LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052219\

Data File : BF114496.D

Aca On : 22 May 2019 21:14 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : K2971-14 SUPQACG&EZMB
isc :

ALS Vial : 9 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-BF051019.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 5.463 570 574 595 rBVY 3219002 3604237 93.07% 10.106%
2 6.475 742 746 764 rBY 3648974 3813082 98.46% 10.691%
3 6.604 764 768 783 rVB 4081979 3660005 94.51% 10.262%
4 6.828 803 806 816 rBVY 1234830 1022129 26.39% 2.866%
5 6.987 829 833 844 rBVY 3031060 2817639 72.75% 7 .900%

7.392 898 902 916 rBV 2359701 2336010 60.32% 6.550%
8.110 1020 1024 1047 rBV 1297644 1335004 34.47% 3.743%
9.186 1203 1207 1218 rBV 4221529 3872815 100.00% 10.859%
9.581 1270 1274 1283 rBV 412959 419844 10.84% 1.177%
9.863 1319 1322 1337 rVB 1464225 1443440 37.27% 4.047%

=
QO ~NO®

11 10.657 1453 1457 1473 rBV 2266610 2454424 63.38% 6.882%
12 11.351 1572 1575 1592 rVB 1451930 1502645 38.80% 4.213%
13 11.874 1660 1664 1674 rBV2 96018 143688 3.71% 0.403%
14 12.933 1840 1844 1847 rBV 3819326 3376518 87.19% 9.467%
15 13.851 1992 2000 2015 rBv4 125947 502554 12.98% 1.409%

16 13.998 2021 2025 2034 rVB 1106784 1189329 30.71% 3.335%
17 14.445 2097 2101 2105 rBV 80549 91037 2.35% 0.255%
18 14.745 2148 2152 2157 rBV 102522 100557 2.60% 0.282%
19 15.074 2205 2208 2214 rVB 121925 143755 3.71% 0.403%
20 15.463 2267 2274 2282 rBV 881324 1364665 35.24% 3.826%

21 15.874 2339 2344 2353 rVB 154013 234674 6.06% 0.658%
22 16.368 2423 2428 2433 rBV2 89783 155174 4.01% 0.435%
23 16.951 2523 2527 2533 rVB4 40992 82294 2.12% 0.231%

Sum of corrected areas: 35665519
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052219\

Data File : BF114496.D

Aca On : 22 May 2019 21:14

Operator : JU/SJ

ﬁ?ggle i K2971-14 SUP-2A-C-3-052019
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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: BF114496.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052219\

Data File : BF114496.D

Aca On : 22 May 2019 21:14

Operator : JU/SJ

ﬁ?ggle i K2971-14 SUP-2A-C-3-052019
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknown6.60 Concentration Rank 1

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

6.60 71.62 ng 3660010 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 Xenon 132 Xe 007440-63-3 9
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 767 (6.598 min): BF114496.D (-764) (-) m/z 132.00 100.00%
5000 68
96 UM SR SRR
40 5g J 6.20 6.40 6.60 6.80 7.00
o frer lsus g m/z 68.10  44.94%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 98 116 LS A SR
620 640 6.60 6.80 7.00
m/z 134.00 31.90%
o 8 7 158 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14560: Xenon
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 28.92%
66
0'"'I""I'u"l""I""I'l"I""I""I""
m/z--> 40 60 80 100 120 140 160 180 1
Abundance #14395: 1,3,5-Trifluorobenzene T
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.34%
5000
63 81
0 3\1 59 1 \\‘ L 72\ ‘\ \92 10\]-\ 112 |
m/z--> 4 60 8 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052219\

Data File : BF114496.D

Aca On : 22 May 2019 21:14

Operator : JU/SJ

ﬁ?ggle i K2971-14 SUP-2A-C-3-052019
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.85 8.45 ng 502554 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Octacosanol 410 C28H580 000557-61-9 94
4 2- Chloropropionic acid. octadec... 360 C21H41Cl02 088104-31-8 94
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 93

Abundance Scan 2000 (13.851 min): BF114496.D (-1992) (-) m/z 43.10 100.00%

83

5000

=

13.60 13.80 14.00 14.20

o m/z 57.05 98.29%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 111 L L L e
13. 60 13 80 14. OO 14 20
m/z 55.05 97 .26%
29 139
0 l L, 167 106 238 266 294
- T T L I T T T T I T T T T I T T T I T T T I T T T I
m/z--> 50 100 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1
55 83
R RREER R RS LS S
13.60 13.80 14.00 14.20
5000 111 m/z 83.05 85.61%
29
— e A
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol R e
57 13.60 13.80 14.00 14.20
97 m/z 69.05 71.51%
5000
125
29
ol Ll b i i ;153 181 209 236 264 292 322 364 392
L B e i T L e e e e N B e RN R L
m/z--> 50 100 150 200 250 300 350 13. 60 13 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052219\

