LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc :

ALS vial : 6 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@@8138.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.393 403 409 423 rBV 1329557 1943853 8.23% 1.009%
2 6.981 674 679 691 rVB 1226291 2108720 8.93% 1.095%
3 7.734 797 807 811 rBV5 166418 456021 1.93% 0.237%
4 7.793 811 817 826 rVV2 708276 1440059 6.10% 0.748%
5 7.881 826 832 837 rVvB3 129557 257725 1.09% 0.134%
6 7.999 847 852 856 rVB3 200883 305527 1.29% 0.159%
7 8.340 902 910 913 rBvV2 230908 483009 2.05% 0.251%
8 8.634 956 960 964 rBV 262544 384133 1.63% 0.199%
9 8.911 996 1007 1011 rBV5 525936 1314400 5.57% 0.683%
106 8.963 1011 1016 1021 rVV 675956 1100802 4.66% 0.572%
11  9.128 1039 1044 1046 rBV3 334978 551496 2.34% 0.286%
12 9.163 1046 1050 1056 rVB5 437121 922444 3.91% 0.479%
13 9.299 1056 1073 1078 rBV5 397170 1739172 7.36% 0.903%
14  9.458 1093 1100 1104 rVV3 462547 1059622 4.49% 0.550%
15 9.522 1108 1111 1117 rVV 639214 1061661 4.50% ©.551%
16 9.687 1134 1139 1144 rBV3 211491 437534 1.85% 0.227%
17 9.734 1144 1147 1151 rVV2 209923 271006 1.15% 0.141%
18 9.787 1151 1156 1165 rVB5 897810 1800674 7.62%  0.935%
19 9.875 1165 1171 1177 rVB3 314627 752265 3.19% 0.391%
20 9.963 1182 1186 1190 rVB 249271 368331 1.56% 0.191%
21 10.069 1199 1204 1209 rVB4 335731 602306 2.55% 0.313%
22 10.199 1223 1226 1236 rVB4 374429 823314 3.49% 0.428%
23 10.310 1240 1245 1248 rBV 462182 748537 3.17% 0.389%
24 10.393 1255 1259 1265 rVB2 542391 902382 3.82% 0.469%
25 10.475 1269 1273 1276 rBV2 415086 684404  2.90%  ©.355%

26 10.510 1277 1279 1283 rVB2 249946 302131 1.28%
27 10.599 1284 1294 1301 rBV5 916957 3182968 13.48%
28 10.657 1301 1304 1306 rBV3 178132 248451 1.05%
29 10.728 1312 1316 1321 rVB3 647912 1021979 4.33%
30 10.781 1321 1325 1330 rVV 2311243 3681470 15.59%

ROOR®
=
N
0
R

31 10.840 1330 1335 1342 rVV5 435617 1118235 4
32 10.910 1343 1347 1352 rVB4 469524 806205 3
33 11.016 1361 1365 1370 rBv4 424998 736568  3.12%
34 11.105 1377 1380 1385 rVB3 610811 879779 3
35 11.316 1409 1416 1421 rVB7 1024867 2651528 11.

P OO
w
00
N
B

36 11.657 1468 1474 1482 rBV 4760691 9879710 41.83% 5.130%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc :

