ot s 9L 3IBES | sz 43.10  87.38%
m/z--> 50 100 150 200 250 300 350
Abundance #117605: Octadecanal

@

14 60 14. 80 15. 00 15 20

10.0 250.0 m/z 82.05 85.90%
Il [1380166.0104.02220

5000

o’ - e
m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-
43.0 82.0
R T A AR
14.60 14.80 15.00 15.20
5000 m/z 55.05 67.19%
09.0
o ‘ 13801660 208.0 250.0
! : T
m/z--> 50 100 150 200 250 300 350
Abundance #194460: (2)-14-Tricosenyl formate e AREEEEEaSEE
55.0 82.0 14.60 14.80 15.00 15.20
m/z 96.05 64.82%
5000
10.0
138.0
. I 7 166.0194.0222.0250.0278.0 32005450
1 - L o e R ma
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF052820.M Mon Jun 01 03:59:10 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120454.D

Aca On : 29 May 2020 22:07

Operator : MA/SJ

ﬁ?ggle i L2773-23 NM89-COMP-2020-0-6
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 9
R.T. EstConc Area Relative to ISTD R.T.
15.11 10.29 ng 762873 Perylene-d12 15.44
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 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 2248 (15.110 min): BF120454.D (-2244) (-) m/z 57.10 100.00%

57.1
5000 &1

|1 141.1 1691 14.80 15.00 15.20 15.40
3 - l S LA 2169110702250 268.12952 337.2 | Fnznt 7110 70.87%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LA L L L L L LB L |
14.80 15.00 15.20 15.40
0.0 m/z 43.10 64 .46%
ol L Ll I|1 141, 0169 0197.0225.0253.0  296.0
g —
m/z--> 50 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
L S A
14.80 15.00 15.20 15.40
5000 85.0 m/z 85.10 51.71%

113.0
[ 141.0169.0197.0 B%%mmmmw%m

0“ J

l%

T I T T T : T I T T ‘ T T I T T T T I T T T I T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0 14.80 15.00 15.20 15.40
m/z 55.05 23.05%
- T _,AANVNA,~“fAR_,\~VNva«
113.0
0 ‘ } | )7 1410 18202110 252,0281.0308.0337.0
—— ettt R RS s
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF052820.M Mon Jun 01 03:59:10 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120454.D

Aca On : 29 May 2020 22:07

Operator : MA/SJ

ﬁ?ggle i L2773-23 NM89-COMP-2020-0-6
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Fumaric acid, 2-methylallyl.._. Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.13 10.29 ng 763413 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid. 2-methvlallvl tetr... 366 C22H3804 1000330-55-3 53
2 1-Octadecanol 270 C18H380 000112-92-5 52
3 Cvclopentane. 2-isopropvl-1.3-di... 140 C10H20 032281-85-9 50
4 1-Hexadecanol 242 C16H340 036653-82-4 47
5 Cyclohexane, 1,2,4,5-tetraethyl-._. 196 C14H28 061142-24-3 47
Abundance Scan 2251 (15.127 min): BF120454.D (-2250) (-) m/z 83.10 100.00%
5.1 831
5000 nll ! 252.1
R NI SRR BRI UGS
139.1 14.80 15.00 15.20 15.40
167.1 224.1 )
ol .h, AL J Pt il RO .2 m/z 97.10 87.15%
m/z--> 50 100 150 200 250 300 350
Abundance #194370: Fumaric acid, 2-methylally| tetradecy! ester
55.0183.0
5000 L AR IR UL UL
14.30 15.00 15.20 15.40
m/z 55.10 80.86%
027.10. 0225.0 265.0295.0322.0  366.0
m/z--> 50 100 150 200 250 300 350
Abundance #119524: 1-Octadecanol
550 83.0
14.80 15.00 15.20 1540
5000 111.0 m/z 69.10 71.93%
OII\I\ |‘||J|‘L|'||“|‘.|||| ——— ——— —
m/z--> 50 100 150 200 250 300 350
Abundance #18060: Cyclopentane, 2-isopropyl-1,3-dimethy!- R a R mamEE L
55.0 14.80 15.00 15.20 15.40
m/z 111.10 52.73%
97.0
5000
27.0
\ 125.0
0 ‘L.......a....,............,.. T T T T T
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF052820.M Mon Jun 01 03:59:11 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120454.D

