LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc :

ALS Vvial : 12 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_ P\Methods\8270E-BP112521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8144.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.393 403 409 422 rBV 1459474 2188790 8.29% 1.009%
2 6.481 590 594 604 rVB2 173109 292402 1.11% 0.135%
3 6.946 669 673 675 rBV2 326318 463262 1.75% 0.214%
4 6.987 675 680 693 rVB 1393328 2457893 9.31% 1.133%
5 7.369 740 745 756 rVB6 202860 618604 2.34% 0.285%
6 7.463 756 761 768 rBV3 111627 290370 1.10% 0.134%
7 7.622 783 788 797 rVB7 218553 570988 2.16% 0.263%
8 7.734 797 807 811 rBv4 396801 1056851 4.00% 0.487%
9 7.793 811 817 827 rVB2 1026517 2012385 7.62% 0.928%
10 7.881 827 832 837 rVB4 269998 491507 1.86% 0.227%
11 7.998 847 852 856 rVB3 407893 671103 2.54% 0.309%
12 8.075 861 865 871 rVB4 257148 514702 1.95% 0.237%
13 8.163 876 880 886 rVB4 168818 301025 1.14% 0.139%
14 8.251 891 895 900 rVB3 194956 300785 1.14% 0.139%
15 8.363 903 914 918 rBv4 487613 1314420 4.98% 0.606%
16 8.504 930 938 942 rBV5 203148 527486 2.00% 0.243%
17 8.634 956 960 964 rBV 484403 724280 2.74%  0.334%
18 8.792 983 987 995 rVB5 201290 474215 1.80% 0.219%
19 8.910 996 1007 1012 rBV8 732400 2385670 9.04% 1.100%
20 8.963 1012 1016 1020 rVV 780609 1256432 4.76% 0.579%
21 9.010 1021 1024 1031 rVB7 225005 413286 1.57% 0.191%
22 9.128 1039 1044 1047 rBV3 620728 1147961 4.35% 0.529%
23 9.169 1047 1051 1056 rVB5 838501 1633526 6.19% 0.753%
24  9.281 1056 1070 1072 rBV3 734721 2158364 8.18% 0.995%
25 9.463 1096 1101 1107 rBV2 992703 1849325 7.00% ©0.853%
26 9.528 1107 1112 1118 rVV 1278455 2236457 8.47% 1.031%
27 9.581 1118 1121 1126 rVB2 273466 344608 1.31% 0.159%
28 9.687 1135 1139 1145 rBV2 431512 857915 3.25% 0.396%
29 9.787 1151 1156 1165 rVB5 1755776 3429701 12.99% 1.581%
30 9.881 1165 1172 1178 rBV3 530929 1335411 5.06% 0.616%
31 9.934 1178 1181 1183 rBV2 193862 274656 1.04% 0.127%
32 10.069 1200 1204 1208 rVB5 433143 754851 2.86% 0.348%
33 10.204 1223 1227 1237 rVB4 665527 1533948 5.81% 0.707%
34 10.316 1242 1246 1248 rBV 432870 650888 2.47%  0.300%
35 10.351 1249 1252 1256 rBV4 414194 620360 2.35% 0.286%

36 10.481 1270 1274 1277 rBV3 647093 1130899 4.28% 0.521%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc :

ALS Vvial : 12 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_ P\Methods\8270E-BP112521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.581 1287 1291 1293 rBV 771411 1235163 4.68% ©0.569%
38 10.734 1314 1317 1321 rVB4 735430 1045587 3.96% 0.482%
39 10.792 1321 1327 1333 rBV 3425605 6723275 25.47% 3.100%
40 11.022 1361 1366 1371 rBv4 882964 1734138 6.57% ©0.800%
41 11.11@ 1377 1381 1386 rBV2 1132818 1967122 7.45% 0.907%
42 11.663 1469 1475 1495 rBV2 5982271 18128238 68.67% 8.358%
43 11.910 1514 1517 1522 rVB3 890739 1258925 4.77% 0.580%
44 12.363 1589 1594 1600 rBV6 1141519 2918593 11.06% 1.346%
45 13.028 1701 1707 1712 rBV 5987107 11878933 45.00% 5.477%
46 13.257 1741 1746 1755 rBV2 4542458 11505826 43.58% 5.305%

