LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120453.D
Aca On : 29 May 2020 21:39 Instrument :
Operator : MA/SJ E?Afs el

- _ lentosampleld :
3?22Ie - R2r781s NM4-COMP-2020-0-6
ALS Vial : 22 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 1.940 5 9 11 rBV 715284 881378 12.33% 1.193%
2 1.957 11 12 23 rVB 1456301 1538632 21.52% 2.083%
3 2.116 34 39 53 rVvVB 1068501 1346879 18.84% 1.823%
4 5.057 527 539 542 rBV3 41712 123820 1.73% 0.168%
5 5.457 601 607 610 rBY 5189946 5555725 77 .70% 7.520%
6 6.469 772 779 782 rBVY 5023422 5820451 81.40% 7.878%
7 6.839 838 842 845 rBVY 1914858 1677571 23.46% 2.271%
8 6.998 864 869 872 rVB 5520912 5335169 74.62% 7.221%
9 7.404 931 938 941 rBVY 3912611 4311402 60.30% 5.836%
10 8.116 1055 1059 1063 rBvV 2229116 2088834 29.21% 2.827%

11 8.810 1172 1177 1180 rBV 490049 586320 8.20% 0.794%
12 9.198 1237 1243 1246 rBV 7314150 7150211 100.00% 9.678%
13 9.586 1305 1309 1312 rBV 1168217 872076 12.20% 1.180%
14 9.875 1351 1358 1361 rBV 2617181 2198481 30.75% 2.976%
15 10.663 1487 1492 1495 rBV 3839269 3759668 52.58% 5.089%

16 11.016 1547 1552 1558 rBV3 52055 85928 1.20% 0.116%
17 11.304 1599 1601 1605 rBV3 67951 72235 1.01% 0.098%
18 11.357 1605 1610 1612 rVV 2273898 1848904 25.86% 2.503%
19 11.380 1612 1614 1617 rVB 229882 195617 2.74% 0.265%
20 11.816 1683 1688 1692 rBV 220089 292370 4_.09% 0.396%

21 11.851 1692 1694 1697 rVV2 110835 115213 1.61% 0.156%
22 11.886 1697 1700 1706 rVvVv 462604 445812 6.23% 0.603%
23 12.063 1727 1730 1736 rVB 98773 96768 1.35% 0.131%
24 12.169 1740 1748 1753 rVB4 37943 86107 1.20% 0.117%
25 12.480 1798 1801 1804 rVB2 328199 257384 3.60% 0.348%

26 12.551 1809 1813 1814 rBV 494388 411392 5.75% 0.557%
27 12.563 1814 1815 1819 rVB 383655 309456 4_.33% 0.419%
28 12.610 1819 1823 1830 rBV2 132100 166135 2.32% 0.225%
29 12.792 1848 1854 1857 rBV 321188 357853 5.00% 0.484%
30 12.945 1875 1880 1883 rBV 5494702 5319652 74.40% 7.200%

31 13.157 1913 1916 1918 rBV 166048 164448 2.30% 0.223%

32 13.215 1924 1926 1935 rBvV4 62944 85537 1.20% 0.116%
33 13.292 1935 1939 1942 rBV 262607 209977 2.94% 0.284%
34 13.392 1953 1956 1959 rBV2 79619 72931 1.02% 0.099%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120453.D
Aca On : 29 May 2020 21:39 Instrument :
Operator : MA/SJ g?Afs el

- _ lentosampleld :
3?22Ie - R2r781s NM4-COMP-2020-0-6
ALS Vial : 22 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 13.421 1959 1961 1969 rVB2 80412 80158 1.12% 0.108%

36 13.510 1972 1976 1982 rBV5 97238 161856 2.26% 0.219%
37 13.563 1982 1985 1987 rBV 138907 109534 1.53% 0.148%
38 13.633 1994 1997 2001 rVB2 208921 187995 2.63% 0.254%
39 13.845 2029 2033 2039 rBV2 850519 1040095 14.55% 1.408%
40 13.898 2039 2042 2044 rBV 233445 189405 2.65% 0.256%

41 13.992 2051 2058 2061 rBV2 1788405 2703818 37.81% 3.660%
42 14.015 2061 2062 2067 rVB 175926 124689 1.74% 0.169%
43 14.168 2085 2088 2092 rBV2 104321 147997 2.07% 0.200%
44 14.215 2093 2096 2099 rvB2 120389 104851 1.47% 0.142%
45 14.286 2105 2108 2111 rBV 365568 311840 4_36% 0.422%

46 14.474 2136 2140 2146 rBV2 398428 569631 7.97% 0.771%
47 14.527 2146 2149 2152 rVB 133694 118847 1.66% 0.161%
48 14.851 2201 2204 2208 rVB 86888 89142 1.25% 0.121%
49 14.915 2212 2215 2221 rVB 475187 527422 7.38% 0.714%
50 15.021 2230 2233 2236 rBV 146383 200737 2.81% 0.272%