ALS vial : 6 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 11.804 1496 1499 1502 rBV2 373929 403733 1.71% 0.210%
38 11.904 1513 1516 1520 rBV3 650620 876131 3.71% 0.455%
39 12.352 1587 1592 1599 rBV6 1023479 2719856 11.52% 1.412%
40 12.416 1599 1603 1605 rBV2 6609123 798239 3.38% 0.414%
41 12.487 1612 1615 1619 rBV5 680917 1044805 4.42% 0.543%
42 12.534 1620 1623 1627 rVB3 605253 782596 3.31% 0.406%
43 13.016 1700 1705 1709 rVV 5664262 8449644 35.78%  4.388%
44 13.075 1709 1715 1719 rVB2 1531468 3088425 13.08% 1.604%
45 13.251 1740 1745 1753 rVB 4355927 8010832 33.92% 4.160%
46 13.322 1754 1757 1760 rBV2 1101404 1349008 5.71% 0.700%
47 13.393 1766 1769 1777 rVB4 1316540 2232839  9.45% 1.159%
48 13.793 1833 1837 1841 rBV 1506289 2227724  9.43% 1.157%
49 13.893 1848 1854 1858 rBV 4151165 6770721 28.67% 3.516%
50 13.969 1861 1867 1871 rVV3 7309560 12272011 51.96% 6.372%
51 14.122 1890 1893 1898 rVB6 1335259 1994507 8.44% 1.036%
52 14.169 1899 1901 1903 rBV 705571 796042 3.37% 0.413%
53 14.304 1920 1924 1931 rVB2 3790250 6650145 28.16% 3.453%
54 14.369 1931 1935 1940 rBV6 1036985 2331743 9.87% 1.211%
55 14.440 1944 1947 1959 rVB9 2027904 5552550 23.51%  2.883%
56 14.881 2018 2022 2026 rVB2 2419954 4057439 17.18% 2.107%
57 14.946 2030 2033 2037 rVB 1839180 2405073 10.18% 1.249%
58 14.998 2038 2042 2052 rVB3 3050107 5214550 22.08% 2.708%
59 15.093 2054 2058 2062 rBV 1979995 3298954 13.97% 1.713%
60 15.510 2126 2129 2132 rBV3 1130954 1535001 6.50% 0.797%

61 15.745 2163 2169 2174 rVB2 7151811 12186102 51.60% 6.328%
62 16.234 2243 2252 2263 rVB 11299567 23617719 100.00% 12.264%
63 17.051 2386 2391 2399 rVB 7323589 12513742 52.98% 6.498%
64 17.651 2490 2493 2502 rVB2 2236983 3807212 16.12% 1.977%
65 18.981 2716 2719 2723 rVB 1194857 1526996 6.47% ©.793%

66 19.663 2832 2835 2839 rVB 696318 900025 3.81% 0.467%
67 19.781 2851 2855 2860 rVB 2785950 3196276 13.53% 1.660%
68 21.310 3110 3115 3128 rVB 1050352 1610158 6.82% ©0.836%
69 23.698 3515 3521 3529 rVB2 665761 1331439 5.64% 0.691%

Sum of corrected areas: 192580658
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Abundance

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

. 6

ol

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\

BP00©8138.D
: 29 Nov 2021 13:08
: CG/JU
: M4798-01
Sample Multiplier: 1

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

: C:\Database\NIST20.L
LSCINT.P

TIC: BP008138.D\data.ms

11.6¢

5.393 6.981

7 hie098.348.638 S TEY HECEM O

Time-->
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TIC: BP008138.D\data.ms
16.p34

3.50 4.00

450 5.00

13.969

15.745 17.051

13.016
13.251  13.893

14.304
98
A .440 14]'8 93

l L R
”l" ]‘ "‘A ““ 18.981

"A S8/ l

1265306 19.663
it i

17.651

19.781

0
Time-->
Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BP008138.D\data.ms

21.310
23.698
A

Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 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@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc

ALS vial : 6 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 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
8.911 18.25 ng 1314400 1,4-Dichlorobenzene-d4 7.805
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
4 o-Cymene 134 C10H14 000527-84-4 90

5 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14

Abundance Scan 1007 (8.911 min): BP008138.D\data.ms (-996) (-)

119.1
55.0
5000
ol l\ il VJ“ ’m H 2151 280.6340.7401.0_479.6537.6
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
s1 |
i

g

RN N N R A N A R R RN

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

Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
51.0 ’
I 1 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
ol
i

b

003479-89-8 90

m/z 119.10 100.00%

-

8.60 8.80 9.00 9.20
m/z 55.00 59.70%

=

8.60 8.80 9.00 9.20
m/z 69.05 57.54%

=

8.60 8.80 9.00 9.20
m/z 97.10 34.64%

=

8.60 8.80 9.00 9.20
m/z 41.00 28.91%

=

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

8270E-BP112521.M Wed Dec 01 16:24:31 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc

