LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\
Data File : BF120498.D
Aca On 2 Jun 2020 16:45 Instrument :
Operator : JU/CG E?Afs el

- _ lentosampleld :
3?22'6 : L2798-05 NM105-COMP-2020-0-6
ALS Vial : 15 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 1.910 3 4 11 rVB 498443 418022 14.59% 1.434%
2 1.963 11 13 20 rvB 43558 49104 1.71% 0.168%
3 2.093 29 35 44 rVB 917959 1171626 40.90% 4._.020%
4 5.110 537 548 556 rBV 26636 71249 2.49% 0.244%
5 5.463 604 608 612 rBVY 2749340 2615064 91.29% 8.973%
6 5.545 619 622 626 rVB 139848 115696 4.04% 0.397%
7 6.475 776 780 788 rVB 2579093 2599296 90.74% 8.919%
8 6.733 818 824 828 rVB2 62098 60232 2.10% 0.207%
9 6.845 839 843 846 rBY 1180836 923217 32.23% 3.168%
10 6.998 865 869 873 rBVY 2480525 2263752 79.02% 7.767%
11 7.045 873 877 880 rBV 60610 67094 2.34% 0.230%
12 7.404 933 938 941 rBVY 1907467 1619078 56.52% 5.555%
13 7.598 967 971 975 rVB 38838 35547 1.24% 0.122%

14 8.127 1057 1061 1064 rBV 1322219 1076558 37.58% 3.694%
15 9.198 1239 1243 1247 rBV 3128761 2864649 100.00% 9.829%

16 9.539 1296 1301 1303 rBV3 34859 31520 1.10% 0.108%
17 9.592 1306 1310 1319 rVB 576276 456814 15.95% 1.567%
18 9.880 1355 1359 1363 rBV 1335711 1077859 37.63% 3.698%
19 10.398 1441 1447 1449 rBvV 35294 36258 1.27% 0.124%
20 10.669 1489 1493 1496 rBV 1835495 1522225 53.14% 5.223%

21 11.016 1549 1552 1555 rBV 43049 44690 1.56% 0.153%
22 11.368 1608 1612 1614 rBV 1317613 1052915 36.76% 3.613%
23 11.392 1614 1616 1619 rVB 157307 120977 4.22% 0.415%

24 11.580 1645 1648 1653 rBV3 37815 48618 1.70% 0.167%
25 11.868 1692 1697 1699 rBV 38260 39700 1.39% 0.136%
26 11.898 1699 1702 1705 rVB2 53764 53307 1.86% 0.183%
27 11.980 1713 1716 1718 rBV2 45807 46740 1.63% 0.160%
28 12.498 1799 1804 1807 rBV2 67796 77758 2.71% 0.267%

29 12.563 1811 1815 1816 rVvV 394329 350164 12.22% 1.201%
30 12.580 1816 1818 1823 rVB 330742 260390 9.09% 0.893%

31 12.645 1823 1829 1831 rBV6 26395 50672 1.77% 0.174%
32 12.668 1831 1833 1837 rVB3 52031 51250 1.79% 0.176%
33 12.810 1852 1857 1859 rBV 313501 316265 11.04% 1.085%
34 12.827 1859 1860 1864 rVB 215412 149811 5.23% 0.514%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\
Data File : BF120498.D
Aca On 2 Jun 2020 16:45 Instrument :
Operator : JU/CG gﬁA{s el

- _ lentosampleld :
3?22'6 : L2798-05 NM105-COMP-2020-0-6
ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

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

Method
Title

35 12.957 1877 1882 1885 rBV 2860191 2822545 98.53% 9.685%

36 13.027 1891 1894 1897 rBV2 23514 32693 1.14% 0.112%
37 13.139 1911 1913 1915 rVB 48760 38450 1.34% 0.132%
38 13.180 1917 1920 1923 rBV2 46909 65844 2.30% 0.226%
39 13.298 1938 1940 1944 rBvV4 23540 32642 1.14% 0.112%
40 13.368 1949 1952 1955 rVvv2 31130 35885 1.25% 0.123%
41 13.404 1955 1958 1961 rBV5 41891 45783 1.60% 0.157%
42 13.539 1979 1981 1984 rVB 76377 71806 2.51% 0.246%
43 13.645 1996 1999 2004 rVB 58263 49292 1.72% 0.169%

44 13.862 2032 2036 2041 rBV2 288888 412848 14.41% 1.417%
45 14.009 2056 2061 2064 rBV 1256765 1267329 44.24% 4.348%

