LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116748.D

Aca On : 1 Sep 2019 17:48

Operator : HP/JU

Sample : K4544-19

Misc :

ALS Vial : 11 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 5.451 566 572 576 rBVY 1314832 1274929 33.54% 4 .860%
2 6.469 739 745 752 rBVY 1531645 1485340 39.08% 5.663%
3 6.610 763 769 773 rBVY 1564530 1446670 38.06% 5.515%
4 6.845 805 809 812 rBV 532045 437796 11.52% 1.669%
5 6.998 831 835 839 rBY 1198690 1101594 28.98% 4 _.200%
6 7.398 896 903 906 rBV 991223 890260 23.42% 3.394%
7 8.128 1018 1027 1029 rBV 700937 658481 17.32% 2.510%
8 9.175 1199 1205 1206 rBv2 167450 217278 5.72% 0.828%
9 9.198 1206 1209 1213 rVB 2026303 1727540 45.45% 6.586%
10 9.286 1221 1224 1229 rBv5 117201 173902 4_.58% 0.663%

11 9.592 1274 1276 1278 rBV 548532 470820 12.39%% 1.795%
12 9.757 1301 1304 1307 rBV2 375268 484056 12.74% 1.845%
13 9.798 1308 1311 1314 rVB 792262 669476 17.61% 2.552%
14 9.839 1315 1318 1320 rBV 268279 277201 7.29% 1.057%
15 9.880 1320 1325 1330 rBV2 1076007 1341599 35.30% 5.115%

16 9.933 1331 1334 1336 rBv2 302002 421758 11.10% 1.608%
17 10.045 1351 1353 1355 rBvV2 258569 252064 6.63% 0.961%
18 10.151 1368 1371 1373 rBV2 642351 600183 15.79% 2.288%
19 10.227 1382 1384 1387 rBV 500597 396772 10.44% 1.513%
20 10.263 1387 1390 1392 rBV3 595217 717128 18.87% 2.734%

21 10.304 1394 1397 1399 rVV 1487037 1405784 36.99% 5.359%
22 10.833 1483 1487 1490 rVB 3333175 3534307 92.99% 13.474%
23 11.304 1564 1567 1570 rVB 3226296 3800776 100.00% 14.490%
24 13.986 2021 2023 2025 rBV 602544 496904 13.07% 1.894%
25 15.033 2198 2201 2208 rVB 427766 788380 20.74% 3.006%

26 15.333 2249 2252 2258 rVB 249371 313899 8.26% 1.197%
27 15.392 2259 2262 2266 rVB 246902 266020 7.00% 1.014%
28 15.457 2269 2273 2276 rBV 453358 579721 15.25% 2.210%

Sum of corrected areas: 26230638
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090119\
Data File : BF116748.D

Aca On : 1 Sep 2019 17:48

Operator : HP/JU

Sample . K4544-19

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083019.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: BF116748.D

le+07
8000000
6000000
4000000

2000000 5.45 6.46.61 g

: J\ [

T I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF116748.D

10.83

le+07

8000000

6000000

4000000

2000000

e e B e et

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF116748.D

le+07
8000000
6000000
4000000 13.99

2000000
1503 4546

77—

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116748.D

Aca On : 1 Sep 2019 17:48

Operator : HP/JU

Sample : K4544-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown6.61 Concentration Rank 1

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

6.61 66.09 ng 1446670 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
2 Xenon 132 Xe 007440-63-3 9
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 769 (6.610 min): BF116748.D (-763) (-) m/z 132.00 100.00%
132
5000 68
40 | % 620 6.40 6.60 6.80 7.00
54 - - - -
S M e L geeus | 77 e8.10  42.97%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 og 6 T
620 640 6.60 6.80 7.00
m/z 134.00 32.45%
8 7 0l 158 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14560: Xenon
32
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 26.62%
"'I"" ""I""I""I"'I""I""I""
m/z--> 40 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A RAREEREEaE L
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.84%
5000 67
41 97
53
NI P
|||‘|‘||“|‘||‘|“l‘|‘|“|‘|8|8|‘i|1|0|6||“ ||H| ——— N ——
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116748.D

