LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122157.D

Acqg On : 28 Oct 2020 20:05
Operator : JU/CG

Sample : L4528-01 5X

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122157.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.351 552 555 571 rBV 152672 320480 20.91% 3.012%
2 6.381 727 730 755 rBV 183385 402442 26.25% 3.782%
3 6.716 783 787 798 rBV 615543 608492 39.69% 5.718%
4 7.287 881 884 899 rBV 146951 234085 15.27%  2.200%
5 7.998 1002 1005 1011 rBV 833321 754675 49.23%  7.092%
6 8.498 1085 1090 1092 rBV3 58880 85276 5.56% 0.801%
7 8.528 1092 1095 1097 rBV3 69740 75752  4.94% 0.712%
8 8.616 1106 1110 1112 rBV2 95226 119663 7.81% 1.125%
9 8.734 1127 1130 1132 rBV2 91425 89578 5.84% 0.842%
10 8.875 1151 1154 1156 rBV2 114250 112850 7.36% 1.061%
11  8.945 1163 1166 1168 rBV3 95292 110044 7.18% 1.034%
12 8.981 1170 1172 1174 rW 109662 88237 5.76% 0.829%
13 9.016 1174 1178 1181 rBV2 169563 199180 12.99% 1.872%
14 9.069 1184 1187 1191 rVB 477789 430418 28.08% 4.045%
15 9.139 1196 1199 1203 rBV3 232675 380619 24.83% 3.577%
16 9.475 1254 1256 1258 rVB 266261 184284 12.02% 1.732%
17 9.504 1258 1261 1263 rBV2 322928 307103 20.03%  2.886%
18 9.604 1276 1278 1284 rBV3 598233 885831 57.79%  8.325%
19 9.657 1284 1287 1290 rVB 546128 560487 36.56% 5.267%
20 9.751 1300 1303 1307 rVB 1742470 1532976 100.00% 14.406%

21 12.292 1733 1735 1740 rVB 1441911 1521422 99.25% 14.298%
22 13.845 1996 1999 2001 rBV 124990 101901 6.65%
23 13.880 2002 2005 2009 rVV 594036 560483 36.56%
24 14.604 2126 2128 2134 rVB 100210 117453  7.66%

O Rr Ul
[y
[
Y
R

25 14.910 2177 2180 2183 rBV 66930 92006 6.00% 865%
26 15.257 2237 2239 2243 rVB 63031 63247 4.13% 0.594%

27 15.310 2244 2248 2261 rVB 499125 702018 45.79% 6.597%

Sum of corrected areas: 10641002
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122157.D

Acqg On : 28 Oct 2020 20:05
Operator : JU/CG

Sample : L4528-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF122157.D\data.ms
6000000

5000000
4000000
3000000
2000000

1000000 6.716

5.351 6.381 7.287
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\%\\‘\\\\‘\\\\‘\\\\‘\\\\/ﬁ\\‘\\\\‘\\\\‘\\\\‘\N‘\\\\‘\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF122157.D\data.ms
6000000

5000000

4000000

3000000

2000000

1000000

0b—t= - e e — e — — — ——
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: BF122157.D\data.ms
6000000
5000000
4000000
3000000

2000000

1000000 13.880

13.815 15.310

14.604 14.910 15.257

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122157.D

Acqg On : 28 Oct 2020 20:05
Operator : JU/CG

Sample : L4528-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Cyclopentene, 5-hexyl-3,3-d... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.498 2.26 ng 85276  Naphthalene-d8 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 5-hexyl-3,3-dimethyl- 180 C13H24 061142-66-3 74
2 trans,trans-2,8-Dimethylspiro[5.... 180 C13H24 095530-76-0 64
3 Cycloundecene, 1-methyl- 166 C12H22 088828-82-4 58
4 4-Ethyl-2-hexynal 124 C8H120 071932-97-3 50
5 cis,cis-2,8-Dimethylspiro[5.5]Jun... 180 C13H24 095530-75-9 49

Abundance Scan 1090 (8.498 min): BF122157.D\data.ms (-1085) (-) m/z 95.10 100.00%

