LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\
Data File : BF120451.D
Aca On : 29 May 2020 20:45 Instrument :
Operator : MA/SJ E?Afs el

- _ lentosampleld :
3?22Ie - L2773-09 NM35-COMP-2020-0-6
ALS Vial : 20 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 533496 629309 10.24% 0.928%
2 1.963 10 13 32 rVB 2091337 3300051 53.70% 4 .868%
3 2.104 33 37 50 rvB 1285483 1642121 26.72% 2.422%
4 3.310 240 242 258 rBV 25453 69393 1.13% 0.102%
5 5.451 601 606 609 rBY 4025095 4276713 69.60% 6.309%
6 6.463 773 778 781 rBVY 4166657 4726260 76.91% 6.972%
7 6.663 809 812 818 rBV 668565 593823 9.66% 0.876%
8 6.839 838 842 845 rBVY 1861786 1715266 27.91% 2.530%
9 6.992 864 868 872 rVB 4696714 4441536 72.28% 6.552%
10 7.398 931 937 940 rBVY 3434813 3515004 57.20% 5.185%

11 8.116 1055 1059 1063 rBV 2329017 2173403 35.37% 3.206%
12 9.198 1237 1243 1246 rBV 6448836 6145025 100.00% 9.065%
13 9.316 1255 1263 1266 rBV 1901149 1812688 29.50% 2.674%
14 9.586 1305 1309 1312 rBV 894474 658022 10.71% 0.971%
15 9.874 1353 1358 1361 rBV 2580009 2232107 36.32% 3.293%

16 10.457 1453 1457 1463 rBV 845482 824100 13.41% 1.216%
17 10.657 1487 1491 1495 rBV 3345217 3240045 52.73% 4._780%
18 10.857 1522 1525 1532 rBV4 44375 75505 1.23% 0.111%
19 11.016 1546 1552 1556 rBV6 42300 69921 1.14% 0.103%
20 11.304 1598 1601 1605 rBV 156540 154903 2.52% 0.229%

21 11.357 1605 1610 1612 rVV 2376327 2055589 33.45% 3.032%
22 11.380 1612 1614 1617 rVB 557500 415053 6.75% 0.612%
23 11.427 1617 1622 1626 rBV 121043 141911 2.31% 0.209%
24 11.545 1638 1642 1645 rBV 156944 184752 3.01% 0.273%
25 11.574 1645 1647 1655 rVB2 92907 145181 2.36% 0.214%

26 11.815 1683 1688 1691 rBV3 131183 167983 2.73% 0.248%
27 11.851 1691 1694 1697 rVV2 167945 166555 2.71% 0.246%
28 11.886 1697 1700 1704 rVvVv 579573 524703 8.54% 0.774%
29 11.968 1710 1714 1716 rBV2 102058 102331 1.67% 0.151%
30 12.063 1727 1730 1736 rVB2 76271 94348 1.54% 0.139%

31 12.410 1785 1789 1793 rBV 436467 495202 8.06% 0.731%
32 12.445 1793 1795 1799 rVB3 59925 70202 1.14% 0.104%
33 12.568 1810 1816 1819 rBV 823468 808338 13.15% 1.192%
34 12.604 1819 1822 1825 rVV 345122 296701 4._.83% 0.438%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\
Data File : BF120451.D
Aca On : 29 May 2020 20:45 Instrument :
Operator : MA/SJ g?Afs el

- _ lentosampleld :
3?22Ie - L2773-09 NM35-COMP-2020-0-6
ALS Vial : 20 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-BF052820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 12.792 1849 1854 1857 rBV 628329 678656 11.04% 1.001%

36 12.904 1867 1873 1876 rBV2 64958 106795 1.74% 0.158%
37 12.945 1876 1880 1883 rVB 4991576 4541409 73.90% 6.699%

38 13.121 1908 1910 1913 rVB2 99865 92305 1.50% 0.136%
39 13.157 1913 1916 1918 rBV 194163 205245 3.34% 0.303%
40 13.227 1924 1928 1931 rBV2 79397 83307 1.36% 0.123%
41 13.392 1953 1956 1958 rBV2 78798 63601 1.03% 0.094%
42 13.521 1972 1978 1985 rBV7 64611 126610 2.06% 0.187%
43 13.633 1993 1997 2001 rVB2 75508 97782 1.59% 0.144%
44 13.739 2011 2015 2018 rBV2 60040 85368 1.39% 0.126%
45 13.792 2022 2024 2028 rVV2 66958 77043 1.25% 0.114%

46 13.845 2028 2033 2040 rVvV3 885638 1212530 19.73% 1.789%
47 13.992 2050 2058 2061 rBV2 1852567 2047874 33.33% 3.021%
48 14.015 2061 2062 2069 rVB 349155 267802 4._36% 0.395%
49 14.168 2085 2088 2092 rVB3 74939 90361 1.47% 0.133%
50 14.286 2105 2108 2111 rBV 322732 260935 4._.25% 0.385%