47 13.904 1851 1856 1862 rBV 4692218 9010656 34.13%  4.154%
48 13.986 1863 1870 1885 rVB3 8978135 23885921 90.48% 11.013%
49 14.316 1923 1926 1933 rVB2 4678582 8900035 33.71% 4.103%
50 15.016 2040 2045 2054 rVB3 3812573 7239039 27.42% 3.338%

51 15.757 2165 2171 2177 rVB 8162708 15593238 59.07% 7.189%
52 16.251 2246 2255 2260 rVB 11126344 26400109 100.00% 12.172%
53 17.063 2387 2393 2403 rVB 8672463 17011306 64.44% 7.843%
54 17.663 2491 2495 2502 rVB2 2959310 4838040 18.33%  2.231%
55 19.786 2852 2856 2860 rVB 2838867 3181026 12.05% 1.467%

56 21.221 3098 3100 3105 rVB 240374 277656  1.05% ©.128%
57 21.309 3111 3115 3123 rVB 1041775 1437421 5.44% .663%
58 23.703 3516 3522 3531 rVB2 706336 1439404 5.45% 0.664%

o

Sum of corrected areas: 216894977
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Nov 2021 16:32
: CG/JU
: M4798-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
BP008144.D

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP008144.D\data.ms
1.5e+07
1le+07
11.6
5000000
5.393 6.987 7.793
. 6.481 6.946 7.30pg BIERERTS
\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BP008144.D\data.ms
16.p51
1.5e+07 13.986 15.757 17.063
13.028 13'9414.316 15016
1le+07 13.257 l ‘ ' 17.663
k 19.786
5000000 1910 12.363
A Y
O I L B o o L e e L A LA e B
Time--> 12.00 12,50 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP008144.D\data.ms
1.5e+07
1le+07
5000000

0
Time--> 20

21.309

21.221 23.703

50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Cyclooctane, 1-methyl-3-pro... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.910  23.71 ng 2385670 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 50
2 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 43
3 Cyclopentanecarboxylic acid, all... 154 C9H1402 178905-33-4 43
4 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 42
5 Bicyclo[3.1.1]heptan-3-one, 6,6-... 194 C13H220 1000163-97-9 37

Abundance Scan 1007 (8.910 min): BP008144.D\data.ms (-996) (-) m/z 69.10 100.00%

69.1
5000
AR R AR RRRRE
| I‘ ‘ Hﬁ 1 8.60 8.80 9.00 9.20
ol AR 2209283.0339.7 4057 5162 ./, 55,00  86.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #43584: Cyclooctane, 1-methyl-3-propyl-
69.0
5000 L B LR B B
8.60 8.80 9.00 9.20
m/z 125.10  44.48%
126.0
J‘J‘JTA‘H\‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31468: Cyclohexane, 2,4-diethyl-1-methyl-
69.0
G
8.60 8.80 9.00 9.20
5000 m/z 97.10 43.29%
‘ ‘ 126.0
ST Y T e RS-
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #32197: Cyclopentanecarboxylic acid, allyl ester R R
69.0 8.60 8.80 9.00 9.20
m/z 83.10 40.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknown9.281 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.281 34.95 ng 2158360 Naphthalene-d8 10.604

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 43
2 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 43
3 Oxirane, (3,3-dimethylbutyl)- 128 C8H160 053907-77-0 38
4 Carbonic acid, but-2-yn-1-yl oct... 366 C23H4203 1000383-21-3 38
5 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 38

Abundance Scan 1070 (9.281 min): BP008144.D\data.ms (-1056) (-) m/z 57.10 100.00%
57.1

