LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090419\

Data File : BF116823.D

Aca On : 4 Sep 2019 18:42 Instrument :
Operator : HP/JU ?:'l\:gﬁ't:Sam ol
3?22Ie ; K4546-09 T&&CLC4P
ALS Vial : 20 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-BF083019.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.469 570 575 578 rBY 1535234 1371407 89.43% 8.463%
2 5.687 609 612 622 rBV 82217 90414 5.90% 0.558%
3 6.481 742 747 750 rBVY 1548400 1502839 98.00% 9.274%
4 6.622 766 771 774 rBV 1797739 1533577 100.00% 9.463%
5 6.687 777 782 786 rBV2 131256 178793 11.66% 1.103%
6 6.728 786 789 794 rVB 60983 61025 3.98% 0.377%
7 6.851 806 810 813 rBV 499639 411602 26.84% 2.540%
8 7.004 833 836 840 rBVY 1257656 1119399 72.99% 6.907%
9 7.110 851 854 861 rBV 61188 67206 4.38% 0.415%
10 7.404 899 904 907 rBV 988023 925266 60.33% 5.710%
11 7.463 910 914 920 rVvv3 35071 57858 3.77% 0.357%
12 7.510 920 922 927 rVB 28639 23784 1.55% 0.147%
13 7.681 949 951 952 rBV2 28101 21617 1.41% 0.133%
14 7.704 952 955 963 rVB 224423 208518 13.60% 1.287%
15 7.886 982 986 989 rBV 28415 31686 2.07% 0.196%
16 7.934 991 994 1001 rVB 60918 59968 3.91% 0.370%

17 8.128 1023 1027 1031 rBV 607946 548228 35.75% 3.383%
18 8.345 1060 1064 1071 rBV 406739 334081 21.78% 2.062%
19 8.404 1071 1074 1078 rBV 409229 340318 22.19% 2.100%
20 8.833 1142 1147 1152 rBV2 141429 147732 9.63% 0.912%

21 8.904 1156 1159 1162 rVB 118594 97856 6.38% 0.604%
22 8.945 1163 1166 1168 rBV 71237 55866 3.64% 0.345%
23 9.016 1174 1178 1180 rBV 92612 92131 6.01% 0.569%
24 9.081 1187 1189 1193 rBV2 25944 26944 1.76% 0.166%

25 9.122 1193 1196 1200 rVB 130123 112262 7.32% 0.693%

26 9.204 1206 1210 1213 rBV 1942649 1517955 98.98% 9.367%

27 9.286 1221 1224 1228 rBV5 54414 51101 3.33% 0.315%
28 9.328 1228 1231 1234 rBV2 55884 62743 4._.09% 0.387%
29 9.357 1234 1236 1239 rVB 51348 44382 2.89% 0.274%

30 9.598 1273 1277 1281 rBV 1048219 874225 57.01% 5.395%

31 9.651 1284 1286 1290 rVB4 34626 43840 2.86% 0.271%
32 9.757 1300 1304 1306 rBV3 97593 111520 7.27% 0.688%
33 9.798 1309 1311 1314 rVvB2 158193 129756 8.46% 0.801%
34 9.822 1314 1315 1317 rBV 40324 38114 2.49% 0.235%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116823.D

Aca On > 4 Sep 2019 18:42

Operator : HP/JU

Sample : K4546-09

Misc :

ALS Vial : 20 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.886 1322 1326 1329 rVB 675151 640271 41.75% 3.951%

36 10.145 1368 1370 1373 rBv4 37145 38289 2.50% 0.236%
37 10.227 1382 1384 1386 rVB2 49195 33278 2.17% 0.205%
38 10.257 1387 1389 1392 rBvV4 43560 37746 2.46% 0.233%

39 10.298 1393 1396 1400 rVV3 112716 100859 6.58% 0.622%
40 10.669 1455 1459 1462 rBVY 947791 816991 53.27% 5.041%

41 11.369 1575 1578 1581 rBV 526619 447167 29.16% 2.759%
42 11.892 1665 1667 1670 rBV2 224917 192104 12.53% 1.185%
43 12.945 1843 1846 1850 rBV 1099945 1033588 67.40% 6.378%
44 13.998 2023 2025 2028 rVB 392768 358183 23.36% 2.210%
45 14.310 2076 2078 2082 rVB 235496 213082 13.89% 1.315%

