LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117740.D

Aca On : 8 Nov 2019 19:23

Operator :© JU

Sample : K5722-16

Misc :

ALS Vial : 13 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-BF110619.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 2.234 19 25 33 rVB 1447446 1961347 24.26% 2.190%
2 5.151 515 521 527 rVB 1284503 1665002 20.59% 1.859%
3 5.545 582 588 591 rBY 6847254 6938494 85.82% 7.747%
4 6.551 752 759 762 rBVY 6563871 7683458 95.04% 8.579%
5 6.698 779 784 787 rBVY 7543496 7548939 93.37% 8.429%
6 6.928 819 823 826 rBVY 2716412 2072340 25.63% 2.314%
7 7.086 846 850 853 rVB 6685104 5728264 70.85% 6.396%
8 7.486 913 918 921 rBVY 4590270 4918987 60.84% 5.492%
9 8.216 1037 1042 1045 rBV 3246423 2801900 34.66% 3.128%
10 9.292 1220 1225 1229 rBV 8224456 8084572 100.00% 9.027%

11 9.375 1235 1239 1244 rBvV4 135332 254761 3.15% 0.284%
12 9.686 1289 1292 1296 rBV 1297443 1320938 16.34% 1.475%
13 9.792 1307 1310 1313 rBV5 151604 150285 1.86% 0.168%
14 9.845 1315 1319 1322 rBV2 297724 482428 5.97% 0.539%
15 9.892 1324 1327 1330 rVB 455594 417037 5.16% 0.466%

16 9.974 1337 1341 1345 rVB 3498142 3390419 41.94% 3.785%
17 10.016 1346 1348 1349 rBV2 166913 139081 1.72% 0.155%
18 10.239 1383 1386 1388 rBVv3 381659 444877 5.50% 0.497%
19 10.298 1393 1396 1398 rBVv3 303729 414948 5.13% 0.463%
20 10.351 1403 1405 1408 rVvv2 298281 311502 3.85% 0.348%

21 10.392 1409 1412 1416 rVVv2 555001 645074 7.98% 0.720%
22 10.633 1450 1453 1456 rBV 1251911 1184946 14.66% 1.323%
23 10.769 1472 1476 1479 rBV 4970033 4753400 58.80% 5.307%
24 10.904 1495 1499 1502 rBV 3990887 4013290 49.64% 4.481%
25 11.374 1576 1579 1584 rVB 2997819 3067422 37.94% 3.425%

26 11.474 1593 1596 1598 rBV 2891375 2700529 33.40% 3.015%
27 13.068 1863 1867 1870 rVB 5147258 5053442 62.51% 5.642%
28 13.957 2016 2018 2026 rVB2 1514433 1761707 21.79% 1.967%
29 14.121 2043 2046 2049 rVB 2063788 1897463 23.47% 2.119%
30 14.986 2189 2193 2201 rVB 1288550 1461422 18.08% 1.632%

31 15.174 2222 2225 2229 rBV 777085 1163419 14.39%% 1.299%
32 15.256 2237 2239 2242 rVB 221071 210133 2.60% 0.235%
33 15.492 2275 2279 2285 rVB 488420 609569 7.54% 0.681%
34 15.556 2287 2290 2294 rVvV 384391 446572 5.52% 0.499%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117740.D

Aca On : 8 Nov 2019 19:23

Operator :© JU

Sample : K5722-16

Misc :

ALS Vial : 13 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\HPCHEM1\BNA F\METHODS\8270-BF110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.621 2297 2301 2305 rVV 1673155 2225424 27 .53% 2.485%
36 15.656 2305 2307 2314 rVB3 342351 468256 5.79% 0.523%
37 16.121 2383 2386 2391 rVB 138563 179762 2.22% 0.201%

38 17.139 2554 2559 2567 rVB2 246637 504630 6.24% 0.563%
39 17.603 2633 2638 2654 rVB 211612 488208 6.04% 0.545%

Sum of corrected areas: 89564247
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117740.D

Aca On : 8 Nov 2019 19:23

Operator :© JU

Sample : K5722-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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: BF117740.D

