LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\

Data File : BF116701.D

Aca On : 31 Aug 2019 16:06 Instrument :
Operator : HP/JU BNA_F
Sample : K4528-10

Misc :

ALS Vial : 15 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 5.463 567 574 577 rBVY 2130305 2009831 88.25% 8.449%
2 6.475 741 746 752 rVB 2368579 2218687 97 .42% 9.327%
3 6.616 766 770 773 rBVY 2583552 2196192 96.44% 9.232%
4 6.845 806 809 813 rBV 835655 653998 28.72% 2.749%
5 7.004 832 836 839 rBY 2039891 1643495 72.17% 6.909%
6 7.404 897 904 907 rBVY 1697393 1385405 60.83% 5.824%
7 8.128 1023 1027 1029 rBvV 1137857 898671 39.46% 3.778%
8 8.151 1029 1031 1033 rVB 151946 120986 5.31% 0.509%
9 8.839 1146 1148 1152 rVB 128479 96464 4.24% 0.406%
10 8.939 1162 1165 1167 rBV 89806 75508 3.32% 0.317%

11 9.128 1193 1197 1199 rBv4 66690 111158 4._.88% 0.467%
12 9.204 1206 1210 1213 rBV 2815987 2277377 100.00% 9.574%
13 9.286 1221 1224 1228 rBV2 242319 255281 11.21% 1.073%
14 9.398 1241 1243 1247 rVB3 128783 142973 6.28% 0.601%
15 9.457 1251 1253 1258 rVVv4 66212 94146 4._.13% 0.396%

16 9.539 1265 1267 1269 rBV2 102207 84490 3.71% 0.355%
17 9.592 1274 1276 1281 rBV2 400613 406357 17.84% 1.708%
18 9.657 1284 1287 1290 rVV3 166991 156711 6.88% 0.659%
19 9.757 1301 1304 1306 rBV2 269783 248770 10.92% 1.046%
20 9.780 1306 1308 1309 rBV2 165225 116443 5.11% 0.490%

21 9.798 1309 1311 1314 rVB 373649 315377 13.85% 1.326%
22 9.839 1316 1318 1320 rBV2 164731 134343 5.90% 0.565%
23 9.880 1320 1325 1329 rBV 1253588 1282456 56.31% 5.391%
24 9.933 1332 1334 1337 rVB 182477 174381 7.66% 0.733%
25 10.228 1382 1384 1387 rVB3 292440 232479 10.21% 0.977%

26 10.263 1387 1390 1392 rBV2 221351 265942 11.68% 1.118%
27 10.298 1393 1396 1399 rVvv2 728515 620176 27.23% 2.607%
28 10.428 1416 1418 1420 rBV2 307636 300180 13.18% 1.262%
29 10.669 1456 1459 1461 rBV 1186720 1027780 45.13% 4.321%
30 10.751 1470 1473 1475 rBV 481860 446886 19.62% 1.879%

31 10.904 1496 1499 1503 rBV 507413 685510 30.10% 2.882%
32 11.392 1580 1582 1585 rVB2 895396 731580 32.12% 3.075%
33 12.586 1783 1785 1788 rVB 866045 695390 30.53% 2.923%
34 12.957 1845 1848 1852 rVB 1417967 1285137 56.43% 5.403%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116701.D

Aca On : 31 Aug 2019 16:06

Operator : HP/JU

Sample : K4528-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

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

Method
Title

35 15.462 2271 2274 2277 rVB 386473 397256 17 .44% 1.670%

Sum of corrected areas: 23787816
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\

BF116701.D

31 Aug 2019 16:06

HP/JU

K4528-10

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF116701.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116701.D

Aca On : 31 Aug 2019 16:06

Operator : HP/JU

Sample : K4528-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.62 Concentration Rank 1

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

6.62 67.16 ng 2196190 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 771 (6.622 min): BF116701.D (-766) (-) m/z 131.95 100.00%
5000
68
o s liraTes | T e ok T
o AL e 4 m/z 68.05 35.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 I L UL LU I
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.79%
01 U DA UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 21.48%
) N N W 8 IIﬂQ7ILW 18 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4'dim9thy|' LI L LN B R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 13.52%
117
5000
39 91
A Nl
0 |‘||| II\I\I l:::‘::ﬁ: ||||‘|l‘| —— —— —— S S
m/z--> 20 Jo 60 80 160 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116701.D