Sum of corrected areas: 16205571
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090419\
: BF116823.D

: 4 Sep 2019 18:42

: HP/JU

: K4546-09

- 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083019.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

TIC: BF116823.D

6.62
5.47 6.48
7.00

7.40

0
Time-->

T
5.00

Abundance
2000000

1500000

1000000

500000

0

TIC: BF116823.D

12.94

10.67
9.60
11.37

11.89

9.89

Time-->

12.00 12.50 13.00

11.00 11.50

T
9.50 10.00 10.50

Abundance
2000000

1500000

1000000

500000

0

TIC: BF116823.D

14.00 14.31

Time-->

T
18.00 18.50

16.50

I
17.00 17.50

15.50 16.00

R
13.50 14.00

14.50 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116823.D

Aca On : 4 Sep 2019 18:42

Operator : HP/JU

Sample : K4546-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 1,3,5,7-Cyclooctatetraene Concentration Rank 10

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

5.69 4.39 ng 90414 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stvrene 104 C8HS8 000100-42-5 94
2 1.3.5.7-Cvclooctatetraene 104 C8H8 000629-20-9 91
3 Bicvclol4.2.0locta-1.3.5-triene 104 C8HS8 000694-87-1 91
4 Butanedioic acid. phenvl- 194 C10H1004 000635-51-8 53
5 1,3,7-Octatrien-5-yne 104 C8HS8 016607-77-5 38

Abundance Scan 613 (5.692 min): BF116823.D (-609) (-) m/z 104.00 100.00%
104
5000 78 A\\N“
51 RIS R U UL L
a9 63 | 89 540 5.60 580 6.00
SN SRS 1 HMSR 11| AMRLS SN | M m/z 103.10 47.89%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4873: Styrene
104
5000 78 L UL L LR UL
5.40 5.60 5.80 6.00
o1 m/z 78.00 45_57%
SR JN N 1 .Y
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4880: 1,3,5,7-Cyclooctatetraene
104
540 560 580 6.00
5000 8 m/z 77.00 23.35%
o 51
e ,..?Z,.. il 22| l.??,?ﬁ.@?.:: u,...??...gg,l‘..,..
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4882: Bicyclo[4.2.0]octa-1,3,5-triene T . R S
104 540 560 580 6.00
m/z 51.00 18.10%
5000 78
51
39
2r | | 57 & 2 8 98,
m/z--> 10 20 30 45 5 60 70 éo 90 160 110 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116823.D

Aca On : 4 Sep 2019 18:42

Operator : HP/JU

Sample : K4546-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown6.62 Concentration Rank 1

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

6.62 74.52 ng 1533580 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 Xenon 132 Xe 007440-63-3 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 771 (6.622 min): BF116823.D (-766) (-) m/z 132.00 100.00%
5000 68
40 % 620 640 6.60 6.80 7.00
54 : : : : :
[ | Weus .~ m/z 68.10 40.00%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 og M° NESEANASE RS SR A

620 6.40 6.60 6.80 7.00
m/z 134.00 33.49%

8 7 158 189
L B BLELE A e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132
BEE SR s e
97 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 25.89%
70
31
SN O U0 .o N N
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #14560: Xenon R A RAREE R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.72%
5000
66
S R || S SN | | S
m/z--> 40 60 80 100 120 140 160 180 620 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116823.D

Aca On : 4 Sep 2019 18:42

Operator : HP/JU

Sample : K4546-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Benzene, l-ethenyl-3-methyl- Concentration Rank 6

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

6.69 8.69 ng 178793 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethenvl-3-methvl- 118 C9H10 000100-80-1 96
2 Benzene. 1-propenvl- 118 C9H10 000637-50-3 95
3 Benzene. 1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 95
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 95
5 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 93

Abundance Scan 783 (6.692 min): BF116823.D (-777) (-) m/z 117.10 100.00%
117
5000 {@ n !
91
? 51 63 77 g 1(|’3 6.40 6.60 6.80 7.00
ettt b ety | M/Z 118.10  83.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8972: Benzene, 1-ethenyl-3-methyl-
118
5000
6.40 6.60 6.80 7.00
oL m/z 115.10 42.97%
39 515865 77 | 103 |
S - O N S -0 A 1 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8958: Benzene, 1-propenyl-

