LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118186.D

Aca On : 13 Dec 2019 15:15

Operator :© JU

Sample : K6235-04

Misc :

ALS Vial : 10 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-BF120619 .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 2.122 3 6 20 rvB 881523 1060118 22.35% 3.197%
2 5.069 503 507 514 rVB 144530 161894 3.41% 0.488%
3 5.481 573 577 593 rBY 1515243 1379542 29.08% 4.160%
4 6.492 745 749 762 rBV 947148 897279 18.91% 2.706%
5 6.640 769 774 777 rBV 3240855 2881591 60.74% 8.690%
6 6.869 809 813 816 rBV 745533 688001 14.50% 2.075%
7 7.022 835 839 843 rBY 2795185 2679103 56.47% 8.079%
8 7.434 903 909 912 rBVY 2177434 2082301 43.89% 6.279%
9 8.151 1027 1031 1037 rBvV 1014812 884759 18.65% 2.668%
10 9.233 1210 1215 1218 rBV 4542112 4077428 85.95% 12.296%
11 9.628 1278 1282 1286 rBV 74298 85423 1.80% 0.258%
12 9.833 1311 1317 1322 rBV6 29562 78075 1.65% 0.235%
13 9.916 1327 1331 1343 rVvB 1121601 1075212 22.66% 3.242%
14 10.169 1371 1374 1378 rVB2 48526 47665 1.00% 0.144%

15 10.710 1461 1466 1469 rBV 3353206 2976860 62.75% 8.977%

16 11.404 1580 1584 1592 rBV 1118540 1090288 22.98% 3.288%
17 11.486 1594 1598 1605 rVB 283032 293118 6.18% 0.884%
18 11.933 1668 1674 1681 rBV 944834 935719 19.72% 2.822%
19 12.622 1788 1791 1792 rBV 55906 50965 1.07% 0.154%
20 12.716 1803 1807 1822 rBV 542436 693516 14.62% 2.091%

21 13.004 1850 1856 1859 rBV 4652187 4744040 100.00% 14.306%
22 13.563 1947 1951 1954 rBV2 44950 48716 1.03% 0.147%
23 13.892 2003 2007 2011 rBV 281373 331247 6.98% 0.999%
24 14.057 2031 2035 2042 rBV 887913 898274 18.93% 2.709%
25 14.210 2058 2061 2067 rVB 148456 145854 3.07% 0.440%

26 14.516 2110 2113 2117 rVB 239401 224539 4.73% 0.677%
27 14.827 2162 2166 2170 rBV 353240 367067 7.74% 1.107%
28 15.174 2220 2225 2232 rVB 373627 456602 9.62% 1.377%
29 15.551 2284 2289 2303 rBV2 675091 1247172 26.29% 3.761%
30 16.010 2362 2367 2372 rVB 233007 364579 7.68% 1.099%

31 16.521 2449 2454 2463 rVB 113635 213542 4._50% 0.644%

Sum of corrected areas: 33160489
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118186.D

Aca On : 13 Dec 2019 15:15

Operator : JU

Sample : K6235-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF120619.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: BF118186.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118186.D

Aca On : 13 Dec 2019 15:15

Operator :© JU

Sample : K6235-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3

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

2.12 30.82 ng 1060120 1,4-Dichlorobenzene-d4 6.87
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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 22
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 6 (2.122 min): BF118186.D (-3) (-) m/z 73.05 100.00%
3.0
5000
43.0
55.0 87.1
1110 220 2.30 2.40 2.50
Ob eyl s e e A Tm/Z 43.05  35.19%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 N LR LS AN UL B
430 590 220 2.30 240 250
‘ 87.0 m/z 87.10 27 .60%
27.0
0'w'“mﬂ'“ULLw““'V'HHJ'W'“W'“qﬁp“l“'w'“'w'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 HRNURRS U U UL
2.20 2.30 2.40 2.50
5000 41.0 550 m/z 55.00 24 _.85%
29.0 ‘
o 1, | “ iR “‘ , 970 1120  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- R e R R
73.0 2.20 2.30 2.40 2.50

m/z 41.05 11.76%

5000
45.0

29.0
|| 950 ‘ 101.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2,20 2.30 2.40 2.50

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118186.D

Aca On : 13 Dec 2019 15:15

Operator :© JU

Sample : K6235-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

5.07 4.71 ng 161894 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 3-Hexanol 102 C6H140 000623-37-0 28
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 507 (5.069 min): BF118186.D (-503) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 —
| 83.0 480 500 520 5.40
O e el e e e e m/z 59.00 63.83%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A LN LS UL UL
59.0 480 500 520 540
m/z 101.00 25.72%
31.0 g3 1010
O'W'“Tﬂ'“T“'w'”'w'“l“'w“”'w'“”“'w'“'w'”l”'w'“'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4417: 3-Hexanol
59.0
480 500 520 540
5000 310 430 73.0 m/z 58.00 16.51%
\‘\‘ ‘ ‘\ Il \‘ I 840 1010
Oty et P e e o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester i R ma
59.0 4.80 500 520 5.40
m/z 41.00 9.07%
5000 41.0
0 LN 1L 1730 1260 1420
m/z--> 20 30 4'0 50 60 70 8 90 100 110 120 1:'30 140 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118186.D