Aca On : 1 Sep 2019 17:48

Operator : HP/JU

Sample : K4544-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown9.29 Concentration Rank 14

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

9.29 2.59 ng 173902 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10-Trimethvlundeca-1.3-diene 194 C14H26 1000222-09-1 48
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 46
3 7-Oxabicvclol4.1.0lheptane. 1.5-... 126 C8H140 162239-52-3 38
4 Octadecane. l1l-bromo- 332 C18H37Br 000112-89-0 25
5 2-Butanone, 4-(2,6,6-trimethyl-2_.._. 194 C13H220 039721-65-8 25

Abundance Scan 1225 (9.292 min): BF116748.D (-1221) (-) m/z 57.05 100.00%
57

69

5000

a

9.00 9.20 9.40 9.60
m/z 69.05 75.39%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56497: 2,6,10-Trimethylundeca-1,3-diene
57

43

\

5000

9.00 920 940 9.60
m/z 55.10 74 .71%

29

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

\

Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
R
123 9.00 9.20 9.40 9.60
5000 69 95 109 m/z 71.05 69.10%
55 83 137
151 208
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11486: 7-Oxabicyclo[4.1.0]heptane, 1,5-dimethyl- R B AREE BEE T
43 9.00 9.20 9.40 9.60
71 m/z 41.10 67.42%
55
5000
| W
N ~~M / .w.,.w...,....,....,....,...., e
m/z--> 20 40 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116748.D

Aca On : 1 Sep 2019 17:48

Operator : HP/JU

Sample : K4544-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 4 unknown9.76 Concentration Rank 10

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

9.76 7.22 ng 484056 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.7-Dimethvl-4-(1-methvlethvl)cv... 210 C15H30 000645-10-3 43
2 Cetene 224 C16H32 000629-73-2 38
3 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 38
4 Crotvl methacrvlate 140 C8H1202 007376-45-6 30
5 Cyclohexane, 1,1"-(2-propyl-1,3-... 250 C18H34 055030-21-2 27

Abundance Scan 1305 (9.763 min): BF116748.D (-1301) (-) m/z 69.10 100.00%
6o

55 83

41
5000

111 207
125137 193

154 173

W

9.40 9.60 9.80 10.00
m/z 55.00 73.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69595: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
56 69
41 97
83
111
5000 IIIIIIIIIIIIIIIIIIII
29 9.40 9.60 9.80 10.00
167 m/z 83.10 72.13%
125
L lp ) 138151 180
e e et e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81243: Cetene
41 55
e R EEEEE RS
69 83 9.40 9.60 9.80 10.00
5000 29 97 m/z 97.10 61.53%
111
125
HLWWMWMmmmmmmm 224
R I L o e A LA e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl- e AR BEERE EE S

97 9.40 9.60 9.80 10.00

55 69
83 m/z 41.00 59.16%
5000 41
111 153
i ‘
SO O =0 T2 0 () P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 960 980 10 00

8270-BF083019.M Tue Sep 03 17:03:30 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116748.D

Aca On : 1 Sep 2019 17:48

Operator : HP/JU

Sample : K4544-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown9.80 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.80 9.98 ng 669476 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-ethvl-4_.4-dimethvl- 126 C9H18 053907-59-8 27
2 Silane. T(11-chloroundecvDoxvlt... 278 C14H31CIOSi 026305-82-8 27
3 Cvclohexane. 2.4-diisopropvl-1.1... 196 C14H28 1000149-60-5 27
4 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 25
5 4-Hepten-3-one, 4-methyl- 126 C8H140 022319-31-9 25
Abundance Scan 1311 (9.798 min): BF116748.D (-1308) (-) m/z 193.20 100.00%
69 97 193