46 14.033 2064 2065 2067 rVB 146507 69762 2.44% 0.239%
47 14.474 2138 2140 2143 rBVY 131559 132625 4.63% 0.455%
48 14.509 2143 2146 2149 rVV3 70956 101239 3.53% 0.347%
49 15.045 2234 2237 2244 rVB 121503 206072 7.19% 0.707%
50 15.121 2246 2250 2253 rVB 247059 277952 9.70% 0.954%

51 15.468 2305 2309 2313 rBV 678652 871737 30.43% 2.991%
52 15.933 2384 2388 2395 rVB 417778 599666 20.93% 2.058%
53 16.368 2458 2462 2469 rVB5 135273 271843 9.49% 0.933%

Sum of corrected areas: 29144130
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060220\

BF120498.D
2 Jun 2020 16:45
JU/CG
L2798-05 NM105-COMP-2020-0-6
15 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

5000004

2.09

TIC: BF120498.D

5.46

6.47 700

7.40

5.11

(0 e
Time-->

T
4.50 5.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF120498.D

10.67

8.13 9.88 11.37

1253 81

o] koo

11.39
11.58 1118¥08

Time-->

11.50

10.00 10.50 11.00 12.00 12.50 13.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF120498.D

14.01

Time-->

™1
13.50

18.00 18.50

16.00 16.50

17.00 17.50

14.00

14.50 15.00 15.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\

Data File : BF120498.D

Aca On 2 Jun 2020 16:45

Operator : JU/CG

ﬁ?ggle i L2798-05 NM105-COMP-2020-0-6
ALS Vial : 15 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 4

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

1.91 9.06 ng 418022 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 76
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 64
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 59
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 53
5 2,3,4,5-Tetrahydropyridazine 84 C4H8N2 000694-06-4 43

Abundance Scan 4 (1.910 min): BF120498.D (-3) (-) m/z 56.10 100.00%
56
84
5000 41
69 S —
51 ‘ 2.00 210 2.20 2.30
) .3.6.|; o Sl e2 | 7479 L 9t 7778410 70.99%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1455: Cyclohexane
%6 84
5000 a1 IS NS RAREE AR AR
69 2.00 210 2.20 2.30
m/z 41.10 47 .59%
27
0 15 ‘\ ‘ ‘ 5\1\\ ! 63 m‘ 7 11
A S S S L L U IR SUR B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
41 56
200 210 220 230
5000 27 69 m/z 55.10 30.59%
84
15
32 51 63 77
e L L S UL S IR S I UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1472: Cyclobutane, ethyl-
56 2.00 210 2.20 2.30
a1 m/z 69.10 25.49%
5000
28 69
]75 \‘ ‘\‘\ ﬁl\\‘\ 63 ‘ 84
0"'l""l""l""l' LA SRR SIS SN FURLALE SR U AR SR AN R
m/z--> 10 20 40 50 60 70 80 90 2.00 210 2.20 2.30
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\

Data File : BF120498.D

Aca On 2 Jun 2020 16:45

Operator : JU/CG

ﬁ?ggle i L2798-05 NM105-COMP-2020-0-6
ALS Vial : 15 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 2

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

2.09 25.38 ng 1171630 1,4-Dichlorobenzene-d4 6.85
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 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

Abundance Scan 35 (2.093 min): BF120498.D (-29) (-) m/z 73.10 100.00%
7B
5000 43
55 87 SRS 5
- 200 220 240
Ol et b 8y e Tm/Z 43.05  38.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 L S e
43 200 220 240
55 87 m/z 55.05 26.85%
29
0'“I”'W'“'P'“I”'W'”'P'“I”'?q'”l“'W'”'P'”I'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130

Abundance
73
87 T

2.00 2.20 2.40

5000 41 55 m/z 87.10 24 .98%
29
0 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- T
73 2.00 2.20 2.40
m/z 41.05 12 .40%
5000 55
43
27
o B M“\ 163 || 83 98 115
R A B e B A R R LERARRSREEER RS B i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\

Data File : BF120498.D

Aca On 2 Jun 2020 16:45

Operator : JU/CG

ﬁ?ggle i L2798-05 NM105-COMP-2020-0-6
ALS Vial : 15 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 Allyl Isothiocyanate Concentration Rank 8