Aca On : 31 Aug 2019 16:06

Operator : HP/JU

Sample : K4528-10

Misc :

ALS Vial : 15 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 Naphthalene, 1-methyl- Concentration Rank 13

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

8.84 2.15 ng 96464 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 95
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 95
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 90
4 1H-Indene. l-ethvlidene- 142 C11H10 002471-83-2 83
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 80

Abundance Scan 1148 (8.839 min): BF116701.D (-1146) (-) m/z 142.10 100.00%
142
5000
115
— e
50 63 74 89 124 159 187 8.60 8.80 9.00 9.20
ol 2 102 o9 L Tm/z 141.10 86.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19232: Naphthalene, 1-methyl-
142
5000 AN LN L L
115 8.60 8.80 9.00 9.20

m/z 115.00 29.94%

27 39 51 63 74 89 100 | 126
A T T I T T I LB I
mz-> 20 40 60 80 100 120 140 160 180

Abundance #19233: Naphthalene, 2-methyl-
142
8.60 8.80 9.00 9.20
5000 m/z 143.10 12.60%
115
27 39 51 3 74 8 100 | 126 ||
e e o L e e e I o LI N e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19230: Benzocycloheptatriene T
141 8.60 8.80 9.00 9.20
m/z 139.10 9.59%
5000 115
63
27 P8 T 5 8o | 129
L o e e e e L o o o e B LA N
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116701.D

Aca On : 31 Aug 2019 16:06

Operator : HP/JU

Sample : K4528-10

Misc :

ALS Vial : 15 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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 8

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

9.29 3.98 ng 255281 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 80
2 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 15
3 Bicvclol2.2.1Theptane., 2.2.3-tri... 138 C10H18 020536-41-8 15
4 Bicvclol2.2.11heptane. 2.2.3-tri... 138 C10H18 020536-40-7 15
5 6-Methylphenanthridine 193 C14H11IN 003955-65-5 15

Abundance Scan 1225 (9.292 min): BF116701.D (-1221) (-) m/z 193.15 100.00%
193
55 97 123
5000 69 g1
41 137
208 9.0 920 9.40 9.60
0 4 m/z 97.10 61.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 69 95 109 L I LR L I
55 83 137 9.00 9.20 9.40 9.60
m/z 95.10 57 .42%
151 208
0 | 165 179
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6805: Cyclohexane, 1,4-dimethyl-, cis-
56 97
9.0 920 9.40 9.60
5000 41 m/z 123.10 57.31%
112
69
27 ‘ ‘ 83
M- T Y P N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16994: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, exo- A A EEAEEREEE RS
95 9.00 9.20 9.40 9.60
m/z 55.05 54 .83%
55 109
41
5000 67
82
‘ 123 138
0.”,.”.J”J.“..Mhuﬂ,.m.mn.ﬂ“.....” SR M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116701.D

Aca On : 31 Aug 2019 16:06

Operator : HP/JU

Sample : K4528-10

Misc :

ALS Vial : 15 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 unknown9.40 Concentration Rank 12

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

9.40 2.23 ng 142973 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. butvl 6-ethvloct-3-... 286 C16H3004 1000309-34-2 38
2 Oxalic acid. 6-ethvloct-3-vl iso... 286 C16H3004 1000309-34-1 27
3 Naphthalene. 1-ethvl- 156 C12H12 001127-76-0 25
4 Naphthalene. 2-ethvl- 156 C12H12 000939-27-5 25
5 1,1"-Bicyclopentyl-1,1"-diol 170 C10H1802 005181-75-9 22