51 15.109 2244 2248 2250 rBV 524509 579496 8.10% 0.784%
52 15.139 2250 2253 2259 rVB2 451104 593000 8.29% 0.803%
53 15.321 2281 2284 2287 rVB 99137 98626 1.38% 0.133%
54 15.380 2288 2294 2298 rVB2 138511 253147 3.54% 0.343%
55 15.445 2300 2305 2309 rBV 1162304 1444195 20.20% 1.955%

56 15.486 2309 2312 2316 rVB2 114709 154913 2.17% 0.210%
57 15.686 2342 2346 2352 rVB 449128 567598 7.94% 0.768%
58 15.921 2381 2386 2391 rBV 1167153 1754745 24 .54% 2.375%
59 15.968 2391 2394 2403 rVB 655363 1080382 15.11% 1.462%
60 16.321 2451 2454 2463 rVB8 107880 204598 2.86% 0.277%

61 16.709 2514 2520 2529 rBV 726922 1357967 18.99% 1.838%
62 16.921 2545 2556 2565 rVB5 160585 567636 7.94% 0.768%
63 17.009 2566 2571 2576 rBV2 155309 300248 4._.20% 0.406%
64 17.098 2577 2586 2597 rBV2 774883 2159501 30.20% 2.923%
65 17.486 2645 2652 2658 rBV3 361107 881412 12.33% 1.193%

66 17.551 2658 2663 2666 rBV3 155535 281005 3.93% 0.380%
67 17.662 2677 2682 2685 rBv4 96826 188984 2.64% 0.256%
68 18.056 2744 2749 2755 rVVv4 79664 198724 2.78% 0.269%
69 18.127 2757 2761 2770 rVB2 129090 282428 3.95% 0.382%
70 18.497 2819 2824 2839 rVB6 140641 424635 5.94% 0.575%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120453.D

Aca On 29 May 2020 21:39

Operator : MA/SJ

Sample : L2773-13

Misc :

ALS Vial : 22 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: 73881593

8270-BF052820.M Mon Jun 01 03:58:43 2020

NM4-COMP-2020-0-6

Page: 3



LSC Report - Integrated Chromatogram

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

Data File : BF120453.D

Aca On : 29 May 2020 21:39

Operator : MA/SJ

ﬁ?ggle i L2773-13 NM4-COMP-2020-0-6
ALS Vial : 22 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: BF120453.D
7000000

6000000 700

5.46
5000000 6.47

4000000 7.40
3000000

6.84
2000000); gg

212
10000001P*

5.06

o

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: BF120453.D

7000000 9j20

6000000 12.94
5000000
4000000 10.66

3000000 9.87
8.12 11.36

2000000
9.59

1000000
8.81 s 11,89 121453812.79
| ;

0 | 1102 12 18851206 17 1346,
T B A e e s o e B e L e e o e e e e o B e i e e e e B e e e ",

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: BF120453.D

7000000

6000000
5000000
4000000
3000000

2000000 13.99
15.44 15.92

13.84
1000000 14948514 1569 %7
1 49
I I I

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

3 18
S Y NN NN

16.71 17.10
174
16. Y2.66 18.84 .50
T T T
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Library Search Compound Report

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

Data File : BF120453.D

Aca On : 29 May 2020 21:39

Operator : MA/SJ

ﬁ?ggle i L2773-13 NM4-COMP-2020-0-6
ALS Vial : 22 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 9

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

1.94 10.51 ng 881378 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-Pentene. 2-methvl- 84 C6H12 000763-29-1 72
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 59
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 40
5 2,2-Dimethylglutaric anhydride 142 C7H1003 002938-48-9 38

Abundance Scan 9 (1.940 min): BF120453.D (-5) (-) m/z 56.10 100.00%
5¢.1
84.0
41.1
5000
69.1
2.00 2.10 2.20 2.30 2.40
50.0,||, 63.0 77.0
0,,,,,,,| .l.'.,....,:..!, TR U N A0 P m/z 84.05 67.29%
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 U AR A RS R
2.00 2.10 2.20 2.30 2.40
70 69.0 m/z 41.10 56.43%
0 15.0 Iﬁ |,“ 50.0,||| 63.0 | 77.0
miz--> T 1 20 2 % % 40 45 o %5 8 €5 75 75 80 8 % "
Abundance #1488: 1-Pentene, 2-methyl-
56.0
41.0 2.00 2.10 2.20 2.30 2.40
5000 m/z 55.10 35.33%
69.0 84.0
29.0
| Ll seg 20,
Ol 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-
56.0 2.00 2.10 2.20 2.30 2.40
m/z 69.10 27 .79%
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 2.00 210 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 : BF120453.D

Aca On : 29 May 2020 21:39

Operator : MA/SJ

ﬁ?ggle i L2773-13 NM4-COMP-2020-0-6
ALS Vial : 22 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 5

