LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120458.D
Aca On : 29 May 2020 23:56 Instrument :
Operator : MA/SJ E?Afs el

- _ lentosampleld :
3?22'6 : L.2792-06 2X NM14-COMP-2020-0-6
ALS Vial : 27 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 1.934 3 8 11 rVB 393960 457328 16.11% 1.353%
2 1.958 11 12 23 rvVB 116195 124770 4 .39% 0.369%
3 2.110 33 38 43 rVB 676266 850208 29.94% 2.516%
4 3.904 339 343 348 rVB 26527 35679 1.26% 0.106%
5 5.028 527 534 542 rBV 24512 54380 1.92% 0.161%
6 5.451 602 606 609 rBY 2642183 2259203 79.57% 6.685%
7 6.463 773 778 781 rBV 2423399 2326908 81.95% 6.885%
8 6.663 809 812 818 rBV2 41980 41005 1.44% 0.121%
9 6.840 838 842 845 rBVY 1919266 1581034 55.68% 4.678%
10 6.992 864 868 871 rVB 2582490 2052060 72.27% 6.072%

11 7.392 932 936 940 rBV 1626268 1483498 52.25% 4 _.390%
12 8.122 1055 1060 1063 rBV 2269787 1974106 69.53% 5.841%
13 9.192 1238 1242 1245 rBV 3529418 2839362 100.00% 8.401%
14 9.534 1297 1300 1303 rBV 49629 40447 1.42% 0.120%
15 9.586 1303 1309 1314 rVVv 376421 303645 10.69% 0.898%

16 9.875 1351 1358 1361 rBV 2481367 2146461 75.60% 6.351%
17 10.204 1410 1414 1419 rVB 42754 35162 1.24% 0.104%
18 10.333 1433 1436 1439 rVB 37825 34069 1.20% 0.101%
19 10.657 1487 1491 1494 rBV 1697863 1368494 48.20% 4.049%
20 11.357 1606 1610 1613 rBV 2054946 1680638 59.19% 4._.973%

21 11.380 1613 1614 1617 rVB 123020 64106 2.26% 0.190%
22 11.886 1697 1700 1704 rVB 86172 79606 2.80% 0.236%
23 11.969 1710 1714 1716 rBV2 34215 34283 1.21% 0.101%
24 12.486 1799 1802 1804 rBV3 33458 35995 1.27% 0.107%

25 12.551 1809 1813 1814 rBV 264368 219176 7.72% 0.649%

26 12.569 1814 1816 1820 rVB 269514 216109 7.61% 0.639%
27 12.798 1848 1855 1857 rBV 230535 251686 8.86% 0.745%
28 12.939 1875 1879 1883 rBV 2367625 2111931 74.38% 6.249%

29 13.016 1888 1892 1899 rBvV4 18185 35057 1.23% 0.104%
30 13.157 1913 1916 1918 rBV3 35332 36953 1.30% 0.109%
31 13.227 1924 1928 1931 rVB2 39457 42564 1.50% 0.126%
32 13.521 1972 1978 1981 rBV6 33020 74337 2.62% 0.220%
33 13.633 1994 1997 2001 rVB2 47904 68113 2.40% 0.202%
34 13.745 2011 2016 2019 rBV3 36158 67753 2.39% 0.200%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120458.D
Aca On : 29 May 2020 23:56 Instrument :
Operator : MA/SJ E?Afs el

- _ lentosampleld :
3?22'6 : L.2792-06 2X NM14-COMP-2020-0-6
ALS Vial : 27 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 13.792 2022 2024 2028 rVV2 51790 66781 2.35% 0.198%

36 13.839 2028 2032 2042 rVB3 362198 572689 20.17% 1.695%
37 13.992 2053 2058 2061 rBV 1716790 1734085 61.07% 5.131%
38 14.016 2061 2062 2069 rVB 150310 130426 4_59% 0.386%
39 14.163 2085 2087 2093 rVB3 48686 64124 2.26% 0.190%
40 14.286 2105 2108 2111 rBV 145957 130062 4._.58% 0.385%

41 14.474 2136 2140 2147 rBV4 199092 304885 10.74% 0.902%
42 14.774 2188 2191 2194 rBVY 130070 133880 4.72% 0.396%
43 14.916 2213 2215 2221 rVB 161317 184550 6.50% 0.546%
44 15.021 2230 2233 2237 rBVY 145218 218147 7.68% 0.645%
45 15.110 2244 2248 2251 rBVY 344811 385398 13.57% 1.140%