Abundance Scan 1243 (9.398 min): BF116701.D (-1241) (-) m/z 57.10 100.00%
g7
83
5000
9.00 9.20 9.40 9.60 9.80
0 m/z 83.10 75.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #132773: Oxalic acid, butyl 6-ethyloct-3-yl ester
g7 85
71
43
5000 I LA B L I
” 9.00 9.20 9.40 9.60 9.80
29 99 141 m/z 85.10 71.54%
0 | | 120 ] 157 185 229
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #132800: Oxalic acid, 6-ethyloct-3-yl isobutyl ester
g7
85
71 NSRS SRR
9.00 9.20 9.40 9.60 9.80
5000 43 m/z 141.05 57.94%
111
2IALLT] ol
SR 10 A - -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28467: Naphthalene, 1-ethyl-
141 9.00 9.20 9.40 9.60 9.80
m/z 43.10 50.71%
156
5000
115
oL 15 27 3951 63 77 80102 | 128 | |
m/z--> 20 40 éo 85 100 150 140 160 180 200 220 9.00 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116701.D

Aca On : 31 Aug 2019 16:06

Operator : HP/JU

Sample : K4528-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M

Quant Method :
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown9.66 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.66 2.44 ng 156711 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethyl... 208 C15H28 080655-44-3 43
2 Pvrazolol5.1-cl-as-triazine-3-ca... 193 C6H7N70 016111-78-7 14
3 6-Acetamido-1.4-benzodioxane 193 C10H11NO3 063546-19-0 14
4 Butan-2-one. 1-I3-(3.3-dimethvl-... 278 C16H26N202 1000303-34-2 14
5 2-Anthracenamine 193 C14H1i1N 000613-13-8 11

Abundance

5000

0!

Scan 1288 (9.663 min): BF116701.D (-1284) (-)

m/z 109.10 100.00%

9.40 9.60 9.80 10.00

m/z 193.15 85.03%

9.40 9.60 980 10.00

m/z 95.10 70.96%

9.40 9.60 9.80 10.00

m/z 81.10 60.63%

9.40 9.60 9.80 10.00

m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 69 95 109
55 83 137
151
165 179 208
04
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #55540: Pyrazolo[5,1-c]-as-triazine-3-carboxylic acid, 4-a...
193
95
5000 162
52 67 g3 135
N Y A AN A S R
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #55145: 6-Acetamido-1,4-benzodioxane
9% 151 193
5000 43
AV T
m/z--> 40 60 80 100 120 140 160 180 200 220

m/z 141.10 60.59%

9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116701.D

Aca On : 31 Aug 2019 16:06

Operator : HP/JU

Sample : K4528-10

Misc :

ALS Vial : 15 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 unknown9.76 Concentration Rank 9

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

9.76 3.88 ng 248770 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 91
2 6-Nitroundec-5-ene 199 C11H21NO2 1000192-40-3 43
3 11-Dodecen-1-ol. 2.4.6-trimethyl... 226 C15H300 027829-54-5 27
4 Cvclotetradecane 196 C14H28 000295-17-0 22
5 Benzamide, 4-fluoro-N-methallyl- 193 C11H12FNO 1000340-31-9 18

Abundance Scan 1305 (9.763 min): BF116701.D (-1301) (-) m/z 69.10 100.00%
o
207
5000
193
9.40 9.60 9.80 10.00
165 22
0 199 120181 m/z 83.10  98.58%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 69 95 109 SRR SRS SRR SRR
55 83 137 9.40 9.60 9.80 10.00
m/z 57.10 78.03%
151 208
o | 165 179
m/z--> 25 45 éo 80 100 120 140 160 180 200 220
Abundance #60376: 6-Nitroundec-5-ene
55
a1 940 9.60 9.80 10.00
5000 69 m/z 55.05 75.32%
83 g5
0 L Ll 290 120 3156 1722 00
m/z--> ' ' 60 80 160 150 140 160 180 200 250
Abundance #82983: 11-Dodecen-1-0l, 2,4,6-trimethyl-, (R,R,R)- R e e SRR
55 69 9.40 9.60 9.80 10.00
83 m/z 119.00 72.57%
41
5000
29 o 1tz 153 168
141
0..1.6|.‘.M..‘,‘...“l“,.wl.M...“‘i‘..”‘:‘.l‘l“‘..‘ i \‘ i .?'.91},29.5..?.2.6. A
m/z--> 20 40 60 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\BF083119\
Data File : BF116701.D

Aca On : 31 Aug 2019 16:06

Operator : HP/JU

Sample : K4528-10

Misc :

ALS Vial : 15 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 unknown9.80 Concentration Rank 6