ALS vial : 6 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 unknown9.163 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.163 12.81 ng 922444  1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptan-3-one, 6,6-... 194 C13H220 1000163-97-9 38
2 Cyclopentanecarboxylic acid, phe... 190 C12H1402 054758-32-6 32
3 6-Octen-1-0l, 7-methyl-3-methylene- 154 C10H180 013066-51-8 27
4 2-Ethyl-1-pyrroline 97 C6H11IN 1000422-81-4 25
5 Cyclopentanecarboxylic acid, 3,5... 226 C12H12F202 1000299-07-6 25

Abundance Scan 1050 (9.163 min): BP008138.D\data.ms (-1046) (-) m/z 69.10 100.00%

niLo . .
5000
e
’ T { ﬁ ‘ 8.80 9.00 9.20 9.40
ob Ll L 221.0 288.8 352.7 4207 489.7548. ./, 55,00  49.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69337: Bicyclo[3.1.1]heptan-3-one, 6,6-dimethyl-2-(2-me
69.0
5000 L L LN B BN B
8.80 9.00 9.20 9.40
m/z 97.10 44.66%
\‘\H‘h\ “})‘lr1‘1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #64654: Cyclopentanecarboxylic acid, phenyl ester
69.0
R aE SRRRET
8.80 9.00 9.20 9.40
5000 m/z 119.05 41.85%
1 190.0
A e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31139: 6-Octen-1-ol, 7-methyl-3-methylene-
69.0 8.80 9.00 9.20 9.40
m/z 111.10 35.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc

ALS vial : 6 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 Undecane, 5-methyl-

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
9.299 10.93 ng 1739176  Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 76
2 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 53
3 Eicosane 282 C20H42 000112-95-8 52
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 50
5 Heneicosane 296 C21H44 000629-94-7 50

Abundance Scan 1073 (9.299 min): BP008138.D\data.ms (-1056) (-)
57.1

m/z 57.10 100.00%

. MWW
R R
119.1 9.00 9.20 9.40 9.60
oLl 20692656 3413 43735030 ./ 43.05 84.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45495: Undecane, 5-methyl-
43.0
5000 L L B I BN L
9.00 9.20 9.40 9.60
m/z 71.10 51.24%
Iz
\\}\‘“\J\‘\\‘\h\\\]‘_\7\0\-\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59068: Undecane, 3,9-dimethyl-
57.0
R ERRRRREI L
9.00 9.20 9.40 9.60
5000 m/z 41.05 42.40%
I
I O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176386: Eicosane R A REmES S
57.0 9.00 9.20 9.40 9.60
m/z 85.10 34.51%
5000
"J,ﬂ??P‘1910 282.0
R R T e T R R ERERRERRLE
m/z--> 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@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc

ALS vial : 6 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 1-Methyldecahydronaphthalene Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
9.787 11.31 ng 1800670  Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 97
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 97
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 76
4 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 76
5 Spiro[5.5]undecane 152 C11H20 000180-43-8 60

Abundance Scan 1156 (9.787 min): BP008138.D\data.ms (-1151) (-)
67.0

m/z 67.00 100.00%

152.1
5000
e e
’ ‘ ‘ ’ 9.50 10.00
ol LLIMELILY 221028113400 4007 47915874 1/ g1 65 87.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29497: 1-Methyldecahydronaphthalene
41.0
152.0
5000 e —
9.50 10.00
’ m/z 95.05 87.02%
TT ‘ifTJWI’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0
152.0 e —
9.50 10.00
5000 ITI/Z 152.05 73.64%
Ju’w.l,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29490: trans-Decalin, 2-methyl- = =
81.0 9.50 10.00
m/z 82.10 68.59%
152.0
5000
Hwh\, AV I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00

8270E-BP112521.M Wed Dec 01 16:24:33 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc

ALS vial : 6 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 Undecane, 2,6-dimethyl-

R.T. EstConc Area Relative to ISTD R.T.
10.781 23.13 ng 3681470  Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 93
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 87
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 83
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 78
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 72