1e+07
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T
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Abundance TIC: BF117740.D
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Abundance TIC: BF117740.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117740.D

Aca On : 8 Nov 2019 19:23

Operator :© JU

Sample : K5722-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 5

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

2.23 18.93 ng 1961350 1,4-Dichlorobenzene-d4 6.93
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 24 (2.228 min): BF117740.D (-19) (-) m/z 73.00 100.00%
7B

-

5000 43
55 87
37 | 67 2.20 2.30 2.40 2.50 2.60
Obr ot b e e S e e m/z 43.00 38.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 26.36%
29
1 35 1] | 67 1] 80
T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 87.05 24 .84%
29
ok 1l MLW U etl o | o7 12 1z
B o o o R e o e e e RRREEEE S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.87%
5000 43
58
N R S S N DM
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\BF110819\
Data File : BF117740.D

Aca On : 8 Nov 2019 19:23

Operator :© JU

Sample : K5722-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.15 16.07 ng 1665000 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 521 (5.151 min): BF117740.D (-515) (-) m/z 43.00 100.00%
a3
59
5000
1 480 500 520 540
0...,....,....,....',':...‘?.1.:I,...‘??....,53.3..,...:,|....1,1.1...,....,....,...., m/z 59.00 53.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 B LN AR ISR AR
59 480 500 520 540
m/z 101.00 18.99%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 16.46%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime B o A
43 480 500 520 5.40
m/z 40.95 8.56%
5000
101
15 31 % 60 86
R A R SR RN ARAR RRARA RARSA RARAN AARAN LALA RALRS RS RARRY ISR AR LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117740.D

Aca On : 8 Nov 2019 19:23

Operator :© JU

Sample : K5722-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 unknown6.70 Concentration Rank 1

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

6.70 72.85 ng 7548940 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 784 (6.698 min): BF117740.D (-779) (-) m/z 131.95 100.00%
5000 68
40 % J 640 6.60 6.80 7.00
54 . . . .
ol |7 er | sus Wl w7z 68.00 39.47%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IRBEAAREE LR UL SR
6.40 6.60 6.80 7.00
31 51 78 m/z 133.95 35.04%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
640 6.60 6.80 7.00
5000 m/z 66.00 26.87%
33 aa o 105
0....|....6|0....|0....|..:!-1.5|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! SRR mmnme e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 16.37%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S| | I
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\BF110819\
Data File : BF117740.D

Aca On : 8 Nov 2019 19:23

Operator :© JU

Sample : K5722-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 unknown9.85 Concentration Rank 12

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

9.85 2.85 ng 482428 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(2-Methvl-propenvl)-cvclohexanone 152 C10H160 065737-44-2 45
2 Bicvclo(3.3.1)Ynonane-2.6-dione 152 C9H1202 016473-11-3 25
3 Puleaone 152 C10H160 000089-82-7 25
4 Trimethyl thioborate 152 C3H9BS3 000997-49-9 25
5 Bicyclo[3.1.1]heptan-2-one, 3,6,... 152 C10H160 016022-08-5 25

Abundance Scan 1320 (9.851 min): BF117740.D (-1315) (-) m/z 69.00 100.00%

5000

125137
152 173

9.60 9.80 10.00 10.20
m/z 55.00 84 .14%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25202: 2-(2-Methyl-propenyl)-cyclohexanone
9

5000 LA L B L L L LB
9.60 9.80 10.00 10.20
m/z 41.00 67.42%
0 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26015: Bicyclo(3.3.1)nonane-2,6-dione
55 152
R EmEEs e
9.60 9.80 10.00 10.20
m/z 57.00 65.42Y%
5000 7 39 67 82 o ¢
109
137
0 .‘l..‘k“‘H M‘ MHHH HH‘H \HM\I ‘.‘...‘l..‘. S
m/z--> 20 40 100 120 140 160 180 200 220
Abundance #25063: Pulegone L B E B e S
1 152 9.60 9.80 10.00 10.20
67 m/z 83.10 58.79%
109
5000
41 137
55 95
123 ‘
o..l?,.‘.‘ p ““ “‘ ‘““.“‘” i i S — e —
m/z--> 20 40 60 0 100 120 140 160 180 200 220 9.60 9. 80 10. OO 10 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117740.D