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

1.96 18.34 ng 1538630 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvlene chloride 84 CH2CI2 000075-09-2 91
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): BF120453.D (-11) (-) m/z 49.00 100.00%
49.0
84.0
5000
e R
2.00 2.10 2.20 2.30 2.40
o.”,“.w.”.“?ﬁ?njh..”,”.Z¥%.“.L e || M7z 84.00  65.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1524: Methylene chloride
49.0
84.0
5000 U AN U U I
2.00 2.10 2.20 2.30 2.40
‘ m/z 85.90  47.60%
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 30.66%
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 e R RAR N
28,0 2.00 2.10 2.20 2.30 2.40
m/z 47.00 18.25%
64.0
5000
49.0
190 s
G R A AN AR AR RARRS RAARS AR RARS AR SRS RARRS HA U AN 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 : BF120453.D

Aca On : 29 May 2020 21:39

Operator : MA/SJ

ﬁ?ggle i L2773-13 NM4-COMP-2020-0-6
ALS Vial : 22 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 6

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

2.12 16.06 ng 1346880 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 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 40 (2.122 min): BF120453.D (-34) (-) m/z 73.10 100.00%
741
5000 430
55.1 87.0 Y B
200 220 240
Obrrrprrrrrrrrr b prder e e e e || M7z 43.05  36.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 200 220 240
- 580 87.0 m/z 55.10 25.43%
29.0
G R R A A AN SRS AR RARES RSN LA RARRN SRR RARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 L L
200 220 240
5000 41.0 550 m/z 87.05 24 _57%
29.0
o L ‘ Al w ‘ . 99.0 112.0 129.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- )
3.0 200 220 240
m/z 41.05 12.15%
5000 550
43.0
27.0
ol 150 ), M“\ | . 850 980 1150
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 200 220 240 '
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Library Search Compound Report

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

Data File : BF120453.D

Aca On : 29 May 2020 21:39

Operator : MA/SJ

ﬁ?ggle i L2773-13 NM4-COMP-2020-0-6
ALS Vial : 22 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 Cyclopropanecarboxylic acid... Concentration Rank 17

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

8.81 5.61 ng 586320 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanecarboxvlic acid. 3-m... 154 C9H1402 1000299-37-4 50
2 2-Butenoic acid. 2-propenvlidene... 210 C11H1404 055030-70-1 45
3 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 39
4 Oxazole 69 C3H3NO 000288-42-6 9
5 1,6-Hexanediamine 116 C6H16N2 000124-09-4 9

Abundance Scan 1177 (8.810 min): BF120453.D (-1172) (-) m/z 69.00 100.00%
69.0
5000
41.0
87.1103.0 |||\;|/|k
| I | | 159 1541 8.40 8.60 8.80 9.00 9.20
ol el e e e A ey M/Z 41.05  30.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27753: Cyclopropanecarboxylic acid, 3-methylbut-2-eny| ester
69.0
L
5000 41.0 RN LURE LR SRR R

840 8.60 8.80 900 9.20
m/z 39.05 22 .04%

o 850 1120 137.0154.0
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69029: 2-Butenoic acid, 2-propenylidene ester
69.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 103.00 17.20%
41.0
86.0
0 15.0 i H | 1l [l ‘ 12§'0 210.0
L A o e e I B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7242: Ethyl cyclopropanecarboxylate e e
69.0 8.40 8.60 8.80 9.00 9.20
m/z 87.10 16.12%
5000
41.0
86.0
15.0 \‘ | il I 114 0
0...,..”,....“...,.”.,...w....,”..,..”,....“..., SR ED G NBS A
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 860 8.80 9.00 9.20
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Library Search Compound Report

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

Data File : BF120453.D

Aca On : 29 May 2020 21:39

Operator : MA/SJ

ﬁ?ggle i L2773-13 NM4-COMP-2020-0-6
ALS Vial : 22 Sample Multiplier: 1

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

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 n-Hexadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

11.89 4.82 ng 445812 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 25

Abundance Scan 1701 (11.892 min): BF120453.D (-1697) (-) m/z 73.00 100.00%

36 1256.2 11.60 11.80 12.00 12.20
: m/z 43.10 87.02%

431 730
5000 129.1
213.2
ﬂ 9.0 1571 185.1

0"'I""|I|=|""I .

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

T T T T
11.60 11.80 12.00 12.20

83.0 0
1570 1g50 2130 256.0 m/z 60.00 79.72%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
R R e S e AR
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 55.05 67.68%
N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A L L
43.0 73.0 11.60 11.80 12.00 12.20
m/z 57.10 66.03%
5000 129.0 A‘/J\\/\/\JLJLA
0.1.5.'?....,... I R mEEm e n s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

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

Data File : BF120453.D

Aca On : 29 May 2020 21:39

Operator : MA/SJ

ﬁ?ggle i L2773-13 NM4-COMP-2020-0-6
ALS Vial : 22 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 5-Eicosene, (E)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.84 7.69 ng 1040100 Chrysene-di12 13.99

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (BE)- 280 C20H40 074685-30-6 97