Abundance Scan 1325 (10.781 min): BP008138.D\data.ms (-1321) (-
57.1

Concentration Rank 9

m/z 57.10 100.00%

o

°

o

°

- QN\NwVVfAJVL/uﬁd\J
=T =
10.50 11.00
obAbil| 14111981 26803257 4029 46885270 v/, 43.10  42.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 T —
10.50 11.00
m/z 71.10 40.62%
\\J\‘\“\I\\‘\\‘\“J\-é\:l_‘.\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59041: Dodecane, 6-methyl-
57.0
—— —
10.50 11.00
5000 ITI/Z 41.05 24.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59063: Undecane, 4,6-dimethyl- — —
57.0 10.50 11.00
m/z 56.10 13.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc

ALS vial : 6 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 unknownll.316

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.316 16.66 ng 2651530  Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, hexyl- 168 C12H24 004292-75-5 49
2 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-208-9 49
3 acetic acid, 2,2,2-trifluoro-, [... 278 C14H21F302 1000397-13-2 47
4 Cyclohexane, eicosyl- 364 C26H52 004443-55-4 47
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 47

Abundance Scan 1416 (11.316 min): BP008138.D\data.ms (-1409) (- m/z 83.10 100.00%
83.1
163.1
— ——
I 2 ss.e0 6
otk Uiliyl 2227 28903471 4150 4019 o5 ae 67.80%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #43497: Cyclohexane, hexyl-
83.0
5000 — ——
11.00 11.50
m/z 82.10 58.34%
168.0
I‘-\S\-PU"‘\\L \J‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43577: Cyclohexane, (4-methylpentyl)-
3.0
— ——
11.00 11.50
5000 m/z 163.10 28.13%
168.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170560: acetic acid, 2,2,2-trifluoro-, [1,1'-bicyclohexyl]-4 i e
55.0 11.00 11.50
m/z 145.05 26.89%
5000
‘ | 164.0
\ \
- —

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

8270E-BP112521.M Wed Dec 01 16:24:35 2021

11.00 11.50

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc

ALS vial : 6 Sample Multiplier: 1

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

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octane, 2,6-dimethyl-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.657 62.08 ng 9879710  Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
2 Heptane, 3-[(ethenyloxy)methyl]- 156 C10H200 000103-44-6 72
3 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 72
4 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 72
5 Oxalic acid, butyl 2-ethylhexyl ... 258 C14H2604 1000309-38-6 72

Abundance Scan 1474 (11.657 min): BP008138.D\data.ms (-1468) (-
57.1

5000

Ld1]129.1183.2242.2 353.6413.9473.8533.4

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22091: Octane, 2,6-dimethyl-

o

57.0

5000

|11, 1p7.0

[T T T [T T T T [ T T T [T T T T[T T T[T T T[T T[T T TTTT]T

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

Abundance #32956: Heptane, 3-[(ethenyloxy)methyl]-
57.0

5000

w\ | ﬁ4%0

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

Abundance  #152681: Sulfurous acid, 2-ethylhexyl pentyl ester
57.0

5000

Il

J

m/z 57.10 100.00%

N

T —
11.50 12.00
m/z 71.10 84.05%

N

T ~
11.50 12.00
m/z 43.10 53.43%

-

— —
11.50 12.00
m/z 41.10 32.31%

-

— —
11.50 12.00
m/z 56.10 19.74%

-

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

8270E-BP112521.M Wed Dec 01 16:24:36 2021

T —
11.50 12.00

Page:

10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc

ALS vial : 6 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 unknownl2.352

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.352 17.09 ng 2719860  Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclooctyl bromide 190 C8H15Br
2 1,3-Dimethyl-5-isobutylcyclohexane 168 C12H24
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18

4 2,3,4-Trimethyl-hex-3-enal 140 C9H160
5 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140