6.40 6.60 6.80 7.00
m/z 91.10 33.92%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8973: Benzene, 1-ethenyl-2-methyl-

7 6.40 6.60 6.80 7.00
m/z 103.00 14.91%

5000

39 51 58 65 77

84
L e MR e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116823.D

Aca On : 4 Sep 2019 18:42

Operator : HP/JU

Sample : K4546-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Benzene, 1,1"-(1l-ethenyl-1,... Concentration Rank 17

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

6.73 2.97 ng 61025 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-methvl- 118 C9H10 000100-80-1 90
2 Benzene., 1.1"-(1l-ethenvl-1.3-pro... 222 C17H18 061141-97-7 90
3 Benzene. l1l-propenvl- 118 C9H10 000637-50-3 81
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 81
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 81

Abundance Scan 789 (6.728 min): BF116823.D (-786) (-) m/z 117.00 100.00%
117 ?
5000
91
39 51 63 77 103 6.40 6.60 6.80 7.00
e m/z 118.05 87.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8975: Benzene, 1-ethenyl-3-methyl-
117
5000
91 6.40 6.60 6.80 7.00
m/z 115.00 38.52%
27 395163 77 | 103
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #79588: Benzene, 1,1'-(1-ethenyl-1,3-propanediyl)bis-
117
6.40 6.60 6.80 7.00
5000 m/z 91.00 34.11%
91
103
i i | 131 147 177 101 207 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8958: Benzene, 1-propenyl-
117 6.40 6.60 6.80 7.00
m/z 103.05 11.25%
5000
91
39 51 77 ‘ 103 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116823.D

Aca On : 4 Sep 2019 18:42

Operator : HP/JU

Sample : K4546-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Indene Concentration Rank 15

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

7.11 3.27 ng 67206 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 91
3 3-Methvlphenvlacetvlene 116 CO9H8 000766-82-5 91
4 Benzene. 1l-ethvnvl-4-methvl- 116 C9H8 000766-97-2 91
5 Benzene, 1,2-propadienyl- 116 C9HS8 002327-99-3 87

Abundance Scan 854 (7.110 min): BF116823.D (-851) (-) m/z 115.00 100.00%
116
5000
63 89 6.80 7.00 7.20 7.40
39
ety e e el e | m/Z 116.00  98.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8408: Indene
116
5000

6.80 7.00 7.20 7.40
m/z 63.00 13.72%

63 89
27 %9 459157 | 74 gy T 98104110 ||
L i o o o o o o e B e e R REBERREEES:
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8409: Benzene, 1-propynyl-
115
6.80 7.00 7.20 7.40
5000 m/z 89.00 12.88%
63 89
18 27 394551577 74 Y 100 ‘
LA o e o o L T o o e e o S R R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8415: 3-Methylphenylacetylene
115 6.80 7.00 7.20 7.40
m/z 117.00 9.52%
5000
63 89
LN o N I S N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116823.D

Aca On : 4 Sep 2019 18:42

Operator : HP/JU

Sample : K4546-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Bicyclo[4.2.0]Jocta-1,3,5-tr... Concentration Rank 19

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

7.46 2.81 ng 57858 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 96
2 Benzene. 1-methvl-4-(l-methvleth... 132 C10H12 001195-32-0 94
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 94
4 Benzene. (2-methvl-2-propenvi)- 132 C10H12 003290-53-7 91
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 91

Abundance Scan 913 (7.457 min): BF116823.D (-910) (-) m/z 117.00 100.00%
117 132
5000
91
39 ST n ‘ 7.20 7.40 7.60 7.80
4 105 : : : :
..,....,....,....','....,'..'.|.,.(?:'..,~'...W?....-,....,..-..,..I:,....-, b m/z 132.10  94.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132
117

5000
7.20 7.40 7.60 7.80

m/z 114.95 46.37%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14099: Benzene, 1-methyl-4-(1-methylethenyl)-
117

132

7.20 7.40 7.60 7.80
m/z 91.05  34.23%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14042: Benzene, 2-butenyl-

7.20 7.40 7.60 7.80
m/z 131.10 26.46%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116823.D

Aca On : 4 Sep 2019 18:42

Operator : HP/JU

Sample : K4546-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Benzenemethanethiol, 4-methyl- Concentration Rank 8