Aca On : 8 Nov 2019 19:23

Operator :© JU

Sample : K5722-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 unknown9.89 Concentration Rank 14

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

9.89 2.46 ng 417037 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1".1""-(l-ethanvl... 276 C20H36 055682-86-5 43
2 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 38
3 3a.7a-Epoxv-1H-inden-4(5H)-one. ... 152 C9H1202 039746-31-1 18
4 Trans-1-methvl-2-nonvl-cvclohexane 224 C16H32 1000371-47-8 18
5 Aziridine, 1-(2-methyl-1-propenyl)- 97 C6H11N 080839-93-6 15

Abundance Scan 1327 (9.892 min): BF117740.D (-1324) (-) m/z 193.10 100.00%
193
69 97

41

5000
208 204 9.60 9.80 10.00 10.20
0 m/z 97.05 74.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124604: Cyclohexane, 1,1',1"-(1-ethanyl-2-ylidene)tris-
55
83

5000

9.60 9.80 lO.IOO lO.IZO
m/z 69.10 68.31%

137151165179 | 207 229

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
55 69 83 w
I EAmEmEEE RS
9.60 9.80 10.00 10.20
5000 41 m/z 41.00 59.92%
111 153
2
0 139 | 167181 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26068: 3a,7a-Epoxy-1H-inden-4(5H)-one, tetrahydro- I EAmEmEEE RS
97 9.60 9.80 10.00 10.20
m/z 55.00 53.57%
5000
27 41 55
79
124 152
0 138
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117740.D

Aca On : 8 Nov 2019 19:23

Operator :© JU

Sample : K5722-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 7 unknownl0.24 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.24 2.62 ng 444877 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Pentadien-1-ol. 3-propvl-. (... 126 C8H140 1000142-17-9 38
2 Cyclohexane. butvl- 140 C10H20 001678-93-9 27
3 Cvclohexane. pentvl- 154 C11H22 004292-92-6 27
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 27
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 27
Abundance Scan 1386 (10.239 min): BF117740.D (-1383) (-) m/z 133.10 100.00%
55 133
41 97
5000 69
120 | 145 204 " 10,00 10,20 10.40 10.60
217 : : : :
ol b 26528 LZT 238 1 hz7 83.10  99.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11477: 2,4-Pentadien-1-ol, 3-propyl-, (22)-
55
il 83
5000 97 LI B BULLIL UL B
o7 mmmmmmmm
m/z 55.00 80.09%
111 126
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17972: Cyclohexane, butyl-
83
55 HRIRA RN SUNILN UGN B
10.00 10.20 10.40 10.60
5000 m/z 82.10 62.62%
41
29 67 140
ots d d 4 b b Fawaes L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27055: Cyclohexane, pentyl- BN R E s e e
83 10.00 10.20 10.40 10.60
55 m/z 41.00 61.89%
5000
41
29 154
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1000 1020 1040 1060
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117740.D

Aca On : 8 Nov 2019 19:23

Operator :© JU

Sample : K5722-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 unknownl10.30 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.30 2.45 ng 414948 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanone. phenvl-2-thienvl- 188 C11H80S 000135-00-2 14
2 2-Butenamide. N-(4-Ffluorophenvl)... 193 C11H12FNO 1000307-26-7 14
3 1(2H)-Naphthalenone. 3.4-dihvdro... 188 C13H160 030316-32-6 11
4 Benzenamine. 2-fluoro- 111 C6HG6FN 000348-54-9 11
5 Cyclohexanone, 3-(4-hydroxybutyl... 184 C11H2002 091212-98-5 11