Abundance Scan 1592 (12.352 min): BP008138.D\data.ms (-1587) (-
69.1 179.2

5000
obrr t‘ Iy J\-nh Ali 281134114067 4882508,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65211: Cyclooctyl bromide
69.0
5000

n‘u.‘l\“

‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43597: 1,3-Dimethyl-5-isobutylcyclohexane

69.0

5000

Hh 168.0

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

Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,
69.0

5000

Uazro

001556-09-8 27
013131-76-5 27
007667-60-9 20
1000193-72-9 18
085136-08-9 18

m/z 69.10 100.00%

— —
12.00 12.50
m/z 179.20  97.99%

e —
12.00 12.50
m/z 109.10  63.52%

— —
12.00 12.50
m/z 41.10 61.70%

— —
12.00 12.50
m/z 55.10 60.09%

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

8270E-BP112521.M Wed Dec 01 16:24:36 2021

“ T
12.00 12.50

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc

ALS vial : 6 Sample Multiplier: 1

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

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Decane, 5-propyl-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.016 30.44 ng 8449640  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-propyl- 184 C13H28 017312-62-8 80
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
4 Oxalic acid, 2-ethylhexyl nonyl ... 328 C19H3604 1000309-39-2 53
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 53

Abundance Scan 1705 (13.016 min): BP008138.D\data.ms (-1700) (-

m/z 57.10 100.00%

57.1
5000
T \
127.1 13.00
oAb iul [ 197.2 280.934134000 475.45338 ./, 71 19  95.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59032: Decane, 5-propyl-
57.0
5000 2 :
13.00
m/z 43.10 49.60%
‘ 140.0
\\‘1¥[\J\‘\h\”‘J‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
P |
13.00
5000 ITI/Z 85.10 43.12%
UL s
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90206: Dodecane, 2,6,10-trimethyl- —— ‘
57.0 13.00
m/z 41.10 33.53%
’\1?”1840 —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00

8270E-BP112521.M Wed Dec 01 16:24:37 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc

ALS vial : 6 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 unknownl13.252 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.252  28.85 ng 8010830  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 46
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 40
3 2-Anthracenamine 193 C14H11N 000613-13-8 35
4 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 28
5 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 25

Abundance Scan 1745 (13.251 min): BP008138.D\data.ms (-1740) (- m/z 193.20 100.00%

193.2
5000 123.1
55.1
e —
l “ ‘m ‘ 13.00 13.50
obr bl Ly 1 2808 3550 443.75020  m/z 123.10  44.83%
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
5000 — —
55. 13.00 13.50
m/z 95.10 39.00%
\\\\“\‘TH\\“‘\‘\‘\‘\‘\\\‘1\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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-, t
193.
69.0 930
P e
13.00 13.50
5000 m/z 109.10  33.44%
I‘J“Nu\'o,, ML/L/N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #68072: 2-Anthracenamine —— —
193.0 13.00 13.50
m/z 55.10 30.22%
o wm
97.0
B S e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

8270E-BP112521.M Wed Dec 01 16:24:38 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc

ALS vial : 6 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 unknownl3.893 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.893 24.39 ng 6770720  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 40
2 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 38
3 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 37
4 1-Anthracenamine 193 C14H11N 000610-49-1 35
5 Iminostilbene 193 C14H11N 000256-96-2 35

Abundance Scan 1854 (13.893 min): BP008138.D\data.ms (-1848) (- m/z 193.20 100.00%

198.2
5000
69.1
= ==
’ ‘ } ” h H’% L 13.50 14.00
bkt b2 L 28093386 408.9469.3527.6  nyz 69.18  33.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
1938.0
5000{ 55.0 T i
13.50 14.00
m/z 123.10 33.33%
Il
\\‘I‘\‘\r“\lf‘d\“‘d\ll\lL\‘”\I‘T\WT’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #201981: S-Phenyl 5-(phenylthio)pentanethioate
198.0
— —r
13.50 14.00
5000 ITI/Z 109.10 27.57%
123.0
55.0 ‘ \
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 — ——
193.0 13.50 14.00
69.0
m/z 83.10 27.49%
‘,\.m\u-, R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