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

9.80 4.92 ng 315377 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-(cvclohexvimethvl... 194 C14H26 054823-97-1 43
2 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 25
3 I1.1"-Biphenvll1-4-acetonitrile 193 C14H1i1IN 031603-77-7 20
4 2.5-Dimethvl-1-pvrroline 97 C6H11IN 000822-64-0 18
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 11

Abundance Scan 1311 (9.798 min): BF116701.D (-1309) (-) m/z 193.20 100.00%
o7 193
5000
9.40 9.60 9.80 10.00 10.20
208
0 220 m/z 97.10  79.35%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56516: Cyclohexane, 1-(cyclohexylmethyl)-4-methyl-, cis-
56 o7
41
5000 83 R I RN LN B
9.40 9.60 9.80 10.00 10.20
67 m/z 69.10 67 .96%
111 194
0 123 187149 166179 |
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6020: 1,4-Pentadiene, 2,3,3-trimethyl-
95
b er 9.40 9.60 9.80 10.00 10.20
5000 55 m/z 41.00 57 .98%
27
‘ 79 110
0 ‘.uM.WbrMMJW.AW,.L.,..”,...w...w....“...,”
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55511: [1,1'"-Biphenyl]-4-acetonitrile A e o
193 9.40 9.60 9.80 10.00 10.20
m/z 95.10 57 .50%
5000
82 152
27 39 51 69 | 96 115126139 )°164 175
mz-> 20 40 60 8|0 1(')0 12'0 14'10 160 180 200 220 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\BF083119\
Data File : BF116701.D

Aca On : 31 Aug 2019 16:06

Operator : HP/JU

Sample : K4528-10

Misc :

ALS Vial : 15 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 10

R.T. EstConc Area Relative to ISTD R.T.
10.23 3.63 ng 232479 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Decahvdro-4.4.8.9.10-pentamethyl... 208 C15H28 080655-44-3 83
2 Bicvclol2.2.21octane. 1-methvl-4... 186 C10H180S 054798-86-6 27
3 (l1laR.3S.3aS.7R.7aR.7bS)-(-)-1a.2... 222 C15H260 028329-86-4 25

4 Naphthalene. 2-butvldecahvdro- 194 C14H26 006305-52-8 25
5 Cyclohexene,3-butyl- 138 C10H18 003983-07-1 25
Abundance Scan 1384 (10.228 min): BF116701.D (-1382) (-) m/z 123.10 100.00%
123
81 193
° 109 137
5000 41 55
69 155 170
207 T
222 036 10.00 10.20 10.40 10.60
0! m/z 193.20 76.12%

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

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

Abundance #49940: Bicyclo[2.2.2]octane, 1-methyl-4-(methylsulfinyl)-
81 123
5000
100
55 O 170
a1 ‘ 155 | 186
0 m HM \‘\ H\\ “H H‘ 111 H‘ 1‘\11
T L a a e B e B A B

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

Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 69 95 109 M
55 83 137 10,00 10,20 10.40 10.60
151 208 m/z 81.10 73.85%
oL e |
o) 1 " /
e = e e e e

10.00 10.20 10.40 10.60

m/z 95.10

71.38%

Abundance #79505: (1aR,3S,3aS,7R,7aR,7bS)-(-)-1a,2,3,3a,4,5,6,7,7a,7... T
g1 % 10.00 10.20 10.40 10.60
124 m/z 109.10 63.21%
41
5000 2 100
161 189
‘ ‘ 138 ‘ ‘ ‘ 204 500
0 ‘ \ M \ e

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

10 00 10. 20 10 40 10 60

8270-BF083019.M Tue Sep 03 06:19:51 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116701.D

Aca On : 31 Aug 2019 16:06

Operator : HP/JU

Sample : K4528-10

Misc :