=

5000
R AR
’H 153.1 9.00 9.20 9.40 9.60
o‘H‘M“'gmﬁwz‘?‘l‘u“_““3‘2“7:?‘““““3‘3-9‘5{99;4”_ m/z 43.10 40.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59062: Undecane, 3,5-dimethyl-
57.0
5000 L L B BN LR

9.00 9.20 9.40 9.60
m/z 41.10 33.94%

\‘ \‘ ) l’ ‘ |, 155.0

‘\\\\‘\1\\‘\\\\“\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126240: Oxirane, [(dodecyloxy)methyl]-
57.0
R RRERRERRE
9.00 9.20 9.40 9.60
5000 ITI/Z 55.00 29.71%
L501970 /\/\JVJV\/\pAﬂ/LK/JV
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14472: Oxirane, (3,3-dimethylbutyl)- AR AR T
57.0 9.00 9.20 9.40 9.60
m/z 71.10 20.60%
- W
‘J}""“‘ R RN R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Decane, 3,7-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.463 29.94 ng 1849330 Naphthalene-d8 10.604

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 92
2 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 59
3 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 53
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 50
5 Oxalic acid, ethyl neopentyl ester 188 C9H1604 1000309-72-4 43

Abundance Scan 1101 (9.463 min): BP008144.D\data.ms (-1096) (-) m/z 57.10 100.00%

57.1
135.1
5000
S RREEREE
‘ 9.20 9.40 9.60 9.80
ol kbl 1l 206.9 28003409398.946195216 ./, 71.10  93.90%
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45501: Decane, 3,7-dimethyl-
43.0
5000 L L R B L B R
9.20 9.40 9.60 9.80
m/z 43.10 92.49%
‘ ‘ 127.0
\\‘\‘[l\\f‘\”‘\\h#‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59054: Undecane, 4,7-dimethyl-
43.0
R R
9.20 9.40 9.60 9.80
5000 m/z 135.05 55.05%
B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59108: Nonane, 3-methyl-5-propyl- o AREEEERREEE S
57.0 9.20 9.40 9.60 9.80
m/z 85.10 52.41%
: MM
127.0
WL T sa0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Cyclohexanone, 5-methyl-2-(... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.528 36.21 ng 2236460 Naphthalene-d8 10.604

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 93
2 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 81
3 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 76
4 7-Hexadecyne 222 C16H30 074685-28-2 76
5 Pulegone 152 C10H160 000089-82-7 74

Abundance Scan 1112 (9.528 min): BP008144.D\data.ms (-1107) (-) m/z 81.05 100.00%

81.0
152.1
5000
—— ‘
| } Ll o0
ob bl LLL] 220928003380 4128 4999 ./, 67,00 74.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29507: Naphthalene, decahydro-2-methyl-
810 1520
5000 — :
9.50
m/z 95.05 68.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29330: Cyclohexanone, 5-methyl-2-(1-methylethylidene)
81.0
—— ‘
152.0 9.50
5000 ITI/Z 152.05 61.57%
111U
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29513: trans-4a-Methyl-decahydronaphthalene T
95.0 9.50
m/z 55.05 40.75%
152.0
5000
MJJ L

m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Naphthalene, decahydro-2-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.787 55.53 ng 3429700 Naphthalene-d8 10.604

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 97
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 97
3 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 76
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 72
5 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 68

Abundance Scan 1156 (9.787 min): BP008144.D\data.ms (-1151) (-) m/z 67.00 100.00%
67.0

152.1
5000
— —
” ’ 9.50 10.00
ol MLl |, 21072670 3372 45455222 g1 1 g0.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0
152.0
5000 7 —
9.50 10.00
\ m/z 95.10 88.54%
J'\‘!‘Ht\l[”
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29497: 1-Methyldecahydronaphthalene
41.0
152.0 T N
9.50 10.00
5000 m/z 152.05 75.24%
MH',,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29513: trans-4a-Methyl-decahydronaphthalene = ==
95.0 9.50 10.00
m/z 82.10 69.71%
152.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Heptane, 3-ethyl-2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.881 21.62 ng 1335410 Naphthalene-d8 10.604