8270E-BP112521.M Wed Dec 01 16:24:38 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc

ALS vial : 6 Sample Multiplier: 1

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

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Decane, 2-methyl-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.969 44.20 ng 12272000  Acenaphthene-di1e 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 87
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 81
3 Hexadecane 226 C16H34 000544-76-3 80
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 78
5 Dodecane 170 C12H26 000112-40-3 78

Abundance Scan 1867 (13.969 min): BP008138.D\data.ms (-1861) (-
71.1

5000
o) "J‘M‘El‘l‘?a?‘%?ﬁsq?“"_4‘4‘5_4595”2”_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33083: Decane, 2-methyl-
57.0
5000
’1‘!“h41.0’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59040: Dodecane, 4-methyl-
43.0
5000
‘ 141.0
Lk N*M\\M\\W\H\‘H\\M\H‘\H\‘H\wwwu‘\uww

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

m/z 71.10 100.00%

-

14.00
m/z 57.10 93.91%

-

14.00
m/z 43.10 69.71%

-

14.00
m/z 85.10 54.69%

-

Abundance #107219: Hexadecane
57.0 14.00
m/z 41.10 29.62%
o VV\/M/\A_NW
7 2260
L MFF‘H

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

8270E-BP112521.M Wed Dec 01 16:24:39 2021

T
14.00

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc

ALS vial : 6 Sample Multiplier: 1

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

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl4.304

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.304 23.95 ng 6650150  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 9-Borabicyclo[3.3.1]nonane, 9-[3... 193 C12H24BN

2 Silane, chlorodiethylhexyloxy- 222 C1eH23Cl0Si

3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260
4 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO
5 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28

Abundance Scan 1924 (14.304 min): BP008138.D\data.ms (-1920) (-

1010162-56-0 47
1000363-74-4 38
313253-65-5 38
1000238-56-7 37
080655-44-3 35

m/z 193.20 100.00%

°

o

o

o

198.2
5000
= =
”} } | 14.00 1450
o ‘ m\ uwmpm"“H‘?“‘??:332‘5-‘?‘ﬁ?‘iqumﬁl‘?ﬂ m/z 97.10  47.49%
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
193.0
84.0
5000 — e
14.00 14.50
% { ‘ m/z 69.10 42.66%
R7.
\\‘%J\“1‘\1”\\“\‘\1{"\\jl\“‘T\\J\IW\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #100843: Silane, chlorodiethylhexyloxy-
193.0
109.0 - S
14.00 14.50
5000 m/z 109.10  38.23%
. ‘h hL‘\|| W
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- P ——
198.0 14.00 14.50
m/z 55.10 33.21%
””MWW%}Jl“ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BP112521.M Wed Dec 01 16:24:40 2021

Page:
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
BP008138.D

: 29 Nov 2021 13:08

: CG/JU

: M4798-01

: 6 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

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 14 Naphthalene, 1,6,7-trimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
14.945 8.66 ng 2405070  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 95
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 94
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 93

Abundance Scan 2033 (14.945 min): BP008138.D\data.ms (-2030) (- m/z 170.10 100.00%

5000

o

170.1

3

6.0 15.00
76, IM‘ 230.1291.5348.6406.4 472.4 542.3

m/z-->
Abundance

5000

m/z-->
Abundance

5000

it 230:1 291.5348.0400.4 472.4 9125 m/z 155.10  87.93%
50 100 150 200 250 300 350 400 450 500 550

#45532: Naphthalene, 1,4,6-trimethyl-
155.0

=

—
15.00
m/z 153.05 21.66%

i

T TR T L L L L L L A L B L B O

50 100 150 200 250 300 350 400 450 500 550

#45533: Naphthalene, 1,6,7-trimethyl-
170.0

=

—
15.00
m/z 169.10  20.24%

76.0 Ly ” A

m/z-->
Abundance

5000

50 100 150 200 250 300 350 400 450 500 550

#45540: Naphthalene, 2,3,6-trimethyl- T
170.0 15.00

m/z 152.05 16.73%

=

84.0
il 1\ | " il

=

m/z-->

T
50 100 150 200 250 300 350 400 450 500 550 15.00

8270E-BP112521.M Wed Dec 01 16:24:41 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc

