LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117466.D

Aca On : 21 Oct 2019 23:48

Operator :© JU

Sample : K5447-01

Misc :

ALS Vial : 19 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-BF101819.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 5.351 551 555 578 rBV 630152 771267 76.49% 9.007%
2 6.375 726 729 747 rBV 852361 856410 84.94% 10.001%
3 6.504 747 751 770 rVB 1035168 899820 89.24% 10.508%
4 6.734 787 790 802 rBV 220474 225076 22.32% 2.628%
5 6.887 812 816 831 rBV 731393 645880 64.06% 7.543%
6 7.298 882 886 902 rBV 428960 500537 49.64% 5.845%
7 8.010 1004 1007 1021 rBV 273693 290909 28.85% 3.397%
8 9.086 1186 1190 1207 rBvV 1103262 988376 98.02% 11.543%
9 9.481 1254 1257 1266 rBV 96612 85574 8.49% 0.999%
10 9.763 1301 1305 1322 rBB 410320 351953 34.91% 4.110%

11 10.551 1436 1439 1453 rBV 578351 553684 54.91% 6.466%
12 11.245 1554 1557 1567 rBV 347745 339815 33.70% 3.968%
13 11.316 1567 1569 1572 rVB2 15073 12105 1.20% 0.141%
14 11.774 1645 1647 1651 rBV 36571 34606 3.43% 0.404%
15 12.827 1822 1826 1835 rBV 1116689 1008310 100.00% 11.775%

16 13.057 1858 1865 1867 rBV 6362 11301 1.12% 0.132%
17 13.721 1972 1978 1989 rBV 107663 194823 19.32% 2.275%
18 13.886 2003 2006 2018 rVvB2 286298 319422 31.68% 3.730%

19 14.345 2081 2084 2086 rBvV 19173 19714 1.96% 0.230%
20 14.504 2108 2111 2114 rBV3 11803 11173 1.11% 0.130%
21 14.645 2131 2135 2139 rVB 16717 16805 1.67% 0.196%
22 14.957 2184 2188 2192 rBV 29749 34220 3.39% 0.400%
23 15.315 2245 2249 2262 rVB2 223102 301438 29.90% 3.520%
24 15.715 2313 2317 2322 rVB2 20580 28925 2.87% 0.338%
25 15.780 2322 2328 2335 rBV7Y 16056 47208 4.68% 0.551%
26 16.186 2391 2397 2400 rBv4 7319 13562 1.35% 0.158%
Sum of corrected areas: 8562913
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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\BF102119\

BF117466.D

21 Oct 2019 23:48

Ju

K5447-01

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117466.D

Aca On : 21 Oct 2019 23:48

Operator :© JU

Sample : K5447-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknown6.50 Concentration Rank 1

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

6.50 79.96 ng 899820 1,4-Dichlorobenzene-d4 6.73
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 750 (6.498 min): BF117466.D (-747) (-) m/z 132.00 100.00%
5000 68
20 54 %6 J 620 6.40 6.60 6.80
7 . . . .
ol Jrer | ysus N n/Z 68.10 47.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 og 116 SN NS LA U
6.20 6.40 6.60 6.80
m/z 66.00 31.50%
ol 8 7 158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14560: Xenon
132
6.20 6.40 6.60 6.80
5000 m/z 134.00 30.98%
66
0 I'"'I'"'IJW"I""I""I'l"I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R E e aa
132 6.20 6.40 6.60 6.80
m/z 69.10 19.95%
117
5000
29 91
7 LG e | oy
0 ||‘||||‘||‘N||“l‘|||‘“|||‘=||“i‘|||‘||l“:luuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117466.D

Aca On : 21 Oct 2019 23:48

Operator :© JU

Sample : K5447-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Decanoic acid, silver(1+) salt Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.77 2.04 ng 34606 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic acid. silver(1+) salt 278 C10H19A002 013126-67-5 59
2 Undecanoic acid 186 C11H2202 000112-37-8 58
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 Trehalose 342 C12H22011 000099-20-7 50
5 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 27

