LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120459.D
Aca On : 30 May 2020 00:23 Instrument :
Operator : MA/SJ E?Afs el

- _ lentosampleld :
3?22'6 : L2792-11 5X NM85-COMP-2020-0-6
ALS Vial : 28 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 1.922 3 6 10 rVB 221475 269263 15.73% 1.192%
2 1.957 10 12 32 rVvB 1173691 1588845 92.80% 7.036%
3 2.099 32 36 50 rvB 312979 442475 25.84% 1.959%
4 3.899 338 342 346 rVB 20387 26256 1.53% 0.116%
5 5.445 602 605 609 rBY 1047670 965716 56.41% 4_.276%
6 6.457 773 777 780 rBVY 1295899 992515 57.97% 4 .395%
7 6.840 838 842 845 rBVY 1667897 1395949 81.53% 6.182%
8 6.992 864 868 871 rVB 1211329 928278 54.22% 4.111%
9 7.392 932 936 939 rBV 849428 639210 37.34% 2.831%
10 8.122 1056 1060 1063 rBVvV 1997771 1712091 100.00% 7.582%

11 9.192 1238 1242 1245 rBV 1711137 1274397 74.44% 5.643%
12 9.586 1306 1309 1313 rVB 189835 135689 7.93% 0.601%
13 9.875 1354 1358 1361 rVB 2114364 1696074 99.06% 7.511%
14 10.657 1487 1491 1494 rBV 686571 554980 32.42% 2.458%
15 11.357 1606 1610 1613 rBV 1824474 1467091 85.69% 6.497%

16 11.380 1613 1614 1617 rVV 171012 89429 5.22% 0.396%
17 11.433 1621 1623 1626 rVB 39009 31050 1.81% 0.137%
18 11.857 1690 1695 1697 rBV 25306 25907 1.51% 0.115%
19 11.886 1697 1700 1703 rVB 37011 30486 1.78% 0.135%
20 11.969 1711 1714 1717 rBV 38163 39494 2.31% 0.175%
21 12.404 1785 1788 1791 rBV2 19420 22600 1.32% 0.100%
22 12.486 1800 1802 1809 rVB3 19644 27724 1.62% 0.123%

23 12.569 1810 1816 1819 rVB 377368 347292 20.28% 1.538%
24 12.798 1849 1855 1858 rBV 310700 332795 19.44% 1.474%

25 12.916 1871 1875 1876 rBV 20969 20302 1.19% 0.090%
26 12.939 1876 1879 1883 rVV 1227906 972161 56.78% 4 _305%
27 13.016 1887 1892 1895 rBV2 26792 43568 2.54% 0.193%
28 13.104 1903 1907 1908 rBV2 21101 23366 1.36% 0.103%
29 13.121 1908 1910 1913 rVB 49674 43567 2.54% 0.193%
30 13.192 1918 1922 1924 rVB2 26386 26898 1.57% 0.119%
31 13.227 1924 1928 1931 rBV 40756 42710 2.49% 0.189%
32 13.351 1947 1949 1952 rBV3 24181 22111 1.29% 0.098%
33 13.427 1958 1962 1967 rBV7 20051 30620 1.79% 0.136%
34 13.521 1972 1978 1980 rBV6 21223 41583 2.43% 0.184%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120459.D
Aca On : 30 May 2020 00:23 Instrument :
Operator : MA/SJ E?Afs el

- _ lentosampleld :
3?22'6 : L2792-11 5X NM85-COMP-2020-0-6
ALS Vial : 28 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 13.627 1993 1996 2002 rVB 33148 39723 2.32% 0.176%
36 13.745 2011 2016 2018 rBV2 30458 50393 2.94% 0.223%
37 13.792 2022 2024 2028 rVV2 56703 68381 3.99% 0.303%
38 13.839 2028 2032 2035 rVV3 115095 193445 11.30% 0.857%
39 13.863 2035 2036 2040 rVB 126829 96315 5.63% 0.427%