51 14.380 2121 2124 2127 rVB2 76083 67145 1.09% 0.099%
52 14.474 2136 2140 2146 rBV3 411813 629592 10.25% 0.929%
53 14.845 2201 2203 2210 rVB2 69855 89294 1.45% 0.132%

54 14.915 2212 2215 2221 rVV 273793 282954 4.60% 0.417%
55 15.021 2229 2233 2236 rBV 326832 468503 7.62% 0.691%

56 15.109 2244 2248 2250 rBV 379266 443267 7.21% 0.654%
57 15.133 2250 2252 2259 rVB2 450948 573253 9.33% 0.846%
58 15.321 2280 2284 2290 rVB 194080 244381 3.98% 0.361%
59 15.380 2290 2294 2298 rBV 267524 289691 4.71% 0.427%
60 15.445 2300 2305 2308 rBV 1252263 1510978 24.59% 2.229%

61 15.480 2308 2311 2316 rVB3 131720 202238 3.29% 0.298%
62 15.686 2342 2346 2350 rVB 196013 244193 3.97% 0.360%
63 15.915 2381 2385 2390 rBV 416434 607135 9.88% 0.896%
64 15.968 2390 2394 2402 rVVv2 337788 600069 9.77% 0.885%
65 16.321 2450 2454 2463 rVB8 104355 212006 3.45% 0.313%

66 16.703 2514 2519 2526 rBV3 187160 340746 5.55% 0.503%
67 16.874 2544 2548 2552 rBV2 113470 239722 3.90% 0.354%
68 17.080 2575 2583 2596 rBV6 664646 1762940 28.69% 2.601%
69 17.303 2618 2621 2627 rVB 68290 106147 1.73% 0.157%
70 17.480 2644 2651 2664 rVB5 255152 713529 11.61% 1.053%

71 18.492 2818 2823 2831 rVB7 69092 158505 2.58% 0.234%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF052920\

Data File : BF120451.D

Aca On : 29 May 2020 20:45

Operator : MA/SJ

ﬁ?ggle i L2773-09 NM35-COMP-2020-0-6
ALS Vial =: 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

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

Sum of corrected areas: 67787955
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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\

BF120451.D

29 May 2020 20:45

MA/SJ

L2773-09

20 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

NM35-COMP-2020-0-6

Abundance

6000000

5000000

4000000

3000000

1.96

2000000

10000001..

TIC: BF120451.D

5.45 6.46

6.99

7.40

Or——
Time-->

4.00

I
4.50 5.00

5.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF120451.D
20

10.66

9.87 11.36

9.59 10.46

11.89
547 14198519706

12.57

12.79
12.41p .60

4

12.94

244 01:

Time-->

10.00 10.50 11.00 11.50 12.00

T
9.50

12.50

T
13.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF120451.D

15.44

13937
°4815.69 16.32 16.796.87

18

.49

14.50 15.00 15.50

16.00 16.50 17.00 17.50

18.00

18.

50
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Library Search Compound Report

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

Data File : BF120451.D

Aca On : 29 May 2020 20:45

Operator : MA/SJ

ﬁ?ggle i L2773-09 NM35-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12

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

1.93 7.34 ng 629309 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 59
3 1-Hexene 84 C6H12 000592-41-6 59
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 56
5 Cyclobutane 56 C4HS8 000287-23-0 43

Abundance Scan 7 (1.928 min): BF120451.D (-3) (-) m/z 56.10 100.00%
5¢.1
a1 84.0 J\
5000
oad RS I A U I
2.00 2.10 2.20 2.30
50.0 ||, 63.0 76.9
o — ..|.|.,....,=..!, bt e m/z 84.00 60.81%
m/z--> 0 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 RN U AN AR
270 2.00 2.10 2.20 2.30
69.0 m/z 41.10 53.57%
0 15.0 ‘| ‘, ‘| 50.0, |, 63.o,| 77.0
miz--> A g
Abundance #1493: Cyclopentane, methyl-
56.0
a0 "o 20 2k 2k
5000 m/z 55.05 34.79%
69.0
27.0 84.0
oL 10 150 [y33.0 ||| 500“630 77.0
miz--> 5T 15 0 75 30 95 40 45 % % 80 &5 70 75 80 85 %0
Abundance #1453: 1-Hexene
41.0 56.0 2.00 2.10 2.20 2.30
270 m/z 69.10 26.95%
5000 //\
84.0
69.0
oL 20 150 \‘33.0 500/l 630 | 77.0
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 200 210 220 230
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Library Search Compound Report