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

7.70 7.61 ng 208518 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanethiol. 4-methvl- 138 C8H10S 004498-99-1 86
2 Benzenemethanethiol. .alpha.-met... 138 C8H10S 006263-65-6 74
3 3.4-Dimethvithiophenol 138 C8H10S 018800-53-8 72
4 3-Methvlbenzvl mercaptan 138 C8H10S 025697-56-7 64
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 64

Abundance Scan 954 (7.698 min): BF116823.D é)—gsz) ) m/z 105.05 100.00%
105
5000
51 i 740 7.60 7.80 8.00
138 - - - -
..,....,....,...3.?..~..i'....,‘??..,...|!|,...?‘?....,.':!.,...?ﬁl...,...:,...., m/z 79.00 18.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17437: Benzenemethanethiol, 4—r(})1ethy|—
105
5000 L LU L I L
7.40 7.60 7.80 8.00
138 m/z 76.95 18.78%
77
s 2 g ss O | Sley 12 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17454: Benzenemethanethiol, .aIpha&).—methyI—
105
7.40 7.60 7.80 8.00
5000 29 m/z 103.00 11.45%
51
39 138
[ [, Toeo || sreal] 12
mz> 10 20 3 4b 50 8 70 80 0 100 110 130 130 1%
Abundance #17430: 3,4-Dimethyithiophenol A e
105 138 7.40 7.60 7.80 8.00
m/z 106.00 10.18%
5000
123
45 91
"|"'w"??l'?ﬁ|""|§?"?E“'|"ij"'J“'%ﬁ'hl'l'“'|“k"|'“‘u""| L I UL LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116823.D

Aca On : 4 Sep 2019 18:42

Operator : HP/JU

Sample : K4546-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Naphthalene, 1,2-dihydro- Concentration Rank 20

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

7.93 2.19 ng 59968 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2-dihvdro- 130 C10H10 000447-53-0 95
2 Benzene. 1l-butvnvl- 130 C10H10 000622-76-4 94
3 2-Methvlindene 130 C10H10 002177-47-1 93
4 Cvcloproplalindene. 1.la.6.6a-te... 130 C10H10 015677-15-3 90
5 1H-Indene, 3-methyl- 130 C10H10 000767-60-2 90

Abundance Scan 993 (7.928 min): BF116823.D (-991) (-) m/z 115.00 100.00%
115 130
5000
39 51 6 . o 102 i 7.60 7.80 8.00 820
gt e ot Ll Tz 130005 92.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13103: Naphthalene, 1,2-dihydro-
130
5000
115 7.60 7.80 8.00 8.20
m/z 129.05 67.68%
15 27 3 O O 7 g9 102 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13088: Benzene, 1-butynyl-
5 130
7.60 7.80 8.00 8.20
5000 m/z 128.00 35.07%
51 63
15 27 3 G 77 B 12 |||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13085: 2-Methylindene
130 7.60 7.80 8.00 8.20
m/z 127 .00 18.93%
115
5000
2 S B m oe e | )
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116823.D

Aca On : 4 Sep 2019 18:42

Operator : HP/JU

Sample : K4546-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 p-Cymene Concentration Rank 4

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

8.35 12.19 ng 334081 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 90
2 o-Cvmene 134 C10H14 000527-84-4 87
3 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 87
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 72
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 72

Abundance Scan 1065 (8.351 min): BF116823.D (-1060) (-) m/z 119.10 100.00%
119
5000
91
rTrrrTTrTTT T T T T T T
39 51 65 77 103 152 8.00 8.20 8.40 8.60
e e e e Sl 138 P hz 61.00  27.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14809: p-Cymene
119
AT A
5000 SN AR SRR
8.00 8.20 8.40 8.60
91 134 m/z 117.10 16.25%
27 4 51 65 77 103
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14811: o-Cymene
119
8.00 820 840 860
5000 m/z 120.10 9.20%
o1 134
G N~ )
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)- e B R
119 8.00 8.20 8.40 8.60
m/z 152.10 8.20%
5000
134
91
15 27 4151 65 77 | 105 | ‘ . ,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 800 820 840 860
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116823.D

Aca On : 4 Sep 2019 18:42

Operator : HP/JU

Sample : K4546-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 o-Cymene Concentration Rank 3

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

8.40 12.42 ng 340318 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 76
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 70
3 p-Cvmene 134 C10H14 000099-87-6 70
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 62
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 53

