LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120733.D

Aca On 29 Jun 2020 17:53

Operator : JU/CG

Sample : L3143-01

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-BF061020.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

2.122 4 6 29 rvB2 28431 89383 4._.04% 0.547%
5.487 574 578 586 rBV 559297 533644 24.11% 3.268%
rvB2 47620 54269 2.45% 0.332%
6.510 749 752 759 rVB 746815 656311 29.65% 4_.019%
6.798 797 801 804 rBvV 948613 728315 32.90% 4._.460%
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6.869 809 813 816 rBV 127750 114969 5.19% 0.704%
6.957 824 828 831 rBV 2645681 2213565 100.00% 13.554%
rBvV 1156627 1142097 51.60% 6.993%
8.080 1015 1019 1024 rBV 489773 374545 16.92% 2.293%
8.827 1142 1146 1149 rBvV 48953 53663 2.42% 0.329%
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11 9.039 1177 1182 1186 rBV5 13781 32634 1.47% 0.200%
12 9.157 1196 1202 1205 rBV 2100464 1688931 76.30% 10.342%
13 9.551 1264 1269 1274 rVB 172410 166879 7.54% 1.022%
14 9.833 1314 1317 1320 rVB 542086 418022 18.88% 2.560%
15 10.445 1413 1421 1422 rBV6 137207 303590 13.71% 1.859%

16 10.539 1435 1437 1441 rVB5 79710 68570 3.10% 0.420%
17 10.586 1444 1445 1447 rBV2 70453 53944 2.44% 0.330%
18 10.633 1449 1453 1456 rBV 1823252 1693601 76.51% 10.370%
19 10.769 1474 1476 1479 rVvB2 152859 134446 6.07% 0.823%
20 10.839 1486 1488 1492 rBV5 68601 79499 3.59% 0.487%

21 10.910 1497 1500 1501 rBV 118033 114716 5.18% 0.702%
22 11.080 1527 1529 1535 rBV 87292 101285 4._.58% 0.620%
23 11.321 1566 1570 1573 rVV 940455 874293 39.50% 5.354%
24 11.357 1573 1576 1581 rVB4 133516 224371 10.14% 1.374%
25 11.451 1590 1592 1595 rVB3 108697 114772 5.18% 0.703%

26 11.868 1660 1663 1669 rBV 218145 280697 12.68% 1.719%
27 12.915 1837 1841 1844 rVB 1534717 1425843 64.41% 8.731%
28 13.968 2018 2020 2025 rVB 421499 371079 16.76% 2.272%
29 16.162 2389 2393 2394 rBV2 554506 793908 35.87% 4.861%
30 16.233 2402 2405 2406 rBvV 560587 561514 25.37% 3.438%

31 16.886 2515 2516 2523 rBV2 318048 627515 28.35% 3.842%
32 17.080 2548 2549 2552 rVB 339392 240227 10.85% 1.471%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120733.D

Aca On 29 Jun 2020 17:53

Operator : JU/CG

Sample : L3143-01

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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 16331097
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120733.D

Aca On 29 Jun 2020 17:53

Operator : JU/CG

Sample : L3143-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF120733.D

3000000
6.96

2500000
2000000
1500000
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Abundance TIC: BF120733.D
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R B e e e e T e e

T
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Abundance TIC: BF120733.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120733.D

Aca On 29 Jun 2020 17:53

Operator : JU/CG

Sample : L3143-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 unknown2.12 Concentration Rank 14

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

2.12 2.45 ng 89383 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene. 4.5-dimethvl- 112 C8H16 016106-59-5 38
2 2-Pentanone 86 C5H100 000107-87-9 9
3 dIl-Mevalonic acid lactone 130 C6H1003 000674-26-0 9
4 4-Cyclopentene-1.3-diol. cis- 100 C5H802 029783-26-4 9
5 (2,3-Dimethyloxiranyl)methanol 102 C5H1002 1000306-71-8 9

Abundance Scan 6 (2.122 min): BF120733.D (-4) (-) m/z 43.00 100.00%
48
5000 71
il |5|8 8|6 o 111 220 2.30 2.40 2.50
o e SN, m/z 71.10 44.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6722: 1-Hexene, 4,5-dimethyl-
48
71
5000
55 2.20 2.30 2.40 2.50
21 m/z 41.00 35.04%
o 15 1L L e3 ||, 84 97 112
miz--> T % 30 4b 50 8 70 8 86 100 110 130 130
Abundance
43
220 2.30 240 250
5000 m/z 39.00 17.77%
86
. 5 27 50 58 71
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13239: dI-Mevalonic acid lactone
43 2.20 2.30 2.40 2.50
o m/z 85.95 15.04%
5000
58
27
O i B UL SU L PRee 109112 130
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 110 12'0 13'0 ' 2.'20 2.'30 2.'40 2.%0 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120733.D