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

Data File : BF120451.D

Aca On : 29 May 2020 20:45

Operator : MA/SJ

ﬁ?ggle i L2773-09 NM35-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2

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

1.96 38.48 ng 3300050 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 9
3 Ethvl Chloride 64 C2H5CI 000075-00-3 4
4 Acetic acid. chloro-. ethvl ester 122 C4H7CI02 000105-39-5 2
5 2-Chloroethanol 80 C2H5CIO 000107-07-3 1

Abundance Scan 12 (1.957 min): BF120451.D (-10) (-) m/z 49.00 100.00%
49.0
84.0
5000
R U U R R
2.00 2.10 2.20 2.30 2.40
37.0
o.”,”.w.”.“.m,”JM.H.P.E%%..“.!??Qw.n,n.w.“.“ m/z 84.00 66.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1524: Methylene chloride
49.0
84.0
5000 AU A U U
2.00 2.10 2.20 2.30 2.40
‘ m/z 85.90  43.95%
0 35.0 | 71.0 H
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9151: Methane-d, trichloro-
84.0
1200 2.10 2.20 2.30 2.40
5000 m/z 51.00 30.94%
47.0
ol 140 350 || 70.0 \ 119.0
m/z--> 10 20 30 40 §o 60 70 8 90 100 110 150 130
Abundance #352: Ethyl Chloride T
28,0 2.00 2.10 2.20 2.30 2.40
m/z 47.00 18.60%
64.0
5000
49.0 ._J\\\ﬁ‘__
0"w}&?wﬂ'|'ﬁge'“b“'w”“'w'“l“'w'“'l“'w'“'w'“l' HA A AR 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\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120451.D

Aca On : 29 May 2020 20:45

Operator : MA/SJ

Sample : L2773-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4

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

2.10 19.15 ng 1642120 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 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 36 (2.098 min): BF120451.D (-33) (-) m/z 73.10 100.00%
741
5000 43.0
55.0 87.1
| 200 220 240
ob e e et e el e e | M/Zz 4305 41 40%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 B A
43.0 200 220 240
550 87.0 m/z 55.05 27.07%
29.0
0 L AN .
LRI IR SR SR S SURILIL SURLI SURLEL I SURIL UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol j\
73.0
Mo oy 570 260 250 ok
5000 ' m/z 87.10 24 .92%
29.0
o..w..”,}ﬁQ,.”.,”..“..w..”,.”.,”..“..w.?ﬁq.”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1995: Silane, tetramethyl- T
73.0 200 220 240
m/z 41.05 13.55%
5000
43.0
oL 20 190 290 711 530 ea0 || 88.0
miz--> 0 10 20 30 40 50 60 70 80 90 100 200 220 240
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Library Search Compound Report

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

Data File : BF120451.D

Aca On : 29 May 2020 20:45

Operator : MA/SJ

ﬁ?ggle i L2773-09 NM35-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 13

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

6.66 6.92 ng 593823 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 45
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 39
4 Ethanol. 2-T2-(2-propenvloxy)eth... 146 C7H1403 015075-50-0 28
5 Methoxyacetic acid, butyl ester 146 C7H1403 017640-22-1 28

Abundance Scan 812 (6.663 min): BF120451.D (-809) (-) m/z 45.05 100.00%
44.0
5000 0.0
i R T
104.1 : : : :
o..,....,....,....,~.|!:.,....l~....,.||.'..,..5?.9',9...,.~.-..,..1.1.?:?..,....,....,... m/z 59.05 33.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
2000 31.0 59.0 6.40 6.60 6.80 7.00
72.0 m/z 72.10 21.43%
o190 || eeo 1040160 13sg
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8863: 2-Propanol, 1-(1-methylethoxy)-
45.0
" 640 6.60 680 7.00
5000 50.0 m/z 43.00 13.09%
310 '
73.0
0"|“"v"w"“l'“'|“"v"w"“|§§9|“'}ﬂ%9|'“'|“"v"w"“l'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0 6.40 6.60 6.80 7.00
m/z 73.10 12.78%
5000
59.0 72.0
31.0 89.0
150 [ | "] 1030 1190 1480
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.40 6.60 6.80 7.00
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Library Search Compound Report

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

Data File : BF120451.D

Aca On : 29 May 2020 20:45

Operator : MA/SJ

ﬁ?ggle i L2773-09 NM35-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 5

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

9.32 16.24 ng 1812690 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 59
3 Pvridine. 2-butvl-. 1l-oxide 151 C9H13NO 031396-32-4 59
4 Metacetamol 151 C8H9NO2 000621-42-1 59
5 1-(1,2,3-Trimethyl-cyclopent-2-e... 152 C10H160 070987-81-4 43