Abundance Scan 1073 (8.398 min): BF116823.D (-1071) (-) m/z 119.05 100.00%
119
5000
91
0 s 6 77| 108 - 800 820 840 560 5.0
130 163 m/z 91.00  31.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14812: o-Cymene
119
5000 NSRS SARE R
134 8.00 8.20 840 860 8.80
91 m/z 117 .05 18.36%
15 27 4l 51 65 77 103

1 L 1 im 1 1
T T R e e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119

8.00 8.20 8.40 8.60 8.80
m/z 120.10 12.21%

5000

134
91

15 27 41 51 65 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14809: p-Cymene e
119 8.00 8.20 8.40 8.60 8.80
m/z 77.00 9.51%

5000

91 134

27 41 51 65 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116823.D

Aca On : 4 Sep 2019 18:42

Operator : HP/JU

Sample : K4546-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 1H-Indene-5-carboxylic acid... Concentration Rank 9

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

8.83 5.39 ng 147732 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene-5-carboxvlic acid. 2.3... 162 C10H1002 1000337-61-3 83
2 Benzene. (2-bromocvclopropvl)- 196 C9H9Br 036617-02-4 72
3 Benzene. (3-chloroallvl)- 152 C9HOCI 006268-37-7 72
4 Benzene. (3-chloro-1-propenvl)- 152 C9HoClI 002687-12-9 64
5 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 59

Abundance Scan 1146 (8.828 min): BF116823.D (-1142) (-) m/z 117.10 100.00%
147

5000

91
39 51 63 77

134 150 179 8.40 860 880 9.00 9.20
e e o m/z 115.00 44 _.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32017: 1H-Indene-5-carboxylic acid, 2,3-dihydro-

5000
162 8.40 8.60 8.80 9.00 9.20

m/z 116.00 15.42%

131 145
T T T I |I T I —rTT I LI I I I T

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #58678: Benzene, (2-bromocyclopropyl)-
117
8.40 8.60 8.80 9.00 9.20
5000 m/z 91.00 13.57%
91
39 51 63
27 | ‘1| 102 || 131 152 173184 196
L B e i e B e B S Bt et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26154: Benzene, (3-chloroallyl)-
117 8.40 8.60 8.80 9.00 9.20
m/z 118.00 12.79%
5000
91 152
39 51 6575 ‘
S v MY O 500 N - S | —
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116823.D

Aca On : 4 Sep 2019 18:42

Operator : HP/JU

Sample : K4546-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 3,4-Dimethylcumene Concentration Rank 12

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

8.90 3.57 ng 97856 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dimethvlicumene 148 C11H16 1000370-34-1 78
2 Benzene. 2.4-dimethvl-1-(l1-methyv... 148 C11H16 004706-89-2 72
3 Benzene. 1.3-dimethvl-5-(l1-methyv... 148 C11H16 004706-90-5 64
4 Benzene. 1l-ethvl-2.4.5-trimethvl- 148 C11H16 017851-27-3 64
5 1-methyl-1-indanol 148 C10H120 064666-42-8 59

Abundance Scan 1158 (8.898 min): BF116823.D (-1156) (-) m/z 133.05 100.00%
133
5000
91 105
39 51 65 77 115 166 8.60 8.80 9.00 9.20
s R Ll 1 T hs7 90,95 15.42%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22764: 3,4-Dimethylcumene
133
5000
148 8.60 8.80 9.00 9.20
91 105, m/z 105.00 14 .72%
41 51
i "'1?| ?Z. -V- 'b"lgs '72 R B ":“I"IJ'I T
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22826: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
133
8.60 8.80 9.00 9.20
5000 m/z 134.10 12.41%
148
, 15 27 3% 51 65 77 9} 105 117
n L ul L LL I n
mz-> 0 20 40 60 80 100 120 140 160
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133 8.60 8.80 9.00 9.20
m/z 131.10 11.18%
5000
148
, 15 27 3ﬁ 51 65 77 9} 1?5 117
| L ul L Lin 1 "
m/z--> 0 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116823.D

Aca On : 4 Sep 2019 18:42

Operator : HP/JU

Sample : K4546-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Benzene, 1,3,5-trimethyl-2-__._. Concentration Rank 18