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 64
2 Undecane, 6-methyl- 170 C12H26 017302-33-9 64
3 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C16H34 004390-04-9 53
4 Hexane, 3-ethyl-2,5-dimethyl- 142 C1eH22 052897-04-8 50
5 Heptane, 2,3,5-trimethyl- 142 C10H22 020278-85-7 50

Abundance Scan 1172 (9.881 min): BP008144.D\data.ms (-1165) (-) m/z 57.10 100.00%

57.1
5000
— —
‘ | ‘131.0 9.50 10.00
O LT 2079 280.93004 4341 5047 myz 43.18  31.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22131: Heptane, 3-ethyl-2-methyl-
57.0
5000 — —
9.50 10.00
m/z 41.10 20.98%
‘\\“\J‘j\!l\l\“‘\]\-\4’%.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45497: Undecane, 6-methyl-
57.0
— —
9.50 10.00
5000 m/z 98.10 15.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107250: Nonane, 2,2,4,4,6,8,8-heptamethyl- — ——
57.0 9.50 10.00
m/z 56.10 13.75%
- M\M\/\N\/\)
L U — S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 unknownl®.204 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.204 24.84 ng 1533950  Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, 1,4-dimethyl-, cis- 140 C10H20 013151-99-0 43
2 Cyclopentane, 1-butyl-2-propyl- 168 C12H24 062199-50-2 43
3 Cyclopropane, 1-hexyl-2-propyl-,... 168 C12H24 074630-58-3 38
4 2-Dodecene, (Z)- 168 C12H24 007206-26-0 38
5 2-Dodecene, (E)- 168 C12H24 007206-13-5 38
Abundance Scan 1227 (10.204 min): BP008144.D\data.ms (-1223) (- m/z 57.10 100.00%
57.1
5000
P e
‘l 10.00 10.50
0k bdbd L l‘M}??‘l‘M??OS’“3?9“““‘&?‘9“‘7‘??5‘353 m/z 69.10 60.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20745: Cyclooctane, 1,4-dimethyl-, cis-
53.0
5000 —r— —
10.00 10.50
m/z 55.05 51.38%
11}
\\\\‘\‘\‘\\‘\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #43583: Cyclopentane, 1-butyl-2-propyl-
69.0
P e
10.00 10.50
5000 m/z 41.10 41.37%
e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #43598: Cyclopropane, 1-hexyl-2-propyl-, cis- —— —
55.0 10.00 10.50
m/z 43.10 35.61%
5000
U1 om0
\\\\‘\\\‘\“\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\ \‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50

8270E-BP112521.M Wed Dec 01 16:27:31 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Decane, 2,6,8-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

10.792 108.86 ng 6723280  Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 87
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 83
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 81
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 70
5 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 64

Abundance Scan 1327 (10.792 min): BP008144.D\data.ms (-1321) (- m/z 57.10 100.00%
57.1

- JW
—— —
163.1 10.50 11.00
ol 103 2050113080 400746775244 yy 7100 a5.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59087: Decane, 2,6,8-trimethyl-
57.0
5000 T —T—
10.50 11.00
m/z 43.10 42.55%
\\\‘\‘[‘JT\\\Jg\‘\\]-\5‘5\.\9\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
—— —
10.50 11.00
5000 ITI/Z 41.10 25.22%
H\J“;,mg_o“ ijm
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59061: Undecane, 3,6-dimethyl- — —
57.0 10.50 11.00
m/z 56.10 13.62%
B ,A«JkV“w/V/\Am&/VJ\”\/
10
A m . — —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00