Aca On 29 Jun 2020 17:53

Operator : JU/CG

Sample : L3143-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 unknown6.87 Concentration Rank 9

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

6.87 3.16 ng 114969 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-1.2.4-Triazole. 3-methvl- 83 C3H5N3 007170-01-6 47
2 1-Butene. 2.3.3-trimethvl- 98 C7H14 000594-56-9 47
3 Cvclopropane. 1.1.2.2-tetramethvl- 98 C7H14 004127-47-3 43
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 38
5 (Trimethylsilyl)acetylene 98 C5H10Si 001066-54-2 38

Abundance Scan 813 (6.869 min): BF120733.D (-809) (-) m/z 83.10 100.00%
8B
57
5000
‘ 70 P =7 6.60 6.80 7.00 7.20
112 : : : :
0 ..,....,....,....|;!:.?ﬁ'.l.-..';...w'!'.'...,:.|.:,...I',....,:...,...'.,... m/z 43.00 94.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1285: 1H-1,2,4-Triazole, 3-methyl-
83
42
5000 56 IR L L L AR
27 6.60 6.80 7.00 7.20
m/z 57.05 77 .00%
0'W'”'P'”I“'W'”'”M“I“'W'”'P'“I“'W'”'P'“I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 83
a1 660 680 7.00 7.20
5000 m/z 55.05 64 .14%
29 98
15 62 69 91
G R AR RN AR RARAS RARRS RLRA RARRS RAARS LARAS RARSS SRR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3415: Cyclopropane, 1,1,2,2-tetramethyl- R N o AR BEEE
55 83 6.60 6.80 7.00 7.20
m/z 41.05 54 .80%
41
5000
98
m/z--> 10 20 3'0 4 50 60 7'0 80 90 100 110 120 130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120733.D

Aca On 29 Jun 2020 17:53

Operator : JU/CG

Sample : L3143-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 4 unknown8.83 Concentration Rank 11

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

8.83 2.87 ng 53663 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 45
2 Cvclopropanecarboxvlic acid. pro... 128 C7H1202 060128-01-0 38
3 2-Butenoic acid. 2-propenvlidene... 210 C11H1404 055030-70-1 33
4 Cvclopropanecarboxylic acid. 3-m... 154 C9H1402 1000299-37-4 9
5 Oxazole 69 C3H3NO 000288-42-6 9

Abundance Scan 1146 (8.827 min): BF120733.D (-1142) (-) m/z 69.00 100.00%
89
5000
41
8¢ 103 8.40 8.60 880 9.00 9.20
58 : : : : :
0...,....““.'...-,.'..-,."|...',|....,....,..1?.4,....,....,...., m/z 41.10 26.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7242: Ethyl cyclopropanecarboxylate
89
5000 RESE AR AR RN R
41 8@5%08% 9.00 9.20
29 86 m/z 39.00 21.94%
s | )] e e
m/z--> 25 Jo éo 85 160 150 150 1éo 1é0 260 '
Abundance
41 69 g7
8.40 8.60 880 9.00 9.20
5000 27 m/z 87.00 17.88%
55 99 128
e L S S UL L B B LI S WA
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #69029: 2-Butenoic acid, 2-propenylidene ester
69 8.40 8.60 8.80 9.00 9.20
m/z 103.00 16.57%
5000
0 L\‘ LT 126 141 210
m/z--> ' ' Io 8|0 1(')0 150 14'10 1('30 1&'30 2(')0 ' 8.40 860 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120733.D

Aca On 29 Jun 2020 17:53

Operator : JU/CG

Sample : L3143-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 unknownl0.45 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.45 14.53 ng 303590 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanepropanoic acid. 2-pro... 196 C12H2002 002705-87-5 41
2 (2Z2.4E)-3.7.11-Trimethvl-2.4.10-... 206 C15H26 172549-29-0 30
3 2(1H)-Naphthalenone. octahvdro-4... 194 C13H220 054699-31-9 25
4 trans-Decalin., 2-methvl- 152 C11H20 1000152-47-3 25
5 Acetaldehyde, (3,3-dimethylcyclo... 152 C10H160 026532-25-2 25
Abundance Scan 1422 (10.451 min): BF120733.D (-1413) (-) m/z 57.05 100.00%
a3 '
69
81 109
5000 o .
123 150 163 U BN BN B
175 192 544 10.20 10.40 10.60 10.80
0 m/z 55.05 80.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58035: Cyclohexanepropanoic acid, 2-propenyl ester