5000

E

9.40 9.60 9.80 10.00 10.20
208
224 m/z 97.10 88.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11611: 2-Pentene, 3-ethyl-4,4-dimethyl-
55 69 97
41
5000 11
2 126 940 960 980 1000 10 20
83 m/z 69.10 84 .42%

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

{

Abundance #125668: Silane, [(11-chloroundecyl)oxy]trimethyl-
55 69 83 97
L B e .
9.40 9.60 9.80 10.00 10.20
5000 m/z 109.10 67.89%
111
125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58324: Cyclohexane, 2,4-diisopropyl-1,1-dimethyl- R A R EEEmEE e
41 69 97 9.40 9.60 9.80 10.00 10.20
55 83 m/z 83.10 64 .99%
5000
27 153
1
125140 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9. 40 9. 60 9. 80 10. 00 10 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116748.D

Aca On : 1 Sep 2019 17:48

Operator : HP/JU

Sample : K4544-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Cyclohexene, 1,5,5-trimethy... Concentration Rank 11

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

9.93 6.29 ng 421758 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1.5.5-trimethvl-6-a... 180 C12H200 211563-96-1 64
2 2-Fluorobenzoic acid. 4-tetradec... 336 C21H33F02 1000280-61-4 50
3 2-Fluorobenzoic acid. 3-pentadec... 350 C22H35F02 1000280-61-6 50
4 3.3.5.5-Tetramethvlcvclohexanol 156 C10H200 002650-40-0 47
5 4-Fluorobenzoic acid, 6-ethyl-3-._.. 280 C17H25F02 1000279-07-4 47

Abundance Scan 1333 (9.928 min): BF116748.D (-1331) (-) m/z 69.10 100.00%
123
5000
1 1718 | 550 S0 1000 1020
m/z 123.10 93.09%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45636: Cyclohexene, 1,5,5-trimethyl-6-acetylmethy!-
123
43
5000
9.60 9.80 10.00 10.20
55 & 8 109 165 m/z 55.10 81.01%
e I“ I||||I| I||.| |||l| ||‘|| I.“. Al .1‘?'|7.:!-5.2. I I|.I I:II'8O” e
m/z-> 20 40 100 120 140 160 180 200 220
Abundance #174084. 2-Fluorobenzoic acid, 4-tetradecy! ester
123
'9.60 9.80 10.00 10.20
5000 41 m/z 97.10 69.71%
55
141
29 95 ‘ 106
.-‘=‘- A H H\h A M A s aes 213
m/z-> 20 40 80 100 120 140 160 180 200 220
Abundance #184124. 2-Fluorobenzoic acid, 3-pentadecy! ester A B e
123 9.60 9.80 10.00 10.20
m/z 83.10 65.84%
5000
141
5 69 g3 95
m/z--> 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20

8270-BF083019.M Tue Sep 03 17:03:31 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116748.D

Aca On : 1 Sep 2019 17:48

Operator : HP/JU

Sample : K4544-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 4-isopropyl-1,6-dimethyl-1,... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.05 3.76 ng 252064 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-isopropvl-1.6-dimethvl-1.2.3.4... 202 C15H22 1000378-99-6 55
2 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 030316-36-0 46
3 Naphthalene. 1.2.3.4-tetrahvdro-... 202 C15H22 000483-77-2 46
4 Quinoline. 6-methoxv- 159 C10H9NO 005263-87-6 46
5 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 021693-51-6 46
Abundance Scan 1354 (10.051 min): BF116748.D (-1351) (-) m/z 159.10 100.00%
1%9
43
69
123
5000 57 83 C t ﬁ:ﬁ Es
we A 9.80 10.00 10.20 10.40
20 232 : : : :
m/z 43.10 65.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62810: 4-isopropyl-1,6-dimethyl-1,2,3,4-tetrahydronaphthalen
159
5000 LR AL BN B IR
9.80 10.00 10.20 10.40
135 202 m/z 41.10 62.47%
S o N TV S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #41176: Naphthalene, 1,2,3,4-tetrahydro-1,6,8-trimethy!-
159
" '9.80 10.00 10.20 10.40
5000 m/z 69.10 57.73%
128 174
15 % 51 65 e 10311\5 el B
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240
Abundance #62821: Naphthalene, 1,2,3,4-tetrahydro-1,6-dimethyl-4-(1-... L e e
159 9.80 10.00 10.20 10.40
m/z 123.10 53.08%
5000
28 41 53 g5 77 91 105117129 144 | 4, 202
m/z--> 20 4b 60 80 100 120 140 160 180 200 220 240 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116748.D