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

5.55 2.51 ng 115696 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Allvl Isothiocvanate 99 C4H5NS 000057-06-7 95
2 Cvclopropane. isothiocvanato- 99 C4H5NS 056601-42-4 91
3 Thiocvanic acid. 2-propenvl ester 99 C4H5NS 000764-49-8 90
4 Cvclopropanecarboxvlic acid. met... 100 C5H802 002868-37-3 59
5 Methyl 3-butynoate 98 C5H602 032804-66-3 42

Abundance Scan 623 (5.551 min): BF120498.D (-619) (-) m/z 99.00 100.00%
41 ®
5000
72
e
58 5.20 540 5.60 5.80
Obrrr et e il 84 e Tm/z 41.05  78.37%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3466: Allyl Isothiocyanate
41 99
5000
5.20 540 5.60 5.80
2 m/z 39.00 66.76%
0 15 2033 ||, 52 99 66 “‘ 84 L
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
99
4 AR U R
5.20 540 5.60 5.80
5000 m/z 72.00 32.19%
72
. 52 % 65| 7384 o1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3473: Thiocyanic acid, 2-propeny! ester ..,.’\...,"./‘...,....,....,.
4 5.20 540 5.60 5.80
m/z 45.00 11.12%
5000
72 99
|, 47 58
e S S S SULEURS SUSIILS IS IULIULS SULILS SIS I
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\

Data File : BF120498.D

Aca On 2 Jun 2020 16:45

Operator : JU/CG

ﬁ?ggle i L2798-05 NM105-COMP-2020-0-6
ALS Vial : 15 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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.86 6.52 ng 412848 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 97
2 1-Nonadecene 266 C19H38 018435-45-5 96
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 93
Abundance Scan 2036 (13.862 min): BF120498.D (-2032) (-) m/z 57.10 100.00%
57 83
U U BN SURIURN SR
139 207 302 13.60 13.80 14.00 14.20
I | A1, 168185207 230250 280302323 3%6 393 o Ut 6" g g
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
57
83
5000 L SN SR SULRUL I
29 1n 13.60 13.80 14.00 14.20
m/z 83.05 85.22%
ol i | H \\“ ‘M‘ L 19 167 196 224 252 280
m/z--> 50 150 200 250 300 350 '
Abundance
43 97
69 U PSR BN SURIUR SR
13.60 13.80 14.00 14.20
5000 m/z 55.05 84 .30%
125
ol 15 154 182 210 238 266
m/z--> 50 100 150 200 250 300 350 '
Abundance #227401: Heptadecy! heptafluorobutyrate B EERR Bam e L
57 13.60 13.80 14.00 14.20
83 m/z 69.05 75 .05%
5000
111
29 169 238
o 1,,,‘,;,‘,\,1?91\_,,1912%0,,x, s
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\

Data File : BF120498.D

Aca On 2 Jun 2020 16:45

Operator : JU/CG

ﬁ?ggle i L2798-05 NM105-COMP-2020-0-6
ALS Vial : 15 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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .47 2.09 ng 132625 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 94
2 Tetracosane 338 C24H50 000646-31-1 93
3 Nonadecane 268 C19H40 000629-92-5 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2139 (14.468 min): BF120498.D (-2138) (-) m/z 57.10 100.00%
g7
85
5000
J 118 156 qg3 209 242 270292312 345 375 402 14.20 14.40 14.60 14.80
ob—— | Ilullll:l I|u||| Im I In|| PN ill.ll - ‘I“ Ll yl | I.| ey III NIRPTIN I| : m/z 71_10 78_41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
5000 LR B SIS UL B
85 14.20 14.40 14.60 14.80
m/z 43.10 60.83%
o 290 | || 113 141 169 107 225 253 281 323 351 380
m/z--> 50 160 1%0 200 250 300 350 400
Abundance
57
o5 14.20 14.40 14.60 14.80
5000 m/z 85.10 60.03%
113
oL 38 L[ [T 60 107 25 253 oe1 g0 3
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane R Al B e
57 14.20 14.40 14.60 14.80
m/z 41.05 27 .43%
5000 85
29
0 \‘ ) ‘ | \J 1}3 141 169 197 225 268
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\

Data File : BF120498.D

Aca On 2 Jun 2020 16:45

Operator : JU/CG

ﬁ?ggle i L2798-05 NM105-COMP-2020-0-6
ALS Vial : 15 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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.12 6.38 ng 277952 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2250 (15.121 min): BF120498.D (-2246) (-) m/z 57.10 100.00%
57
UL R BN BN B
141 169 268 14.80 15.00 15.20 15.40
oL L | bl 4703 197219239 UF288310 346 875 401424 | ny7 71,10 73.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57
5000 85 LR B BRI B B
mmmmmmmm
29 m/z 43.10 62.97%
113
0 \‘ “\ ‘\ H\ [} \‘ | 141 169 197 225 268
m/z--> éo 160 1éo 260 250 300 3éo 460
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.05 51.69%
28
183
N - I
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane LI L L L L N BN |
57 14.80 15.00 15.20 15.40
m/z 55.10 21.00%
2000 i /\JV\NVJ\MJ/W
. 290 1|1 |18 141 160 107 205 253 295 323 367
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3éo 4(')0 14. 80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\