46 15.321 2281 2284 2290 rVB 84148 100532 3.54% 0.297%
47 15.380 2291 2294 2299 rVV 110511 125213 4.41% 0.370%
48 15.451 2301 2306 2309 rVV 1214800 1467083 51.67% 4.341%
49 15.486 2309 2312 2317 rVB2 198986 263615 9.28% 0.780%
50 15.686 2342 2346 2350 rVB 110614 140917 4._.96% 0.417%

51 15.921 2381 2386 2391 rBV 616405 882526 31.08% 2.611%
52 15.974 2391 2395 2403 rVB2 156979 295573 10.41% 0.875%
53 16.421 2466 2471 2475 rVB2 87075 137906 4._86% 0.408%
54 16.710 2516 2520 2526 rVB3 96539 166629 5.87% 0.493%
55 16.880 2545 2549 2554 rBV2 49307 106939 3.77% 0.316%

56 17.009 2568 2571 2576 rVB2 64436 97374 3.43% 0.288%
57 17.080 2577 2583 2595 rVB7 251328 602705 21.23% 1.783%

58 17.251 2607 2612 2618 rVB4 122016 237176 8.35% 0.702%
59 17.486 2646 2652 2661 rVB9 87273 221116 7.79% 0.654%

Sum of corrected areas: 33796457
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LSC Report - Integrated Chromatogram

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

Data File : BF120458.D

Aca On : 29 May 2020 23:56

Operator : MA/SJ

ﬁ?ggle i L2792-06 2X NM14-COMP-2020-0-6
ALS Vial : 27 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

Abundance TIC: BF120458.D
3500000

3000000
5.45 6.99
2500000 6.46

2000000 6.84
7.39
1500000

1000000

500000193

0#% 3.90 5.03 i || 66
L — A ——

I
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF120458.D
3500000 9l19

3000000

2500000 9.87 12.94

8.12

11.36
2000000
10.66

1500000

1000000

500000 9.59 12%7 12 80
9%3 10.20.33 1438 1148%;7 124p ] fisoa3e

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: BF120458.D
3500000

3000000
2500000
2000000 13.99

1500000 15.45

1000000

15.11

500000 13.84
14, 29447 1ATATROR 145
MJ%MU\LA

0 — ] ————

R
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

17.08
16.42 16.716.43.00 17.2517.49
e N Sy S
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Library Search Compound Report

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

Data File : BF120458.D

Aca On : 29 May 2020 23:56

Operator : MA/SJ

ﬁ?ggle i L2792-06 2X NM14-COMP-2020-0-6
ALS Vial : 27 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 6

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

1.93 5.79 ng 457328 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 1-Hexene 84 C6H12 000592-41-6 59
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 59
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 56
5 Cyclobutane 56 C4HS8 000287-23-0 46

Abundance Scan 7 (1.928 min): BF120458.D (-3) (-) m/z 56.10 100.00%
5¢.1
84.0
41.0
5000
690 U R R UL LU
2.00 2.10 2.20 2.30
50.0,||, 63.0 | 77.0
o........,....,....,....,....,....,....,....,...I;.]J.,....,:.n,:..,....,.:..,....,....,..:.;....,...., m/z 84.05 71.08%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1458: Cyclohexane
56.0
84.0
5000 410 R SRS AR RN LA
2.00 2.10 2.20 2.30
70 69.0 m/z 41.05 57.46%
o 15.0 L ||| 50.0,||| 63.0 | 77.0
miz--> T 1 20 2 % % 40 45 o %5 8 €5 75 75 80 8 % "
Abundance #1452: 1-Hexene
41.0 56.0
200 210 220 230
5000 m/z 55.10 36.48%
27.0 69.0 84.0
0 15.0 | Al 50.0,||, 63.0 ‘ 77.0
T T e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1493: Cyclopentane, methyl— LA L L B L L BB I
56.0 2.00 2.10 2.20 2.30
m/z 69.05 25.75%
41.0
5000
69.0
21.0 84.0
oL 10 15.0 133.0 |,/l| 500“630 77.0
miz--> 5 L0 15 0 55 30 95 40 45 % 5 80 &5 70 75 80 %5 %0 200 210 220 230
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Library Search Compound Report