ALS Vial : 15 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 1H-Indene, octahydro-2,2,4,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.26 4_.15 ng 265942 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 58
2 1-Bromo-1-methvl-1-silacvclohexane 192 C6H13BrSi 085125-32-2 53
3 Cvclopropanemethanol. .alpha..2-... 182 C12H220 121959-70-4 38
4 Bicvclol3.1.11heptan-3-one. 2-et... 166 C11H180 1000163-95-8 22
5 Butanamide, 3-methyl-2-methylene... 189 C12H15NO 095383-63-4 22
Abundance Scan 1390 (10.263 min): BF116701.D (-1387) (-) m/z 69.10 100.00%
193
5000
07 UL ISR BN BUNRA B
148161 177 21 934 10.00 10.20 10.40 10.60
o} m/z 193.20 95 .25%
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-
193
69
83 123 137
5000 LN SN BN UL B
10.00 10.20 10.40 10.60
29 m/z 97.10 77 .24%
0 152 165 179 208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54794: 1-Bromo-1-methyl-1-silacyclohexane
o7
177
113 166 192 10.00 10.20 10.40 10.60
5000 43 136 11 m/z 123.10 66 .23%

85 1(5
I

0 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #47233: Cyclopropanemethanol, .alpha.,2-dimethyl-2-(4-meth... I EBREEE BT
69 10.00 10.20 10.40 10.60
a1 m/z 109.10 62.06%
109
5000 %
55
29 ‘ ! 121
149 164
P ol O [ O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. OO 10 20 10. 40 10.60

8270-BF083019.M Tue Sep 03 06:19:51 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116701.D

Aca On : 31 Aug 2019 16:06

Operator : HP/JU

Sample : K4528-10

Misc :

ALS Vial : 15 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 5
R.T. EstConc Area Relative to ISTD R.T.
10.30 9.67 ng 620176 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Fluorobenzoic acid. 4-pentadec... 350 C22H35F02 1000280-68-5 43
2 3-Fluorobenzoic acid. 1-cvclopen... 236 C14H17F02 1000279-04-7 38
3 Cvclohexene. 1.5.5-trimethvl-6-a... 180 C12H200 211563-96-1 38
4 1.3-Benzenediamine. 4-methoxv- 138 C7H10N20 000615-05-4 35
5 4-Fluorobenzoic acid, 3-tridecyl... 322 C20H31FO02 1000280-67-9 35
Abundance Scan 1396 (10.298 min): BF116701.D (-1393) (-) m/z 123.10 100.00%
23
5000 109
a1 55 3 8L 95
137 207 RN BN S
2 10.00 10.20 10.40 10.60
151
O .',|-'. . ."! - ||-' -'|' Al .‘; L L 1aes177 108 | 1T 244 | o169 10 41050
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #184118: 4-Fluorobenzoic acid, 4-pentadecy! ester
123
5000 LR AR SRR BN SR
10.00 10.20 10,40 10.60
m/z 69.10 36.85%
o 1153 168 182195 210 227
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90570: 3-Fluorobenzoic acid, 1-cyclopentylethyl ester
96 123
10.00 10.20 10.40 10.60
5000 67 m/z 81.10 33.46%
41 9
27
0 I'U"‘NP'HH H ‘ I"' .‘.‘l....|....|.].-5.1.|1.§7.1.79.... ....2|2:.|'...|...
m/z--> 20 40 100 120 140 160 180 200 220 240
Abundance #45636. Cyclohexene, 1,5,5-trimethyl-6-acetylmethyl- R R B
123 10.00 10.20 10.40 10.60
43 m/z 95.10 31.95%
5000
55 g7 81 % 1o 165
0 i \“H \M\ H‘m ““\ HH l.fl.37.:!-5.2. .‘..:!-89... S EEmmaE —
m/z--> 20 40 100 120 140 160 180 200 220 240 10.00 10.20 10,40 10.60

8270-BF083019.M Tue Sep 03 06:19:52 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116701.D

Aca On : 31 Aug 2019 16:06

Operator : HP/JU

Sample : K4528-10

Misc :

ALS Vial : 15 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 Benzene, (1,l1-dimethylpropyl)- Concentration Rank 4

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

10.75 12.22 ng 446886 Phenanthrene-d10 11.37

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l.l1-dimethvlpropvl)- 148 C11H16 002049-95-8 50

2 2-Isothiocvanato-2.4-dimethvl-4-... 233 C14H19NS 1000293-27-6 50
3 Benzene. 1-methvIl-3-(1l-methvleth... 134 C10H14 000535-77-3 49

4 Pvridine. 5-ethenvl-2-methvl- 119 C8HOSN 000140-76-1 47

5 Benzene, (1-ethyldecyl)- 246 C18H30 002400-00-2 47

Abundance Scan 1473 (10.751 min): BF116701.D (-1470) (-) m/z 119.10 100.00%
91 119

