LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090119\

Data File : BF116743.D

Aca On : 1 Sep 2019 15:32

Operator : HP/JU

3?22'6 i K4527-14 T9-12-13-0-(0-1.9
ALS Vial : 6 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 5.451 568 572 576 rBY 1837962 1712625 71.31% 7.678%
2 6.469 740 745 748 rBVY 2127236 1915710 79.77% 8.589%
3 6.610 765 769 773 rBVY 2207478 1960778 81.65% 8.791%
4 6.845 805 809 812 rBV 722297 599496 24.96% 2.688%
5 7.004 832 836 839 rVB 1614502 1442400 60.06% 6.467%
6 7.398 895 903 906 rBVY 1417748 1241708 51.70% 5.567%
7 8.127 1023 1027 1030 rBV 967399 850118 35.40% 3.811%
8 8.880 1152 1155 1162 rBV 108646 123830 5.16% 0.555%
9 9.198 1204 1209 1212 rBvV 2807422 2401533 100.00% 10.767%
10 9.286 1220 1224 1227 rBv2 120679 136975 5.70% 0.614%

11 9.316 1227 1229 1233 rVB 101488 100297 4.18% 0.450%
12 9.592 1273 1276 1280 rBV2 607767 515000 21.44% 2.309%
13 9.651 1284 1286 1290 rVvv2 116811 112516 4.69% 0.504%
14 9.751 1300 1303 1306 rBVv3 259921 268838 11.19% 1.205%
15 9.798 1309 1311 1314 rVB 479467 352476 14.68% 1.580%

16 9.880 1319 1325 1328 rVV 1231704 1306755 54.41% 5.859%
17 9.927 1330 1333 1338 rVvB2 149587 181685 7.57% 0.815%
18 10.080 1356 1359 1362 rVB3 117145 109725 4._.57% 0.492%
19 10.221 1378 1383 1386 rBV 310497 375997 15.66% 1.686%
20 10.257 1386 1389 1392 rBV3 242123 278292 11.59% 1.248%

21 10.292 1392 1395 1398 rVV 572526 497442 20.71% 2.230%
22 10.345 1401 1404 1410 rVB5 242093 372445 15.51% 1.670%
23 10.510 1430 1432 1435 rBV2 142427 129364 5.39% 0.580%
24 10.663 1454 1458 1461 rBV 1550438 1389863 57.87% 6.231%
25 10.704 1463 1465 1468 rVB 256056 247313 10.30% 1.109%

26 10.892 1495 1497 1502 rBV 157639 165316 6.88% 0.741%
27 10.939 1503 1505 1513 rVV3 189316 293100 12.20% 1.314%
28 11.363 1574 1577 1579 rBV 1010128 946615 39.42% 4.244%
29 11.386 1579 1581 1583 rVB 557332 442250 18.42% 1.983%
30 11.892 1665 1667 1668 rBV 709921 590294 24 .58% 2.646%

31 12.957 1845 1848 1852 rBV 1353213 1244109 51.80% 5.578%

Sum of corrected areas: 22304865
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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:\SVOASRVA\HPCHEMI\BNA F\DATA\BF090119\

BF116743.D

1 Sep 2019 15:32

HP/JU

K4527-14

6 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

TIC: BF116743.D

.61
5.45 6.4B

)

700 740

6.85

0
Time-->

5.00

5.50

6.00 6.50 7.00 7.50

Abundance

8000000

6000000

4000000

2000000

TIC: BF116743.D

12.96

Ol
Time-->

12.50 13.00

R
10.00 10.50 11.00

11.50 12.00

Abundance

8000000

6000000

4000000

2000000

0

TIC: BF116743.D

Time-->

™1
13.50

T
18.00 18.50

16.00 16.50

I
17.00 17.50

14.00

14.50 15.00

15.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116743.D

Aca On : 1 Sep 2019 15:32

Operator : HP/JU

Sample : K4527-14

Misc :