Abundance Scan 1264 (9.322 min): BF120451.D (-1255) (-) m/z 43.00 100.00%
43.0 109.1
151.1
5000
69.0 85.1 AR SRS AR AR
| Lol 1331 | 1601 9.00 9.20 9.40 9.60
0...“...“n'“,h.wL.U.“.W.u...“...“n..“...“..., m/z 109.10 93.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 SRS SR SRR
9.00 9.20 9.40 9.60
69.0 g5.0 m/z 151.10 68.26%
ol 27,0 | . |.. Al L, 1330 | 1970 1020 2110
m/z--> 20 Jo 60 80 100 120 140 160 180 200
Abundance #24915: 3-Pyridinol, 4-methyl-, acetate (ester)
109.0
43.0
9.00 9.0 9.40 9.60
5000 m/z 41.05 19.68%
80.0
151.0
0"'w'"w'w'w"'W'“'P*M'N"'V'L'w"'w"'w"w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24972: Pyridine, 2—buty|—, 1-oxide LA L L L N B BN
109.0 9.00 9.20 9.40 9.60
m/z 85.10 15.17%
5000 151.0
93.0
L e |
e L S U UL L L B B WL S WL I NARAS SR AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120451.D

Aca On : 29 May 2020 20:45

Operator : MA/SJ

Sample : L2773-09

Misc :

ALS Vial : 20 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 :
TIC Integration Parameters:

C:\DATABASENNIST11.L
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 unknownl10.46 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.46 7.38 ng 824100 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 72
2 Metacetamol 151 C8H9NO2 000621-42-1 46
3 Acetaminophen 151 C8H9NO2 000103-90-2 43
4 Butanamide. N-acetvl-N-(4-hvdrox... 221 C12H15NO3 1000107-08-7 43
5 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 43

Abundance Scan 1458 (10.463 min): BF120451.D (-1453) (-) m/z 43.00 100.00%
43.0
109.1
5000 1511 2131
8 10.20 10.40 10.60 10.80
65 255.2 . ) ) )
0 ...,....',||..".|', .-'.R'.",h.ll.'.||.', Mloaged 1921 | Pf 777109.10  78.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 L SN BRI SULRN UL
10.20 10.40 10.60 10.80
69.0 m/z 213.10 39.24%
0 |1|5|(|)|||||||'||'|||“ |I|||'| I|||”|IQIII.I :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #24779: Metacetamol
109.0
10.20 10.40 10.60 10.80
5000 151.0 m/z 151.10 35.87%
43.0
80.0
0 15.0 | A h | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #24781: Acetaminophen e
109.0 10.20 10.40 10.60 10.80
m/z 41.05 21.50%
5000 151.0
43.0 80.0
R RO A |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.20 10.40 10.60 10.80

8270-BF052820.M Mon Jun 01 03:58:04 2020

NM35-COMP-2020-0-6

Page: 10



Library Search Compound Report

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

Data File : BF120451.D

Aca On : 29 May 2020 20:45

Operator : MA/SJ

ﬁ?ggle i L2773-09 NM35-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

11.89 5.11 ng 524703 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 90
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 70

Abundance Scan 1701 (11.892 min): BF120451.D (-1697) (-) m/z 73.00 100.00%

256.2 11.60 11.80 12.00 12.20

0 m/z 43.10 86.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

43.1 73.0
5000 129.1
213.2
97.1 157.1 192.1

(o]
o
o

5000 129.0 L B O B B
11. 60 11. 80 12. OO 12 20

83.0 5
1570 1g50 2130 256.0 m/z 60.00 80.60%
0! 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 11.60 11.80 12.00 12.20

5000 129.0 m/z 57.05 66.67%

%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #54732: Anthracene, 1-methyl- T T e T

192.0 11.60 11.80 12.00 12.20
m/z 41.10 62.97%
- \JM/\J\\—/\*V

83.0
165.0
150 39.0 630 | | 1150 139.0 | Ul
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20

8270-BF052820.M Mon Jun 01 03:58:04 2020 Page: 11



Library Search Compound Report

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

Data File : BF120451.D

Aca On : 29 May 2020 20:45

Operator : MA/SJ

ﬁ?ggle i L2773-09 NM35-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Heptadecanol-1 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

12.41 4.82 ng 495202 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 93
2 1-Octadecene 252 C18H36 000112-88-9 93
3 1-Hexadecanol 242 C16H340 036653-82-4 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 n-Pentadecanol 228 C15H320 000629-76-5 90

Abundance Scan 1789 (12.410 min): BF120451.D (-1785) (-) m/z 55.05 100.00%

.0 831

5000

3

12.00 12.20 12.40 12.60 12.80
m/z 83.10 91.93%

o 139.1 168.1187)1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107662: n-Heptadecanol-1
83.0

