LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116493.D

Aca On : 23 Aug 2019 22:34

Operator : HP/JU

Sample : K4403-10

Misc :

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-BF082319.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 2.199 12 19 27 rVB 2120848 2859508 100.00% 12.169%
2 3.993 321 324 328 rVB 24746 29722 1.04% 0.126%
3 4.740 433 451 452 rBV4 24449 76810 2.69% 0.327%
4 5.504 575 581 584 rBY 2291580 2114869 73.96% 9.000%
5 6.504 746 751 759 rBVY 2252870 2390134 83.59% 10.172%
6 6.651 772 776 779 rBVY 2532128 2258028 78.97% 9.609%
7 6.886 812 816 819 rBV 730327 657313 22.99% 2.797%
8 7.039 838 842 845 rBVY 2005427 1651387 57.75% 7.028%
9 7.439 905 910 913 rVV 1602222 1419937 49.66% 6.043%
10 8.163 1029 1033 1036 rBV 996837 799826 27.97% 3.404%

11 9.233 1211 1215 1218 rBV 2397806 1910227 66.80% 8.129%
12 9.622 1278 1281 1284 rBV 292139 220008 7.69% 0.936%
13 9.916 1327 1331 1334 rVV 839117 772656 27.02% 3.288%
14 10.698 1459 1464 1467 rBV 1169532 1120137 39.17% 4.767%
15 11.392 1579 1582 1585 rBV 686553 679933 23.78% 2.894%

16 11.416 1585 1586 1589 rVvVv 321456 219136 7.66% 0.933%

17 11.468 1592 1595 1598 rVB 74997 64802 2.27% 0.276%
18 11.616 1616 1620 1623 rBV2 39781 56230 1.97% 0.239%
19 11.898 1665 1668 1669 rBV 43191 36085 1.26% 0.154%
20 11.921 1669 1672 1676 rVV 192844 161775 5.66% 0.688%
21 12.004 1684 1686 1689 rBV2 53697 53171 1.86% 0.226%
22 12.192 1715 1718 1719 rBV 36220 38549 1.35% 0.164%
23 12.604 1785 1788 1791 rBV 484181 396411 13.86% 1.687%
24 12.704 1803 1805 1808 rBV3 46137 56242 1.97% 0.239%

25 12.833 1824 1827 1832 rVB 387281 347038 12.14% 1.477%
26 12.974 1848 1851 1855 rVB 1474460 1369948 47.91% 5.830%
27 13.874 2001 2004 2009 rVB2 232072 257880 9.02% 1.097%

28 14.027 2026 2030 2033 rBV2 741851 850072 29.73% 3.618%
29 15.498 2276 2280 2283 rVB 554143 630298 22.04% 2.682%

Sum of corrected areas: 23498132
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116493.D

Aca On : 23 Aug 2019 22:34

Operator : HP/JU

Sample : K4403-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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: BF116493.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116493.D

Aca On : 23 Aug 2019 22:34

Operator : HP/JU

Sample : K4403-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

2.20 87.01 ng 2859510 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 19 (2.199 min): BF116493.D (-12) (-) m/z 73.05 100.00%
(<}
5000 /\
43
55 87 e —
2.20 2.30 2.40 2.50 2.60
Obrprrer ot s 87 L 8L 109 m/z 43.05 34.49%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.10 26.30%
29 35 | | 67 ||,
mz-> %0 % 40 % 60 70 8 9 100 110 13 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 U IR UGS IR UL R
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.05 24 .51%
J L 79 |, 97 112 129
m/z--> 20 ' ' 50 ' 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.05 11.92%
5000
45
29
L] 3‘“ 5‘5 67 . 101 —A—y——y—y—y—
R RS RS RN AR ARRRN AR RARSE BRRES SRS BRRES SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116493.D

Aca On : 23 Aug 2019 22:34

Operator : HP/JU

Sample : K4403-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 unknown6.65 Concentration Rank 2

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

6.65 68.70 ng 2258030 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 Xenon 132 Xe 007440-63-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 776 (6.651 min): BF116493.D (-772) (-) m/z 132.00 100.00%
132
5000 68
" 640 6.60 6.80 7.00
0 e — AT m/z 68.05 43.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 U UL U LN
6.40 6.60 6.80 7.00
m/z 134.00 32.74%
31 51
w"LMW!JLl'!'j?”"l"'w""|'”'|""w"'|"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl
57 132
74 " 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 28.63%
N Illllh‘ﬁﬁlljml ,LIIMM .M,..“‘.,...¥5?...., }??IIII
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #14396: 1,2,4-Trifluorobenzene LA L L L L L L I
132 6.40 6.60 6.80 7.00
m/z 69.10 17.70%
5000 63 g
31 101112
'|'J'W"“”N“““i“P}W““h'l'““l""l”"l"'w"' IR IS R R
m/z--> 20 40 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116493.D

Aca On : 23 Aug 2019 22:34

Operator : HP/JU

Sample : K4403-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 4.76 ng 161775 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 60
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 55
4 Tridecanoic acid 214 C13H2602 000638-53-9 49
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 47

Abundance Scan 1672 (11.921 min): BF116493. D (-1669) (-) m/z 192.10 100.00%

43 60

5000

11.60 11.80 12.00 12.20
m/z 72.95 96.20%

!
BRRRE!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73

\

5000{ 29 256 LI B s e e

11.60 11.80 12.00 12.20
ik
T

m/z 43.05 78.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73

21
1431057171185 199

11.60 11.80 12.00 12.20

5000 129 m/z 60.00 78.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54734: Anthracene, 2-methyl- e e A
192 11.60 11.80 12.00 12.20

m/z 55.00 71.44%

5000

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\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116493.D

Aca On : 23 Aug 2019 22:34

Operator : HP/JU

Sample : K4403-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 6.07 ng 257880 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
3 1-Docosene 308 C22H44 001599-67-3 94
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91

Abundance Scan 2003 (13.868 min): BF116493.D (-2001) (-) m/z 230.00 100.00%

230
55
97
5000

13.60 13.80 14.00 14.20

315
| 248200 209702 339 | h77 55.05  71.75%

m/z--> 50 100 150 200 250 300
Abundance #127769: 5-Eicosene, (E)-

k

5000 LA L L L L L LB
13 60 13. 80 14. OO 14 20
29 111 m/z 57.10 64 .24%
i l 1139 167 196 223 252 280
Ll T T T T
m/z--> 50 100 150 200 250 300
Abundance #127771: 3-Eicosene, (E)-
57
83 e
13.60 13.80 14.00 14.20
5000 m/z 97.10 58.47%
29
“‘\ ‘ 1139 167 196 224 252 280
it . L T B e e LI I e e |
m/z--> 50 150 200 250 300
Abundance #151538: 1-Docosene R EEEEE RS
55 13.60 13.80 14.00 14.20
m/z 69.10 58.12%
97
5000
29
{ | ‘125
SN S 3 e U N
m/z--> 50 100 150 200 250 300 13 60 13. 80 14. OO 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082319\
Data File : BF116493.D

Acq On : 23 Aug 2019 22:34

Operator : HP/JU

Sample - K4403-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF082319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.20 87.0 ng 2859510 1 6.89 657313 20.0
unknown6 .65 6.65 68.7 ng 2258030 1 6.89 657313 20.0
n-Hexadecanoic acid 11.92 4.8 ng 161775 4 11.39 679933 20.0
5-Eicosene, (E)- 13.87 6.1 ng 257880 5 14.03 850072 20.0
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