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

9.02 2.88 ng 92131 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 83
2 Benzene. 1.3.5-trimethvl-2-propvl- 162 C12H18 004810-04-2 78
3 Benzene. 1.4-dimethvl-2-(l-methyv... 148 C11H16 004132-72-3 78
4 Benzene. 2.4-dimethvl-1-(1l-methv... 148 C11H16 004706-89-2 72
5 Benzene, 2-(chloromethyl)-1,3,5-... 168 C10H13ClI 001585-16-6 72

Abundance Scan 1179 (9.022 min): BF116823.D (-1174) (-) m/z 133.10 100.00%
133
5000
91
105115 150 166 179 8.60 8.80 9.00 9.20 9.40
m/z 91.05 17.32%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #22764: 3,4-Dimethylcumene
133
5000 R S UL AR
148 8.60 8.80 9.00 9.20 9.40
91 105y5s m/z 105.00 16.13%
41 51
T }?I ?7"IJ"' '|§?"a1 "L' |J" JI"IJ'I' LN A
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #32297: Benzene, 1,3,5-trimethyl-2-propyl-
133
8.60 8.80 9.00 9.20 9.40
5000 m/z 115.00 14.62%
162
27 4151 65 77 9} 105 117 | 145 \
mz> O % 40 6 8 10 1% 1o 1% 180
Abundance #22827: Benzene, 1,4-dimethyl-2-(1-methylethyl)-
133 8.60 8.80 9.00 9.20 9.40
m/z 135.05 13.51%
5000
148
, 15 2] ﬁ? 51 g5 77 9} 1?5 117
| Ly ul I Ll
m/z--> 0 20 40 6|O 8|O 100 120 14'10 160 180 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116823.D

Aca On : 4 Sep 2019 18:42

Operator : HP/JU

Sample : K4546-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Benzene, 2-(chloromethyl)-1... Concentration Rank 13

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

9.12 3.51 ng 112262 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-(chloromethyl1)-1.3.5-_... 168 C10H13ClI 001585-16-6 78
2 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 78
3 Benzene. l1l-ethvl-2.4.5-trimethvl- 148 C11H16 017851-27-3 72
4 Acetamide. N-(2.3-dihvdro-1H-ind... 175 C11H13NO 059856-06-3 72
5 Mesitylacetic acid 178 C11H1402 004408-60-0 64

Abundance Scan 1196 (9.122 min): BF116823.D (-1193) (-) m/z 133.10 100.00%
5000
105
9 8.80 9.00 9.20 9.40

39 51 63 /7 115 149 166
...,....',-..-..~,-.-...h,-..|..,-.|'..|:|',..':'.,..~..,.'..1.7,9. 19 "m/z 104.95 17.69%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36316: Benzene, 2-(chloromethyl)-1,3,5-trimethyl-
133
5000
8.80 9.00 9.20 9.40
168 m/z 91.00 15.00%
15 27 39 51 65 77 St 105117 153 |
T I i e e B o e ML e B B o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22764: 3,4-Dimethylcumene
133
R N REEEEmas ey
8.80 9.00 9.20 9.40
5000 m/z 134.10 12.25%
148
27 4151 g5 77 O %115
S I O PN RS N AP S NS
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22808: Benzene, 1-ethyl-2,4,5-trimethyl-
133 8.80 9.00 9.20 9.40
m/z 115.00 10.83%
5000
148
119
1 1?5 ‘
L L

15 27 39 51 65 77 9
||‘|I|‘||||||‘|‘|I|‘|||I|||||‘||||I||||I||‘||I|||||||||||

m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116823.D

Aca On : 4 Sep 2019 18:42

Operator : HP/JU

Sample : K4546-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 16 unknown9.76 Concentration Rank 14

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

9.76 3.48 ng 111520 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.7-Dimethvl-4-(1-methvlethvl)cy... 210 C15H30 000645-10-3 43
2 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 30
3 Cvclopentane. l-pentvl-2-propvl- 182 C13H26 062199-51-3 27
4 1-Hexvl-1-nitrocvclohexane 213 C12H23N02 118252-09-8 27
5 Silane, [(11-chloroundecyl)oxy]t... 278 C14H31CIOSi 026305-82-8 22