Aca On : 1 Sep 2019 17:48

Operator : HP/JU

Sample : K4544-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 8 unknownl10.15 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.15 8.95 ng 600183 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 27
2 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 25
3 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 22
4 Sulfurous acid. butyl nonvl ester 264 C13H2803S 1000309-17-6 22
5 Nonadecane 268 C19H40 000629-92-5 22
Abundance Scan 1371 (10.151 min): BF116748.D (-1368) (-) m/z 133.10 100.00%
133
57
5000 o7
204 ERRRUNNS USRI
9.80 10.00 10.20 10.40
,.”.,.J A e e M7z 57.10  70.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
5000 U DU B

980 10. 00 10 20 10.40
o7 m/z 71.10 61.71%

V. 141 183 225 267 323 379 421 463 505 547 604

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

i

Abundance #185101: 1-Octadecanesulphonyl chloride
57
L
9.80 10.00 10.20 10.40
5000 m/z 97.10 49 _.22%
1
,....,..L,u??? v
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #134594: Octadecane, 1-chloro- R B .

57 9.80 10.00 10.20 10.40
m/z 43.10 46.81%

5000
1

i

26, hh}33 175 217 252 288

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 980 10. 00 10 20 10 40

8270-BF083019.M Tue Sep 03 17:03:32 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116748.D

Aca On : 1 Sep 2019 17:48

Operator : HP/JU

Sample : K4544-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknownl10.23 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.23 5.91 ng 396772 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 000473-19-8 46
2 Cyclohexane. 1-methyvl-4-(l-methy... 138 C10H18 001124-27-2 38
3 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 020536-41-8 38
4 2-(4-Fluorobenzovlamido)thiazole 222 C10OH7FN20S 313376-92-0 35
5 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 000554-59-6 30

Abundance Scan 1384 (10.227 min): BF116748.D (-1382) (-) m/z 123.10 100.00%

L 123
69 193
5000

10.00 10.20 10.40 10.60
m/z 95.10 82.03%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16973: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-
95
55 67 109
5000 41 LINLINLINLEN LI LI L L L LN L LI
81 10 00 10. 20 10 40 10 60
m/z 81.10 71.89%

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

k

Abundance #16993: Cyclohexane, 1-methyl-4-(1-methylethylidene)-
81 95
67 10.00 10.20 10.40 10.60
5000 55 m/z 69.10 67.60%
123 138
H ‘\ \ ‘ H‘ 109
IIIIII ‘I‘I IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #16994. Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, exo- REmaEES RS S
95 10.00 10.20 10.40 10.60
m/z 109.10 66.57%
55 109
41
5000 67
82
‘ 123 138
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\BF090119\
Data File : BF116748.D

Aca On : 1 Sep 2019 17:48

Operator : HP/JU

Sample : K4544-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknownl10.26 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.26 10.69 ng 717128 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 35
2 trans-Chrvsanthemal 152 C10H160 020104-05-6 15
3 Silane. chlorodiethvlhexvloxy- 222 C10H23CI0Si 1000363-74-4 14
4 Octane. 1.8-dibromo- 270 C8H16Br2 004549-32-0 14
5 3,4-Diethoxy-N-(4,5,6,7-tetrahyd... 346 C18H22N203S 1000311-37-1 14
Abundance Scan 1390 (10.263 min): BF116748.D (-1387) (-) m/z 69.10 100.00%
o 123 193