Aca On : 29 May 2020 22:07

Operator : MA/SJ

Sample : L2773-23

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Benzo[e]pyrene Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
15.32 2.34 ng 173799 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
3 Benzolalpvrene 252 C20H12 000050-32-8 90
4 Pervlene 252 C20H12 000198-55-0 90
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 76

Abundance Scan 2284 (15.321 min): BF120454.D (-2281) (-) m/z 252.10 100.00%
25p.1
5000
125.0
15.00 15.20 15.40 15.60
224.0
o630 900, 1740 2230 | 2861 327.0 3652 7 550 05 28.37%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
25p.0
5000
15.00 15.20 15.40 15.60
m/z 253.05 20.39%
125.0
0 63.0 99.0, | 158.0 198.0224.0
m/z--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]acephenanthrylene
25p.0
15.00 15.20 15.40 15.60
5000 m/z 125.00 14 .24%
126.0
0 7401009 | 108.02240 |
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene T
25p.0 15.00 15.20 15.40 15.60
m/z 126.00 10.10%
5000
126.0
0390 7401000 | 1630 19802240 H
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60

8270-BF052820.M Mon Jun 01 03:59:11 2020
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Data Path :

Data File : BF120454.D

Aca On : 29 May 2020 22:07
Operator : MA/SJ

Sample - L2773-23

Misc :

ALS Vial : 23 Sample Multip

Quant Method
Quant Title

ASP BNA STANDAR

TIC Library = C:\DATABASE\NI

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\

lier: 1

DS FOR 5 POINT CALIBRATION

STi1.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.M

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 1,19-Eicosadiene

Concentration Rank 14

R.T. EstConc Area Relative to ISTD
15.69 5.66 ng 419878  Perylene-d12  15.44
Hit# of 5 Tentative ID MW  MolForm
"1 1.19-Eicosadiene 278 C20H38  014811-95-1

2 Octadecanal

3 Oxirane. hexadecvl-

4 9-Octadecen-1-ol. (2)-
5 Hexadecanal

268 C18H360
268 C18H360
268 C18H360
240 C16H320

014811-95-1 94
000638-66-4 94
007390-81-0 91
000143-28-2 89
000629-80-1 80

NM89-COMP-2020-0-6

Abundance Scan 2347 (15.692 min): BF120454.D (-2342) (-) m/z 57.10 100.00%
571.1
5000
7.1 15.40 15.60 15.80 16.00
168.0 208.0238.1 278.2 319.1351.2 390.3
o m/z 82.10 94 .76%
m/z--> 50 100 150 200 250 300 350
Abundance #126192: 1,19-Eicosadiene
55.0
96.0
5000 LA L L L L LB
15.40 15.60 15.80 16.00
m/z 43.10 93.23%
0150 | 137.0166.0 208.0 250.0
- T T T I L I T T 7T I L I L I L I
m/z--> 50 100 150 200 250 300 350
Abundance #117607: Octadecanal
43.0, 82.0
R R R R s e
15.40 15.60 15.80 16.00
5000 m/z 96.10 71.60%
23.0
o1 [ LTS ass0 220 a6
it L e L B o L A s o o o o o e
m/z--> 50 100 150 200 250 300 350
Abundance #117618: Oxirane, hexadecy!- N T L
82.0 15.40 15.60 15.80 16.00
m/z 55.05 63.60%
43.0
5000
24.0
h | 166.0 2110 250.0
o — T T R EEEE e Rmae
m/z--> 50 10 50 200 250 300 350 15.40 15 60 15. 80 16 00

8270-BF052820.M Mon Jun 01 03:59:12 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120454.D