ALS vial : 6 Sample Multiplier: 1

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

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl4.998

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.998 18.78 ng 5214550  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 46
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 46
3 Pentadecane 212 C15H32 000629-62-9 42
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 38
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 38

Abundance Scan 2042 (14.998 min): BP008138.D\data.ms (-2038) (-

m/z 83.10 100.00%

83.1
5000
—
H + 1 15.00
oHl_m“‘MMnﬁ‘r"‘z‘???ﬁ?f‘ﬁp‘““‘19”2‘_4‘3%7‘54% m/z 57.10  89.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20733: Cyclohexane, (2-methylpropyl)-
553.0
5000 T
15.00
m/z 55.10 85.36%
L 20
\\\‘\\\\“\\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
—
15.00
5000 ITI/Z 71.10 80.32%
J } ‘Fﬁ, : 1820 252.0 325.0
‘H“H“H ‘ e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90191: Pentadecane —
57.0 15.00
m/z 43.10 68.53%
- m
[}]| 770 270
1 L4
e e L B B R AR —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc

ALS vial : 6 Sample Multiplier: 1

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

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 Naphthalene, 1,4,6-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
15.093 11.88 ng 3298950  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 97
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 93
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 91

Abundance Scan 2058 (15.093 min): BP008138.D\data.ms (-2054) (-
1561

m/z 155.10 100.00%

3

RN
15.00

m/z 170.10  98.90%

3

15.00
m/z 153.05 24.18%

3

T
15.00

m/z 169.10  23.87%

=

T T
15.00

m/z 152.05 19.94%

3

5000
ob O ikl 21622821 30414525 s2m0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000
s L
‘\\\\{\‘\‘\‘l\lm\“l\\l\g‘\h\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
5000
76.0 '
18.0 it tdo b e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
5000
780 | |y
R L e T e B B T R R

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

8270E-BP112521.M Wed Dec 01 16:24:42 2021

7
15.00

Page:

19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc

ALS vial : 6 Sample Multiplier: 1

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

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.746  43.89 ng 12186100  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 91
2 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 90
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 83
4 3-Ethyl-2,6,10-trimethylundecane 226 Cl6H34 1000432-25-9 72
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 70

Abundance Scan 2169 (15.745 min): BP008138.D\data.ms (-2163) (-
57.1

5000
169.1
ol LMLl L, 23932070 386244445054
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107223: Tridecane, 5-propyl-
57.0
5000
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0
5000
1690
L 248.0

m/z 57.10 100.00%

N

15.50 16.00
m/z 71.10 62.45%

i

15.50 16.00
m/z 43.10 42.81%

-

15.50 16.00
m/z 85.10 33.38%

N

15.50 16.00
m/z 41.10 22.72%

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc

ALS vial : 6 Sample Multiplier: 1

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

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecane, 2,6,10,14-tetr...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.234 37.75 ng 23617700  Phenanthrene-d1e 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40

001921-70-6 83

2 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 76
3 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 70
4 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 64
Abundance Scan 2252 (16.234 min): BP008138.D\data.ms (-2243) (- m/z 57.10 100.00%
57.1
o XN\,x,,Af\/\\/vJvﬂJkg
U o
M WZ?l 16.00 16.50
bbby Ll 1972 2683327.2384.2 46925275 ./, 7119  92.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 —— —
16.00 16.50
m/z 43.10 54.21%
‘ b 183.0
\“\\‘\11‘\‘?‘!\?[‘\1\\‘\\\2\5‘3\9\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107223: Tridecane, 5-propyl-
57.0
o e
16.00 16.50
5000 m/z 85.10 39.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141070: Heptadecane, 8-methyl- —— —
57.0 16.00 16.50
m/z 41.10 25.09%
5000
126.0
L]z N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc

ALS vial : 6 Sample Multiplier: 1

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

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 8-hexyl-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.051 20.00 ng 12513700  Phenanthrene-d1e 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Pentacosane 352 C25H52 000629-99-2 86