Abundance Scan 1305 (9.763 min): BF116823.D (-1300) (-) m/z 69.05 100.00%
5000
9.40 9.60 9.80 10.00
m/z 83.10 73.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69594: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
56 o7
41 33
111
5000 RAEAR SRR SRR R
9.40 9.60 9.80 10.00
29 m/z 97.05 68.36%
125 167
. 138 151
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17564: 2,6-Heptadienal, 2,4-dimethyl-
43 97 109
69 9.40 9.60 9.80 10.00
5000 m/z 41.00 63.02%
i 123
27
||1|5|||||||||||||||m‘|||||||||||||1|38|||| B
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #47291: Cyclopentane, 1-pentyl-2-propyl- R B .
69 9.40 9.60 9.80 10.00
55 a3 m/z 55.05 53.74%
5000 41 111
97
2 ‘ 139
"I'J"I""I'ML'I"'JI'Jl'}??'JI'}?ﬁI"'}ﬁi"l""l'" USRS SR SN
m/z--> 20 40 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116823.D

Aca On : 4 Sep 2019 18:42

Operator : HP/JU

Sample : K4546-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 17 unknown9.80 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

9.80 4_.05 ng 129756 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Undecenol. 2.10-dimethvl- 198 C13H260 1000131-86-0 35
2 Bicvclol3.1.11heptan-3-one. 2-et... 166 C11H180 1000163-95-8 30
3 2-Anthracenamine 193 C14H11N 000613-13-8 27
4 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 25
5 Bicyclo[3.1.1]heptane-2-carboxal... 152 C10H160 004764-14-1 22
Abundance Scan 1311 (9.798 min): BF116823.D (-1309) (-) m/z 193.20 100.00%

6 193
41 109 123
5000
153 166175 | 08 | | 940 950 S0 10,00 1020

m/z 69.10 99.62%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59804: 9-Undecenal, 2,10-dimethyl-

109

5000

940 9.60 980 1000 1020

1o m/z 97.10  80.34%

137 180 198
., 151 165 |

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35096: Bicyclo[3.1.1]heptan-3-one, 2-ethyl-6,6-dimethy!-
69

97 IR e e e
9.40 9.60 9.80 10.00 10.20

5000 a1 m/z 41.00 66.31%

81 166

Tl gl 09 124 15g 45

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #55484: 2-Anthracenamine A e o
193 9.40 9.60 9.80 10.00 10.20
m/z 95.10 61.11%
5000 165
83 97
50 70 °° | 115196 139 152 | 176
i E B e R SR B B m ot s S R
m/z--> 20 40 60 80 100 120 140 160 180 200 940 9.60 980 10. 00 10 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116823.D

Aca On : 4 Sep 2019 18:42

Operator : HP/JU

Sample : K4546-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 18 1-(1-Ethyl-2,3-dimethyl-cyc... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.30 3.15 ng 100859 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(1-Ethvl-2.3-dimethvl-cvclopen... 166 C11H180 1000185-18-6 50
2 5-Acetamido-2-methvlphenvl acetate 207 C11H13NO3 1000373-28-5 49
3 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 47
4 3-Fluorobenzoic acid. 2-tridecvl... 322 C20H31FO02 1000280-60-2 47
5 4-Fluorobenzoic acid, 3-tridecyl... 322 C20H31FO02 1000280-67-9 47
Abundance Scan 1396 (10.298 min): BF116823.D (-1393) (-) m/z 123.10 100.00%
123
5000 69 g1
137 299 RN BN S

10.00 10.20 10.40 10.60
m/z 69.05  42.30%

165
151 717177 192

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35105: 1-(1-Ethyl-2,3-dimethyl-cyclopent-2-enyl)-ethanone
123
5000 LIS L L L L L L L L LB
81 10 00 10. 20 10 40 10. 60
4 m/z 81.10 39.07%
27 SRl N R
ety e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66693: 5-Acetamido-2-methylphenyl acetate
123
R R B
165 10.00 10.20 10.40 10.60
5000 m/z 55.00 31.34%
43 207
94
1527 | 6577 57106 | 136148 | 192
L o e T A B A B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17474: 1-Trimethylsilylpent-1-en-4-yne R R B
123 10.00 10.20 10.40 10.60
m/z 95.10 29.01%
5000
138
...,....,\.w.?w. Ly ) £ B B P
m/z--> 20 60 80 100 120 140 160 180 200 220 10 00 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116823.D