2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94

4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94

5 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 94

Abundance Scan 2032 (13.839 min): BF120453.D (-2029) (-) m/z 57.10 100.00%

5000

230.1 280.2 13.60 13.80 14.00 14.20

202.1

0 m/z 43.10 95.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127769: 5-Eicosene, (E)-
55.0
83.0
5000 LIRS
13.60 13.80 14.00 14.20
29.0 m/z 83.10 94 _38%
o 139.0 167.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
T e
97.0 13.60 13.80 14.00 14.20
5000 m/z 55.10 92.41%
29.0 125.0
0 Ll 154.0  196.0 224.0 269.0 320.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #227401: Heptadecy! heptafluorobutyrate A R Ra ma e
57.0 13.60 13.80 14.00 14.20
0
3.0 m/z 69.05 80.93%
5000

210.0 238.0

283.0
R AR Em s
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

8270-BF052820.M Mon Jun 01 03:58:47 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120453.D

Aca On : 29 May 2020 21:39

Operator : MA/SJ

Sample : L2773-13

Misc :

ALS Vial : 22 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 8 1-Octadecene Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14 .47 4.21 ng 569631 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 94
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
3 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
4 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 78
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 70
Abundance Scan 2139 (14.468 min): BF120453.D (-2136) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1 1420 14.40 14.60 14.80
140 9 240 1
ol J' A L I i 10811902 T 2840 8181 8851 Thsz 43.10  69.72%
m/z--> 50 150 200 250 300 350
Abundance #104184: 1-Octadecene
57.0
83.0
5000 LI B UL B B
290 111.0 14.20 14.40 14.60 14.80
m/z 71.05 69.21%
o | [1390,168.0196.0 224.0252.0
m/z--> 50 160 150 200 250 300 350
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57.0
1420 14.40 14.60 14.80
5000 m/z 85.10 47 .96%
29.0 83
o || 101300 196.0224.0 %%
m/z--> 50 100 150 200 250 300 350
Abundance #178452: Oxalic acid, isobutyl tetradecyl ester oo
57.0 14.20 14.40 14.60 14.80
m/z 55.00 31.09%
5000
29.0
1110 1480 1960 240
o} : e e R
m/z--> 55 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BF052820.M Mon Jun 01 03:58:48 2020

NM4-COMP-2020-0-6
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Library Search Compound Report

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

Data File : BF120453.D

Aca On : 29 May 2020 21:39

Operator : MA/SJ

ﬁ?ggle i L2773-13 NM4-COMP-2020-0-6
ALS Vial : 22 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 Oxirane, heptadecyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.92 7.30 ng 527422 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 93
2 Octadecanal 268 C18H360 000638-66-4 91
3 1.19-Eicosadiene 278 C20H38 014811-95-1 87
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
5 Hexadecanal 240 C16H320 000629-80-1 87
Abundance Scan 2216 (14.921 min): BF120453.D (-2212) (-) m/z 57.10 100.00%
57.1
96.0
5000
UL AU BN BN B
152.1 14.60 14.80 15.00 15.20
ol "l L 5 7180-1207.0286,1 204 2292.2320.2 3623 /7 82.05  87.22%
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
5000 LR S SRR LR IR
14.60 14.80 15.00 15.20
10.0 m/z 43.10 86.75%
. 38.0166.0194.0 236.0264.0
m/z--> 50 100 150 200 250 300 350
Abundance #117605: Octadecanal
430 820
I I I

14.60 14.80 15.00 15.20

5000 m/z 96.05 63.45%
10.0
250.0
| ‘l | 25 0us001980220%%
ol —1HL N et bt
miz--> 50 100 150 200 250 300 350
Abundance #126192: 1,19-Eicosadiene L m B R
55.0 14.60 14.80 15.00 15.20
m/z 55.05 61.97%
96.0
5000
23.0
oL 210 ‘ ‘ 123152.0180.0208.0  250.0278.0
— e e e
miz--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF052820.M Mon Jun 01 03:58:48 2020 Page: 12



Library Search Compound Report

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

Data File : BF120453.D

Aca On : 29 May 2020 21:39

Operator : MA/SJ

ﬁ?ggle i L2773-13 NM4-COMP-2020-0-6
ALS Vial : 22 Sample Multiplier: 1

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

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 10 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.11 8.03 ng 579496 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Nonadecane 268 C19H40 000629-92-5 87
4 Heptacosane 380 C27H56 000593-49-7 83
5 Hexacosane 366 C26H54 000630-01-3 74