121

g

10.20 10,40 10.60 10.80
m/z 43.10 79.98%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 69 09
o5 1 e UM
55 81 121 10.20 10.40 10.60 10.80
5000 m/z 69.10 63.76%
163
136
149 177 191 206
R o o o s eSS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56429: 2(1H)-Naphthalenone, octahydro-4a,7,7-trimethyl-, ... R EmEEs e
55 69 109 10.20 10.40 10.60 10.80
83 123 m/z 41.10 61.00%
194
5000 95 137
165 179
LAl
OIIIIIIIIIII\M‘MH\M M\\H‘\IM“H\‘ I\H IH‘\I\\II\ S ERmE  AEE EREEE RS
m/z--> 20 40 60 80 100 120 14 160 180 200 10. 20 10 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120733.D

Aca On 29 Jun 2020 17:53

Operator : JU/CG

Sample : L3143-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 unknownl10.54 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.54 3.28 ng 68570 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexaneethanol. 4-methvl-_.be... 154 C10H180 015714-12-2 38
2 Heptadecane. 1-bromo- 318 C17H35Br 003508-00-7 25
3 4-Cvclohexvlidene-n-butanol 154 C10H180 004441-58-1 25
4 Cvclohexanepropanol. 2.2-dimethv... 182 C12H220 095452-04-3 25
5 7-1sopropyl-7-methyl-nona-3,5-di... 208 C13H2002 1000194-26-0 18
Abundance Scan 1437 (10.539 min): BF120733.D (-1435) (-) m/z 57.10 100.00%

5000

\

201 225 10.20 10.40 10.60 10.80
m/z 43.00 72.27%

180

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #26930: Cyclohexaneethanol, 4-methyl-.beta.-methylene-, trans

i

10.20 10.40 10.60 10.80
m/z 55.00 72.05%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
e o A REREE R
10.20 10.40 10.60 10.80
5000 m/z 71.10 71.75%
a 85 137
oL15 113 163179 205221239 263 289 316
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #26740: 4-Cyclohexylidene-n-butanol e o A REREE R
81 10.20 10.40 10.60 10.80
55 m/z 69.10 68.13%
5000 109
137
O.HPHWHLPHWHHPH.L”.%%””.”.””.”.””.”.”“.”w” SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 20 10. 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120733.D

Aca On 29 Jun 2020 17:53

Operator : JU/CG

Sample : L3143-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 2(3H)-Benzothiazolone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.77 3.08 ng 134446 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
2 t-Butvlhvdroauinone 166 C10H1402 001948-33-0 50
3 1.2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 47
4 4-Mercaptoimidazol4.5-clpvridine 151 C6H5N3S 034550-51-1 38
5 2-Methyl-7-o0x0-4,7-dihydro-triaz... 151 C5H5N50 057351-75-4 35
Abundance Scan 1476 (10.769 min): BF120733.D (-1474) (-) m/z 151.00 100.00%
81
9% 123
5000
43 69 UM SRR SUGE
10.40 10.60 10.80 11.00
ol 37 177 194 219 253267281 n/z 96.00 70 . 23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24724: 2(3H)-Benzothiazolone
181
96
123
5000 RUAUNAUUNAAL VAR B
10,40 10.60 10.80 11.00
69 m/z 123.00 65 .35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
151
123 10.40 10,60 10.80 11.00
5000 166 m/z 69.10 13.35%
271 4l s5 77 91107 | 147
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24728: 1,2-Benzisothiazol-3(2H)-one R Amms B e
151 10.40 10.60 10.80 11.00
m/z 43.10 12 _.59%
5000 ANNwarﬁqWJxJMNWMfwka\AWA“
96
50 69 123
onn,nnpﬂumhﬂﬁ”w.hwh.wnh R RAAENSaaEEEE S s A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120733.D