-

5000 | NI LI L L L L LB L
12.00 12.20 12.40 12.60 12.80
29.0 m/z 43.05 89.53%
o I 139.0 1680 210.0 238.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104184: 1-Octadecene
57.0
83.0 T e e
12.00 12.20 12.40 12.60 12.80
5000 m/z 57.05 87.88%
29.0 111.0
0 L 1390 168.0 196.0 224.0 252.0
RN RARRE A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95987: 1-Hexadecanol T A EBRRE maEe e
55.0 83.0 12.00 12.20 12.40 12.60 12.80
m/z 69.05 83.68%
5000 111.0
140.0 180 196.0

I I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.20 12.40 12.60 12.80

8270-BF052820.M Mon Jun 01 03:58:05 2020 Page: 12



Library Search Compound Report

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

Data File : BF120451.D

Aca On : 29 May 2020 20:45

Operator : MA/SJ

ﬁ?ggle i L2773-09 NM35-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 E-14-Hexadecenal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.84 11.84 ng 1212530 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 94
2 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 94
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 94
5 Cyclopentadecane 210 C15H30 000295-48-7 93
Abundance Scan 2032 (13.839 min): BF120451.D (-2028) (-) m/z 57.05 100.00%
57.0
5000 A
230.1 R e R
ok : m/z 43.10 94 .48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #92510: E-14-Hexadecenal
43.0
83.0
5000 RN BN B R S
1360 13.80 14.00 14.20
05 0 m/z 55.10 93.14%
o l } |, 1680 20802360
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecyl ester
57.0
9r.0 HRIRA AU SR BRI SR
13.60 13.80 14.00 14.20
5000 m/z 83.05 90.81%
oL 2710 | ‘ H JL o 1820 222 02520 297.0 398.0
m/z--> §0 100 150 200 2%0 ' 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane R Emat s S AREa
57.0 13.60 13.80 14.00 14.20
97.0 m/z 97.10 79.81%
5000
o 270/ | 5139 0  196.0 269.0 3200
mz> 's'o 0o 1% 200 2% a0 %0 4o 1360 13.80 14.00 14.20

8270-BF052820.M Mon Jun 01 03:58:06 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120451.D

Aca On : 29 May 2020 20:45

Operator : MA/SJ

Sample : L2773-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 11 1-Heptadecene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14 .47 6.15 ng 629592 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 94
2 Octadecane 254 C18H38 000593-45-3 89
3 Oxalic acid. pentadecvl propvl e... 342 C20H3804 1000309-26-8 87
4 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 83
5 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 83
Abundance Scan 2139 (14.468 min): BF120451.D (-2136) (-) m/z 57.10 100.00%
57.1
5000
lgTI'O 411 240.1 14.20 14.40 14.60 14.80
ol bl gy 1961 () 2852 3271 3973 sz 43.10 65.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #92567: 1-Heptadecene
57.0
97.0
5000 LI B UL S B
14.20 14.40 14.60 14.80
7o m/z 71.05 64 .28%
0 I} 11400 1820  238.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.10 47 .66%
99.0
m/z--> 50 100 1éo 260 250 300 350 400 1 A
Abundance #178430: Oxalic acid, pentadecy! propy! ester T T T
43.0 14.20 14.40 14.60 14.80
m/z 55.05 30.26%
NI B Ve N -1 S Y bt
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF052820.M Mon Jun 01 03:58:07 2020

NM35-COMP-2020-0-6

Page: 14



Library Search Compound Report

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

Data File : BF120451.D

Aca On : 29 May 2020 20:45

Operator : MA/SJ

ﬁ?ggle i L2773-09 NM35-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Oxirane, hexadecyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.92 3.75 ng 282954 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 95
2 Octadecanal 268 C18H360 000638-66-4 94
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 17-Octadecenal 266 C18H340 056554-86-0 86
5 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 83
Abundance Scan 2216 (14.921 min): BF120451.D (-2212) (-) m/z 57.10 100.00%
57.1
96.0
5000
[z 2541 4180 14180 15,00 1520
51.1 182. . - 306.2 334. . : : : :
ol L gotisen 2181 P 300233443623 a0 88.60%
m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-
43.0 820

14 60 14. 80 15. 00 15 20
09.0 m/z 82.00 87.31%
o | (13801660 2080 250.0

e e L o B e S R S ML o i e e
m/z--> 100 150 200 250 300 350
Abundance #117605: Octadecanal

5000

14.60 14.80 15.00 15.20
m/z 96.05 69.46%

5000
10.0
250.0
. “Jﬂ38°}660194022%0
- T I ‘I T T T ' T T T T T T T T I T T
m/z--> 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl- R B
43.0 820 14.60 14.80 15.00 15.20
m/z 55.10 66.82%
5000
10.0
. Hjﬂ3f°16601940 236.0264.0
- II‘I IIII‘I‘IIII IIIIIII IIIIIIIIIIIIIIIIII
m/z--> 50 l 150 200 250 300 350 14 60 14. 80 15. 00 15 20