Abundance Scan 2248 (15.109 min): BF120453.D (-2244) (-) m/z 57.10 100.00%

511
5000 85.1

113.1
‘ 141 11691
o I ' l|, Lo P2 1901225 2661295.1823.3350.3 | sz 71.05  67.80%

14.80 15.00 15.20 15.40
T T 1 T T - -
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LA L L L L L LB L |
14.80 15.00 15.20 15.40
m/z 43.05 61.17%
29.0 11301410
ol | | ]I,[ 1690197022502530 296.0
e T L B e e e e e I B
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
R RS R
14.80 15.00 15.20 15.40
5000 85.0 m/z 85.10 50.53%
113.0
0 WLA‘JJ1“M%Mw02w%mmmmmmmo
N B i e e o e T
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane e e Al
57.0 14.80 15.00 15.20 15.40
m/z 55.10 21.00%
- 1 MJL\JJL\/M\M
29.0
T L e e e e e B L e o O BNLAE A e e R A
m/z--> 50 100 150 200 250 300 350 14. 80 15. OO 15. 20 15. 40

8270-BF052820.M Mon Jun 01 03:58:49 2020 Page: 13



Library Search Compound Report

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

Data File : BF120453.D

Aca On : 29 May 2020 21:39

Operator : MA/SJ

ﬁ?ggle i L2773-13 NM4-COMP-2020-0-6
ALS Vial : 22 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-Heneicosanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.14 8.21 ng 593000 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 68
2 1-Docosanol. methvl ether 340 C23H480 1000333-91-9 58
3 1-Octadecanol 270 C18H380 000112-92-5 58
4 1-Hexadecanol 242 C16H340 036653-82-4 50
5 Cycloheptane, methyl- 112 C8H16 004126-78-7 43
Abundance Scan 2253 (15.139 min): BF120453.D (-2250) (-) m/z 83.10 100.00%
83.1
55.1
5000 11l
N UUd L 061 om0 o sus  asss 14801500 1550 a
obr b LR g L CPrn e e L m/z 97.10 97.89%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
58,0 83.0
5000 11.0 L UL LN B IR
14.80 15.00 15.20 15.40
m/z 69.10 78.27%
oL 270 P39°16701960 238.0266.0294.0
m/z--> 50 100 150 200 250 300 350
Abundance #177220: 1-Docosanol, methyl ether
45.0, 83.0
14.80 15.00 15.20 15.40
5000 11.0 m/z 55.10 78.08%
39.0
° 15.0“ | N J‘ ‘ - ”l ‘}l ‘ 167 0196 0224 S 0280 0308 : S \\J\\J\/\/_JJ\V\L/\./\
m/z--> 50 100 150 200 250 360 350
Abundance #119524: 1-Octadecanol R A REER R
58,0 83.0 14.80 15.00 15.20 15.40
m/z 111.10 50.40%
5000 11.0
2ﬁo J| ' ‘ F3901670196022402520
0..‘.“.“‘...‘.‘%!‘.“.‘.‘ ..|....{....|....|.. R RS
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF052820.M Mon Jun 01 03:58:50 2020 Page: 14



Library Search Compound Report

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

Data File : BF120453.D

Aca On : 29 May 2020 21:39

Operator : MA/SJ

ﬁ?ggle i L2773-13 NM4-COMP-2020-0-6
ALS Vial : 22 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 Oxirane, hexadecyl- Concentration Rank 13

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

15.69 7.86 ng 567598 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 94
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 1.19-Eicosadiene 278 C20H38 014811-95-1 90
4 Octadecanal 268 C18H360 000638-66-4 90
5 Heptadecanal 254 C17H340 1000376-70-0 86
Abundance Scan 2347 (15.692 min): BF120453.D (-2342) (-) m/z 57.10 100.00%

57.1
96.1
5000
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—v—v—
37.1 15.40 15.60 15.80 16.00
ol [t 1680199.1 2301 21293063 3483 3903 7" 82.05  89.02%
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecy!-
43.0 820
5000 L LR UL UL UM

mmmmmmmm
11.0 m/z 43.10 86 .68%

52.01g2.0 222.0 264.0

0
m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl- VWM_/L/AA\/
43.0 820
15.I40 15.|60 15.|80 16.|00
5000 m/z 96.10 58.90%
11.0
1 .‘ il N 520 2080 2590
0= L L L WL A I UL SRR
m/z--> 50 100 150 200 250 300 350
Abundance #126192: 1,19-Eicosadiene e AR R
55.0 15.40 15.60 15.80 16.00
m/z 55.05 58.36%
96.0
5000

15.0] ‘ I ﬁ370 180.0211.0 250.0

ol , T SR

m/z--> 50 100 150 200 250 300 350 15.40 15 60 15. 80 16 00

2

8270-BF052820.M Mon Jun 01 03:58:50 2020 Page: 15



Library Search Compound Report

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

Data File : BF120453.D

Aca On : 29 May 2020 21:39

Operator : MA/SJ

ﬁ?ggle i L2773-13 NM4-COMP-2020-0-6
ALS Vial : 22 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 Pentadecane, 8-hexyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.92 24 .30 ng 1754750 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Heptadecane 240 C17H36 000629-78-7 93
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
4 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2386 (15.921 min): BF120453.D (-2381) (-) m/z 57.10 100.00%
57.1
5000
%l 15.60 15.80 16.00 16.20
141.1 : - : :
ol LA 1| L5 4832 2252 2671 3233 3653 | sz 71.10  70.49%
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43.0
5000 85.0