Data File : BF114496.D

Aca On : 22 May 2019 21:14

Operator : JU/SJ

ﬁ?ggle i K2971-14 SUP-2A-C-3-052019
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.07 2.11 ng 143755 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Octadecane 254 C18H38 000593-45-3 87
4 Docosane 310 C22H46 000629-97-0 87
5 Pentacosane 352 C25H52 000629-99-2 86

Abundance Scan 2207 (15.068 min): BF114496.D (-2205) (-) m/z 57.05 100.00%

57
5000 85

113 14.80 15.00 15.20 15.40
| 139 169 208 254
oL ..J. | B e e ???,.. g m/z 43.05 69.68%

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 LA L L L L L LB
14.80 15.00 15.20 15.40
- m/z 71.05 60.21%
oL T 141 169 197 225 253 281 309 337 365 394
e o e e LR B e e o A o e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
L R e o e o R R
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 45 _38%
29 113
0 | ] Il 777,141 169 197 225 253 281 309 338
L o e e T o o A e e e B B o
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane B e S S
57 14.80 15.00 15.20 15.40
m/z 41.05 22 .49%
5000 85
29 3
0 \‘ L ] | J 1:JL \1‘}1 ‘169 197 225 254
L o o e e L o B L A B e e o e e e S R N RARE SRR m e
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052219\

Data File : BF114496.D

Aca On : 22 May 2019 21:14

Operator : JU/SJ

ﬁ?ggle i K2971-14 SUP-2A-C-3-052019
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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

Peak Number 5 2-methyloctacosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.87 3.44 ng 234674 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Docosane 310 C22H46 000629-97-0 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 2343 (15.868 min): BF114496.D (-2339) (-) m/z 57.10 100.00%
g7
5000 85
113 15,60 15.80 16.00 16.20
141
o...l,.-! A Lo 163183208225 265 | w/z 43.10 64.90%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
5000 LR B UL IR B

15.60 15.80 16.00 16.20
m/z 71.10 57.86%

141 169 197 225

267 295

04
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
15.60 15.80 16.00 16.20
5000 85 m/z 85.05 40.79%
29 113
0 \‘ . ] I i | \1‘}1‘169 197 225 254
e T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane A A e e
57 15.60 15.80 16.00 16.20
m/z 55.05 20.88%
5000 85
29
o ] | (M3 141 169 197 225 253 281 309 337 365 394
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\BF052219\

Data File : BF114496.D

Aca On : 22 May 2019 21:14

Operator : JU/SJ

ﬁ?ggle i K2971-14 SUP-2A-C-3-052019
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.37 2.27 ng 155174 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Docosane 310 C22H46 000629-97-0 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 2428 (16.368 min): BF114496.D (-2423) (-) m/z 57.10 100.00%

:

5000
283 16.00 16.20 16.40 16.60
0 m/z 43.10 62.20%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194494; Hexacosane
5000 LA L L L L L LB L

16.00 16.20 16.40 16.60
m/z 71.10 61.02%

141 183 225 267 309 366

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
USSR ASUNAEEE
16.00 16.20 16.40 16.60
5000 m/z 85.05 45.84%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

i

L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane B e
517 16.00 16.20 16.40 16.60
m/z 55.10 21.12%
5000

?

99
26| | ||| 141 183 225 267 309 351 393 436

. N — -,

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16. OO 16. 20 16 40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF052219\

Data File : BF114496.D

Acq On : 22 May 2019 21:14

Operator : JU/SJ

3?22'6 i K2971-14 SUP-2A-C-3-052019
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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]
unknown6 .60 6.60 71.6 ng 3660010 1 6.83 1022130 20.0
1-Heneicosanol 13.85 8.4 ng 502554 5 14.00 1189330 20.0
Octacosane 15.07 2.1 ng 143755 6 15.46 1364670 20.0
2-methyloctacosane 15.87 3.4 ng 234674 6 15.46 1364670 20.0
Hexacosane 16.37 2.3 ng 155174 6 15.46 1364670 20.0
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