Aca On 29 Jun 2020 17:53

Operator : JU/CG

Sample : L3143-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 unknownl10.91 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.91 2.62 ng 114716 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 38
2 Caparratriene 206 C15H26 1000374-08-7 35
3 (2Z.4BEY-3.7.11-Trimethvl-2.4.10-... 206 C15H26 172549-29-0 35
4 cis-Z-.alpha.-Bisabolene epoxide 220 C15H240 1000131-71-2 25
5 4-Octanone 128 C8H160 000589-63-9 25
Abundance Scan 1500 (10.910 min): BF120733.D (-1497) (-) m/z 71.10 100.00%
48 57 7
35
5000 111
141 163 S L
2o 188,10218533 peoo 281 1060 1080 11.00 11 20
0 I m/z 43.10 96.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83026: Hexadecane
43 9 71
5000 BRI BN B
10.60 10.80 11.00 11.20
13 m/z 57.10 94 .26%
12714115516918319711 226

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 69 95
109 IIIIIIIIIIIIIIIIIIIIIII
55 10.60 10.80 11.00 11.20
5000 m/z 41.00 83.36%
136 163
17719 206

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66217: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene A REEREEaSS
10.60 10.80 11.00 11.20

m/z 55.00 81.90%

5000

177191206

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120733.D

Aca On 29 Jun 2020 17:53

Operator : JU/CG

Sample : L3143-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 1,4-Butylene glycol dimetha... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.08 2.32 ng 101285 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Butvlene alvcol dimethacrvlate 226 C12H1804 002082-81-7 53
2 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 45
3 1.3-Butvlene alvcol dimethacrvlate 226 C12H1804 001189-08-8 45
4 Oxazolidin-2-one. N-T(E)-butenovl1- 155 C7H9NO3 1000156-45-5 42
5 Pentane, 1,5-dibromo- 228 C5H10Br2 000111-24-0 40
Abundance Scan 1529 (11.080 min): BF120733.D (-1527) (-) m/z 69.00 100.00%
69
5000
" 87 103 1080 11.00 11.20 1140
155171 : : : :
0 5 117 135 195210 230 267 n/z 41.10 18_39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82420: 1,4-Butylene glycol dimethacrylate
69
41
5000 LN B SULILLE UL B
10,80 11.00 11.20 11.40
54 m/z 43.00 15.34%
87 108 126140154 170 108 226

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
69
R R RIS B
10.80 11.00 11.20 11.40
5000 m/z 87.00 13.37%
41
86
. 21| 55 100114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82418: 1,3-Butylene glycol dimethacrylate N B E
69 10.80 11.00 11.20 11.40
m/z 39.00 11.16%
5000 41
55
87
ob 2T b | b1 1111261 154 172 198 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 80 11. OO 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120733.D

Aca On 29 Jun 2020 17:53

Operator : JU/CG

Sample : L3143-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 unknownll1.45 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.45 2.63 ng 114772 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans. cis-3-Ethvilbicvclol4.4.01... 166 C12H22 066660-43-3 35
2 2.2-Dimethvl-3-(3.7.16.20-tetram... 412 C29H480 1000194-78-6 27
3 Methvl 2-hvdroxvdodecanoate 230 C13H2603 051067-85-7 14
4 Cvclopentane. 1-pentvl-2-propvl- 182 C13H26 062199-51-3 14
5 Dodecane, 1,12-dibromo- 326 C12H24Br2 003344-70-5 11
Abundance Scan 1592 (11.451 min): BF120733.D (-1590) (-) m/z 55.10 100.00%
81
5000
246 " 1120 11.40 1160 11.80
o e m/z 43.10 97.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #35208: trans, cis-3-Ethylbicyclo[4.4.0]decane
137
166
5000 LS SR UL BULILLE B
55 1120 1140 1160 1180
109 m/z 41.10 86.15%
0 ."'IJ'I'l'I'I'I"'I""""I""I""I"
m/z--> 50 100 150 200 250 300 350 400
Abundance
81
" 1120 11.40 1160 11.80
5000 41 m/z 57.10 81.56%
135
107
o 61 161 189 215235257 285305327347369 412
L UL L L UL L UL UL L L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #85976: Methyl 2-hydroxydodecanoate I a  BREEEEES B
55 11.20 11.40 11.60 11.80
- m/z 81.05 76.95%
5000 83
111
m/z--> 50 100 150 200 250 300 350 400 1120 1140 1160 1180
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120733.D