ALS Vial : 6 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 65.41 ng 1960780 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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 769 (6.610 min): BF116743.D (-765) (-) m/z 132.00 100.00%
32
5000 68
6 rTTTTTTTTT T T T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
.,....,...::'!.‘.‘.7,::..?:1:.'.|,..':~.,..5.‘?,....,.':..,.1.1?.,....,"...,.. m/z 68.10 43.62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 RS LS UL RN
620 640 6.60 6.80 7.00
0
3 4 5 78 m/z 134.00 31.46%
W'”'l'”HJ'W'”'P'JI”'W'”'P'”I”'W'“'P'”I”'W“
m/z--> 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
117 620 6.40 660 6.80 7.00
5000 m/z 66.00 27.04%
39 91
51
27 65 77 105
.,..Jw...jp”..ﬂﬂ.ﬁq.m..“..b ?ﬂ.qk.?ﬁ....“.ll|}?§"M..“.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine e e
132 6.20 6.40 6.60 6.80 7.00
o m/z 69.05 18.06%
5000 0
31 52
ML 8 | 105 116
m/z--> 20 30 40 50 60 70 80 90 100 110 150 130 140 620 640 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 : BF116743.D

Aca On : 1 Sep 2019 15:32

Operator : HP/JU

Sample : K4527-14

Misc :

ALS Vial : 6 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 Phthalic anhydride Concentration Rank 11

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

8.88 2.91 ng 123830 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 94
2 Phthalic acid. monoethvl ester 194 C10H1004 002306-33-4 83
3 Phthalamic acid 165 C8H7NO3 000088-97-1 78
4 Indan-1.2.3-trione 160 C9H403 000938-24-9 74
5 Ninhydrin 178 C9H604 000485-47-2 64

Abundance Scan 1155 (8.880 min): BF(I}16743.D(—1152) ) m/z 104.00 100.00%
104
76
5000
50
38 61 95 | 113123133 1T8 165 179 860 880 200 9.2
O I I T AR m/z 76.00 77.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23152: Phthalic anhydride
76 104
5000 50 RS SRR R R
148 8.60 8.80 9.00 9.20
a8 m/z 49.95 29.95%
14 26 61 | ,
miz--> 20 40 60 8 10 130 140 160 180
Abundance #55736: Phthalic acid, monoethy! ester
104
76
8.60 8.80 9.00 9.20
5000 50 m/z 74.00 19.21%
148
T ?I'L“l' ?" ﬂul' '9% " "ﬁZ?" N a T }?q'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34517: Phthalamic acid
76 104 8.60 8.80 9.00 9.20
m/z 148.00 11.43%
5000 50
17 148
T 'Hl'zg'”“' "'ﬁl'"M‘l"qz'l""%ﬁg"" |'L' N B
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\BF090119\
Data File : BF116743.D

Aca On : 1 Sep 2019 15:32

Operator : HP/JU

Sample : K4527-14

Misc :

ALS Vial : 6 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 12

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

9.29 2.10 ng 136975 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 93
2 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 35
3 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 27
4 Cvclopentane. l-methvl-1-(2-meth... 138 C10H18 074764-47-9 25
5 1H-Pyrrole-2,5-dione, dihydro-1-... 193 C10H11NO3 1000351-31-4 22

Abundance Scan 1225 (9.292 min): BF116743.D (-1220) (-) m/z 57.10 100.00%
g7 193
97 154
83
41
5000 123
208 9.0 920 9.40 9.60
m/z 193.15 85.07%
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
55 83 137 9.00 9.20 9.40 9.60
m/z 154.00 66.72%
151 208
. 165 179
m/z--> '20 40 60 80 100 120 140 160 180 200 220
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193
9.00 9.20 9.40 9.60
5000 43 55 m/z 97.10 63.42%
69 g 4 109