15.60 15.80 16.00 16.20
m/z 43.10 59.95%

1270 196.0
ob A A by Bl |y 200 200
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57.0
B AEam e
15.60 15.80 16.00 16.20
5000 m/z 85.10 52.73%
. 27‘0‘ J 99|.Ol 1410 1830  240. o
T LI T 17T ‘I I T—T I I I T I I T T 1 7T I L L I T T 1T I
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl- L e
57.0 15.60 15.80 16.00 16.20
m/z 55.10 21.31%
5000
I 9.0 154.0
o ‘ ‘ J L. i 107.0 239.0 281.0
o A — T T e A RERREEESE L
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20

8270-BF052820.M Mon Jun 01 03:58:51 2020 Page: 16



Library Search Compound Report

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

Data File : BF120453.D

Aca On : 29 May 2020 21:39

Operator : MA/SJ

ﬁ?ggle i L2773-13 NM4-COMP-2020-0-6
ALS Vial : 22 Sample Multiplier: 1

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

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 14 1-Heptacosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.97 14.96 ng 1080380 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Heptacosvl acetate 438 C29H5802 1000351-78-2 93
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 2394 (15.968 min): BF120453.D (-2391) (-) m/z 57.10 100.00%
571 97.1
5000
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
39.1 15.60 15.80 16.00 16.20
ol AL g ATy, 1821 2811 2781 3222 3761 | sz 83.10  90.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57.0 97.0
5000 L DN AR BRI SR
15.60 15.80 16.00 16.20
30.0 m/z 97.10 84 .58%
N | ,1 |, 181.0 222.0 264.0 306.0 378.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #155046: 1-Heneicosanol
580 oo,
15,60 15.80 16.00 16.20
5000 m/z 55.10 82.58%
NECTR | ‘ | | 139 1820 2940 2660
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #224391: Heptacosy! acetate A BT o e
43.0 15.60 15.80 16.00 16.20
97.0 m/z 43.10 80.73%
- /JLN\
o1, l ‘ Hﬁ3?? 181.0 222.0 264.0 306.0 378.0 423.0
LN SR UURLEL LA UL UURLELEL SR UUNLLEL SURLELEL SR L DN AU BRI BRI
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20

8270-BF052820.M Mon Jun 01 03:58:51 2020 Page: 17



Library Search Compound Report

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

Data File : BF120453.D

Aca On : 29 May 2020 21:39

Operator : MA/SJ

ﬁ?ggle i L2773-13 NM4-COMP-2020-0-6
ALS Vial : 22 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 1,21-Docosadiene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.71 18.81 ng 1357970 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 95
2 1.21-Docosadiene 306 C22H42 053057-53-7 93
3 1.19-Eicosadiene 278 C20H38 014811-95-1 90
4 Octadecanal 268 C18H360 000638-66-4 90
5 Heptadecanal 254 C17H340 1000376-70-0 86
Abundance Scan 2520 (16.709 min): BF120453.D (-2514) (-) m/z 57.10 100.00%
57.1
96.0
5000
U RN B
38.1 16.40 16.60 16.80 17.00
278.1
ol dL Il il | 920 2302 T 3202 3612 AIBS Ly 82.05  88.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117617: Oxirane, hexadecyl-
43.0 82.0
16.40 16.60 16.80 17.00
m/z 43.10 88.04%
0 166.0 208.0 250.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #149983: 1,21-Docosadiene
558.0
96.0 U RN B
16.40 16.60 16.80 17.00
5000 m/z 96.05 63.12%
306.0
oL ‘ ﬂ J ‘ | 130600 2080 2680 ]
m/z--> 50 160 1éo 260 250 360 3éo 460
Abundance #126193: 1,19-Eicosadiene R R e e
558.0 16.40 16.60 16.80 17.00
m/z 55.10 58.06%
- Il /\/\Jm/am\aﬁj\uw_/hva/\k“
oL ‘ “ ’ i ‘ | 1380 180.0 236.0 278.0
m/z--> §o 160 1éo 260 250 360 3éo 460 1&40 1&%0 1&%0 1foo '
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Library Search Compound Report