Abundance Scan 1396 (10.298 min): BF117740.D (-1393) (-) m/z 69.10 100.00%

o

5000

i

10.00 10.20 10.40 10.60

0! m/z 41.00 84.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51574: Methanone, phenyl-2-thienyl-
111
188
5000 LIS L L L L L L L L LB
77 10 00 10. 20 10 40 10. 60
0
29 B1 1&) m/z 111.10 74.02%
0 27 | | 63 | 89 . 128 144 “VV172 )
i e I e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55237: 2-Butenamide, N-(4-fluorophenyl)-3-methyl-
83
R R B
10.00 10.20 10.40 10.60
5000 111 m/z 83.10 73.81%
55 193
29 9
0 Y41 | 67 | 95 135148 164176
i B LA N B B B e e A RARaE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51744: 1(2H)-Naphthalenone, 3,4-dihydro-4,6,7-trimethy!- R R B
173 188 10.00 10.20 10.40 10.60
m/z 97.10 67.85%
160
146
5000 117 132
27 39 ¢ 91
15 ‘ ‘ 63 /7 ‘ 105 ‘
0..ﬂ, M‘“‘”ﬂ.nu,m ,‘m “”.Jﬁ.j..j”,.”.,”..“ S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 00 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117740.D

Aca On : 8 Nov 2019 19:23

Operator :© JU

Sample : K5722-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 9 1-Trimethylsilylpent-1-en-4... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.39 3.81 ng 645074 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 50
2 4-Fluorobenzoic acid. 4-tridecvl... 322 C20H31F02 1000280-68-0 50
3 4-Fluorobenzoic acid. 3-pentadec... 350 C22H35F02 1000280-68-4 50
4 2-Fluorobenzoic acid. oct-3-en-2... 250 C15H19F02 1000299-16-5 50
5 3-Fluorobenzoic acid, 2-ethylcyc... 250 C15H19F02 1000279-04-9 47
Abundance Scan 1412 (10.392 min): BF117740.D (-1409) (-) m/z 123.10 100.00%
123
5000
I e 137 207 LA RIS BRI UL B
222 10.00 10.20 10.40 10.60 10.80
o 151105179133 237 m/z 69.05 39.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17474: 1-Trimethylsilylpent-1-en-4-yne
123
5000 AN RN N
1000 10.20 10.40 10.60 10.80
95 m/z 55.00 37 .86%
o ,.I"h ﬁ. JH.”|I|| L2 '.}?ﬁ... e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #162932: 4-Fluorobenzoic acid, 4-tridecyl ester
123
10.00 10.20 10.40 10.60 10.80
5000 m/z 109.10 36.74%
41 95
29
69 182
83 141
0 ....|... HMM ”IIIJ:lIlI l‘...i‘..lusu4....‘...].-99....“...'....
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #184117: 4-Fluorobenzoic acid, 3-pentadecy! ester B B o
123 10.00 10.20 10.40 10.60 10.80
m/z 95.10 34.62%
5000 41
29 || 55 95
69 141
ob b ek LY aeeter PO g I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1000 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117740.D

Aca On : 8 Nov 2019 19:23

Operator :© JU

Sample : K5722-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 10 Pentadecane, 2,6,10-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.63 6.99 ng 1184950 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 91
2 Tridecane. 3-methvl- 198 C14H30 006418-41-3 90
3 Dodecane. 4.9-dipropvl- 254 C18H38 003054-63-5 87
4 Heptacosane 380 C27H56 000593-49-7 86
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 72

Abundance Scan 1452 (10.627 min): BF117740.D (-1450) (-) m/z 57.05 100.00%
57
71
85

99 113 10.40 10.60 10.80 11.00
127 155 183 : ; : :
ol 141 168 197 217 232 252 m/z 71.10 55_93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105904: Pentadecane, 2,6,10-trimethyl-

43

é

5000 71 LA L L L L L LB
o 10,40 10,60 10.80 11.00
29 > m/z 43.05 51.40%
99 113
ol I " 170127 141 155 169 183 196 211 225 239 254
L M i s
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59890: Tridecane, 3-methyl-
57
it NN
43 10.40 10.60 10.80 11.00
5000 m/z 85.10 26.80%
71
29
& g9 69
ol “‘ || 92 113127140 155 269 183 108
B N
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105901: Dodecane, 4,9-dipropyl- A e A RARE na
57 10.40 10.60 10.80 11.00
m/z 41.00 25.38%
43
5000 n
8 211
Ob b L ‘\ 112 1271411%5167 183197 | 225 252
“.”,”.w.”.“.”,”...”.“.”,”...”...” =ML N
m/z--> 60 80 100 120 140 160 180 200 220 240 10,40 10,60 10.80 11.00