8270E-BP112521.M Wed Dec 01 16:27:31 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 unknownll.022 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.022  28.08 ng 1734146  Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans,trans-1,8-Dimethylspiro[4.... 166 C12H22 1000111-72-8 41
2 trans,cis-1,8-Dimethylspiro[4.5]... 166 C12H22 1000111-72-9 38
3 2-Cl14H26 194 C14H26 000638-60-8 30
4 2-Tridecyne 180 C13H24 028467-75-6 27
5 7-Tetradecyne 194 C14H26 035216-11-6 25

Abundance Scan 1366 (11.022 min): BP008144.D\data.ms (-1361) (- m/z 95.10 100.00%
1

95.
5000
166.2
I T
374 \‘ 1‘ | \‘l l\ 281.0340.6 416.3 488.8549. 1100
Ol P AL £OLP9T R AR RO m/z 151.05  93.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #41584: trans,trans-1,8-Dimethylspiro[4.5]decane
95.0
I T
5000 11.00
166.0

m/z 57.10 92.68%

I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #41580: trans,cis-1,8-Dimethylspiro[4.5]decane

3

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

95.0
T T T
11.00
5000 m/z 43.10  90.83%
5 M/\W

Abundance #69368: 2-C14H26 T
95.0 11.00

m/z 41.10  88.75%

il /MDJJNM\J\j\me\ﬁfN
J{nﬁxlﬁs-O, .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00

8270E-BP112521.M Wed Dec 01 16:27:32 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.1106 31.85 ng 1967120  Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 93
2 3-Tridecene, (Z)- 182 C13H26 041446-53-1 83
3 Cyclopropane, 1-butyl-2-pentyl-,... 168 C12H24 074663-88-0 74
4 6-Tridecene, (E)- 182 C13H26 006434-76-0 70
5 Cyclopentane, butyl- 126 CSH18 002040-95-1 62

Abundance Scan 1381 (11.110 min): BP008144.D\data.ms (-1377) (- m/z 57.10 100.00%
57.1

5000
145.1 T —
| J‘h|\‘ | 11.00 11.50
oAbl Lyl [221.1 288.1 4018 47565357 ., 69,19  95.24%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56979: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69.0
5000 — —
11.00 11.50
182.0 m/z 55.10  73.47%

‘\ L]

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

Abundance #56953: 3-Tridecene, (2)-
41.0
—— —
11.00 11.50
5000 56.10 73.31%
1.0 182.0
‘hF
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43599: Cyclopropane, 1-butyl-2-pentyl-, cis-
55.0 1l OO 1l 50
41.10 67.88%
h J\WMM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1100 1150

8270E-BP112521.M Wed Dec 01 16:27:33 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Sulfurous acid, dodecyl 2-e... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.663 293.54 ng 18128200 Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 72
2 Oxalic acid, butyl 2-ethylhexyl ... 258 C14H2604 1000309-38-6 72
3 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 64
4 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 59
5 Sulfurous acid, octyl 2-propyl e... 236 C11H2403S 1000309-11-9 53

Abundance Scan 1475 (11.663 min): BP008144.D\data.ms (-1469) (- m/z 57.10 100.00%

57.1
5000
—r —
‘ \149.1 11.50 12.00
ob ALLL [ 1491207.0266.6 3355393.645045084  w/s 71.16  o0.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #271596: Sulfurous acid, dodecyl 2-ethylhexyl ester
57.0
5000 R —
11.50 12.00
m/z 43.10 53.71%
\\“\‘J‘\J\‘\A\l“J’\\\]‘_6\‘\9\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #145506: Oxalic acid, butyl 2-ethylhexyl ester
57.0
—r —
11.50 12.00
5000 m/z 41.18  32.89%
‘ \ 157.0
e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33100: Octane, 2,3,7-trimethyl- — —
57.0 11.50 12.00
m/z 56.10 19.94%
B W
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

8270E-BP112521.M Wed Dec 01 16:27:34 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 Cyclopentane, (2-methylbutyl)- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.910 20.38 ng 1258930 Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 62
2 Cyclooctane, 1,4-dimethyl-, trans- 140 C10H20 013151-98-9 55
3 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 47
4 Cyclopentane, ethyl- 98 C7H14 001640-89-7 46
5 Cyclooctane, 1,4-dimethyl-, cis- 140 C10H20 013151-99-0 45