8270-BF052820.M Mon Jun 01 03:58:07 2020 Page: 15



Library Search Compound Report

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

Data File : BF120451.D

Aca On : 29 May 2020 20:45

Operator : MA/SJ

ﬁ?ggle i L2773-09 NM35-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.11 5.87 ng 443267 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octadecane. 1-iodo- 380 C18H371 000629-93-6 87
4 Heptacosane 380 C27H56 000593-49-7 83
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 2248 (15.109 min): BF120451.D (-2244) (-) m/z 57.10 100.00%
57.1
85.0 ]
5000
141 1 14.80 15.00 15.20 15.40
o) , 111 7 169-1107.12251253.1 2841 3233 357.0 m/z 71.05 72.16%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57.0
85.0
5000 AT SN SRR BRR
mmmmmmmm
29.0 m/z 43.10 62.31%
o | ]I]F130141016901970 268.0
m/z--> 50 100 150 200 2%0 360 3%0
Abundance #194493: Hexacosane
57.0
14.80 15.00 15.20 15.40
5000 85.0 m/z 85.05 52.53%
. 290 i I e 1410160.0197.0225,02530 29603280 367.0
m/z--> éo 160 150 260 2%0 360 3%0
Abundance #202264: Octadecane, 1-iodo- R e e
57.0 14.80 15.00 15.20 15.40
m/z 55.10 21.34%
5000 85.0
29.0
ol PO 155018300110 2530
m/z--> 5'0 1(')0 1&1,0 2(')0 251;0 3(')0 351;0 14. 80 15. oo 15. 20 15. 40 '
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Library Search Compound Report

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

Data File : BF120451.D

Aca On : 29 May 2020 20:45

Operator : MA/SJ

ﬁ?ggle i L2773-09 NM35-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Tetracosanol-1 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.13 7.59 ng 573253 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 Cyclohexadecane 224 C16H32 000295-65-8 89
Abundance Scan 2252 (15.133 min): BF120451.D (-2250) (-) m/z 83.10 100.00%
55.1 83.1
111.1
5000
e 1430 1500 1550 1540
167 1 : : : :
ob—h LRI Fl 2000 20 301 7797 10 99.27%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
50.0 (97.0
5000 U SRR B BN B
50 14.80 15.00 15.20 15.40
- 125. m/z 55.10 87.81%
oL ' ﬂ5301810210023802660 30803360
m/z--> 50 100 150 260 2éo 360 350
Abundance #166292: Behenic alcohol
55.0 83.0
14.80 15.00 15.20 15.40
5000 111.0 m/z 57.10 78.73%
2000 1L | J L1P3f0}610196022402520280030&0
m/z--> éo 100 150 200 250 300 3éo
Abundance #155046: 1-Heneicosanol T
55.0 83.0 14.80 15.00 15.20 15.40
m/z 69.10 78.41%
- Il w
oL 2710 d | | 139916701960 238.0266.0294.0
m/z--> 50 160 1éo 260 250 360 3éo 14%0 1500 1520 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120451.D

Aca On : 29 May 2020 20:45

Operator : MA/SJ

Sample : L2773-09

Misc :

ALS Vial : 20 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 Benzo[e]pyrene Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
15.32 3.23 ng 244381 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 99
2 Benzolklfluoranthene 252 C20H12 000207-08-9 98
3 Pervlene 252 C20H12 000198-55-0 95
4 Benzolalpvrene 252 C20H12 000050-32-8 93
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 90

Abundance Scan 2284 (15.321 min): BF120451.D (-2280) (-) m/z 252.05 100.00%
259.1
5000
125.0
224.0 15.00 15.20 15.40 15.60
oL 501 860 , | 158.0101.0 2200 ) 28113111 857.1 25550 10 28.33%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
25,
5000
15.00 15.20 15.40 15.60
m/z 253.05 22 .44%
125.0
o 63.0 98.0, | 1740  224.0
m/z--> 50 100 150 200 250 300 350
Abundance #104224: Benzo[k]fluoranthene
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.00 13.98%
126.0
o 99.0 | 2240 J‘
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene LI B I
252.0 15.00 15.20 15.40 15.60
m/z 125.95 10.96%
5000
125.0
0 17.0 50.0 83.0 \| 174.0 224.0
m/z--> 50 100 150 200 250 300 350 15.00 15.20 1540 15.60

8270-BF052820.M Mon Jun 01 03:58:10 2020

NM35-COMP-2020-0-6
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Library Search Compound Report