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

Data File : BF120458.D

Aca On : 29 May 2020 23:56

Operator : MA/SJ

ﬁ?ggle i L2792-06 2X NM14-COMP-2020-0-6
ALS Vial : 27 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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.11 10.76 ng 850208 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 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 38 (2.110 min): BF120458.D (-33) (-) m/z 73.05 100.00%
74.0
5000 43.0
55.1 87.1 e
200 220 240
Ol e e e | M/ 43.05  39.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000 R L
43.0 200 220 240
550 87.0 m/z 55.10 26.75%
29.0
0 L AN ,
R S SO SUILIL SULELL SURILS SO UL UL SIS L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
Mo e 570 2ho o ok
5000 ' m/z 87.10 25.33%
29.0
15\'0 H\ ‘ | ‘ i \‘ | , 97.0
G S R A S RS AR RS RS S RAARN SERR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanol, 2,4-dimethyl- — T
73.0 200 220 240
m/z 41.05 12.53%
5000 56.0
43.0
27.0
0 15\.0 ‘ ‘ ‘ ‘ ‘\‘ ‘ \‘ | 83'0 98'0 115.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 200 220 240 '
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Library Search Compound Report

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

Data File : BF120458.D

Aca On : 29 May 2020 23:56

Operator : MA/SJ

ﬁ?ggle i L2792-06 2X NM14-COMP-2020-0-6
ALS Vial : 27 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 4 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.84 6.61 ng 572689 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 93
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 93
3 1-Nonadecene 266 C19H38 018435-45-5 90
4 Behenic alcohol 326 C22H460 000661-19-8 90
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 90

Abundance Scan 2032 (13.839 min): BF120458.D (-2028) (-) m/z 43.10 100.00%

ch .0

5000

-

13.60 13.80 14.00 14.20
m/z 55.05 99.21%

283.1 318.1
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
571.0

97.0

.

13!60 13.I80 14.I00 14!20
m/z 57.05 98.76%

5000

125.0

154.0 269.0

0 196.0 224.0 320.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205392: Trichloroacetic acid, hexadecy! ester

.

13.60 13.80 14.00 14.20
m/z 83.05 91.70%

5000

196.0
o 224.0

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

Abundance #115906: 1-Nonadecene T e e e
13.60 13.80 14.00 14.20

m/z 69.05 80.71%

[y
N
a1
o

5000

:

154.0 182.0 210.0 238.0 266.0
T o
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\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120458.D

Aca On : 29 May 2020 23:56

Operator : MA/SJ

ﬁ?ggle i L2792-06 2X NM14-COMP-2020-0-6
ALS Vial : 27 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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .47 3.52 ng 304885 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heneicosane 296 C21H44 000629-94-7 92
3 Pentadecane 212 C15H32 000629-62-9 90
4 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 90
5 1-Octadecene 252 C18H36 000112-88-9 90
Abundance Scan 2139 (14.468 min): BF120458.D (-2136) (-) m/z 57.10 100.00%
57.1
5000
911011 ot 10r 10000 P sop1ameg| | 1420 1440 1460 1080
O-rrrrprerrfor m/z 71.10 72.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105885: Octadecane
57.0
5000 LR DAL BN BRI B
85.0 1420 1440 14.60 14.80
29.0 m/z 43.10 67.19%
SR A O 0197.0 2250 254.0
m/z--> 25 45 60 85 160 120 140 160 180 200 220 240 260 280 300 350
Abundance #141425: Heneicosane
57.0
14.20 14.40 14.60 14.80
5000 85.0 m/z 85.05 51.03%
29.0
. 11130 141.0 169, 019702250 2530 _296.0
m/z--> 25 45 eb 85 160 120 140 1éo 180 200 220 240 260 280 360 350
Abundance #71396: Pentadecane B L S e e
57.0 14.20 14.40 14.60 14.80
m/z 55.10 27 .76%
85.0
5000
29.0
o | ‘113 0 141.0 169.0 212 0
m/z--> 2b&eb%mmmmm&mmmnmmmm%mmﬁ ﬁmmmmmmm
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Library Search Compound Report

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

Data File : BF120458.D

Aca On : 29 May 2020 23:56

Operator : MA/SJ

ﬁ?ggle i L2792-06 2X NM14-COMP-2020-0-6
ALS Vial : 27 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 Oxirane, hexadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.92 2.52 ng 184550 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 97
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 96
3 Octadecanal 268 C18H360 000638-66-4 93
4 1.21-Docosadiene 306 C22H42 053057-53-7 86
5 1,19-Eicosadiene 278 C20H38 014811-95-1 83