Aca On : 13 Dec 2019 15:15

Operator :© JU

Sample : K6235-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.64 Concentration Rank 1

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

6.64 83.77 ng 2881590 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 774 (6.640 min): BF118186.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.0
960 TTTTTTTTT rTTTrTTTTTTTT
40.0 54.0 J 6.40 6.60 6.80 7.00
0 lgro | guso g m/z 68.00 35.80%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 URRBE RS S LR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.45%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.00 24 .50%
s 0o | ||
0'"'I'“W'k”"'u""I'h"l""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A m L Al A
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.10%
74.0
5000 98.0 116.0
oL—— = II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| I EEREEEE TR e
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118186.D

Aca On : 13 Dec 2019 15:15

Operator :© JU

Sample : K6235-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Thiourea, N,N"-dibutyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.49 5.38 ng 293118 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiourea. N.N"-dibutvl- 188 C9H20N2S 000109-46-6 90
2 N.N"-Di-sec-butvlthiourea 188 C9H20N2S 035700-30-2 49
3 4.47-Dipvridvl sulfide 188 C10H8N2S 037968-97-1 27
4 Carbamic acid. dimethvl-. ethvl ... 117 C5H11NO2 000687-48-9 22
5 BH-Pyrazolo[3,4-b]Jquinolin-3-ami... 188 C10H12N4 1000362-40-8 22
Abundance Scan 1599 (11.492 min): BF118186.D (-1594) (-) m/z 188.10 100.00%
5000
R e
11.20 11.40 11.60 11.80
0 m/z 44.05 57.13%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #52144: Thiourea, N,N'-dibutyl-
188.0
44.0
72.0 1
5000 28,0 R LN B RN
11.20 11.40 11.60 11.80
m/z 72.05 56.38%
0‘
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #52145: N,N'-Di-sec-butylthiourea
72.0
‘ 188.0 RN RRaAR RARAN AR AR
' 11.20 11.40 11.60 11.80
0
5000 240 m/z 57.00 51.83%
0 |4.|0|||‘||‘l‘||‘|H|‘||‘lH‘l‘||"i‘ l:::‘l‘l |1|1(|3.|0||‘|||||EL§9|.9||||| ‘|||
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #51464: 4,4'—D|pyr|dy| sulfide LI LA B A B N N BB
188.0 11.20 11.40 11.60 11.80
m/z 90.00 34.23%
5000 51.0
780 161.0
o 260 | | | 901110 1350 °F |
m/z--> 0 20 40 60 80 100 120 140 160 180 ' 1120 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118186.D

Aca On : 13 Dec 2019 15:15

Operator :© JU

Sample : K6235-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4
R.T. EstConc Area Relative to ISTD R.T.
11.93 17.16 ng 935719 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1673 (11.927 min): BF118186.D (-1668) (-) m/z 73.00 100.00%
43.0 730
5000 1291
97.1 213.2 LI e e e
40 1711 256.2 1160 11.80 12,00 12.20
ol : % m/z 43.05 86.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
.0
5000 129.0 R T SR SRR AR
83.0 nmnmnmnm
‘J‘“ 1570 1gso 2130 2560 | | M/Z 59.95  80.90%
4 A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
11,60 11.80 12.00 12.20
5000 129.0 m/z 41.05 75.03%
0150 : ) '
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid e e AR
430 | 730 11.60 11.80 12.00 12.20

m/z 55.05 70.13%

5000

129.0 1o 0140
Il

I Hm\\g?? |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

l%

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118186.D

Aca On : 13 Dec 2019 15:15

Operator :© JU

Sample : K6235-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.72 12.72 ng 693516 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Undecanoic acid 186 C11H2202 000112-37-8 72
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1808 (12.722 min): BF118186.D (-1803) (-) m/z 73.00 100.00%

430 730

-

129.1
5000
12.40 12.60 12.80 13.00
0 m/z 43.05 90.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

3.0

-

5000

12.40 12,60 12.80 13.00
m/z 60.00 76.41%

241.0 284.0

207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73.0
PP T T [T
43.0 12.40 12.60 12.80 13.00
m/z 55.05 75.09%
5000 129.0
185.0 228.0
il ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50053: Undecanoic acid L L o e
60.0 12.40 12.60 12.80 13.00
m/z 57.05 69.69%
500071 290
85.0 129.0
o 1570 1860
)} ; Goaiehineinc MM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118186.D