Aca On : 29 May 2020 22:07

Operator : MA/SJ

ﬁ?ggle i L2773-23 NM89-COMP-2020-0-6
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Octacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.92 31.82 ng 2359900 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 97
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2386 (15.921 min): BF120454.D (-2380) (-) m/z 57.10 100.00%
57.1
5000 /\/L
| st _AI_1I5|6I(§\ 15.80 16.00 16.20 |
141.1 - - - -
ol ll L L5 J832 2252 2661 3233 36533043 ns7 71 10 69.70%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000
15.60 15.80 16.00 16.20
99.0 m/z 43.10 60.08%
N | l| | ,1410 1830 2250 2810 3370 3940
m/z--> 50 100 150 260 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
15.60 15.80 16.00 16,20
5000 m/z 85.05 52.42%
99.0
0 M | 1{ | ) 110 1830 2305650 3080 3520
m/z--> 50 100 1%0 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43.0 15.60 15.80 16.00 16.20
m/z 55.10 22 .35%
5000 85.0
196.0
ol d il 270 1670 | 22502540 2040
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20

8270-BF052820.M Mon Jun 01 03:59:12 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120454.D

Aca On : 29 May 2020 22:07

Operator : MA/SJ

ﬁ?ggle i L2773-23 NM89-COMP-2020-0-6
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.97 15.45 ng 1145750 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 l1-Heptacosanol 396 C27H560 002004-39-9 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 Octacosanol 410 C28H580 000557-61-9 95
5 1-Nonadecene 266 C19H38 018435-45-5 94

Abundance Scan 2394 (15.968 min): BF120454.D (-2391) (-) m/z 57.10 100.00%

571 ,97.1

_?

5000
39.1 15.60 15.80 16.00 16.20
181.1 . .
o fod g o801 (2311 2181 8513570 ' "nm/z 83.10 91.79%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1

%

5000

15.60 15.80 16.00 16.20
m/z 97.10 85.82%

39.0
]1 I .168 0 210.0238.0 278.0308.0337.0

o AL A B o e B e
m/z--> 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 (97.0
T T T
15.60 15.80 16.00 16.20
5000 m/z 43.10 83.08%
39.0
27,0] | I { _h 168.0  209.0238.0 278.0308.0 348.0378.0
B o R R e B I e e e e A
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol R ERams e e e
43.0 83.0 15.60 15.80 16.00 16.20
‘ m/z 55.10 79.05%
- Il /‘\JL\/A]\W
iy J” Ll 00 ss20 zano _moomogo eSS
m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16 00 16. 20

8270-BF052820.M Mon Jun 01 03:59:13 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120454.D

Aca On : 29 May 2020 22:07

Operator : MA/SJ

ﬁ?ggle i L2773-23 NM89-COMP-2020-0-6
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Cholesterol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.32 4.00 ng 296417 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholesterol 386 C27H460 000057-88-5 99
2 26-Nor-5-cholesten-3.beta.-o0l-25... 386 C26H4202 007494-34-0 91
3 Cholest-5-en-3-0l (3.beta.)-. pr... 442 C30H5002 000633-31-8 38
4 2-Propenenitrile. 2-T(4-methoxvp... 302 C15H18N40S 1000349-86-6 25
5 Cholest-5-en-3-0l (3.beta.)-, ac... 428 C29H4802 000604-35-3 20
Abundance Scan 2454 (16.321 min): BF120454.D (-2450) (-) m/z 43.10 100.00%
431 105.0
145.1 275.1
213.1
5000 286.3
i7i0 v 353.3 I SN NS
181 247 B17.1 16.00 16.20 16.40 16.60
0 m/z 105.00 83.28%
m/z--> 50 100 150 200 250 300 350
Abundance #205847: Cholesterol
43.0

16.IOO 16!20 16.I40 16!60
m/z 55.05  82.44%

5000

04
m/z--> 50 100 150 200 250 300 350
Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0
RS A e
16.00 16.20 16.40 16.60
5000 m/z 107.00 73.65%
105.0
145.0 213.0 386.0
7/0 H H 73.0 ' 275.0 353.0 "0
0 — I‘ ‘lw' K\ Lt\ul‘ ‘| ‘IH‘!J ‘IHII\M\I \ﬂ\- I\\u ul I || . .I\2I4A7I'pl I\‘I . |31|3|0| . ILI ‘\Il I‘ll T
m/z--> 50 100 150 200 250 300 350
Abundance #225503: Cholest-5-en-3-ol (3.beta.)-, propanoate e A RERREEESE L
57.0 16.00 16.20 16.40 16.60
m/z 91.00 71.74%
5000 1050 147.0 368.0
il e
ol b b g0 L Jljzsso w260 |} b
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120454.D