Abundance Scan 2216 (14.921 min): BF120458.D (-2213) (-) m/z 57.10 100.00%

5000

é

14.60 14.80 15.00 15.20
m/z 82.05 92.97%

0!

m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-
5000 LA L L L L L B LB L |
14.60 14.80 15.00 15.20
09.0 m/z 43.10 88.48%
I[ (13801660 2080 250.0
0 e e e
m/z--> 50 10 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
43.0 .0
R N RmEEEmE s
14.60 14.80 15.00 15.20
5000 m/z 96.05 68.09%
10.0
0 ‘J il ‘H\ |\13? 0116§ 0 194 0 236 0‘264 0
——t frsr e
m/z--> 50 150 200 250 300 350
Abundance #117606: Octadecanal e AREEEEEaSEE
43.0 14.60 14.80 15.00 15.20
m/z 55.00 62.75%
5000
09 0
m |137 -0 166. 0 194 0222.0250.0
ol R A e
m/z--> 50 200 250 300 350 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

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

Data File : BF120458.D

Aca On : 29 May 2020 23:56

Operator : MA/SJ

ﬁ?ggle i L2792-06 2X NM14-COMP-2020-0-6
ALS Vial : 27 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 Tricosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.11 5.25 ng 385398 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2248 (15.110 min): BF120458.D (-2244) (-) m/z 57.10 100.00%
57.1
5000 I l A
%00 14.80 15.00 15.20 15.40
141.1 : . . .
ol A ll L4y 831 2252 2680 3091 3501 | sz 71.05  69.35%
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57.0
5000 AR N DR DR
Mmmmmmmm
324.0 m/z 43.10 61.90%
. ‘ ‘ ] 1419 183.0 2250 267.0 '
mz> 's'o 1T A S A w AR
Abundance #141426: Heneicosane
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.10 49 .89%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 1éo 200 250 360 3%0 '
Abundance #215181: 2-methyloctacosane R R REREE S e
57.0 14.80 15.00 15.20 15.40
m/z 55.10 21.28%
5000
99.0
oL 270 || pevo 1830 2250 267.0 309.0 3650
m/z--> 55 160 1éo 260 250 300 3%0 ' 1480 1500 1520 1540
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Library Search Compound Report

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

Data File : BF120458.D

Aca On : 29 May 2020 23:56

Operator : MA/SJ

ﬁ?ggle i L2792-06 2X NM14-COMP-2020-0-6
ALS Vial : 27 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 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.92 12.03 ng 882526 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91
Abundance Scan 2386 (15.921 min): BF120458.D (-2381) (-) m/z 57.10 100.00%

57.1
5000 851 A\

Illllllllllllllllll/

141 1 15.60 15.80 16.00 16.20
o ,I 1]1 L 7169110722251 2661 309.2 3512 m/z 71.05 67.51%

T
m/z--> 50 100 150 200 250 300 350
Abundance #141424:; Heneicosane

l%

5000 85.0
15.60 15.80 16.00 16.20

m/z 43.10 59.07%

. 29|'°| | Ju W 01169 0197022502530 296.0
e ., D e AN ana
m/z--> 50 100 150 200 250 300 350
Abundance #94355: Hexadecane, 2-methyl-
57.0
e
85.0 15.60 15.80 16.00 16.20
5000 m/z 85.10 51.30%
197.0
13.0
r { 141 0 2950
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R R e
57.0 15.60 15.80 16.00 16.20
m/z 55.05 21.16%
29.0 13.0
oL 1 Jl 141. 0169 0107.0225.02530  295.0323.0 _ 367.0
] : e e e s R
m/z--> 50 150 200 250 300 350 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 : BF120458.D