8270-BF110619.M Mon Nov 11 08:03:57 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117740.D

Aca On : 8 Nov 2019 19:23

Operator :© JU

Sample : K5722-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Tridecane, 5-propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.90 29.72 ng 4013290 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 83
2 Sulfurous acid. decvl 2-ethvlhex... 334 C18H3803S 1000309-19-3 72
3 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 72
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 72
Abundance Scan 1498 (10.898 min): BF117740.D (-1495) (-) m/z 57.00 100.00%
57
4 85
| 1060 1080 11100 1120
183 : : : :
v bk 42 36505 207 207244 268 a2 nU91 10 80, 76%
m>mmmmmmmmmmmmmmmm
Abundance #83031: Tridecane, 5-propyl-
57
5000 4 LU AR B SULE
10.60 10.80 11.00 11.20
m/z 43.10 59.70%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #172311: Sulfurous acid, decyl 2-ethylhexyl ester
57
10.60 10.80 11.00 11.20
5000 m/z 85.10 31.28%
4
r 85 113
‘ | 141
Ottt et e e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #182581: Sulfurous acid, 2-ethylhexyl undecy! ester AR EREEEE TS
57 10.60 10.80 11.00 11.20
m/z 41.00 26 .55%
5000
4 85 113
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10,60 10.80 11.00 11.20

8270-BF110619.M Mon Nov 11 08:03:57 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117740.D

Aca On : 8 Nov 2019 19:23

Operator :© JU

Sample : K5722-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 12 Hexadecane, 2,6,10,14-tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.37 22.72ng 3067420  Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 91

2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
4 Pentadecane. 4-methvl- 226 C16H34 002801-87-8 86
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 74
Abundance Scan 1578 (11.368 min): BF117740.D (-1576) (-) m/z 57.00 100.00%

g7
5000 85

11.00 11.20 11.40 11.60

113
3 141 183

o b b i | | |7yse 1 on2se 267 m/z 71.10 83.85%
m/z--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-

57
5000 LA L L L L LB L
85 11.00 11.20 11.40 11.60
29 s m/z 43.10 51.86%
oLl L)y 18 211 253 282

| T
m/z--> 50 100 150 200 250 300 350

5

Abundance #194493: Hexacosane
L BT o e
11.00 11.20 11.40 11.60
5000 85 m/z 85.10 46.08%
29
L. j Iy 13,141 160 197 225 253 295 323 367
el e e
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R RN EEEEE
57 11.00 11.20 11.40 11.60
m/z 41.00 26.23%
o T M\M
113
0 “ ’ T 141 183 211 239 267 296
— et L BT o e
m/z--> 50 100 150 200 250 300 350 11.00 11.20 11.40 11.60

8270-BF110619.M Mon Nov 11 08:03:58 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117740.D

Aca On : 8 Nov 2019 19:23

Operator :© JU

Sample : K5722-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 13 1-Octadecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.96 18.57 ng 1761710 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 89
5 n-Heptadecanol-1 256 C17H360 001454-85-9 87
Abundance Scan 2019 (13.962 min): BF117740.D (-2016) (-) m/z 230.00 100.00%
43 83 230
5000 111
199 65 T 160 1380 1460 1420
163 330 : : : :
ol B | 257280 309330349370 | 5 en 08 64.93%
m/z--> 50 100 150 200 250 300 350
Abundance #119522: 1-Octadecanol
43 83
5000 DR R B R

13.60 13.80 14.00 14.20
m/z 43.10 83.22%

RECIR 168 196 224 2%2
gl
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55
R e o N R
13.60 13.80 14.00 14.20
5000 m/z 57.05 73.59%
29
0 lh I ‘ | ”\ JL]-?g A167 196 238 266 294 \N/\-/\%\\/L\\/\\/\A
et P e B B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #131393: n-Nonadecanol-1 R AR EEEEE T
43 83 13.60 13.80 14.00 14.20
m/z 55.00 66.09%
5000
111
NELIN ’ d ) U150 168 196 238 266
L o e B S LN [ e e s e R e o N R
m/z--> 50 100 150 200 250 300 350 13 60 13 80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117740.D