81 97109

55

5000

%

e  RRRaS Bam
27 221 ya6a 10.00 10.20 10.40 10.60
m/z 193.20 93.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
69 123 193
83 137
41 109
5000 55 95 LN L L L LB L

10.00 10.20 10.40 10.60
m/z 123.10  89.24%

|| |I| J ..|| I | 152165179 | 208

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

%

Abundance #25111: trans-Chrysanthemal
a0 123
81 IIIIIIIIIIIIIIIIIIIII
10.00 10.20 10.40 10.60
5000 m/z 81.10 71.03%
55 67
109
e e l.???.%??,.... R REAREEEEEE N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78622: Silane, chlorodiethylhexyloxy- e  RRRaS Bam
193 10.00 10.20 10.40 10.60
83 109 m/z 109.10 69.53%
5000
123
2 5
29 41 ‘ 7 ‘ 135
0 0o ™ S (e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. OO 10 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116748.D

Aca On : 1 Sep 2019 17:48

Operator : HP/JU

Sample : K4544-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 11 unknownl10.30 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.30 20.96 ng 1405780 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Fluorobenzoic acid. 4-tetradec... 336 C21H33F02 1000280-60-6 47
2 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 47
3 3-Fluorobenzoic acid. 3-tridecvl... 322 C20H31F02 1000280-60-3 47
4 4-Fluorobenzoic acid. 5-pentadec... 350 C22H35F02 1000280-68-6 47
5 2-Fluorobenzoic acid, 2-ethylcyc... 250 C15H19F02 1000278-98-1 43
Abundance Scan 1396 (10.298 min): BF116748.D (-1394) (-) m/z 123.10 100.00%
123
5000 69
41 55 81 95 109 W/\A"/A—
187 27 222 10.00 10.20 10.40 10.60
151 166179 193 246 m/z 69.10 44.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #174083: 3-Fluorobenzoic acid, 4-tetradecyl ester
123
5000 R N SRR BN SULRA
a1 1000 10.20 10.40 10.60
29 55 69 g 95 106 m/z 109.10 36.56%
111 141153 168 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17474: 1-Trimethylsilylpent-1-en-4-yne
123
10.00 10.20 10.40 10.60
5000 m/z 81.10 35.84%
95
I .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #162927: 3-Fluorobenzoic acid, 3-tridecyl ester R R B
123 10.00 10.20 10.40 10.60
m/z 55.10 34.41%
5000
41 95
55 69
83 141 182
H H\ A ‘M il etiet - SRS - B S
m/z--> 20 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\BF090119\
Data File : BF116748.D

Aca On : 1 Sep 2019 17:48

Operator : HP/JU

Sample : K4544-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Nonane, 3,7-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.83 18.60 ng 3534310 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 81
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 80
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
4 Undecane. 4.6-dimethvl- 184 C13H28 017312-82-2 78
5 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 72

Abundance Scan 1486 (10.827 min): BF116748.D (-1483) (-) m/z 57.10 100.00%

5000

C

10.60 10.80 11.00 11.20
m/z 71.10 93.59%

127141155 182197 215 231 246259

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28441: Nonane, 3,7-dimethyl-

-

10.60 10.80 11.00 11.20
m/z 43.10 52.53%

5000

127
141 156

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19181: Octane, 2,6-dimethyl-
57
R AEEmEEES L
s | 7 10.60 10.80 11.00 11.20
5000 m/z 85.10 34.62%
29 113
15 “ \‘ ‘\ Al 85 ‘ 127 142
AR RR ,,,,,, R R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71407: Dodecane, 2,7,10-trimethyl- A RARE B
57 10.60 10.80 11.00 11.20
71 m/z 41.10 21.22%
43
5000
‘ | ‘ 99113127141155169183197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116748.D