Aca On : 29 May 2020 22:07

Operator : MA/SJ

ﬁ?ggle i L2773-23 NM89-COMP-2020-0-6
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Oxirane, hexadecyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

16.70 4.41 ng 326789 Perylene-di12 15.44

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 93
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 74
3 Hexadecanal 240 C16H320 000629-80-1 72
4 Bicvclol10.8.0l1eicosane. cis- 278 C20H38 1000155-82-2 70
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 62

Abundance Scan 2518 (16.698 min): BF120454.D (-2515) (-) m/z 57.10 100.00%

5000

16.40 16.60 16.80 17.00
m/z 43.10 99.16%

52.0 184.1 222.2250.1 308.1 343.1

04
m/z--> 50 100 150 200 250 300 350
Abundance #117618: Oxirane, hexadecyl-

5000 LIS L L L L L L L L B
16.40 16.60 16.80 17.00
m/z 82.10 82.06%
0 27 211.0 250.0
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
43.0 820
R R e o RARE
16.40 16.60 16.80 17.00
5000 m/z 83.10 60.62%

10.0
o | (138016601940 236.0264.0
O IJ‘I‘I lI“l e " I"‘lu T .‘.‘.i.‘,. LI B

—
m/z--> 50 100 150 200 250 300 350
Abundance #94312: Hexadecanal R R e R
43.0, 820 16.40 16.60 16.80 17.00
m/z 55.10 58.72%
5000
09.0
37.0 196.0
o Lol omsosmongo
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120454.D

Aca On : 29 May 2020 22:07

Operator : MA/SJ

Sample : L2773-23

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 18 Tridecane, 7-hexyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.01 3.48 ng 257925 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
4 Heptadecane. 2.3-dimethvl- 268 C19H40 061868-03-9 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2571 (17.009 min): BF120454.D (-2566) (-) m/z 57.10 100.00%
57.1
5000
pa0 16.60 16.80 17.00 17.20 17.40
141.1 - - : - -
RIS 0 O 1 O L T O = SR oy s £ o 1 B 200 =
m/z--> 50 100 150 200 250 300 350 400
Abundance #117640: Tridecane, 7-hexyl-
57.0
5000 AR A BRI SURBLRH B
16.60 16.80 17.00 17.20 17.40
19 182.0 m/z 43.10 54 .85%
. L o |I 2250 266.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57.0
16.60 16.80 17.00 17.20 17.40
5000 m/z 85.10 51.91%
99.
o259 | ﬂ 141.0 1830 2250 267.0 309.0 380.0
m/z--> 55 " 100 1%0 260 250 300 350 400
Abundance #48854: Dodecane, 2-methyl- T
57.0 16.60 16.80 17.00 17.20 17.40
m/z 55.10 20.00%
5000
99.0 141.0
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20 17.40

8270-BF052820.M

Mon Jun 01 03:59:14 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120454.D

Aca On : 29 May 2020 22:07

Operator : MA/SJ

ﬁ?ggle i L2773-23 NM89-COMP-2020-0-6
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 19 13-Tetradecen-1-ol acetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.09 13.31 ng 987076 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 93
2 l1-Heptacosanol 396 C27H560 002004-39-9 93
3 1-Docosene 308 C22H44 001599-67-3 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 2585 (17.092 min): BF120454.D (-2576) (-) m/z 97.10 100.00%
57. )
5000
231 2552 4y, i a1za | 1680 1700 1720 1740
bty - m/z 57.10 99.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105686: 13-Tetradecen-1-ol acetate
43.0
83.0
5000 LN S B BULILE B
16. 80 17. 00 17. 20 17. 40
25.0 m/z 83.10 99.61%
0 11‘A i | , 167.0 2080 254.0
HELELEL LR WAL SRR RN UL SURLELEL SN S
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57.0 (97.0
16,80 17.00 17.20 17.40
5000 m/z 55.05 96.76%
39.0
0 ) “J \J Ph , 181.0 222.0 264.0 306.0 378.0
m/z--> 55 160 1%0 260 2%0 360 3%0 460
Abundance #151538: 1-Docosene I AEEREE TS
53.0 16.80 17.00 17.20 17.40
m/z 69.10 90.22%
97.0
5000
014OJ \ }390 181.0 308.0
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 3&1;0 4(')0 16. 80 17. 00 17. 20 17. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120454.D