J 137149 163 179 || 207 222

m/z--> 20 4 100 120 140 160 180 200 220
Abundance #55233. 1-(p-Fluorophenyl)-4-piperidone R R B
193 9.00 9.20 9.40 9.60
m/z 83.10 59.06%
123
5000
150

95
1527 42 55 75 | 109 M 135 | 164 178

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\BF090119\
Data File : BF116743.D

Aca On : 1 Sep 2019 15:32

Operator : HP/JU

Sample : K4527-14

Misc :

ALS Vial : 6 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 Cyclohexane, (3-cyclopentyl... Concentration Rank 9

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

9.75 4_.11 ng 268838 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 94
2 Cvclohexane. (3-cvclopentvlpropvl)- 194 C14H26 002883-07-0 53
3 1.6-Heptadiene. 2.5.5-trimethvl- 138 C10H18 062238-28-2 22
4 Borinic acid. diethvl-., 3.3.5-tr... 208 C13H25BO 057387-76-5 22
5 (2Z,4E)-3,7,11-Trimethyl-2,4-dod. .. 208 C15H28 1000374-08-6 15

Abundance Scan 1303 (9.751 min): BF116743.D (-1300) (-) m/z 69.10 100.00%
193
5000
151 165 | 27 9.40 9.60 9.80 10.00

m/z 109.10 88.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene

1

123

5000 69 95 109 e
55 83 137 9.40 9.60 9.80 10.00

151 208 m/z 95.10 80.51%
165 179

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56503: Cyclohexane, (3-cyclopentylpropyl)-
41 55 83

9.40 9.60 9.80 10.00
5000 m/z 193.20 79.35%
67 96

194

LM 1 109 124 13 152 166 179

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

Abundance #16927: 1,6-Heptadiene, 2,5,5-trimethyl-
41 9.40 9.60 9.80 10.00
69 m/z 83.10 77.30%
55
5000 95
2 123
[ ‘ H 109 1 138
,, ,,,,,,, R e A REREE
m/z--> 20 40 100 120 140 160 180 200 9. 40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116743.D

Aca On : 1 Sep 2019 15:32

Operator : HP/JU

Sample : K4527-14

Misc :

ALS Vial : 6 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 unknown9.80 Concentration Rank 7

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

9.80 5.39 ng 352476 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenvlindolizine 193 C14H11N 025379-20-8 35
2 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 30
3 6-Acetamido-1.4-benzodioxane 193 C10H11NO3 063546-19-0 22
4 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 18
5 [1,1"-Biphenyl]-4-acetonitrile 193 C14H11N 031603-77-7 14

Abundance Scan 1311 (9.798 min): BF116743.D (-1309) (-) m/z 193.20 100.00%
193
69 97 109
5000
208 9.40 9.60 9.80 10.00 10.20
m/z 69.10 66.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55493: 2-Phenylindolizine
193
5000 AU I LN I B

9.40 9.60 9.80 1000 1020
m/z 109.10 63.91%

28 39 51 70 83 96 115126 139 152 165177 M
e

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193
N EEa e e
123 9.40 9.60 9.80 10.00 10.20
5000 m/z 97.10 61.38%
150
95
15 27 42 55 75 | 109 | 135 164 178 ||
L B B B AL s m o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55143: 6-Acetamido-1,4-benzodioxane A e o
95 9.40 9.60 9.80 10.00 10.20
151 193
m/z 95.10 52.66%
5000 43
67
53 80
S | P Y o - -2 £ N S
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BF116743.D

Aca On : 1 Sep 2019 15:32

Operator : HP/JU

Sample : K4527-14

Misc :