40 13.992 2051 2058 2061 rBV 1727639 1694890 99.00% 7.505%

41 14.016 2061 2062 2069 rVB 197154 161362 9.42% 0.715%

42 14.098 2071 2076 2080 rBV3 38647 58146 3.40% 0.257%
43 14.210 2093 2095 2100 rVB2 20921 23425 1.37% 0.104%
44 14.380 2122 2124 2126 rVB 34574 25815 1.51% 0.114%
45 14.410 2127 2129 2133 rVB2 25285 24505 1.43% 0.109%

46 14.474 2136 2140 2143 rBV4 88676 120533 7.04% 0.534%
47 14.915 2213 2215 2220 rVB2 70072 75935 4._.44% 0.336%
48 15.021 2229 2233 2236 rBVY 177688 242829 14.18% 1.075%
49 15.110 2245 2248 2250 rBVY 138955 147937 8.64% 0.655%
50 15.133 2250 2252 2262 rVB3 108694 162181 9.47% 0.718%

51 15.321 2281 2284 2290 rVB 102557 119802 7.00% 0.531%
52 15.380 2291 2294 2299 rVB 139000 145621 8.51% 0.645%
53 15.445 2300 2305 2309 rBV 1033161 1276697 74.57% 5.654%
54 15.686 2342 2346 2350 rVB2 83243 107782 6.30% 0.477%
55 15.921 2381 2386 2391 rBV 321718 460048 26.87% 2.037%

56 15.974 2391 2395 2405 rVB4 88697 169877 9.92% 0.752%
57 16.709 2516 2520 2527 rVB4 67816 127853 7.47% 0.566%

58 16.874 2545 2548 2562 rVB2 58017 165690 9.68% 0.734%
59 17.080 2577 2583 2594 rVB5 234535 520531 30.40% 2.305%

Sum of corrected areas: 22582208
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

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

BF120459.D

30 May 2020 00:23

MA/SJ

L2792-11 5X

28 Sample Multiplier: 1

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

C:\DATABASENNIST11.L
LSCINT.P

NM85-COMP-2020-0-6

Abundance

2000000
1500000
1.96

1000000

500000

TIC: BF120459.D

5.45

3.90

6.84

6.46
6.99

7.39

0
Time-->

4.50 5.00

T
4.00

Abundance

2000000

1500000

1000000

500000

TIC: BF120459.D
87

11.36
9.19

10.66

9.59 111.38

Mm.43

12.94

12.57 12.80

12/t 2

0
Time-->

10.00

10.50 11.00 11.50

12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

W@ﬁ%

TIC: BF120459.D

13.99

15.44

17.08
16.716.87

151621,
14.02 14.9255483"
410.2%

Time-->

13 50

16. 50 17. OO

15.50 16 00

14. OO 14. 50 15. OO

17. 50 18 00

18. 50

8270-BF052820.

M Mon Jun 01 04:00:51 2020
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Library Search Compound Report

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

Data File : BF120459.D

Aca On : 30 May 2020 00:23

Operator : MA/SJ

ﬁ?ggle i L2792-11 5X NM85-COMP-2020-0-6
ALS Vial : 28 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.

1.92 3.86 ng 269263 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-Pentene. 2-methvl- 84 C6H12 000763-29-1 56
4 1-Hexene 84 C6H12 000592-41-6 45
5 Cyclobutane 56 C4HS8 000287-23-0 43

Abundance Scan 6 (1.922 min): BF120459.D (-3) (-) m/z 56.10 100.00%
5¢.1
84.0
41.1
5000
69.0
| | ‘ 200 210 2.20 2.30
o | N1 |V N P m/z 84.00 66.97%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1457: Cyclohexane
56.0
41.0 84.0
5000 27.0 200 210 220 230
‘ ‘ 69.0 m/z 41.10 56.39%
15.0
0 2.0 | | || | | NI L 1l
LA I UL S UL UL SR SURELEL IULR SURLIL SO
m/z--> 0 10 20 30 40 50 60 70
Abundance #1494: Cyclopentane, methyl-
56.0
4Lo 200 210 220 230
5000 69.0 m/z 55.10 34.02%
28.0
84.0
0 150 \“ “\ | \M‘\ i ‘
HLEL I UL S UL UL IR SURELEL IUR LR SURL SO
m/z--> 0 10 20 30 40 50 60 70
Abundance #1478: 1-Pentene, 2-methyl-
41.0 56.0 2.00 2.10 2.20 2.30
m/z 42.05 27.80%
5000 27.0 69.0
84.0
15.0
0"'P"W'*”I'Jll”"Lt'W“M“I'”“I”"P"W"”I EERRSE AR RN LU R
m/z--> 0 10 20 30 40 50 60 70 8 90 2.00 2.10 2.20 2.30
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Library Search Compound Report