Abundance Scan 1517 (11.910 min): BP008144.D\data.ms (-1514) (-  m/z 69.10 100.00%
69.1
5000
145.1 e
Lz
ob—LLLLUNL | 96,9 280034104048 47665348 1/, 55.10  57.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20729: Cyclopentane, (2-methylbutyl)-
69.0
5000 — 1
12.00
m/z 56.10 46.96%
‘\\}\H“\‘\‘\"}]\-%io“\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20754: Cyclooctane, 1,4-dimethyl-, trans-
55.0
P
12.00
5000 m/z 70.10 45.27%
125.0
Ly
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13215: 3-Heptene, 2,6-dimethyl- ——
55.0 12.00
m/z 83.10 43.83%
5000
126.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00

8270E-BP112521.M Wed Dec 01 16:27:34 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 unknownl2.363 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.363 47.26 ng 2918590  Naphthalene-d8 10.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Methoxy-2-methylbenzothiazole 179 CSH9NOS 1000342-71-0 35
2 Crotyl methacrylate 140 C8H1202 007376-45-6 30
3 3-Isopropyl-5-methyl-hex-4-en-2-one 154 C10H180 077142-85-9 27
4 Cyclopentane, 1,1,3-trimethyl-3-... 166 C12H22 074421-09-3 27
5 2,3,4-Trimethyl-hex-3-enal 140 C9H160 1000193-72-9 27
Abundance Scan 1594 (12.363 min): BP008144.D\data.ms (-1589) (- m/z 179.20 100.00%
179.2
69.1
5000
— —
l‘ ” ‘ ‘ 1200 1250
ol kL4l 4, 2805340.3 4063 4899548 ./, 69.19 79.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54244: 5-Methoxy-2-methylbenzothiazole
179.0
5000 — ——
69.0 12.00 12.50
m/z 109.10 52.27%
l“"‘lA WI}HAIWIIW‘fil
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21188: Crotyl methacrylate
69.0
— —
12.00 12.50
5000 m/z 111.10 48.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31133: 3-Isopropyl-5-methyl-hex-4-en-2-one — ——
69.0 12.00 12.50
m/z 55.10 44.11%
5000
B — - —_—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

8270E-BP112521.M Wed Dec 01 16:27:35 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Hexadecane, 2,6,10,14-tetra... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.028 26.69 ng 11878900  Acenaphthene-di1e 14.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
3 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
4 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64

Abundance Scan 1707 (13.028 min): BP008144.D\data.ms (-1701) (- m/z 71.10 100.00%

1.1
5000
T \
183.2 13.00
orddilull 1832 2758333.9300.7 46315211/, 57.10  99.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 - ‘
13.00
m/z 43.10 48.82%
| 1279 1470
\J\l\‘\!1'!”‘\“\1\\l“\\\‘\“.\\\%6\?-\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
T \
13.00
5000 ITI/Z 85.10 46.70%
‘ | 2270 2110 206.0
e e S e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59108: Nonane, 3-methyl-5-propyl- —
57.0 13.00
m/z 41.10 33.16%
o \xj,/\ﬁjmj/\\br/\ﬂvxﬂv
127.0
g -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00

8270E-BP112521.M Wed Dec 01 16:27:36 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.257 25.86 ng 11505800  Acenaphthene-di1e 14.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 50
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 42
3 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 42
4 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 40
5 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 38

Abundance Scan 1746 (13.257 min): BP008144.D\data.ms (-1741) (- m/z 193.20 100.00%
1938.2

=

5000 123.1
=

55. T T ‘ T
Mh | ‘ : 13.00 13.50
ALl 25143094 425348595458 m/z 123.1@  43.81%

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

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
1938.0

o

123.0

-

5000 —— —
13.00 13.50

m/z 95.10  37.40%

55.