Data File : BF120498.D

Aca On 2 Jun 2020 16:45

Operator : JU/CG

ﬁ?ggle i L2798-05 NM105-COMP-2020-0-6
ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 8 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.93 13.76 ng 599666 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2388 (15.933 min): BF120498.D (-2384) (-) m/z 57.10 100.00%
57
2000 i JgL
UL NN SUNRA SRR
141 15.60 15.80 16.00 16.20
ol .l, A .l| L7, 199.197 225250 275 309 336 367393415 | o771 10 71.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 85 U AR U U DU
15.60 15.80 16.00 16.20
29 m/z 43.10 60.05%
oL L | | M1}3‘141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2éo 360 3éo 460
Abundance
57
g5 15,60 15.80 16.00 16.20
5000 m/z 85.10 51.01%
113
oL 35 141 169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 360 3%0 460
Abundance #185535: Heptadecane, 9-octyl- L e B L
57 15.60 15.80 16.00 16.20
m/z 55.05 20.65%
5000 85 kamAMAwAij\/\»wwkuwwﬂv
oL 31 ] [M3 141 160 107 239 567 294 323 352
m/z--> 55 160 1%0 260 2éo 360 3éo 460 15%0 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060220\
Data File : BF120498.D

Aca On : 2 Jun 2020 16:45

Operator : JU/CG

Sample : L2798-05

Misc :

ALS Vial : 15 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 Cholesterol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.37 6.24 ng 271843 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholesterol 386 C27H460 000057-88-5 95
2 17-(1.5-Dimethvlhexvl)-10.13-dim... 386 C27H460 1000210-38-4 93
3 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 38
4 _beta.-Sitosterol 414 C29H500 000083-46-5 25
5 Propanoic acid, 3,3,3-trifluoro-... 386 C17H17F3N205 1000362-46-1 25

Abundance Scan 2462 (16.368 min): BF120498.D (-2458) (-) m/z 43.10 100.00%
43 105
81 145 o75
213
5000 301
255 371
173 e ——
g 3 2740 1| 202 16.00 16.20 16.40 16.60
ob—— il i m/z 105.00 87.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205847: Cholesterol
43
105 386
5000 LA DA BN BUMLIE
16.00 16.20 16.40 16.60
m/z 57.05 85.05%
o.iuqmd
m/z--> 50
Abundance
43
386 AU BN UL
16.00 16.20 16.40 16.60
5000 95 275 m/z 145.10 80.76%
69 145
119 213 301 353
173 255
233 326
L L A L L WL WL W
m/z--> 50 100 150 200 250 300 350 400
Abundance #205837: 26-Nor-5-cholesten-3.beta.-ol-25-one L B o e
43 16.00 16.20 16.40 16.60
m/z 95.05 80.47%
5000
81 107 145 )13 386
275
oL .‘ i h.‘ \IMIH.IHU\H\\ '.‘“.‘“‘, Jlblz? i .l .2*.3:.3‘2?5.‘1. I3(|t)ll 326 I3|5\:? A .“. —— S —
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF060220\

Data File : BF120498.D

Acq On 2 Jun 2020 16:45

Operator : JU/CG

3?22'6 i L.2798-05 NM105-COMP-2020-0-6
ALS Vial : 15 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 1.91 9.1 ng 418022 1 6.85 923217 20.0
Butane, 2-methoxy... 2.09 25.4 ng 1171630 1 6.85 923217 20.0
Allyl Isothiocyanate 5.55 2.5 ng 115696 1 6.85 923217 20.0
3-Eicosene, (E)- 13.86 6.5 ng 412848 5 14.01 1267330 20.0
Heptacosane 14 .47 2.1 ng 132625 5 14.01 1267330 20.0
Nonadecane 15.12 6.4 ng 277952 6 15.47 871737 20.0
Octacosane 15.93 13.8 ng 599666 6 15.47 871737 20.0
Cholesterol 16.37 6.2 ng 271843 6 15.47 871737 20.0
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