95.1
165.2
55.0
5000
11811371 S
77 ‘ ‘ 8.20 8.40 8.60 8.80
ol 1“““‘”‘ AL J‘W‘JM‘JH m/z 81.85  78.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45735: Cyclopentene, 5-hexyl-3,3-dimethyl-
95.0
5000 UL L B I B AL LR
8.20 8.40 8.60 8.80
410 67.0 165.0 m/z 165.20  71.97%
O ‘\\\\“‘\ T \‘“‘ \‘} T \H“\ \‘\ “‘ T \‘\]\.?3\9\]74‘2\\0\ T ‘ \ T ‘ T
m/z--> 60 80 100 120 140 160 180
Abundance #45750. trans,trans-2,8-Dimethylspiro[5.5]undecane
95.0
e
8.20 8.40 8.60 8.80
5000 m/z 55.00 64.83%
5.0 137.0
180.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #35180: Cycloundecene, 1-methyl- O ARARmm S
67.0 95.0 8.20 8.40 8.60 8.80
41.0 166.0 m/z 41.10 64.49%
5000
123.0
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122157.D

Acqg On : 28 Oct 2020 20:05
Operator : JU/CG

Sample : L4528-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 unknown8.528 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.528 2.01 ng 75752  Naphthalene-d8 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-40-7 46
2 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-41-8 41
3 Cyclohexene, 4-methyl-1-(1-methy... 138 C10OH18 000500-00-5 30
4 trans,cis-2,8-Dimethylspiro[5.5]... 180 C13H24 095472-52-9 25
5 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 18

Abundance Scan 1095 (8.528 min): BF122157.D\data.ms (-1092) (-) m/z 95.10 100.00%

69.1 95.1
5000
R RARRRREREEE
8.20 8.40 8.60 8.80
0+ m/z 69.10 93.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16996: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, endo-
95.0
55.0
5000 UL L B R I R B |
8.20 8.40 8.60 8.80
138.0 m/z 55.10 88.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #16994: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, exo-
95.0
AR RRRRRRRREEERE
55.0 8.20 8.40 8.60 8.80
5000 m/z 41.10 82.06%
138.0
0 M,HH,‘W“,‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #16985: Cyclohexene, 4-methyl-1-(1-methylethyl)- A RARRmEEEEEE
95.0 8.20 8.40 8.60 8.80
m/z 81.05 72.11%
5000 67.0
41.0
138.0
0 15.0 1‘15_4 ‘
1 R AR R A RARRRRRRREEEE
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122157.D

Acqg On : 28 Oct 2020 20:05
Operator : JU/CG

Sample : L4528-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Cyclohexane, (2-ethyl-1-met... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.616 3.17 ng 119663 Naphthalene-d8 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-ethyl-1-methylbu... 180 C13H24 074810-41-6 64
2 4,6-Heptadien-2-one, 3,6-dimethy... 180 C12H200 077822-50-5 50
3 (+)-2-Bornanone 152 C1eH160 000464-49-3 49
4 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10OH160 000464-48-2 49
5 Camphor 152 C10H160 000076-22-2 46

Abundance Scan 1110 (8.616 min): BF122157.D\data.ms (-1106) (-) m/z 95.10 100.00%

95.1
5000
[
8.20 8.40 8.60 8.80 9.00
0 m/z 81.10 59.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #45751: Cyclohexane, (2-ethyl-1-methylbutylidene)-
9:
151.0
41.0
67.0
5000 I L LU B I
8.20 8.40 8.60 8.80 9.00
180.0 m/z 151.15 53.64%
I 210
OV i\\‘\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45661: 4,6-Heptadien-2-one, 3,6-dimethyl-3-(1-methylet
95.0 137.0
Eo e
430 8.20 8.40 8.60 8.80 9.00
5000 m/z 55.10 41.54%
67.0 180.0
0““JW‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25104: (+)-2-Bornanone R ERARARRRES
95.0 8.20 8.40 8.60 8.80 9.00
m/z 41.10 41.22%
5000 410 690
152.0
O 15 H‘ h\ | \ “ 123 0
H“H“‘H“‘H“ H“‘H“‘H“‘H“‘H“_“‘M AR R s R R R
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122157.D