Aca On : 4 Sep 2019 18:42

Operator : HP/JU

Sample : K4546-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 19 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.89 8.59 ng 192104 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 52
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 52

Abundance Scan 1667 (11.892 min): BF116823.D (-1665) (-) m/z 73.00 100.00%

3 P
5000 129

11.60 11.80 12.00 12.20
m/z 43.10 82.49%

145 171185 213
199 | 227542256 273287

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid

43 90

5000 129 L L L B
11. 60 11. 80 12. 00 12 20

m/z 60.00 76.67%

213
143157171185199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid

o
LI L L I L L B L L

11.60 11.80 12.00 12.20
m/z 55.00 71.67%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #72646: Tridecanoic acid I EAmEmEEE RS
43 3 11.60 11.80 12.00 12.20
m/z 41.10 67.81%
.
5000
29
129
7 115 171 214
I . N N I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116823.D

Aca On : 4 Sep 2019 18:42

Operator : HP/JU

Sample : K4546-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 20 Decahydro-4,4,8,9,10-pentam... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.31 11.90 ng 213082 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 56
2 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 53
3 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 38
4 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
5 6-Methylphenanthridine 193 C14H11IN 003955-65-5 30
Abundance Scan 2078 (14.310 min): BF116823.D (-2076) (-) m/z 193.20 100.00%
193
5000 95 123
a1 69 S R R
151 17 14.00 14.20 14.40 14.60
o L LD | 215233 264 304323343365 o TUos 10 44 22%
m/z--> 50 100 150 200 250 300 350
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 69 9 L SR SR B B
14.00 14.20 14.40 14.60
‘ m/z 123.10 42 .45%
151
m/z--> 100 150 200 280 300 350
Abundance #67971. 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
193
% 123 UL AU BRI B
a1 14.00 14.20 14.40 14.60
5000 95 m/z 137.10 34 .42%
M}J ||2||||{|||||||||||||||||||
m/z--> 100 150 200 250 300 350
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- R R R S
193 14.00 14.20 14.40 14.60
m/z 109.10 33.95%
5000 55
109
29 81
e ,”.“.M.M.”‘,”. JJ:!-?-7115-5]:7-5-\| 222 S — I —
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\

Data File : BF116823.D

Acg On : 4 Sep 2019 18:42 Instrument :
Operator : HP/JU BNA_F

Sample - K4546-09 ClientSampleld :
Misc : T3-S-C1-C4

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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]
1,3,5,7-Cycloocta. .. 5.69 4.4 ng 90414 1 6.85 411602 20.0
unknown6 .62 6.62 74.5 ng 1533580 1 6.85 411602 20.0
Benzene, l-etheny... 6.69 8.7 ng 178793 1 6.85 411602 20.0
Benzene, 1,1"-(1-... 6.73 3.0 ng 61025 1 6.85 411602 20.0
Indene 7.11 3.3 ng 67206 1 6.85 411602 20.0
Bicyclo[4.2.0]oct. .. 7.46 2.8 ng 57858 1 6.85 411602 20.0
Benzenemethanethi. .. 7.70 7.6 ng 208518 2 8.13 548228 20.0
Naphthalene, 1,2-_.. 7.93 2.2 ng 59968 2 8.13 548228 20.0
p-Cymene 8.35 12.2 ng 334081 2 8.13 548228 20.0
o-Cymene 8.40 12.4 ng 340318 2 8.13 548228 20.0
1H-Indene-5-carbo. .. 8.83 5.4 ng 147732 2 8.13 548228 20.0
3,4-Dimethylcumene 8.90 3.6 ng 97856 2 8.13 548228 20.0
Benzene, 1,3,5-tr... 9.02 2.9 ng 92131 3 9.89 640271 20.0
Benzene, 2-(chlor... 9.12 3.5 ng 112262 3 9.89 640271 20.0
unknown9.76 9.76 3.5 ng 111520 3 9.89 640271 20.0
unknown9 .80 9.80 4.0 ng 129756 3 9.89 640271 20.0
1-(1-Ethyl-2,3-di... 10.30 3.1 ng 100859 3 9.89 640271 20.0
n-Hexadecanoic acid 11.89 8.6 ng 192104 4 11.37 447167 20.0
Decahydro-4,4,8,9... 14.31 11.9 ng 213082 5 14.00 358183 20.0
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