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

Data File : BF120459.D

Aca On : 30 May 2020 00:23

Operator : MA/SJ

ﬁ?ggle i L2792-11 5X NM85-COMP-2020-0-6
ALS Vial : 28 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 1

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

1.96 22.76 ng 1588850 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 C4H7CI02 000105-39-5 2
5 2-Chloroethanol 80 C2H5CIO 000107-07-3 1

Abundance Scan 12 (1.957 min): BF120459.D (-10) (-) m/z 49.00 100.00%
49.0
84.0
5000
‘ 1200 2.10 2.20 2.30 2.40
37.0 : : : : :
o.”,”.w.”.“.mr”Jh.”.“.E%%...”!..”,”.w.”.“.”,. m/z 84.00 68.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1524: Methylene chloride
49.0
84.0
5000 H U AN U U I
2.00 2.10 2.20 2.30 2.40
‘ m/z 85.90  44.44%
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 31.00%
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 R BA R B
28,0 2.00 2.10 2.20 2.30 2.40
m/z 47.00 18.38%
64.0
5000
49.0
190 s
G R A AN AR AR RARRS RAARS AR RARS AR SRS RARRS H U A U U I
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 : BF120459.D

Aca On : 30 May 2020 00:23

Operator : MA/SJ

ﬁ?ggle i L2792-11 5X NM85-COMP-2020-0-6
ALS Vial : 28 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 5

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

2.10 6.34 ng 442475 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 16
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 36 (2.099 min): BF120459.D (-32) (-) m/z 73.10 100.00%
73.1
5000 431
55.0 87.1
| 200 220 240
Obrrrrrr bl bbb e || M/z 43.10 38.17%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 J\Tu L L N
43.0 200 220 240
550 87.0 m/z 55.05 27.66%
29.0
0'I””H'””#J”I”'W'”'PI”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e e e e
200 220 240
5000 41.0 550 m/z 87.10 24 _.61%
29.0 ‘
0 H\ ‘ . ‘ ‘ A \‘ | | 97.0 112.0 129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- j-\r‘- LA L B B
73.0 200 220 240

m/z 41.05 13.52%

5000 43.0

58.0

T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.00

o

B
2.20

T
2.40
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Library Search Compound Report

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

Data File : BF120459.D

Aca On : 30 May 2020 00:23

Operator : MA/SJ

ﬁ?ggle i L2792-11 5X NM85-COMP-2020-0-6
ALS Vial : 28 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 unknownl3.84 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.84 2.28 ng 193445 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 46
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 42
3 Cvclotetracosane 336 C24H48 000297-03-0 41
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 38
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 38
Abundance Scan 2032 (13.839 min): BF120459.D (-2028) (-) m/z 105.00 100.00%
105.0 230.0
57.1
5000
i1 aatel | 1360 1380 1400 1420
I —] m/z 230.00 88.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance ) #163016: 1-Tricosene
510 g30
5000

13.60 13.80 14.00 14.20
m/z 83.05 74.68%

29.0

0 139.0 160.0196.0 224.0 2520 294.0 322.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #191698: Bromoacetic acid, hexadecy! ester
43.0

-

69.0

97.0 13.60 13.80 14.00 14.20
m/z 163.05  74.02%

5000
23.0
o L 53.0 196.0222.0 269.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #174179: Cyclotetracosane R R RS
43.0 83.0 13.60 13.80 14.00 14.20
' m/z 57.10 73.08%
5000
111.0
ol “ ‘\ 1 | H I } 1139.0 167.0 196.0 224.0250.0 279.0 308.0 336.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120459.D