ALS Vial : 6 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 unknownl10.22 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.22 5.75 ng 375997 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one. 4-(2.2.6-trimethv... 208 C13H2002 023267-57-4 35
2 2-Methoxv-4-methvl-bicvclol3.2.1... 152 C10H160 1000188-09-4 20
3 trans. cis-3-Ethvlbicvclol4.4.01... 166 C12H22 066660-43-3 15
4 1.1-Dimethvl-4-methvlenecvclohexane 124 C9H16 006007-96-1 11
5 3-Octyne, 2,2,7-trimethyl- 152 C11H20 055402-13-6 11
Abundance Scan 1383 (10.221 min): BF116743.D (- 1378) ( ) m/z 123.10 100.00%
6 123
g5 109
55
137
5000 41
151 170 207 10,00 10,20 10.40 10.60
I|| [ R AT BT | || 222234 0,
0! i pr b bl S m/z 193.20 98.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67773: 3-Buten-2-one, 4-(2,2,6-trimethyl-7-oxabicyclo[4.1...
123
43
5000 UL SRR BN BUULA B
10.00 10.20 10.40 10.60
135 m/z 69.10 91.80%
AL e % Y | 1 a4 165177 193 208
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25243: 2-Methoxy-4-methyl-bicyclo[3.2.1]oct-2-ene
137
109 10,00 10,20 10.40 10.60
5000 m/z 109.10 74 .50%
152
‘ 55 67 7 94 123
|-‘-‘--‘|‘-‘- Ll - \\\ ‘M M\ .‘N Hl...‘l..‘.. .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35208: trans, cis-3-Ethylbicyclo[4.4.0]decane A L R REmms e
8l o5 137 10.00 10.20 10.40 10.60
m/z 95.10 69.48%
166
5000 67
55
109
‘ 124
m/z--> 20 40 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\BF090119\
Data File : BF116743.D

Aca On : 1 Sep 2019 15:32

Operator : HP/JU

Sample : K4527-14

Misc :

ALS Vial : 6 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 1H-Indene, octahydro-2,2,4,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.26 4.26 ng 278292 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 Cvclohexane. 1.1"-(1.2-dimethvl-._._. 222 C16H30 074663-71-1 22
3 Ethvlbutoxvchlorosilane 166 C6H15CIOSiH 018171-08-9 14
4 4H-1.3.2-Dioxaborin. 4-ethenvl-2... 208 C12H21B02 074630-04-9 14
5 Phorone 138 C9H140 000504-20-1 11

Abundance Scan 1390 (10.263 mm) BF116743.D (-1386) (-) m/z 193.20 100.00%

123 193

5000
207 IR ma e s oy
22 236 10.00 10.20 10.40 10.60
m/z 123.10 90.55%
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 LIS L L L LB L B

10.00 10.20 10.40 10.60
| m/z 109.10  71.02%
[

Il 1l 152 165 179 208

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

Abundance #79580: Cyclohexane, 1,1'-(1,2-dimethyl-1,2-ethanediyl)bis-
69
55 A R A
10.00 10.20 10.40 10.60
5000 4 83 111 m/z 69.10 63.97%
28 ‘ 97
.,.d..ﬂk.”l,.hﬂ.jh..ﬂ .J:.1%3.%3?... SN
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance #35361: Ethylbutoxychlorosilane e  RRRaE Bam s
137 10.00 10.20 10.40 10.60
81 m/z 95.10 63.64%
109
5000
93
35 47 ‘ ‘ 123
i du.u‘uu.«,..k.,....«.%?% 2 N B
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 : BF116743.D

Aca On : 1 Sep 2019 15:32

Operator : HP/JU

Sample : K4527-14

Misc :