Aca On : 1 Sep 2019 17:48

Operator : HP/JU

Sample : K4544-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.30 20.00 ng 3800780 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
2 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
3 5.5.7.7-Tetraethvlundecane 268 C19H40 1000360-42-0 72
4 Undecane. 5-ethvl-5-propvl- 226 C16H34 002755-07-9 72
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64
Abundance Scan 1566 (11.298 min): BF116748.D (-1564) (-) m/z 57.10 100.00%
57 71
85
so00{ 43

11.00 11.20 11.40 11.60
m/z 71.10 97.77%

155169183197 219233 253 277
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #141442: Heptadecane, 2,6,10,15-tetramethy!-
57

71

11,00 11.20 1140 11.60
m/z 85.10 54.75%

5000

141155169183  211225239253267281296
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester
57
e I B
43 | 71 11.00 11.20 11.40 11.60
5000 85 m/z 43.10 48.97%
29 113
,ﬂnﬁuwpﬂhﬁngﬁjq.”q””,””“.”.”..”..”.”.q””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117656: 5,5,7,7-Tetraethylundecane R R B
57 11.00 11.20 11.40 11.60
71 m/z 41.10 21.48%
43
5000 85
127
9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116748.D

Aca On : 1 Sep 2019 17:48

Operator : HP/JU

Sample : K4544-19

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.33 10.83 ng 313899 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 93
2 Benzolalpvrene 252 C20H12 000050-32-8 90
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 89
5 Perylene 252 C20H12 000198-55-0 89
Abundance Scan 2251 (15.327 min): BF116748.D (-2249) (-) m/z 252.10 100.00%
252
5000
125

15.00 15.20 15.40 15.60
43 71 97 200 224
1 J[ 151 174 273 310330 359378 414 m/z 250.10 27 70%

m/z--> 50 100 150 200 250 300 350 400

Abundance #104217: Benzo[e]pyrene AJ\ j\A‘/\
252

5000 o e Y e ey
15.00 15.20 15.40 15.60

. m/z 253.10 22.58%
50 74 99, | 146 174 200 224

m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene
252
R R R e e
15.00 15.20 15.40 15.60
5000 m/z 125.00 17.08%
126
50 74 100, | 149 174 200 224
— T T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]acephenanthrylene R AEmEEEE L
252 15.00 15.20 15.40 15.60
m/z 126.00 14_.16%
5000
126
39 74 100, | 150 174 200 224
m/z--> 50 100 150 200 250 300 350 400 15. 00 15. 20 15. 40 15.60

8270-BF083019.M Tue Sep 03 17:03:34 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090119\
Data File : BF116748.D

Acq On : 1 Sep 2019 17:48

Operator : HP/JU

Sample . K4544-19

Misc :

ALS Vial : 11 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]
unknown6 .61 6.61 66.1 ng 1446670 1 6.85 437796 20.0
unknown9 .29 9.29 2.6 ng 173902 3 9.88 1341600 20.0
unknown9.76 9.76 7.2 ng 484056 3 9.88 1341600 20.0
unknown9 .80 9.80 10.0 ng 669476 3 9.88 1341600 20.0
Cyclohexene, 1,5,... 9.93 6.3 ng 421758 3 9.88 1341600 20.0
4-isopropyl-1,6-d... 10.05 3.8 ng 252064 3 9.88 1341600 20.0
unknown10.15 10.15 8.9 ng 600183 3 9.88 1341600 20.0
unknown10.23 10.23 5.9 ng 396772 3 9.88 1341600 20.0
unknownl10.26 10.26 10.7 ng 717128 3 9.88 1341600 20.0
unknown10.30 10.30 21.0 ng 1405780 3 9.88 1341600 20.0
Nonane, 3,7-dimet... 10.83 18.6 ng 3534310 4 11.39 3800780 20.0
Heptadecane, 2,6,... 11.30 20.0 ng 3800780 4 11.39 3800780 20.0
Benzo[e]pyrene 15.33 10.8 ng 313899 6 15.46 579721 20.0
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