Acqg On : 28 Oct 2020 20:05
Operator : JU/CG

Sample : L4528-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknown8.734 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.734 2.37 ng 89578 Naphthalene-d8 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 30
2 1,8(2H,5H)-Isoquinolinedione, 6,... 179 C9HINO3 037704-54-4 14
3 1,9-Tetradecadiene 194 C14H26 112929-06-3 14
4 1,5-Hexadiene, 2,5-dipropyl- 166 C12H22 1000158-33-4 11
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-98-2 11

Abundance Scan 1130 (8.734 min): BF122157.D\data.ms (-1127) (-) m/z 179.15 100.00%

179.2
109.1
5000
Y —
‘ 135.1 ‘ 8.40 8.60 8.80 9.00
otk me;mJWMW m/z 109.10  68.16%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #17019: B|cyclo[3 1.1]heptane, 2,6,6-trimethyl-, [LR-(1.al}
41.0
5000 L R B R B B IR |
8.40 8.60 8.80 9.00
‘ 1230 m/z 55.10 64.18%
O‘\\\\“‘\\‘h \‘\“\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #45086: 1,8(2H,5H)—Isoqumo||ned|one, 6,7-dihydro-3-hyd
179.0
1510 L L I L L R R
8.40 8.60 8.80 9.00
5000 ITI/Z 69.10 63.28%
510 950 1230
o U S SN SR VI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56479: 1,9-Tetradecadiene T AREmaE R
55.0 8.40 8.60 8.80 9.00
m/z 41.10 61.43%
81.0
5000
29.0
109.0
LU L0 ass st
0 _““H‘ ‘uiwuu“"w“‘ww““u““u“‘ R RN
mlz--> 60 8 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122157.D

Acqg On : 28 Oct 2020 20:05
Operator : JU/CG

Sample : L4528-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Dodecane, 2,6,10-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.016 2.60 ng 199180  Acenaphthene-die 9.751

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 58
4 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 52
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 50
Abundance Scan 1178 (9.016 min): BF122157.D\data.ms (-1174) (-) m/z 57.10 100.00%
57.1
5000
85.1
) R RRARaEEE
‘H 8.60 8.80 9.00 9.20 9.40
Ol m/z 71.10 77.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71409: Dodecane, 2,6,10-trimethyl-
57.0
5000 I L LB B I
85.0 8.60 8.80 9.00 9.20 9.40
1270 m/z 43.10 55.37%
O T ‘ TTT \U\ T \ ‘ \‘\h} \““\ T \‘\““ T \‘U\ ‘ \“\ TT ‘ \]-\5\§‘(\)\ \]\.8‘:\3\9\ ‘2\%\2\‘0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0
AR RRR R
8.60 8.80 9.00 9.20 9.40
5000 m/z 41.10 47 .95%
85.0
29.0
ol il H‘ I ‘ 130 4410 1690 197.0
A R o e e e e RAA A NG
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl- R A RRARS BREE
57.0 8.60 8.80 9.00 9.20 9.40
m/z 55.10 34.89%
5000
29.0 85.0
113.0
T e I T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122157.D

Acqg On : 28 Oct 2020 20:05
Operator : JU/CG

Sample : L4528-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Decahydro-4,4,8,9,10-pentam... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.139 4.97 ng 380619 Acenaphthene-d10 9.751

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 52
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 50
3 2(1H)-Naphthalenone, octahydro-4... 194 C13H220 054699-31-9 35
4 Crotyl methacrylate 140 C8H1202 007376-45-6 18
5 2-Anthracenamine 193 C14H11N 000613-13-8 18

Abundance Scan 1199 (9.139 min): BF122157.D\data.ms (-1196) (-) m/z 55.10 100.00%
55.1