Aca On : 29 May 2020 22:07

Operator : MA/SJ

ﬁ?ggle i L2773-23 NM89-COMP-2020-0-6
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 _.gamma.-Sitosterol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.48 9.90 ng 734541 Perylene-d12 15.44
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 99
3 Campesterol 400 C28H480 000474-62-4 50
4 Erqost-7-en-3-ol. (3.beta.)- 400 C28H480 026047-31-4 49
5 5-Cholestene-3-0l, 24-methyl- 400 C28H480 1000214-17-4 49
Abundance Scan 2651 (17.480 min): BF120454.D (-2644) (-) m/z 43.10 100.00%
43.1
107.1
17.20 17.40 17,60 17.80
ot m/z 107 .05 55.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 81.0 LS SO UL U SR
17.20 17.40 17.60 17.80
m/z 55.00 55.03%
ol
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
17.20 17.40 17,60 17.80
5000 m/z 81.05 51.00%
107.0 414.0
‘ \ 145.0 1 0 50 3030
ob— ‘h‘ lmm ML rl\h Un u .“. ”. ' L.. .‘L. . Il' 3;4?-?. 3|8I1 Ow "
m/z--> 150 200 250 300 350 400
Abundance #212386: Campesterol A B
43.0 17.20 17.40 17.60 17.80
m/z 145_.05 50.65%
5000 81.0
145.0 400.0
289.0
m 8.0 2130 2550 367.0
ARERT - 27
m/z--> 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\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120454.D
Acq On : 29 May 2020 22:07 Instrument :
Operator : MA/SJ gﬁA{s el

- _ lentosampleld :
3?22Ie - Lerrs-es NM89-COMP-2020-0-6
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052820_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]
Cyclohexane 1.93 8.2 ng 672201 1 6.84 1645920 20.0
Methylene chloride 1.96 11.9 ng 976165 1 6.84 1645920 20.0
Butane, 2-methoxy... 2.10 23.5 ng 1937170 1 6.84 1645920 20.0
unknownl1l1.85 11.85 2.4 ng 220551 4 11.36 1823580 20.0
n-Hexadecanoic acid 11.89 6.0 ng 550399 4 11.36 1823580 20.0
Pentafluoropropio... 13.84 11.3 ng 1053330 5 13.99 1865730 20.0
Ethanol, 2-(tetra... 14.47 7.1 ng 662221 5 13.99 1865730 20.0
Octadecanal 14.92 4.2 ng 309784 6 15.44 1483230 20.0
Heneicosane 15.11 10.3 ng 762873 6 15.44 1483230 20.0
Fumaric acid, 2-m... 15.13 10.3 ng 763413 6 15.44 1483230 20.0
Benzo[e]pyrene 15.32 2.3 ng 173799 6 15.44 1483230 20.0
1,19-Eicosadiene 15.69 5.7 ng 419878 6 15.44 1483230 20.0
Octacosane 15.92 31.8 ng 2359900 6 15.44 1483230 20.0
n-Tetracosanol-1 15.97 15.4 ng 1145750 6 15.44 1483230 20.0
Cholesterol 16.32 4.0 ng 296417 6 15.44 1483230 20.0
Oxirane, hexadecyl- 16.70 4.4 ng 326789 6 15.44 1483230 20.0
Tridecane, 7-hexyl- 17.01 3.5 ng 257925 6 15.44 1483230 20.0
13-Tetradecen-1-o0... 17.09 13.3 ng 987076 6 15.44 1483230 20.0
-gamma.-Sitosterol 17.48 9.9 ng 734541 6 15.44 1483230 20.0
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