“im" |

‘HH’HH‘\H\f\\‘u‘\H\‘HH“H\|HH|HH|HH|HH|\

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

r

Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
P e
123.0 13.00 13.50
5000 ' m/z 109.10  33.30%
b ‘ M/J\/\/J\ﬂ/
TSN |
el e

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

Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti P ——
193.0 13.00 13.50

69.0
m/z 69.10 26.94%
000 W
\,"““"'0“““ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

8270E-BP112521.M Wed Dec 01 16:27:36 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 unknownl3.904 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.904 20.25 ng 9010660  Acenaphthene-d10 14.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 42
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 38
3 Acridine, 9-methyl- 193 C14H11N 000611-64-3 35
4 2-Anthracenamine 193 C14H11N 000613-13-8 35
5 Trisiloxane, 1,1,3,3,5,5-hexamet... 208 C6H2002Si3 001189-93-1 35

Abundance Scan 1856 (13.904 min): BP008144.D\data.ms (-1851) (- m/z 193.20 100.00%

193.2
5000
123.1
=
il 1400
bbbl il 26693249 422.4479.05359 ./, 133,10  31.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti
198.0
69.0
5000 1
14.00
m/z 109.10 26.12%
l\T‘J‘IIHHLHl‘\.[OT
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
123.0 ‘14.‘00‘
5000 m/z 69.10  25.24%
I vﬂﬁwjv\qka\fk/J\f
"
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #68088: Acridine, 9-methyl- —
193.0 14.00
m/z 83.10 23.43%
- MJLW
83.0
Ll Iy
e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 2,6,10-Trimethyltridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.986 53.68 ng 23885900  Acenaphthene-di1e 14.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 91
2 Hexadecane 226 C16H34 000544-76-3 86
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 81
4 Dodecane, 2-methyl-8-propyl- 226 Cl6H34 055045-07-3 74
5 Triacontane 422 C30H62 000638-68-6 72

Abundance Scan 1870 (13.986 min): BP008144.D\data.ms (-1863) (- m/z 71.10 100.00%

1.1
5000
242 s 14.00
ob kbl 211:3273.03312380.7449.6510.9 1/, 57.19  92.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 LN
14.00
m/z 43.10 70.65%
‘ 6410
‘\\“\J\’\\‘\ll‘\\l\\1“\\\1\‘2\2\6\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane
57.0
——
14.00
5000 ITI/Z 85.10 55.55%
7.0 2260
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59040: Dodecane, 4-methyl- T
43.0 14.00
m/z 41.10 26.58%
o p\fNNVfdAj\\AﬁNJj\fj\
141.0
‘HJ‘AUM*NHl‘u\w\\u‘\H\M\\w\\u‘u\\w\\w\u\‘\ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 9-Borabicyclo[3.3.1]nonane,... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.316 20.00 ng 8900040  Acenaphthene-d10 14.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Borabicyclo[3.3.1]nonane, 9-[3... 193 C12H24BN 1010162-56-0 59
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 43
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 42
4 Acridine, 9-methyl- 193 C14H11N 000611-64-3 38
5 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
Abundance Scan 1926 (14.316 min): BP008144.D\data.ms (-1923) (- m/z 193.20 100.00%
193.2
5000 97.1
. O
“i ” ‘ 14.00 14.50
obtt w“‘ . " ol 298;1 326,60 387.9 47085345 myz 97.18  44.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #68039: 9-Borabicyclo[3.3.1]Jnonane, 9-[3-(methylamino)y
198.0
84.0
5000 — ——
14.00 14.50
% \ m/z 69.10  31.50%
7.
\\‘%J\‘J‘\J}\h‘\‘\}{‘.\JH“TL\J\}\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
P e
123.0 14.00 14.50
5000 m/z 109.1@  29.70%
55.
: “Hup““w\mWL‘H"H‘WH,Hu_m_m,uu_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- — ——
193.0 14.00 14.50
m/z 41.10 25.79%
5000 55.0
MMHZM“ B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 Pentadecane, 2,6,10-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.757 35.04 ng 15593200  Acenaphthene-di1e 14.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 93
2 Hexadecane 226 C16H34 000544-76-3 76
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 68
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 64