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

Data File : BF120453.D

Aca On : 29 May 2020 21:39

Operator : MA/SJ

ﬁ?ggle i L2773-13 NM4-COMP-2020-0-6
ALS Vial : 22 Sample Multiplier: 1

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

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 16 Campesterol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.92 7.86 ng 567636 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Campesterol 400 C28H480 000474-62-4 97
2 5-Cholestene-3-0l. 24-methvl- 400 C28H480 1000214-17-4 90
3 26-Nor-5-cholesten-3.beta.-o0l-25... 386 C26H4202 007494-34-0 64
4 Erqost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 60
5 Isocholesteryl methyl ether 400 C28H480 029944-53-4 49
Abundance Scan 2556 (16.921 min): BF120453.D (-2545) (-) m/z 43.10 100.00%
43.1
5000 107.1 1453 0131
16.60 16.80 17.00 17.20
oL m/z 55.05 53.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #212386: Campesterol
43.0
5000 LR BN BRI B B
16,60 16.80 17.00 17.20
m/z 107 .05 49.40%
o4
m/z--> 50 100 150 200 250 300 350 400
Abundance #212397: 5-Cholestene-3-ol, 24-methyl-
43.0
16.60 16.80 17.00 17.20
5000 m/z 81.10 45.98%
400.0
145.0
‘ J \ H‘} , 78.0 2130 2550 289.0 .0 367.0
0 — \I\ “‘I T
m/z--> 50 100 150 200 250 300 350 400
Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one e A RERREEESE L
43.0 16.60 16.80 17.00 17.20
m/z 145.10  44_.38%
5000
&1 1050 1450 213.0 2750 a53,0 3860
0,,,\ \H ‘mhwh\h,d{lﬁ?i. 2480 | 3130 PO | o v
m/z--> 150 200 250 300 350 400 16,60 16.80 17.00 17.20
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Library Search Compound Report

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

Data File : BF120453.D

Aca On : 29 May 2020 21:39

Operator : MA/SJ

ﬁ?ggle i L2773-13 NM4-COMP-2020-0-6
ALS Vial : 22 Sample Multiplier: 1

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

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 17 Nonadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.01 4.16 ng 300248 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Hexadecane 226 C16H34 000544-76-3 94
3 Hexacosane 366 C26H54 000630-01-3 93
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2571 (17.009 min): BF120453.D (-2566) (-) m/z 57.10 100.00%
57.1
5000 ‘ 85.1
LA AUARIL DA UM BN
113.1 16.60 16.80 17.00 17.20 17.40
141.1
ol ,} ! »J Jo 4L 1831 22012510 2840 32513561 m/z 71.10 71.07%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 85.0 R EEEEE

16.60 16.80 17.00 17.20 17.40
m/z 43.10 62.14%

29.0
A B S e A BRI S
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
R s B S
16.60 16.80 17.00 17.20 17.40
5000 m/z 85.10 46.17%
85.0
29.0,
o J\“ 'y J 113.0141.0169.0197.0226.0
o T e i e e T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane LA B o B S
57.0 16.60 16.80 17.00 17.20 17.40
m/z 55.00 23.04%
5000 85.0
29 0
. “] “$%MMwmwm5mmoz%mmn 367.0
S — T T T R
m/z--> 100 150 200 250 300 350 16 60 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 : BF120453.D

Aca On : 29 May 2020 21:39

Operator : MA/SJ

ﬁ?ggle i L2773-13 NM4-COMP-2020-0-6
ALS Vial : 22 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 18 Octacosyl acetate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.10 29.91 ng 2159500 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octacosvl acetate
2 l1-Heptacosanol

3 Heptacosvl acetate
4 Octacosanol

5 n-Tetracosanol-

452 C30H6002
396 C27H560
438 C29H5802
410 C28H580
354 C24H500

018206-97-8 95
002004-39-9 95
1000351-78-2 93
000557-61-9 93
000506-51-4 93

Abundance Scan 2586 (17.098 min): BF120453.D (-2577) (-) m/z 57.10 100.00%
57.1
97.1
39.1 16,80 17.00 17.20 17.40
’ 204.1 255.2 300.1 . 412.4 : : : -
ol L A L b o (02 S0n ST 5L A m/z 83.10 83.28%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate
43.0, 97.0
5000 LA L L L L L L L L
16. 80 17. 00 17. 20 17. 40
390 m/z 97.10 80.89%
N 1 |, 1810 250.0 292.0 334.0 3920 437.0
e L o e o e L B B o T A B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57.0 97.0
T T T T T
16.80 17.00 17.20 17.40
5000 m/z 43.10 79.21%
39.0
0 L. | |, 181.0 222.0 264.0 306.0 378.0
L o e o e L L B e e e e o LA e o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #224391: Heptacosy! acetate B
43.0 16.80 17.00 17.20 17.40
97.0 m/z 55.10 T4_.77T%
5000
l J 1[39 .0
0 L. Ll 1810 222.0 264.0 306.0 378.0 423.0
A I i o o e o AL A B i B e o o R R EE e
m/z--> 50 100 150 200 250 300 350 400 450 16. 80 17. 00 17. 20 17. 40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
BF120453.D

29 May 2020 21:39

MAZ/SJ

L2773-13

22 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

BF052820.M

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

Peak Number

19 _gamma.-Sitosterol

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
17.49 12.21 ng 881412 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 .aamma.-Sitosterol

2 .beta.-Sitosterol

3 5-Cholestene-3-o0l. 24-methvl-
4 (3.beta.)-
5

21-bromo-20-met. ..