Aca On : 30 May 2020 00:23

Operator : MA/SJ

Sample : L2792-11 5X

Misc :

ALS Vial : 28 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 6 Eicosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.11 2.32 ng 147937 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexadecane 226 C16H34 000544-76-3 93
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 2248 (15.110 min): BF120459.D (-2245) (-) m/z 57.10 100.00%
51.1
T JUL
5000
113.1 14.80 15.00 15.20 15.40
t141.1 : : : :
ol ,I. T34 18312102 2450 2180 32803550 17T 71 10 69640
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
51.0
85.0
5000 R UL S I IR
14.80 15.00 15.20 15.40
\ m/z 43.10 57.74%
oL ?39|| Li d J,.341016901970??50?539?329, -
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
14.80 15.00 15.20 15.40
0
5000 85.0 m/z 85.05 53.82%
29.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B o
57.0 14.80 15.00 15.20 15.40
m/z 55.10 19.98%
85.0
29.0 113.0
oL (e || M410169.017.0225.02530 2960
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Data Path
Data File

Aca On

Sample
Misc

Operator :

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
BF120459.D

30 May 2020 00:23

MAZ/SJ

L2792-11 5X

28 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

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

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

Peak Number

8 Pentadecane, 8-hexyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.92 7.21 ng 460048 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
4 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2386 (15.921 min): BF120459.D (-2381) (-) m/z 57.10 100.00%
57.1
5000 851 \
|| 5920 2100110710000 260 2071 sponagrs | 1950 1580 1500 160
ol b b L e 0019712242 2661 2071 32913571 ny5 71,05 70.46%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 RN NN SRR SRR
85.0 15.60 15.80 16.00 16.20
29.0 m/z 43.10 56.83%
ol L g 113.0141.0169.0197.0225.0 253.0 282.0
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43.0
71.0 15.60 15.80 16.00 16,20
5000 m/z 85.10 51.29%
99. 196.0
ol d [ f2T01850 | 1225025202800
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl- R AR E e et
57.0 15.60 15.80 16.00 16.20
m/z 55.10 21.19%
5000 85.0 ijwv\ﬁﬂuw”ww/\ﬂkwwwer\r\NA
o L‘ I [ ‘Jll‘?'()' 15?‘0.183.0211.0239.0 281.0
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 : BF120459.D

Aca On : 30 May 2020 00:23

Operator : MA/SJ

ﬁ?ggle i L2792-11 5X NM85-COMP-2020-0-6
ALS Vial : 28 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 1-Heptacosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.97 2.66 ng 169877 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 1-Heptadecene 238 C17H34 006765-39-5 90
4 11-Tricosene 322 C23H46 052078-56-5 89
5 1-Tricosene 322 C23H46 018835-32-0 86
Abundance Scan 2394 (15.968 min): BF120459.D (-2391) (-) m/z 57.10 100.00%
. 1
- A‘L
15.60 15.80 16.00 16,20
ob— m/z 43.10 96 .37%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 (97.0
5000 AR AR SR N
15,60 15.80 16.00 16.20
30,0 m/z 83.05 94 _30%
Ozm PLmM:MM%ONmmmsmMRO
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 |97.0
1560 15.80 16.00 16,20
5000 m/z 97.10 92 .87%
39.0
o210l “ l‘ I P | 1680 2100 250.0279.0308.0337.0 “JLWMWV
m/z--> 50 160 150 200 250 300 350
Abundance #92567: 1-Heptadecene A BT o e
57.0 15.60 15.80 16.00 16.20
97.0 m/z 55.05 84 .85%
- ML«A/\_/\»M
27.0 26.0
oL LA .M .‘f.f. p i 0rg 280 R —
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 : BF120459.D