Abundance Scan 2171 (15.757 min): BP008144.D\data.ms (-2165) (- m/z 57.10 100.00%

57.1
5000
—— —
’ ‘ 169.2 9303 15.50 16.00
Ol kbbb Ly 1o 239.32961353.2 4302489.9549. 1/, 71 16 62.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 — —
15.50 16.00
m/z 43.10 42.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0
—— —
15.50 16.00
5000 ITI/Z 85.10 33.81%
ibtzre_zze0
A a e A R AR R T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107223: Tridecane, 5-propyl- T T
57.0 15.50 16.00
m/z 41.10 21.43%
. “wf“\/\a¢/kﬁvj\,wvw/
L1 gpsotea0 .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 Tridecane, 5-propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.251 31.04 ng 26400100 Phenanthrene-d1e 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 76
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 72
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64
4 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 53
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 53

Abundance Scan 2255 (16.251 min): BP008144.D\data.ms (-2246) (-~ m/z 57.10 100.00%
57.1

— —
‘ | ’ ﬂ27 2 16.00 16.50
ol ALl 197.2 2683 341.0398.9456.95166 1/, 71.19  90.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 = ——
16.00 16.50
m/z 43.10 54.41%
"1!‘?‘!25111830
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158622: Pentadecane, 2,6,10,14-tetramethyl-
57.0
—— —
16.00 16.50
5000 m/z 85.10 38.84%
‘ il 183.0
NP T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #228592: Tetradecane, 1-iodo- T —
57.0 16.00 16.50
m/z 41.10 23.44%
155.0
S 1 P -~ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8144.D

Acqg On : 29 Nov 2021 16:32
Operator : CG/JU

Sample : M4798-07

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Cyclooctane, 1-... 8.910 23.7 ng 2385670 1 7.804 2012390 20.0
unknown9.281 9.281 35.0 ng 2158360 2 10.604 1235160 20.0
Decane, 3,7-dim... 9.463 29.9 ng 1849330 2 10.604 1235160 20.0
Cyclohexanone, ... 9.528 36.2 ng 2236460 2 10.604 1235160 20.0
Naphthalene, de... 9.787 55.5 ng 3429700 2 10.604 1235160 20.0
Heptane, 3-ethy... 9.881 21.6 ng 1335410 2 10.604 1235160 20.0
unknown10.204 10.204 24.8 ng 1533950 2 10.604 1235160 20.0
Decane, 2,6,8-t... 10.792 108.9 ng 6723280 2 10.604 1235160 20.0
unknownl11.022 11.022 28.1 ng 1734140 2 10.604 1235160 20.0
Cyclohexane, 2-... 11.110 31.9 ng 1967120 2 10.604 1235160 20.0
Sulfurous acid,... 11.663 293.5 ng 18128200 2 10.604 1235160 20.0
Cyclopentane, (... 11.910 20.4 ng 1258930 2 10.604 1235160 20.0
unknownl12.363 12.363 47.3 ng 2918590 2 10.604 1235160 20.0
Hexadecane, 2,6... 13.028 26.7 ng 11878900 3 14.475 8900040 20.0
Decahydro-1,1,4... 13.257 25.9 ng 11505800 3 14.475 8900040 20.0
unknown13.904 13.904 20.3 ng 9010660 3 14.475 8900040 20.0
2,6,10-Trimethy... 13.986 53.7 ng 23885900 3 14.475 8900040 20.0
9-Borabicyclo[3... 14.316 20.0 ng 8900040 3 14.475 8900040 20.0
Pentadecane, 2,... 15.757 35.0 ng 15593200 3 14.475 8900040 20.0
Tridecane, 5-pr... 16.251 31.0 ng 26400100 4 17.233 17011300 20.0
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