Aca On : 13 Dec 2019 15:15

Operator :© JU

Sample : K6235-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.89 7.38 ng 331247 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 93
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 90
Abundance Scan 2007 (13.892 min): BF118186.D (-2003) (-) m/z 57.05 100.00%
57.0
7.1
5000
SRR SR SR B
39.1 13.60 13.80 14.00 14.20
181.1
0 ....,....,1..]1..,....,..2.3?,1.2?9.3,....,....,....,....,...., m/z 43.10 84.05%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127769: 5-Eicosene, (E)-
54.0
5000 7.0 L BN UL B B
13.60 13.80 14.00 14.20
m/z 55.10 68.62%
o 1 139.0182.0223.0 280. 0
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155046: 1-Heneicosanol
55,0
7.0
13.60 13.80 14.00 14.20
5000 m/z 83.05 63.17%
o, 138.0 165 0524.0266.0
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate R R RE
57.0 13.60 13.80 14.00 14.20
m/z 69.10 59.29%
97.0
5000
0 3? ?181 0222.0264.0  336.0381.0 532.0
miz-> 0 5'0 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118186.D

Aca On : 13 Dec 2019 15:15

Operator :© JU

Sample : K6235-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10-Methylnonadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.21 3.25 ng 145854 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 10-MethvlInonadecane 282 C20H42 056862-62-5 90
4 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 90
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2061 (14.210 min): BF118186.D (-2058) (-) m/z 57.10 100.00%
57.1
5000 wavj\v\/ﬂﬂ-AVAWh¢ﬂﬁA¥\*ﬂr
LR BASRLLSN BASUIRN ML B
113.0 13.80 14.00 14.20 14.40 14.60
141.1
N 170.2 211.1240.1 281.0 338.1 /7 71.05 26 10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57.0
5000 AR AR BRI DU B
85.0 1380 1400 14.20 14.40 14.60
29.0 m/z 43.10 67.81%
ol I || /H30141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> 25 45 60 85 1601201401é0180200220240260280300320340
Abundance #141426: Heneicosane
57.0
650 13.80 14.00 14.20 14.40 14.60
5000 ‘ m/z 85.10 56.78%
29 0 113.0
. T 14101690 197022502530 296.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 140 1('30 180 200 220 240 260 280 300 350 34'10
Abundance #129494: 10-Methylnonadecane R B
57.0 13.80 14.00 14.20 14.40 14.60
m/z 55.00 28.26%
T M
5000
154.0
29.0
113.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 80 14. 00 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118186.D

Aca On : 13 Dec 2019 15:15

Operator :© JU

Sample : K6235-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .52 5.00 ng 224539 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Octacosane 394 C28H58 000630-02-4 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2114 (14.521 min): BF118186.D (-2110) (-) m/z 57.10 100.00%
57.1
| | %0 1411 14:20 14.40 14.60 14.80
183 2 : : : :
ol h 5 “ Lo pnird 2882 2951 8903 o7 71.10  76.80%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 LR DL B BN B
mmmmmmmm
99.0 m/z 43.10 62 .84%
o |.| I, 140 183.0 2250 267.0 309.0 _ 367.0
m/z--> 55 160 1%0 200 250 300 3éo
Abundance #185533: Pentacosane
57.0
14:20 14.40 14.60 14.80
5000 m/z 85.05 56.15%
OQM] lJlMOBWZEO%M3%0%M
m/z--> 50 100 1%0 260 2éo 360 3éo
Abundance #209566: Octacosane A B AE B m o S
57.0 14.20 14.40 14.60 14.80
m/z 41.05 25.55%
- M
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3éo ' 1420 1440 1460 1480 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118186.D

Aca On : 13 Dec 2019 15:15

Operator :© JU

Sample : K6235-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.83 5.89 ng 367067 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2166 (14.827 min): BF118186.D (-2162) (-) m/z 57.10 100.00%
57.1
5000
%90 460 1480 1500 1520
141.1 1832 ) . X . .
) — J.‘|, LA 922 28112670 30513381 | nzz 71.05  72.20%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57.0
5000 LR LI SR SR U
mmmmmmmm
99.0 m/z 43.10 63.26%
0 oy || | [0 1830 2250 267.0 338.0
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #141426: Heneicosane
57.0
"' 1460 1480 15.00 15.20
5000 m/z 85.05 54 _79%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3%0 '
Abundance #215181: 2-methyloctacosane i R R AR AR
57.0 14.60 14.80 15.00 15.20
m/z 55.00 24 _.21%
5000
99.0
oL 270 || pevo 1830 2250 267.0 309.0 3650
m/z--> 55 160 1%0 260 250 300 3%0 ' 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118186.D