5000 M
R AR R
8.80 9.00 9.20 9.40
0! m/z 69.10 86.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 69.0 95.0 T T T T T T
8.80 9.00 9.20 9.40
m/z 193.20 73.69%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
69.0 193.0
' 123.0 \\‘\\\\‘\\\\‘\\\\’\\\\‘
41.0 8.80 9.00 9.20 9.40
5000 95.0 ITI/Z 41.10 71.67%
ol bk L) Laszo M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56429: 2(1H)-Naphthalenone, octahydro-4a,7,7-trimethy R R ARRE
55.0 109.0 8.80 9.00 9.20 9.40
83.0 m/z 97.10 52.97%
194.0
5000 137.0
165.0
0! R R A
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122157.D

Acqg On : 28 Oct 2020 20:05
Operator : JU/CG

Sample : L4528-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknown9.475 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.475 2.40 ng 184284  Acenaphthene-die 9.751

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 46
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 46
3 Heptacosane 380 C27H56 000593-49-7 46
4 Pentadecane 212 C15H32 000629-62-9 43
5 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 43
Abundance Scan 1256 (9.475 min): BF122157.D\data.ms (-1254) (-) m/z 57.10 100.00%
57.1
163.1
5000
R ARARES
‘ ‘ 9.20 9.40 9.60 9.80
[ m— }M‘ ‘MMM\H‘\\U\M \H‘\‘ ‘Lh ‘\ M n“‘u‘ ¢ \‘ . m/z 71.10 87.83%
mlz--> 50 100 150 200 250 300 350
Abundance #59879: Tetradecane
57.0
5000 UL L B I B AL LR
9.20 9.40 9.60 9.80
m/z 43.10 77.05%
9.0
OlSdW ‘J\“‘\‘f“\]“.a\‘].‘c‘)\\\].\g?\cj\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
R ARARES
9.20 9.40 9.60 9.80
5000 m/z 163.10 63.11%
0 L\ H\ i \‘ u‘ 0183'0 239.0 296.0
e e BT e e
miz--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane R ARAREmamEEEE R
57.0 9.20 9.40 9.60 9.80
m/z 85.10 42.01%
5000
9.0
ot 4 || 1| 14101830225.0267.03090 a0
T e A RAR e AR RS
m/z--> 50 100 150 200 250 300 350 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122157.D

Acqg On : 28 Oct 2020 20:05
Operator : JU/CG

Sample : L4528-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknown9.504 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.504 4.01 ng 307103  Acenaphthene-d10 9.751

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 38
2 Cyclopropane, 1-methoxy-2,2-dime... 180 C12H200 1000271-82-9 30
3 Silane, trimethyl(2-methylphenoxy)- 180 C10H160Si 001009-02-5 27
4 Phenol, 3-(1,1-dimethylethyl)-4-... 180 C11H1602 000088-32-4 25
5 Ethanone, 1-(3,4-dimethoxyphenyl)- 180 C10H1203 001131-62-0 18

Abundance Scan 1261 (9 504 min): BF122157. D\data ms (-1258) (-) m/z 57.10 100.00%

165.
95.1
221.1 T 1
9.50
o} m/z 165.10 90.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45451: 3-tert-Butyl-4-hydroxyanisole
165.0
137.0
5000 — ‘
9.50
39.0 770 1070 m/z 41.10 74.54%
O' \"‘\“U\ \‘H“H\ \‘\H\ “\“}‘\‘\ ’HU\‘\“\ ‘ T \‘\ T ‘ \‘\ TT “\ TTT ‘ TTTT ‘ TTTT ‘ T

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45667: Cyclopropane, 1-methoxy-2,2-dimethyl-3-(3,3-dil

é

165.0
T I
41.0 9.50
m/z 55.10 68.01%
5000 910 1230
i !
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45373: Silane, trimethyl(2-methylphenoxy)- — !
165.0 9.50
91.0 m/z 95.10 64.68%
5000 135.0 M
45.0
0 _“ﬂﬂwuyﬂumw‘w“M“M“M‘JH‘JH‘J‘H“H“_“W‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122157.D