Aca On : 30 May 2020 00:23

Operator : MA/SJ

ﬁ?ggle i L2792-11 5X NM85-COMP-2020-0-6
ALS Vial : 28 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 1,22-Docosanediol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.71 2.00 ng 127853 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.22-Docosanediol 342 C22H4602 022513-81-1 72
2 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 58
3 9-Tricosene. (2)- 322 C23H46 027519-02-4 46
4 2-Nonen-1-ol 142 C9H180 022104-79-6 43
5 Pentadecanal- 226 C15H300 002765-11-9 43
Abundance Scan 2520 (16.709 min): BF120459.D (-2516) (-) m/z 57.05 100.00%

5000

322.1 16.40 16.60 16.80 17.00
m/z 43.10 86.76%

182.1207.0 248.1

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178716: 1,22-Docosanediol

53.0

5000 LA L L L L L L LB
16.40 16.60 16.80 17.00
29 09.0 m/z 82.05 86.31%
138.0 166.0 194.0 222.0 278.0 306.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #126196: Bicyclo[10.8.0]eicosane, cis-
55.0
e R Rmmaa
82.0 16.40 16.60 16.80 17.00
5000 m/z 83.00 78.88%
29.0
oL L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #163019: 9-Tricosene, (2)- e A RERREEEES
55.0 83.0 16.40 16.60 16.80 17.00

m/z 96.05 66.18%

5000

29.0
139.0 522.0

Ol Ak ,167.0195.0222.0  262.0 294.0
S aRaacL : : | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16.40 16.60 16.80 17.00
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Library Search Compound Report

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

Data File : BF120459.D

Aca On : 30 May 2020 00:23

Operator : MA/SJ

ﬁ?ggle i L2792-11 5X NM85-COMP-2020-0-6
ALS Vial : 28 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 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.08 8.15 ng 520531 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 70
2 1H-Cvcloproplelazulene. 1la.2.3.4... 204 C15H24 000489-40-7 55
3 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 53
4 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 52
5 2,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 46
Abundance Scan 2583 (17.080 mm) BF120459.D (-2577) (-) m/z 204.15 100.00%
5000
16.80 17.00 17.20 17.40
0 m/z 69.05 68.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204.0
41.0 91.0 133.0
5000 R AR AR AR SRR
16 80 17. OO 17. 20 17. 40
Il m/z 135.05 63.73%
0 Hﬁzpll""""I""I”"I"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #64569: 1H-Cycloprop[e]azulene, 1a,2,3,4,4a,5,6,7b-octahyd...
105.0 161.0 204.0
41.0 AR RARRR AR RRR
16.80 17.00 17.20 17.40
5000 m/z 55.10 60.71%
o lLJ..l.l........|....|....|...
m/z--> 50 100 150 200 250 300 350 400
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet... A B
161.0 204.0 16.80 17.00 17.20 17.40
41.0 m/z 121.05 56.91%
- 1 \/WJ\‘//\“A
19.0
0! '\IIIIIIIII B B Anan I B S N R s
m/z--> 50 100 150 200 250 300 350 400 16 80 17. 00 17. 20 17. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF052920\

Data File : BF120459.D

Acq On : 30 May 2020 00:23

Operator : MA/SJ

3?22'6 i L2792-11 5X NM85-COMP-2020-0-6
ALS Vial : 28 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 1.92 3.9 ng 269263 1 6.84 1395950 20.0
Methylene chloride 1.96 22.8 ng 1588850 1 6.84 1395950 20.0
Butane, 2-methoxy... 2.10 6.3 ng 442475 1 6.84 1395950 20.0
unknownl13.84 13.84 2.3 ng 193445 5 13.99 1694890 20.0
Eicosane 15.11 2.3 ng 147937 6 15.44 1276700 20.0
Pentadecane, 8-he... 15.92 7.2 ng 460048 6 15.44 1276700 20.0
1-Heptacosanol 15.97 2.7 ng 169877 6 15.44 1276700 20.0
1,22-Docosanediol 16.71 2.0 ng 127853 6 15.44 1276700 20.0
1,1,4a-Trimethyl-__.. 17.08 8.2 ng 520531 6 15.44 1276700 20.0
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