Aca On 29 Jun 2020 17:53

Operator : JU/CG

Sample : L3143-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.87 6.42 ng 280697 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1663 (11.868 min): BF120733.D (-1660) (-) m/z 73.00 100.00%
43 73
60
5000 129 »v»«MAv-*~u,,ﬂ\-N,ﬁ~_w~_~ww
97 213 B e e e et
“ 1351 143157171185, (77 256 11.60 11.80 12.00 12.20
0 M. 1 1 m/z 43.10 94.27%
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 LRI DU BUILN BRI B

11. 60 11. 80 12. OO 12 20

213 m/z 59.95 80.89%
|| ||| 143157171185199
Ol bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73
60
43 A EasRaEEEE e
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 73.85%
29 185 228
7101115 | 143,57171
o 157 1995913
T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid AR EEEEEEEEE
3 60 73 11.60 11.80 12.00 12.20
m/z 55.10 71.35%
29
199
‘ | ‘ 193157171185 242
0.?ﬁ.L.PV””. —
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\BF062920\
Data File : BF120733.D

Aca On 29 Jun 2020 17:53

Operator : JU/CG

Sample : L3143-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 Tricosane Concentration Rank 2

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

16.16 20.00 ng 793908 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 97
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Eicosane 282 C20H42 000112-95-8 89
4 Hexacosane 366 C26H54 000630-01-3 89

5 Disulfide, di-tert-dodecyl

402 C24H50S2

027458-90-8 89

Abundance Scan 2393 (16.162 min): BF120733.D (-2389) (-) m/z 57.10 100.00%
57
; NW’\\
5000
U3 155 193007 15.80 16.00 16.20 16.40
239 267 295 347 : : :
ol d b G TOT, 200 323 0073TAR2 418412 | /2 71.10  73.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane
57
5000 85 LA L L L L L L
15.80 16.00 16.20 16.40
0
113141169197 394 m/z 85.10 57.52%
O i P O L
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
B B
15.80 16.00 16.20 16.40
5000 85 m/z 43.10 46 .67%
113 149
o 169 197 225 253 281 309 337 365 437
e e o e  m SEE  e  a EA
m/z--> 50 100 150 200 250 300 350 400
Abundance #129493: Eicosane R B T o L
57 15.80 16.00 16.20 16.40
m/z 69.10 36.23%
5000 8 \“P\J’J\\ﬂh/lfAf\u/”*\JﬂvA“
29 282
113
141 169 197 225
0 .‘.‘.,]....J, L bl .‘t.*,.l.i.‘.zls?...,....,....,...., I e o
m/z--> 50 100 150 200 250 300 350 400 1580 1600 1620 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120733.D

Aca On 29 Jun 2020 17:53

Operator : JU/CG

Sample : L3143-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.23 14.15 ng 561514 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvlhexacosane 380 C27H56 1000376-72-7 91
3 Docosane. 1ll-decvl- 451 C32H66 055401-55-3 91
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
5 Hexacosane, 9-octyl- 479 C34H70 055429-83-9 91
Abundance Scan 2405 (16.233 min): BF120733.D (-2402) (-) m/z 57.10 100.00%

a0
~

o}

al

5000
141 169 197 oy " 16.00 16,20 16.40 16.60
5 253 281 363
o 309 340°0°386 422 449 m/z 71.10 76.36%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194495; Hexacosane
5000 TT T T [T T T T [T T T T [T T T T[T 1T

16.IOO 16.I20 16.I40 16.I60
m/z 85.10 51.25%k

. 113 141 169 197 225 253 281 309 337 266
mz--> 50 100 150 200 250 300 350 400 450
Abundance
57
SN
85 16.00 16.20 16.40 16.60
5000 m/z 43.10 46.16%
13, w\v/v«\JﬁjﬁJ/xf\x//“\\/ﬂﬁA\¢w
o 29 169 197 225 253 281 309 337 365
Y e O P T
mz--> 50 100 150 200 250 300 350 400 450
Abundance #227195: Docosane, 11-decyl- R B e e
57 16.00 16.20 16.40 16.60
m/z 55.10 30.89%
5000 85 N\Mr/\bﬂM/x{Nf\k/““wvﬁMmﬂvM
113
oLl LI 4t 169 197 225 253 280, %0° 336 364 392
N e T B R Al SN
mz--> 50 100 150 200 250 300 350 400 450 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120733.D