Acqg On : 28 Oct 2020 20:05
Operator : JU/CG

Sample : L4528-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknown9.604 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.604 11.56 ng 885831  Acenaphthene-die 9.751

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[a]lnaphthalene, 1a,... 204 C15H24 017334-55-3 38
2 Cyclohexene, 6-ethenyl-6-methyl-... 204 C15H24 005951-67-7 38
3 Naphthalene, 1,2,3,5,6,8a-hexahy... 204 C15H24 000483-76-1 38
4 Hex-1-en-3-one, 1-(4-methoxyphen... 218 C14H1802 072178-64-4 38
5 4(3H)-Quinazolinone, 7-amino-3-e... 189 C1@H11N30 1000338-19-9 38

Abundance Scan 1278 (9.604 min): BF122157.D\data.ms (-1276) (-) m/z 161.10 100.00%
161.1

203.2
5000 41.1
69.1 911
133.1 P, ——
9.50 10.00
01 m/z 203.20 71.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64581: 1H-Cyclopropa[a]naphthalene, 1a,2,3,5,6,7,7a,7
161.0
5000 ‘9 gO‘ ‘10‘00‘
41.0 . .
105.0 .
790 H ‘ ‘133 0 ‘ 18‘9.0 m/z 41.10 44 .34%
O ‘\‘\\\“\\‘\“\‘\“\‘\\H“\\N\‘\‘\‘\‘\‘”‘\\\‘H\‘\“\\\‘\\\‘\‘\\‘\\’\‘\\\’\\\

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

Abundance #64491: Cyclohexene, 6-ethenyl-6-methyl-1-(1-methyleth
161.0

%

9.50 10.00
5000 m/z 175.10  40.49%

41.0 119.0 204.0
91.0

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

Abundance #64488: Naphthalene, 1,2,3,5,6,8a-hexahydro-4,7-dimetr
161.0 9.50 10.00

m/z 218.20  35.43%

o

%

204.0
5000 105.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50

N
o
o
S
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122157.D

Acqg On : 28 Oct 2020 20:05
Operator : JU/CG

Sample : L4528-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknown9.657 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.657 7.31 ng 560487  Acenaphthene-d10 9.751

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanecarboxylic acid, 4-h... 338 C22H4202 1000282-77-5 35
2 Cyclopentadecane 210 C15H30 000295-48-7 25
3 Cyclopropanemethanol, .alpha.,2-... 182 C12H220 121959-70-4 25
4 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-97-1 25
5 Cyclopropanemethanol, 2-methyl-2... 168 C11H200 098678-70-7 25

Abundance Scan 1287 (9.657 min): BF122157.D\data.ms (-1284) (-) m/z 55.10 100.00%

58.1 97.1
193.2
5000
123.1
e —
149.1 2912 9.50 10.00
0! M$MWNHJWHNW‘WHVJH m/z 97.10 90.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #175516: Cyclopentanecarboxylic acid, 4-hexadecyl este

5

o

97.0
69.0
5000 — —
41.0 9.50 10.00
m/z 69.10 82.20%
0 T \“\‘\ \“M T \“! T \‘\ ““U‘\ T 1“ T \‘1‘\ ’ZE\O\ [T \%\6\9\\0’ T \2\\0‘0\(\)\2\‘214\\0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69584: Cyclopentadecane
55.0
83.0 [ - [ -
9.50 10.00
5000 m/z 41.10 79.34%
29.0 111.0
h‘ om0 00
|

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47233: Cyclopropanemethanol, .alpha.,2-dimethyl-2-(4-1
69.0

S ‘

9.50 10.00
Lo m/z 193.20  69.25%

109.0
5000
\M J\ || 1350 140
0! ST AE1 N N R N —— — —
miz—> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122157.D

Acqg On : 28 Oct 2020 20:05
Operator : JU/CG

Sample : L4528-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Hexadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.292 20.00 ng 1521420  Phenanthrene-d10 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Heneicosane 296 C21H44 000629-94-7 86
3 Octacosane 394 (C28H58 000630-02-4 80
4 Triacontane 422 C30H62 000638-68-6 78
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 78