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

Data File : BF120451.D

Aca On : 29 May 2020 20:45

Operator : MA/SJ

ﬁ?ggle i L2773-09 NM35-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.92 8.04 ng 607135 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heptadecane 240 C17H36 000629-78-7 93
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 2386 (15.921 min): BF120451.D (-2381) (-) m/z 57.10 100.00%

511
5000 85.1

15.60 15.80 16.00 16.20

14111691 2252 266.1
ol .l,l. ll 1 [ 89019712252 2012961 3311 | nyz 71.10  68.68%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 850 |||||||||||||||||||
15.60 15.80 16.00 16.20
m/z 43.10 58.74%
29.0 113.0
0 .l , Lo ) .1141'0.169'0197'0225'0 268.0
L e o e e e e e LA e e e e e B B
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57.0
R RERRE R R SRRy
15.60 15.80 16.00 16.20
5000 85.0 m/z 85.10 50.55%
29.0
——
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo- B AREEE et
57.0 15.60 15.80 16.00 16.20
m/z 55.10 20.04%
o T J\—«/\~J\/\W
28.0
113.0 183.0
O L .1 .
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\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120451.D

Aca On : 29 May 2020 20:45

Operator : MA/SJ

ﬁ?ggle i L2773-09 NM35-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Heneicosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.97 7.94 ng 600069 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 n-Nonadecanol-1 284 C19H400 001454-84-8 93
Abundance Scan 2394 (15.968 min): BF120451.D (-2390) (-) m/z 57.10 100.00%
5000 111.1 MLJ\A\__;\
L DA PR BRI BRI
139.1 15.60 15.80 16.00 16.20
168.1 278.1
o 2272902 2382 Sl SIS234100 Ths7783.10  92.88%
m/z--> 150 200 250 300
Abundance #186968: n-Tetracosanol-1
5000 1110 LA L L L L LB L
15.60 15.80 16.00 16.20
m/z 97.05 86.08%
139.0
o thﬁwmmnmgmmmmm%m
m/z--> 50 100 150 200 250 360
Abundance #155046: 1-Heneicosanol
55,0 83.0
15,60 15.80 16.00 16.20
5000 111.0 m/z 43.10 83.42%
29.0
0 I | 139016701060 238.0266.0294.0
m/z--> 50 160 1éo 260 250 360
Abundance #166292: Behenic alcohol B B R E S
55,0 83.0 15.60 15.80 16.00 16.20
m/z 69.05 80.58%
29.0
ol i ‘ m | JL133?0167019602240252028003080
m/z--> % 100 1% 200 ﬁo 3& ' mmmmmmmm
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Library Search Compound Report

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

Data File : BF120451.D

Aca On : 29 May 2020 20:45

Operator : MA/SJ

ﬁ?ggle i L2773-09 NM35-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Bicyclo[10.8.0]eicosane, cis- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.70 4_.51 ng 340746 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol1l0.8.0leicosane. cis- 278 C20H38 1000155-82-2 93
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
3 Heptadecanal 254 C17H340 1000376-70-0 72
4 Tetradecanal 212 C14H280 000124-25-4 64
5 Octadecanal 268 C18H360 000638-66-4 62
Abundance Scan 2518 (16.698 min): BF120451.D (-2514) (-) m/z 57.10 100.00%

1

5000

52

16.40 16.60 16.80 17.00
m/z 82.10 80.90%

207.0 250.1

168.1 327.1355.1

0!

m/z--> 50 100 150 200 250 300 350
Abundance #126196: Bicyclo[10.8.0]eicosane, cis-
55.0
82.0
5000 LI B L L L L L L L L L
278.0 16.40 16,60 16.80 17.00
09.0 m/z 43.05 76.31%
270 '
o | | 137-%166.0194.0222.0250-0
- T I T T T T I T T T T I T T T T I T T T T I T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance #117618: Oxirane, hexadecyl-
82.0
e s
55.0 16.40 16.60 16.80 17.00
5000 m/z 83.10 69.59%
10.0
27/0 ” h “ %166.0 2110 250.0
o [N T T AR
m/z--> 50 150 200 250 300 350
Abundance #105849: Heptadecanal e R BRREs RS
43.0 820 16.40 16.60 16.80 17.00
: m/z 96.00 66.63%
5000

%

(0} et R RREEE RS

m/z--> 50 100 150 200 250 300 350 16. 40 16. 60 16. 80 17. OO

09.0
| ‘L 137.0  180.0208.0236.0
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Library Search Compound Report