ALS Vial : 6 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 2,11-Dioxabicyclo[4.4.1]Jund... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.29 7.61 ng 497442 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.11-Dioxabicvclol4.4.1Tundeca-3... 222 C13H1803 070412-52-1 53
2 Cvclohexene. 1.5.5-trimethvl-6-a... 180 C12H200 211563-96-1 40
3 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 38
4 1.3-Benzenediamine. 4-methoxv- 138 C7H10N20 000615-05-4 38
5 4-Fluorobenzoic acid, 3-tetradec... 336 C21H33F02 1000280-68-1 38
Abundance Scan 1395 (10.292 min): BF116743.D (-1392) (-) m/z 123.10 100.00%
5000
4 55 69 ¢, 95 109
137 V2 1000 10,20 1040 1060
151 : : : :
o Mtw#ﬁﬁﬂ?ﬁlﬁirj% m/z 69.10 42.84%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79089: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-one, 1,...
123
43
5000 179 LR UL SRR BRI AR
109 I~ 10.00 10.20 10,40 10.60
137 m/z 109.10 38.29%
7 see | |V e |
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45636: Cyclohexene, 1,5,5-trimethyl-6-acetylmethy!-
123
a3 1000 10.20 10.40 10.60
5000 m/z 95.10 36.68%
55 67 > 100 165
i \“H \M\ H‘H\ ‘H\ .HIH. "|‘l ; .1??.:.[?2. I i I:!'8O” R
m/iz--> 20 40 80 100 120 140 160 180 200 220
Abundance #79579. Decahydro—8a—ethyl—l,l,4a,6—tetramethylnaphthalene I EAmEmEEE RS
69 95 109 123 207 10.00 10.20 10.40 10.60
m/z 81.10 34 .39%
81 137 193
5000 55
151 222
miz--> 20 40 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\BF090119\
Data File : BF116743.D

Aca On : 1 Sep 2019 15:32

Operator : HP/JU

Sample : K4527-14

Misc :

ALS Vial : 6 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 unknownl10.35 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.35 5.70 ng 372445 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_.1Theptane. 2.2.3-tri... 138 C10H18 020536-40-7 42
2 Bicvclol2.2.1Theptane., 2.2.3-tri... 138 C10H18 020536-41-8 42
3 Benzene. [(2-bromoethvI)thiol- 216 C8HIBrsS 004837-01-8 27
4 Benzenamine. 3-ethoxv- 137 C8H11NO 000621-33-0 22
5 2(1H)-Pyridone, 1l-ethyl-4-methyl- 137 C8H11NO 019006-62-3 22
Abundance Scan 1405 (10.351 min): BF116743.D (-1401) (-) m/z 137.10 100.00%
37
97
69 109
5000 mn 2 81
123 193
222 NSNS BSULER BN
151 10.00 10.20 10.40 10.60
182 | 207 236
'..'“,'.':I:'.,'|!'..'.',.'.|:.1,§3...,'..'.".,.'...,ll'..'..',. m/z 97.10  65.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16996: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, endo-
95
55
a 109
5000 67 UL R SR LR
82 10.00 10.20 10.40 10.60
123 138 m/z 69.10 58.51%

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

Abundance #16994: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, exo-
95
e
55 109 10.00 10.20 10.40 10.60
5000 | 67 m/z 109.10 56.34%
‘ 123 138
m/z--> 20 40 100 120 140 160 180 200 220 240
Abundance #74571: Benzene, [(2-bromoethyl)thio]- B B .
109 137 10.00 10.20 10.40 10.60
m/z 55.10 46.17%
5000
65 123
216
m/z--> 20 40 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 : BF116743.D

Aca On : 1 Sep 2019 15:32

Operator : HP/JU

Sample : K4527-14

Misc :