Abundance Scan 1735 (12.292 min): BF122157.D\data.ms (-1733) (- m/z 57.10 100.00%

57.1
5000
— :
| ‘ ‘ ‘ 4111832 235\33 2023 12.00 12.50 )
0 “‘u“ I, “‘w L] R e LR m/z 71.10 86.09%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57.0
5000 T —
12.00 12.50
m/z 85.10 56.10%
\ \ J541018302260
O\\‘\i““H\“‘\“‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57.0
— —
12.00 12.50
5000 m/z 43.10 54.18%
9.0
141.0
obtg ||y 140050 280
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane T —
57.0 12.00 12.50
m/z 99.10 24.99%
- M\JL
RIRRINY \\ [ 141018302250 2810 3370 304
g e e T —— ——
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122157.D

Acqg On : 28 Oct 2020 20:05
Operator : JU/CG

Sample : L4528-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 4,4'-Ethylenebis(2,6-di-ter... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.604 3.35 ng 117453 Perylene-di2 15.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Ethylenebis(2,6-di-tert-but... 438 C30H4602 001516-94-5 87
2 5,8-Methano-1H-[1,2,4]triazolo[1... 395 C25H21N302 1000142-91-6 72
3 Terephthalic acid, 3,4-dichlorop... 380 C19H18C1204 1000323-68-9 64
4 5H-Indolo(2,3-b)quinoxaline 219 C14H9N3 000243-59-4 64
5 1-Naphthalenamine, N-phenyl- 219 C16H13N 000090-30-2 64

Abundance Scan 2128 (14.604 min): BF122157.D\data.ms (-2126) (-, m/z 219.20 100.00%

219.2
5000
1450  15.00
57.1 . .
1 1611 438.:
bk 203 00 ] 2081 B gz 220015 17.41%
mlz--> 50 100 150 200 250 300 350 400
Abundance #224408: 4,4'-Ethylenebis(2,6-di-tert-butylphenol)
219.0
5000
14.50 15.00
m/z 57.10 8.13%
oL 2101050 1610 | 269.0 367.0 438
\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #209843: 5,8-Methano-1H-[1,2,4]triazolo[1,2-a]pyridazine
219.0
e e
14.50 15.00
5000 ITI/Z 203.10 5.15%
91.0
0 43\'0 L) \14%.0 1 395.0
\\\‘\\\\“\‘\‘\\‘\\\\“‘\‘ \\‘\\\\‘\\\\‘\\\\“\\\\‘
miz--> 50 100 150 200 250 300 350 400
Abundance #202294: Terephthalic acid, 3,4-dichlorophenyl pentyl est e ——
219.0 14.50 15.00
m/z 41.00 3.09%
5000 %
149.0
104.0
ol410, "~ || 293.0 380.0
e e e e —r —r—
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122157.D

Acqg On : 28 Oct 2020 20:05
Operator : JU/CG

Sample : L4528-01 5X

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : 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|
Cyclopentene, 5... 8.498 2.3 ng 85276 2 7.998 754675 20.0
unknown8.528 8.528 2.0 ng 75752 2 7.998 754675 20.0
Cyclohexane, (2... 8.616 3.2 ng 119663 2 7.998 754675 20.0
unknown8.734 8.734 2.4 ng 89578 2 7.998 754675 20.0
Dodecane, 2,6,1... 9.016 2.6 ng 199180 3 9.751 1532980 20.0
Decahydro-4,4,8... 9.139 5.0 ng 380619 3 9.751 1532980 20.0
unknown9.475 9.475 2.4 ng 184284 3 9.751 1532980 20.0
unknown9.504 9.504 4.0 ng 307103 3 9.751 1532980 20.0
unknown9.604 9.604 11.6 ng 885831 3 9.751 1532980 20.0
unknown9.657 9.657 7.3 ng 560487 3 9.751 1532980 20.0
Hexadecane 12.292 20.0 ng 1521420 4 11.263 1521420 20.0
4,4'-Ethylenebi.. 14.604 .4 ng 117453 6 15.310 702018 20.0
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