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

Data File : BF120451.D

Aca On : 29 May 2020 20:45

Operator : MA/SJ

ﬁ?ggle i L2773-09 NM35-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,2,4,8-Tetramethylbicyclo[... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.08 23.34 ng 1762940 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 58
2 1-Naphthalenecarboxvlic acid. de... 316 C21H3202 015798-13-7 53
3 Farnesvl bromide 284 C15H25Br 006874-67-5 53
4 Guaia-3.9-diene 204 C15H24 000489-83-8 49
5 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 47
Abundance Scan 2583 (17.080 min): BF120451.D (-2575) (-) m/z 204.15 100.00%
2
5000
269.1301.1
o1 35554254 880 17,00 1750 1740
o m/z 55.05 78.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64400: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-diene
204.0
108.0
5000 LN B UL IS UL
161.0 16,80 17.00 17.20 17.40
41.0 t \ m/z 69.05 70.24%
0 f"|l"l'!l'"'l""l""l""l""l
m/z--> 50 100 150 200 250 300 350 400
Abundance #158354: 1-Naphthalenecarboxylic acid, decahydro-1,4a-dime...
810 1210 S
175.0 16.80 17.00 17.20 17.40
5000 316.0 m/z 135.10 68.45%
‘ '} 257.0
0|||||| |||J|||L|J E‘:‘:”: I‘IIII\ ‘ﬁ:::lluuuuluuuuluuuul
m/z--> 50 100 150 200 250 300 350 400
Abundance #130771: Farnesyl bromide L S LM T
69. 16.80 17.00 17.20 17.40
204.0 m/z 121.05 55.80%
B M/\JLA/\
0 AR S S B
m/z--> 50 100 150 200 250 300 350 400 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 : BF120451.D

Aca On : 29 May 2020 20:45

Operator : MA/SJ

ﬁ?ggle i L2773-09 NM35-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 _.beta.-Sitosterol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.48 9.44 ng 713529 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 97
3 5-Cholestene-3-o0l. 24-methvl- 400 C28H480 1000214-17-4 49
4 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 49
5 Campesterol 400 C28H480 000474-62-4 47
Abundance Scan 2651 (17.480 min): BF120451.D (-2644) (-) m/z 43.10 100.00%
431
107.1 145.1
5000

17.20 17.40 17.60 17.80
m/z 57.10 63.43%

04
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol

5000

17.20 17.40 17.60 17.80
m/z 107.10 59.68%

0!
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0

;

17.20 17.40 17.60 17.80
m/z 55.00 58.43%

5000
0 IIJ‘I‘II‘I‘ I J\/\M//\M/\N/
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #212397: 5-Cholestene-3-ol, 24-methyl- A o Al BRRmsma
43.0 17.20 17.40 17.60 17.80
m/z 95.10 55.18%
5000
81.0 5o 400.0
\ ‘ m ‘m 178.0213.0 2550289.0 4.0 5 367.0
Oyt ARl .
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\HPCHEM1\BNA_F\DATA\BF052920\
Data File : BF120451.D
Acqg On : 29 May 2020 20:45 Instrument :
Operator : MA/SJ gﬁA{s el

- _ lentosampleld :
3?22Ie - H2773-09 NM35-COMP-2020-0-6
ALS Vial : 20 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 7.3 ng 629309 1 6.84 1715270 20.0
Methylene chloride 1.96 38.5 ng 3300050 1 6.84 1715270 20.0
Butane, 2-methoxy... 2.10 19.1 ng 1642120 1 6.84 1715270 20.0
Ethanol, 2-(2-eth... 6.66 6.9 ng 593823 1 6.84 1715270 20.0
2,4,7,9-Tetrameth. .. 9.32 16.2 ng 1812690 3 9.87 2232110 20.0
unknown10.46 10.46 7.4 ng 824100 3 9.87 2232110 20.0
n-Hexadecanoic acid 11.89 5.1 ng 524703 4 11.36 2055590 20.0
n-Heptadecanol-1 12.41 4.8 ng 495202 4 11.36 2055590 20.0
E-14-Hexadecenal 13.84 11.8 ng 1212530 5 13.99 2047870 20.0
1-Heptadecene 14 .47 6.2 ng 629592 5 13.99 2047870 20.0
Oxirane, hexadecyl- 14.92 3.8 ng 282954 6 15.44 1510980 20.0
Nonadecane 15.11 5.9 ng 443267 6 15.44 1510980 20.0
n-Tetracosanol-1 15.13 7.6 ng 573253 6 15.44 1510980 20.0
Benzo[e]pyrene 15.32 3.2 ng 244381 6 15.44 1510980 20.0
Heptadecane 15.92 8.0 ng 607135 6 15.44 1510980 20.0
1-Heneicosanol 15.97 7.9 ng 600069 6 15.44 1510980 20.0
Bicyclo[10.8.0]Jei... 16.70 4.5 ng 340746 6 15.44 1510980 20.0
1,2,4,8-Tetrameth... 17.08 23.3 ng 1762940 6 15.44 1510980 20.0
-beta.-Sitosterol 17.48 9.4 ng 713529 6 15.44 1510980 20.0
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