Aca On : 8 Nov 2019 19:23

Operator :© JU

Sample : K5722-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 14 Supraene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.99 13.13 ng 1461420 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
4 _beta.-Citronellol. chlorodifluo... 268 C12H19CIF202 1000376-20-8 53
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
Abundance Scan 2194 (14.992 min): BF117740.D (-2189) (-) m/z 69.00 100.00%
6o
5000 \L
4 LN UL AR I B
9 137 254 14.60 14.80 15.00 15.20 15.40
ol b | A3p | 161 191 224 || 278209 3413673687410 |\ 7> 81.00  51.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 AL SUARUR B UL B
14,60 14.80 15.00 15.20 15.40
41 o m/z 41.00 25.03%
ol budd T ag [ 100 191 27 305 ara g0 3138 _ano
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
1460 14.80 15.00 15.20 15.40
5000 4 m/z 95.00 13.79%
95
ol ..*ph‘ u\AJJ41y J 161 191 217 ~ 273 ?99. 341367 ﬁ%o
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol A B R e
69 14.60 14.80 15.00 15.20 15.40
m/z 137.10 12.02%
5000
41
95 137
oLy L] ‘,‘.,u we | S es e
m/z--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117740.D

Aca On : 8 Nov 2019 19:23

Operator :© JU

Sample : K5722-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 15 Benzo[e]pyrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.49 5.48 ng 609569 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 99
2 Benzolalpvrene 252 C20H12 000050-32-8 97
3 Pervlene 252 C20H12 000198-55-0 94
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 2279 (15.492 min): BF117740.D (-2275) (-) m/z 252.00 100.00%
252
5000
125 15.20 15.40 15.60 15.80
224 : : : :
ol39 74 95 4 159 198 <57 | 273 302 344365388 414 | 75754995  28.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252
5000
15.20 15.40 15.60 15.80
125 m/z 253.10 22 .44%
ol 50 74 99, | 146 174 200 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene
252
15.20 15.40 15.60 15.80
5000 m/z 125.00 15.61%
126
ol 50 74 100, | 149 174 200 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #104216: Perylene Bl B man s S
252 15.20 15.40 15.60 15.80
m/z 126.00 12.68%
5000
126
ol 43 73 100, | 149169 200 224 j\
T rrrr prrrrprrrrrrrrr [ rr 111111117 —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF110819\
Data File : BF117740.D

Acq On : 8 Nov 2019 19:23

Operator : JU

Sample : K5722-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110619_.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... 2.23 18.9 ng 1961350 1 6.93 2072340 20.0
2-Pentanone, 4-hy... 5.15 16.1 ng 1665000 1 6.93 2072340 20.0
unknown6.70 6.70 72.8 ng 7548940 1 6.93 2072340 20.0
unknown9 .85 9.85 2.9 ng 482428 3 9.97 3390420 20.0
unknown9 .89 9.89 2.5 ng 417037 3 9.97 3390420 20.0
unknown10.24 10.24 2.6 ng 444877 3 9.97 3390420 20.0
unknown10.30 10.30 2.5 ng 414948 3 9.97 3390420 20.0
1-Trimethylsilylp... 10.39 3.8 ng 645074 3 9.97 3390420 20.0
Pentadecane, 2,6,... 10.63 7.0 ng 1184950 3 9.97 3390420 20.0
Tridecane, 5-propyl- 10.90 29.7 ng 4013290 4 11.47 2700530 20.0
Hexadecane, 2,6,1... 11.37 22.7 ng 3067420 4 11.47 2700530 20.0
1-Octadecanol 13.96 18.6 ng 1761710 5 14.12 1897460 20.0
Supraene 14.99 13.1 ng 1461420 6 15.62 2225420 20.0
Benzo[e]pyrene 15.49 5.5 ng 609569 6 15.62 2225420 20.0
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