Aca On : 29 May 2020 23:56

Operator : MA/SJ

ﬁ?ggle i L2792-06 2X NM14-COMP-2020-0-6
ALS Vial : 27 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 Cycloeicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.97 4.03 ng 295573 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 95
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Cvclotetracosane 336 C24H48 000297-03-0 90
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87
Abundance Scan 2394 (15.968 min): BF120458.D (-2391) (-) m/z 57.05 100.00%
570 971
5000
1 5'60 15.80 1600 16.20
172.1206.1240.1 2780 3400 15.60 15.80 16.00 16.20
I 2061 m/z 83.10 87.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
58,0
97.0
5000 A U SN UL B
15.60 15.80 16.00 16.20
m/z 97.10 84 .82%
o1t l }390 182.0 224.0 280.0
m/z--> §0 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0 15,60 15.80 16.00 16,20
5000 m/z 43.10 82.92%
169.0
oA Ly T 280 a0 o
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol e e e e
43d 830 15.60 15.80 16.00 16.20
: m/z 55.10 66 .59%
5000
25.0
0 ‘\ ] ‘ J I JL I 167 0 210.0 280.0
m/z--> §0 100 1%0 200 250 300 350 400 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 : BF120458.D

Aca On : 29 May 2020 23:56

Operator : MA/SJ

ﬁ?ggle i L2792-06 2X NM14-COMP-2020-0-6
ALS Vial : 27 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 Bicyclo[10.8.0]eicosane, cis- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.71 2.27 ng 166629 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 93
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 80
3 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 76
4 1.19-Eicosadiene 278 C20H38 014811-95-1 76
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 74
Abundance Scan 2520 (16.710 min): BF120458.D (-2516) (-) m/z 57.05 100.00%

.0

5000
137.0 T
184.9 216.0 250.1 317.1345.1 16.40 16.60 16.80 17.00
0 m/z 43.10 87.70%
m/z--> 50 100 150 200 250 300 350
Abundance #126196: Bicyclo[10.8.0]eicosane, cis-
53.0
96.0
5000 LA L L L L L LB L |
278.0 16.40 16.60 16.80 17.00
m/z 82.10 79.30%
270
o f1|,}520 194022202500 |
- T T T T I T T T T I T T T T I T T
m/z--> 50 100 150 200 250 300 350
Abundance #117616: Oxirane, hexadecyl-

82.0

43.0

16.40 16.60 16.80 17.00
m/z 55.05 70.70%

5000

11.0
.WWHQMWM%OEM

o T
m/z--> 50 100 150 200 250 300 350
Abundance #194460: (2)-14-Tricosenyl formate e A RERREEEES
55.0 96.0 16.40 16.60 16.80 17.00
' m/z 96.10 68.73%
5000

r[|135201800 222.0250.0278.0 3200345 0

O it et AN T oL .

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

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

Data File : BF120458.D

Aca On : 29 May 2020 23:56

Operator : MA/SJ

ﬁ?ggle i L2792-06 2X NM14-COMP-2020-0-6
ALS Vial : 27 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 1,4-Dimethyl-8-isopropylide... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.08 8.22 ng 602705 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 70
2 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 62
3 Guaia-3.9-diene 204 C15H24 000489-83-8 60
4 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 55
5 Farnesyl bromide 284 C15H25Br 006874-67-5 55
Abundance Scan 2583 (17.080 mm) BF120458.D (-2577) (-) m/z 204.15 100.00%

5000
269.1301.1
351.2 393.3425.4 16.80 17.00 17.20 17.40
0! m/z 55.00 78.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204.0
5000 LA L L L L L L LB
95.0 161.0 1680 17.00 1720 17.40
m/z 69.00 74.74%
0 *Oil '.,.... T
m/z--> 50 100 15 200 250 300 350 400
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
161.0 204.0
41.0 IIIIIIIIIIIIIIIIIIIIIII
16.80 17.00 17.20 17.40
5000 79.0 m/z 135.05 69.82%
19.0
0 ..L....,.... S
m/z--> 50 100 150 200 250 300 350 400
Abundance #64297: Guaia-3,9-diene T
135.0 204.0 16 80 17. OO 17. 20 17. 40

m/z 133.00 56.30%

Inne MM

il

m/z--> 50 100 150 200 250 300 350 400 16 80 17. OO 17. 20 17. 40
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Library Search Compound Report