Aca On 29 Jun 2020 17:53

Operator : JU/CG

Sample : L3143-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 Triacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.89 15.81 ng 627515 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 89
2 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 89
3 Tetratetracontane 619 C44H90 007098-22-8 83
4 Triacontane. l-bromo- 500 C30H61Br 004209-22-7 83
5 Pentacosane, 13-undecyl- 507 C36H74 055517-89-0 83
Abundance Scan 2517 (16.892 min): BF120733.D (-2515) (-) m/z 57.10 100.00%
57
5000 n\xﬂAﬁm&wjﬁ\JN\mwﬂMN\\~\-,~
207 o45 16.60 16.80 17.00 17.20
ol 4l 173 309340371 404434 n/z 71.10 20 68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #219831: Triacontane
57
5000 LI UL BRI U B
mmmmﬂmnm
99 m/z 85.10 59.48%
ol28] {{ 1] ] 1% 183 225 267 309 351 422
m/z--> 55 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57
16,60 16,80 17.00 17.20
5000 m/z 43.10 43 .59%
99 225
0 e 183 w
m/z--> 55 160 1%0 200 250 300 350 400 4éo 560 séo 660
Abundance #241526: Tetratetracontane I AEEREE TS
57 16.60 16.80 17.00 17.20
m/z 69.10 33.52%
2000 WK\/\AAﬁMw”\xnfwwwmmm\\m\-,~
97
127 69
0. 26 ﬂu |, 169 211 253 309 351 407 446477 533 575 618
m/z--> 55 160 150 200 250 300 350 400 4éo 560 séo 660 16. 60 16. 80 17. 00 17. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120733.D

Aca On 29 Jun 2020 17:53

Operator : JU/CG

Sample : L3143-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 15 1-Bromodocosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.08 6.05 ng 240227 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Bromodocosane 388 C22H45Br 006938-66-5 90
2 Octacosane 394 C28H58 000630-02-4 78
3 Triacontane 422 C30H62 000638-68-6 70
4 Hexacosane 366 C26H54 000630-01-3 70
5 Docosane 310 C22H46 000629-97-0 70
Abundance Scan 2549 (17.080 min): BF120733.D (-2548) (-) m/z 57.10 100.00%
57
16.80 17.00 17.20 17.40
221
oLt 245 281 312 344369394 426 77 71.10 23 610
m/z--> 50 100 150 200 250 300 350 400
Abundance #206607: 1-Bromodocosane
57
5000 L PR BRI BRI B
mmﬂmﬂmﬂm
29 J 13 m/z 85.10 55.30%
1.3 ,\I | h Tubyap e s s P o
m/z--> 50 o 250 300 350 400
Abundance
57
16,80 17.00 17.20 17.40
5000 85 m/z 43.10 51.60%
29 113 1
0 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1%0 260 250 360 3%0 460
Abundance #219831: Triacontane A o Al BRRmsma
57 16.80 17.00 17.20 17.40
m/z 191.20 38.55%
5000 85
113 141
oL 29/ | 7] 141 169 197 225 253 281 309 337 365 393 422
m/z--> % 1& ﬁo @ 250 ﬁo ﬁ)4® mmﬂmﬂmﬂm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062920\
Data File : BF120733.D

Acq On 29 Jun 2020 17:53

Operator : JU/CG

Sample - L3143-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061020.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]
unknown2 .12 2.12 2.5 ng 89383 1 6.80 728315 20.0
unknown6 .87 6.87 3.2 ng 114969 1 6.80 728315 20.0
unknown8 .83 8.83 2.9 ng 53663 2 8.08 374545 20.0
unknown10.45 10.45 14.5 ng 303590 3 9.83 418022 20.0
unknown10.54 10.54 3.3 ng 68570 3 9.83 418022 20.0
2(3H)-Benzothiazo... 10.77 3.1 ng 134446 4 11.32 874293 20.0
unknown10.91 10.91 2.6 ng 114716 4 11.32 874293 20.0
1,4-Butylene glyc... 11.08 2.3 ng 101285 4 11.32 874293 20.0
unknownl1l .45 11.45 2.6 ng 114772 4 11.32 874293 20.0
n-Hexadecanoic acid 11.87 6.4 ng 280697 4 11.32 874293 20.0
Tricosane 16.16 20.0 ng 793908 6 15.43 793908 20.0
Hexacosane 16.23 14.2 ng 561514 6 15.43 793908 20.0
Triacontane 16.89 15.8 ng 627515 6 15.43 793908 20.0
1-Bromodocosane 17.08 6.0 ng 240227 6 15.43 793908 20.0
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