Eraost-5-en-3-ol.
Pregn-5-en-3-ol,

414 C29H500
414 C29H500
400 C28H480
400 C28H480
394 C22H35BroO

000083-47-6 99
000083-46-5 99
1000214-17-4 38
004651-51-8 30
055103-80-5 18

Abundance

43.1

Scan 2653 (17.492 min): BF120453.D (-2645) (-)

m/z

43.10 100.00%

5000

04
m/z--> 0

107.0 145.1

213.1
255.2 303.3

50 100 150 200 250 300

?

17.20 17.40 17.60 17.80

Abundance

5000

#217434: .gamma.-Sitosterol

04
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43.0
5000 81.0
145.0 "5 414.0
78.0 77" 255.0 3290 4o
b ot gl 89 '
Oy
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #212397: 5-Cholestene-3-ol, 24-methyl-
43.0
5000
81.0 145.0 o
LUl e s
Oty
m/z--> 0 50 100 150 200 250 300 350 400

m/z 55.10 57.09%

i

17.20 17. 40 17. 60 17. 80

m/z 107.00 55.29%

:

17.20 17.40 17.60 17.80

m/z 145.05 54 .37%

%

17.20 17.40 17.60 17.80

m/z 57.05 52.81%

i

17.20 17. 40 17. 60 17. 80
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Library Search Compound Report

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

Data File : BF120453.D

Aca On : 29 May 2020 21:39

Operator : MA/SJ

ﬁ?ggle i L2773-13 NM4-COMP-2020-0-6
ALS Vial : 22 Sample Multiplier: 1

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

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 20 Stigmast-4-en-3-one Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.50 5.88 ng 424635 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamast-4-en-3-one 412 C29H480 001058-61-3 95
2 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 64
3 Testosterone 288 C19H2802 000058-22-0 47
4 Prean-4-ene-3.20-dione. (9.beta.... 314 C21H3002 002755-10-4 45
5 Carbonic acid, bis-(2,2,6,6-tetr... 370 C19H34N205 1000188-97-0 42
Abundance Scan 2824 (18.497 min): BF120453.D (-2819) (-) m/z 124.10 100.00%

124.1
50001 430 229.2

_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'_
288.1 5p51 3702 4124 18.20 18.40 18.60 18.80
o m/z 229.15 44 _80%

m/z--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one
124.0
43.0

5000 L L
18. 20 18 40 18 60 18 80

m/z 43.05 39.21%

m/z--> 50 100 150 200 250 300 350 400
Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...

0
124.0
RS R o o e
18.20 18.40 18.60 18.80
5000 m/z 55.10 29.36%
o0 246.0 i
64.0 203.0 .
o’ vbn%ﬁn.w.,.w.t,....,....,..
m/z--> 50 100 150 200 250 300 350 400
Abundance #134630: Testosterone e amE e e  m
124.0 18.20 18.40 18.60 18.80
288.0 m/z 57.10 29.03%
5000 246.0
41.0 79.0
203.0
165.0 J
0 1 YT S D I —
m/z--> 50 100 150 200 250 300 350 400 18. 20 18 40 18 60 18 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF052920\
Data File : BF120453.D
Acq On : 29 May 2020 21:39 Instrument :
Operator : MA/SJ gﬁA{s el

- _ lentosampleld :
3?22Ie - R2r781s NM4-COMP-2020-0-6
ALS Vial : 22 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 1.94 10.5 ng 881378 1 6.84 1677570 20.0
Methylene chloride 1.96 18.3 ng 1538630 1 6.84 1677570 20.0
Butane, 2-methoxy... 2.12 16.1 ng 1346880 1 6.84 1677570 20.0
Cyclopropanecarbo. . . 8.81 5.6 ng 586320 2 8.12 2088830 20.0
n-Hexadecanoic acid 11.89 4.8 ng 445812 4 11.36 1848900 20.0
5-Eicosene, (E)- 13.84 7.7 ng 1040100 5 13.99 2703820 20.0
1-Octadecene 14 .47 4.2 ng 569631 5 13.99 2703820 20.0
Oxirane, heptadecyl- 14.92 7.3 ng 527422 6 15.44 1444200 20.0
Heneicosane 15.11 8.0 ng 579496 6 15.44 1444200 20.0
1-Heneicosanol 15.14 8.2 ng 593000 6 15.44 1444200 20.0
Oxirane, hexadecyl- 15.69 7.9 ng 567598 6 15.44 1444200 20.0
Pentadecane, 8-he... 15.92 24_.3 ng 1754750 6 15.44 1444200 20.0
1-Heptacosanol 15.97 15.0 ng 1080380 6 15.44 1444200 20.0
1,21-Docosadiene 16.71 18.8 ng 1357970 6 15.44 1444200 20.0
Campesterol 16.92 7.9 ng 567636 6 15.44 1444200 20.0
Nonadecane 17.01 4.2 ng 300248 6 15.44 1444200 20.0
Octacosyl acetate 17.10 29.9 ng 2159500 6 15.44 1444200 20.0
-gamma.-Sitosterol 17.49 12.2 ng 881412 6 15.44 1444200 20.0
Stigmast-4-en-3-one 18.50 5.9 ng 424635 6 15.44 1444200 20.0
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