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

Data File : BF120458.D

Aca On : 29 May 2020 23:56

Operator : MA/SJ

ﬁ?ggle i L2792-06 2X NM14-COMP-2020-0-6
ALS Vial : 27 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 unknownl7.25 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.25 3.23 ng 237176 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dihvdrocoumarin. 4.4.7.8-tet... 204 C13H1602 040614-36-6 46
2 1H-Cvclopropalalnanhthalene. la.... 204 C15H24 000489-29-2 46
3 Naphthalene. 2.3.4.4a.5.6-hexahv... 204 C15H24 000473-14-3 46
4 _delta.-Selinene 204 C15H24 028624-23-9 46
5 Cedrene-V6 204 C15H24 1000162-76-8 43
Abundance Scan 2612 (17.251 min): BF120458.D (-2607) (-) m/z 189.10 100.00%
180.1
5000 95.0
41.1 35.1 ettt easdhioctitis
271.1 311.1 356.0 425.4 17.00 17.20 17.40 17.60
(o} m/z 204.15 73.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64130: 3,4-Dihydrocoumarin, 4,4,7,8-tetramethyl-
189.0
5000
17.00 17.20 17.40 17.60
m/z 177.05 63.15%
91.0 147.
0'?¥?”””h“q*”“"' [Trrrprrr T
m/z--> 50 100 150 200 250 300 350 400
Abundance #64566: 1H-Cyclopropa[a]naphthalene, 1a,2,3,3a,4,5,6,7b-oc...
189.0
o 1050 " 17.00 17.20 17.40 17.60
5000 : m/z 95.00 37 .49%
r4l
o .”.w.J“,‘..\..\,....,....,....,....,....,
m/z--> 50 100 150 200 250 300 350 400
Abundance #64451: Naphthalene, 2,3,4,4a,5,6-hexahydro-1,4a-dimethyl-... LB e e
189.0 17.00 17.20 17.40 17.60
m/z 175.10 33.79%
47.
0 .H. HIMIULUJHI Ihlubui,ﬂi ..{..\|....,....,....,....,...., M
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60

8270-BF052820.M Mon Jun 01 04:00:41 2020 Page: 14



Library Search Compound Report

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

Data File : BF120458.D

Aca On : 29 May 2020 23:56

Operator : MA/SJ

ﬁ?ggle i L2792-06 2X NM14-COMP-2020-0-6
ALS Vial : 27 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 13 _.beta.-Sitosterol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.49 3.01 ng 221116 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 96
2 .aamma.-Sitosterol 414 C29H500 000083-47-6 50
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 14
4 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 14
5 Androst-5-ene,l-acetoxy-16,17-di... 386 C25H3803 294866-91-4 10
Abundance Scan 2653 (17.492 min): BF120458.D (-2646) (-) m/z 43.10 100.00%
431
1050 145.1
5000 . 213.1
329.3 38134144
117.20 17.40 17.60 17.80
okl m/z 55.10 58.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
5000 117.20 17.40 17.60 17.80
107.0 : : : :
W50 a0 41401 "n7z7 105.00 58.17%
7 780 <77 2850 3030 3810
ol )
m/z--> 55 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
117.20 17.40 17.60 17.80
5000 81.0 m/z 91.00 52.14%
ok \‘I l'll .‘. L.M.
m/z--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- I AEEREE TS
43.0 17.20 17.40 17.60 17.80
m/z 107.00 51.23%
5000
810 368.0
145.0 329.0
414.0
ol Ll ﬂ,lﬂHQn,hI 79 220270 530 | | T e e
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 : BF120458.D

Acq On : 29 May 2020 23:56

Operator : MA/SJ

3?22'6 i L.2792-06 2X NM14-COMP-2020-0-6
ALS Vial : 27 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 5.8 ng 457328 1 6.84 1581030 20.0
Butane, 2-methoxy... 2.11 10.8 ng 850208 1 6.84 1581030 20.0
Trifluoroacetoxy ... 13.84 6.6 ng 572689 5 13.99 1734090 20.0
Octadecane 14 .47 3.5 ng 304885 5 13.99 1734090 20.0
Oxirane, hexadecyl- 14.92 2.5 ng 184550 6 15.45 1467080 20.0
Tricosane 15.11 5.3 ng 385398 6 15.45 1467080 20.0
Heneicosane 15.92 12.0 ng 882526 6 15.45 1467080 20.0
Cycloeicosane 15.97 4.0 ng 295573 6 15.45 1467080 20.0
Bicyclo[10.8.0]ei... 16.71 2.3 ng 166629 6 15.45 1467080 20.0
1,4-Dimethyl-8-is... 17.08 8.2 ng 602705 6 15.45 1467080 20.0
unknownl17 .25 17.25 3.2 ng 237176 6 15.45 1467080 20.0
-beta.-Sitosterol 17 .49 3.0 ng 221116 6 15.45 1467080 20.0
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