Aca On : 13 Dec 2019 15:15

Operator :© JU

Sample : K6235-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Triacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.17 7.32 ng 456602 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2224 (15.168 min): BF118186.D (-2220) (-) m/z 57.10 100.00%
571
5000
st 14.80 15.00 15.20 15.40
41.1 : : : :
ol Ay #1831 2052 pes3  ssas | G P et e oy
miz--> 0 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
510
5000 L BN BRI BRI B B
mmmmmmmm
99.0 m/z 43.10 66.70%
o d | 1410 1830 2250 267.0 3090 3510 4220
miz--> 0 55 100 150 260 250 360 3%0 460
Abundance #141425: Heneicosane
57.0
14,80 15.00 15.20 15.40
5000 m/z 85.05 57 .45%
99.0
0 15q“ 4 140 1830 225.0 296.0
miz--> 0 55 160 1%0 200 250 360 3%0 460
Abundance #185535: Heptadecane, 9-octyl- L B I
57.0 14.80 15.00 15.20 15.40

m/z 55.05 25 .55%

5000

99.0
i [, 1410 1830 2390 541 3939

e e

m/z--> 0 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118186.D

Aca On : 13 Dec 2019 15:15

Operator :© JU

Sample : K6235-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.01 5.85 ng 364579 Perylene-d12 15.55

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2367 (16.010 min): BF118186.D (-2362) (-) m/z 57.10 100.00%

5000

g8

99.0 B e e
1411 1832 2391 2953 340.9 15.60 15.80 16.00 16.20 16.40

0! m/z 71.10 73.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175556: Tetracosane
571.0
5000 TT T T [T T I T [T T T T [ TTTT[TT
15. 60 15. 80 16. 00 16. 20 16 40
m/z 43.10 64 .60%
99.0 141.0 338.0
ool LI, 1410 o0 250 zmo om0
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
RS SR R
15.60 15.80 16.00 16.20 16.40
5000 m/z 85.05 59.16%
99.0
01260 | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane e e
57.0 15.60 15.80 16.00 16.20 16.40
m/z 55.00 21.69%
5000
99.0
0260 | | | }#10 1830 2250 267.0 3090 352.0
m/z--> 50 100 150 200 250 300 350 400 15. 60 15. 80 16. 00 16. 20 16 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118186.D

Aca On : 13 Dec 2019 15:15

Operator :© JU

Sample : K6235-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.52 3.42 ng 213542 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Triacontane 422 C30H62 000638-68-6 90
5 Tetratetracontane 619 C44H90 007098-22-8 90

Abundance Scan 2454 (16.521 min): BF118186.D (-2449) (-) m/z 57.05 100.00%

5000

99.0 L L o e e
1411 1831 2252 2811 256.1 16.20 16.40 16.60 16.80

0 m/z 71.10 72.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 LA L L L L L B LB L |
16.20 16.40 16.60 16.80
990 m/z 43.10 57.22%
ol LA dh |y 1410 1830 2250 267.0 3090 3670
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
e A RERREEESE L
16.20 16.40 16.60 16.80
5000 m/z 85.10 55.23%
99.0
o LAy 141.0 183.0 225.0 267.0 309.0 352.0
L e e A L e B LA e e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane e A RERREEESE L
57.0 16.20 16.40 16.60 16.80
m/z 55.00 22.80%
e LRNWVMNWMWMNMJ\Vﬂth”waNVHMN
99.0
o | | | 1410 183.0 2250 267.0 309.0 351.0 437.0
e A e R Ra
m/z--> 50 100 150 200 250 300 350 400 16 20 16. 40 16. 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF121319\
Data File : BF118186.D

Acq On : 13 Dec 2019 15:15

Operator : JU

Sample : K6235-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.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]
Butane, 2-methoxy... 2.12 30.8 ng 1060120 1 6.87 688001 20.0
2-Pentanone, 4-hy... 5.07 4.7 ng 161894 1 6.87 688001 20.0
unknown6 .64 6.64 83.8 ng 2881590 1 6.87 688001 20.0
Thiourea, N,N"-di... 11.49 5.4 ng 293118 4 11.40 1090290 20.0
n-Hexadecanoic acid 11.93 17.2 ng 935719 4 11.40 1090290 20.0
Octadecanoic acid 12.72 12.7 ng 693516 4 11.40 1090290 20.0
5-Eicosene, (E)- 13.89 7.4 ng 331247 5 14.06 898274 20.0
10-Methylnonadecane 14.21 3.3 ng 145854 5 14.06 898274 20.0
Hexacosane 14.52 5.0 ng 224539 5 14.06 898274 20.0
Heneicosane 14.83 5.9 ng 367067 6 15.55 1247170 20.0
Triacontane 15.17 7.3 ng 456602 6 15.55 1247170 20.0
Tetracosane 16.01 5.8 ng 364579 6 15.55 1247170 20.0
Pentacosane 16.52 3.4 ng 213542 6 15.55 1247170 20.0
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