Abundance Scan 1646 (11.769 min): BF117466.D (-1645) (-) m/z 73.00 100.00%
7
43
5000
115 I | W
| 11.40 11.60 11.80 12.00
ob——14 e o T B A S S S m/z 43.10 77 .79%
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
7
43 155
5000
129 11.40 11.60 11.80 12.00
98 m/z 55.00 72 .65%
0 gl L1k 217 279 330 387
m/z--> 50 100 150 200 250 300 350 '
Abundance #50051: Undecanoic acid
60
11.40 11.60 11.80 12.00
5000 m/z 60.00 69.01%
29 85 129
186
RN N
m/z--> 50 100 150 200 250 300 350
Abundance #39470: n-Decanoic acid A ma ,l. e
60 11.40 11.60 11.80 12.00
m/z 41.00 66.75%
5000 - 129
} 87 172
S 0 T A T B PR o N N
m/z--> 50 100 150 200 250 300 350 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117466.D

Aca On : 21 Oct 2019 23:48

Operator :© JU

Sample : K5447-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 12.20 ng 194823 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 l1l-Heptacosanol 396 C27H560 002004-39-9 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 1978 (13.721 min): BF117466.D (-1972) (-) m/z 83.05 100.00%
55
5000 1
139 207 13.40 13.60 13.80 14.00
0 At = | m/z 97.05 95.79%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
56
5000 1
13.40 13.60 13.80 14.00
m/z 54.95 86.68%
29 139
ok, Liy ,167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
13.40 13.60 13.80 14.00
5000 m/z 57.00 84.57%
125
o 20 1A | g L L1?3“181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 B
57 83 13.40 13.60 13.80 14.00
m/z 43.10 84 .35%
B | V“—\L\"
29 139
ol L] ” L) ‘L | 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117466.D

Aca On : 21 Oct 2019 23:48

Operator :© JU

Sample : K5447-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .96 2.27 ng 34220 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 90
Abundance Scan 2189 (14.963 min): BF117466.D (-2184) (-) m/z 57.05 100.00%
57
85
5000
G o 14760 1480 15,00 1520
ob— e g m/z 71.05 74.81%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 UL R SN B
14.60 14.80 15.00 15.20
m/z 85.10 70.34%
29 113
oLl I ] | 141 169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #194494: Hexacosane
57
14.60 14.80 15.00 15.20
5000 a5 m/z 43.05 65.08%
113
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane R AR BaEEE T
57 14.60 14.80 15.00 15.20
m/z 41.00 32.03%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117466.D

Aca On : 21 Oct 2019 23:48

Operator :© JU

Sample : K5447-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Octatriacontyl pentafluorop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.78 3.13 ng 47208 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 64
2 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 64
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 59
4 Carbonic acid. isobutvl pentadec... 328 C20H4003 1000314-61-2 50
5 1-Hentetracontanol 593 C41H840 040710-42-7 50
Abundance Scan 2328 (15.780 min): BF117466.D (-2322) (-) m/z 97.05 100.00%
57 9
5000
207
147
| | 271 15.40 15.60 15.80 16.00
A R L LA A A BN SRS RN LARRN LA LA AR BARAR m/z 83.10 94.98%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriacontyl pentafluoropropionate
57
97
5000
15.40 15.60 15.80 16.00
m/z 57.05 82 .64%
o 139 181 205 281 341376415 460 532 577 678
| SRR S B D D S D S D SR B S b
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242465: Hexatriacontyl pentafluoropropionate
57
o 15.40 15.60 15.80 16.00
5000 m/z 85.10 75.33%
o 111 F° 181222 264 306 348 301432 504 549 650
I""I""I""IIIII DR B R S D S DR B D!
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57 15.40 15.60 15.80 16.00
m/z 55.00 73.71%
5000 97
1H ‘ }39 llgte' 258
mz> 0 56 100 150 200 250 300 350 400 450 500 550 600 650 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102119\
Data File : BF117466.D

Acq On : 21 Oct 2019 23:48

Operator : JU

Sample - K5447-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.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 .50 6.50 80.0 ng 899820 1 6.73 225076 20.0
Decanoic acid, si... 11.77 2.0 ng 34606 4 11.25 339815 20.0
Behenic alcohol 13.72 12.2 ng 194823 5 13.89 319422 20.0
Heneicosane 14 .96 2.3 ng 34220 6 15.32 301438 20.0
Octatriacontyl pe... 15.78 3.1 ng 47208 6 15.32 301438 20.0
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