5000

10.40 10.60 10.80 11.00

217

147 175192

0! m/z 91.00 84 .08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #22805: Benzene, (1,1-dimethylpropyl)-

119
91
5000 LA L L L L L L L L B B
10.40 10.60 10.80 11.00
m/z 105.10 69.76%
41 148
0 15 | | 6.5 Il L
A LRaaE Lo o L B RARaamInsasaeaney

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #88344: 2-Isothiocyanato-2,4-dimethyl-4-phenylpentane

10.40 10.60 10.80 11.00

5000 m/z 133.10 57.89%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)- AN BEmEE TS
119 10.40 10.60 10.80 11.00
m/z 57.10 16.35%
5000
91
0 15 41 65 186
- IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.40 10.60 10.80 11.00

8270-BF083019.M Tue Sep 03 06:19:53 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116701.D

Aca On : 31 Aug 2019 16:06

Operator : HP/JU

Sample : K4528-10

Misc :

ALS Vial : 15 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 Benzene, (1,l1-dimethyldecyl)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.90 18.74 ng 685510 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l.l1-dimethvldecvl)- 246 C18H30 027854-40-6 80
2 Pentadecane. 2-methvl-2-phenvl- 302 C22H38 029138-94-1 72
3 3-Methvlbenzoic acid. 3-chloroph... 246 C14H11Cl02 1000325-71-2 64
4 3-Methvlbenzoic acid. 2.5-dichlo... 280 C14H10ClI202 1000325-71-3 64
5 o-Toluic acid, oct-3-en-2-yl ester 246 C16H2202 1000292-51-3 64
Abundance Scan 1498 (10.898 min): BF116701.D (-1496) (-) m/z 119.10 100.00%
119
5000
91
41 10.60 10.80 11.00 11.20
71
Obrrrrrrrrm et 142,101 184200215230246263280 | 7z 9100 27 .84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99265: Benzene, (1,1-dimethyldecyl)-
119
5000 L B UL B UL
10,60 10.80 11.00 11.20
91 m/z 105.05 14.26%
ol 14 29 “ 69 | | 159175 231246
m/z--> ﬁo 40 60 85 100 120 140 160 180 200 220 240 260 280 300
Abundance #146687: Pentadecane, 2-methyl-2-phenyl-
119
10.60 10.80 11.00 11.20
5000 m/z 120.10 9.82%
41 91
o015, || 87 72 | | | 145161 210 231 287302
m/z--> 20 40 éo 85 100 120 140 160 180 200 220 240 260 280 300
Abundance #98870: 3-Methylbenzoic acid, 3-chloropheny! ester R R B
119 10.60 10.80 11.00 11.20
m/z 41.10 8.17%
5000
91
0 39 6 ‘ 246
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10,60 10.80 11.00 11.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083119\
Data File : BF116701.D

Acq On : 31 Aug 2019 16:06

Operator : HP/JU

Sample - K4528-10

Misc :

ALS Vial : 15 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 .62 6.62 67.2 ng 2196190 1 6.85 653998 20.0
Naphthalene, 1-me... 8.84 2.1 ng 96464 2 8.13 898671 20.0
Decahydro-4,4,8,9... 9.29 4.0 ng 255281 3 9.88 1282460 20.0
unknown9 .40 9.40 2.2 ng 142973 3 9.88 1282460 20.0
unknown9 .66 9.66 2.4 ng 156711 3 9.88 1282460 20.0
unknown9.76 9.76 3.9 ng 248770 3 9.88 1282460 20.0
unknown9 .80 9.80 4.9 ng 315377 3 9.88 1282460 20.0
unknown10.23 10.23 3.6 ng 232479 3 9.88 1282460 20.0
1H-Indene, octahy... 10.26 4.2 ng 265942 3 9.88 1282460 20.0
unknown10.30 10.30 9.7 ng 620176 3 9.88 1282460 20.0
Benzene, (1,1-dim... 10.75 12.2 ng 446886 4 11.37 731580 20.0
Benzene, (1,1-dim... 10.90 18.7 ng 685510 4 11.37 731580 20.0
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