ALS Vial : 6 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 Pentadecane, 2-methyl-2-phe... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.89 3.49 ng 165316 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2-methvl-2-phenvl- 302 C22H38 029138-94-1 72
2 Benzene. (1.1.4.6.6-pentamethvlh... 246 C18H30 055134-07-1 72
3 Menthane. 3-chloro-8-phenvl- 250 C16H23ClI 184007-21-4 64
4 Benzene. (1.1-dimethvinonvi)- 232 C17H28 055191-25-8 64
5 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 64
Abundance Scan 1497 (10.892 min): BF116743.D (-1495) (-) m/z 119.10 100.00%
119
5000
o 10,60 10.80 11.00 11.20
41 g 71 : : : :
....,....,"..?ﬁ..-..,..'.a,.'.. AL 160184 215282 288 e mM/Z 91.05  19.05Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146687: Pentadecane, 2-methyl-2-phenyl-
119
5000 LRI SN UL IS LR
1060 10,80 11.00 1120
41 91 m/z 105.00  13.23%
s S | e 2003 2sra0e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99278: Benzene, (1,1,4,6,6-pentamethylheptyl)-
119
10,60 10.80 11.00 11.20
5000 m/z 120.10 10.07%
91
41 57
5 0| | 134 175 231246
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #102468: Menthane, 3-chloro-8-phenyl- I EAmEmEEE RS
119 10.60 10.80 11.00 11.20
m/z 97.10 5.15%
5000
a1
41
e S e 26 187207 232280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1060 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 : BF116743.D

Aca On : 1 Sep 2019 15:32

Operator : HP/JU

Sample : K4527-14

Misc :

ALS Vial : 6 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 unknownl10.94 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.94 6.19 ng 293100 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l.1-dimethvldecvl)- 246 C18H30 027854-40-6 38
2 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 38
3 m-Toluic acid. 2-butvl ester 192 C12H1602 005448-57-7 38
4 o-Toluic acid. oct-3-en-2-vl ester 246 C16H2202 1000292-51-3 38
5 2,4,4,6-Tetramethyl-6-phenyl-1-h._.. 230 C17H26 1000293-27-9 35
Abundance Scan 1505 (10.939 min): BF116743.D (-1503) (-) m/z 57.10 100.00%
U 119
5000 97
Tl 153 - 16160 10080 1160 110
187 231 : : : :
14760173 11200 246 m/z 119.10  81.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #99264: Benzene, (1,1-dimethyldecyl)-
119
5000 AU UL SRR
10 60 10. 80 11. oo 11.20
41 91 m/z 97.10 39.39Y%
a1 oss 7 | 1% | smusiss 1rsime 207 21206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
10,60 10.80 11.00 11.20
5000 m/z 113.10 39.10%
97 113
Ll 70 h k ‘ 126139 153 168
m/z--> 25 Jo éo 85 160 150 150 1éo 180 200 250 250 !
Abundance #54408: m-Toluic acid, 2-butyl ester R o AARERaEa
119 10.60 10.80 11.00 11.20
m/z 91.05 34.94Y%
5000 91
137
41 65
2? I \78 J 105 163177 192
m/z--> 2'0 4'0 6|0 80 1(')0 150 14'10 1('30 15';0 200 22'0 24'10 ! 10 60 10. 80 11. oo 11. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090119\
Data File : BF116743.D

Acq On : 1 Sep 2019 15:32

Operator : HP/JU

Sample . K4527-14

Misc :

ALS Vial : 6 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 65.4 ng 1960780 1 6.85 599496 20.0
Phthalic anhydride 8.88 2.9 ng 123830 2 8.13 850118 20.0
Decahydro-4,4,8,9. .. 9.29 2.1 ng 136975 3 9.88 1306760 20.0
Cyclohexane, (3-c... 9.75 4.1 ng 268838 3 9.88 1306760 20.0
unknown9 .80 9.80 5.4 ng 352476 3 9.88 1306760 20.0
unknown10.22 10.22 5.8 ng 375997 3 9.88 1306760 20.0
1H-Indene, octahy... 10.26 4.3 ng 278292 3 9.88 1306760 20.0
2,11-Dioxabicyclo... 10.29 7.6 ng 497442 3 9.88 1306760 20.0
unknown10.35 10.35 5.7 ng 372445 3 9.88 1306760 20.0
Pentadecane, 2-me... 10.89 3.5 ng 165316 4 11.36 946615 20.0
unknown10.94 10.94 6.2 ng 293100 4 11.36 946615 20.0
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