5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42

Abundance Scan 2391 (17.051 min): BP008138.D\data.ms (-2386) (-
57.1

5000

o ‘ }‘Fﬁ“lg72267.3 355.1  461.7520.0
A L T 2673 8551 461.75200

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194596: Pentadecane, 8-hexyl-

57.0

5000

J hffrfllgfo 265.0

‘\H\‘\\r\‘HH‘\HI‘IH\‘HH‘\H\‘HH‘\\H‘\H\‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168307: 2-Bromotetradecane

57.0

5000

I Ef”’ 197.0

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

000638-36-8 83

m/z 57.10 100.00%

%

17.00
m/z 71.10  92.26%

.

17.00
m/z 85.10 56.80%

.

17.00
m/z 43.10 45.42%

=

Abundance #107219: Hexadecane
57.0 17.00
m/z 41.10 25.70%
o /\JA/VkAV]\/\f»NWW\M
70 226.0
‘ JMF I | —

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc

ALS vial : 6 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 Phenanthrene, 2,3,5-trimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
19.663 11.18 ng 900025  Chrysene-di12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,3,5-trimethyl- 220 C17H16 003674-73-5 95
2 1-(4-Methylphenyl)-4-phenylbuta-... 220 C17H16 037985-11-8 83
3 butanal, 2-[2-(2-methoxyphenyl)d... 220 C11H12N203 1000396-24-5 64
4 9-Ethyl-10-methylanthracene 220 C17H16 019713-49-6 64
5 Benzo[b]dihydropyran, 6-hydroxy-... 220 C14H2002 050442-70-1 59

Abundance Scan 2835 (19.663 min): BP008138.D\data.ms (-2832) (- m/z 220.10 100.00%

220.1
5000
e o
1051, ]j | 19.50 20.00
. C
01390l 103 |L . 2883 356.2415.0474.9534 1/, 595,16 52.16%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #99440: Phenanthrene, 2,3,5-trimethyl-
220.0
5000 — ——
19.50 20.00
101.0 ITI/Z 189.10 22.56%
\3\9\"0\\l\JL‘li}IEH}?\%ld}'inw' T T T T T[T T T T[T [T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #99446: 1-(4-Methylphenyl)-4-phenylbuta-1,3-diene
220.0
P e
19.50 20.00
5000 m/z 221.10  21.34%
128.0
65. ‘ ‘
VoS48 VIUETY |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #98369: butanal, 2-[2-(2-methoxyphenyl)diazenyl]-3-oxo- P ——
94.0 220.0 19.50 20.00
m/z 219.10 16.04%
- VAﬂAJVA/AAMAAV%ﬁJWP
Lo
R —r —r
m/z--> 50 100 150 200 250 300 350 400 450 500 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8138.D

Acqg On : 29 Nov 2021 13:08
Operator : CG/JU

Sample : M4798-01

Misc :

ALS vial : 6 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|
Benzene, 1l-ethy... 8.911 18.3 ng 1314400 1 7.805 1440060 20.0
unknown9.163 9.163 12.8 ng 922444 1 7.805 1440060 20.0
Undecane, 5-met... 9.299 10.9 ng 1739170 2 10.605 3182970 20.0
1-Methyldecahyd... 9.787 11.3 ng 1800670 2 10.605 3182970 20.0
Undecane, 2,6-d... 10.781 23.1 ng 3681470 2 10.605 3182970 20.0
unknown11.316 11.316 16.7 ng 2651530 2 10.605 3182970 20.0
Octane, 2,6-dim... 11.657 62.1 ng 9879710 2 10.605 3182970 20.0
unknown12.352 12.352 17.1 ng 2719860 2 10.605 3182970 20.0
Decane, 5-propyl- 13.016 30.4 ng 8449640 3 14.463 5552550 20.0
unknown13.252 13.252 28.9 ng 8010830 3 14.463 5552550 20.0
unknown13.893 13.893 24.4 ng 6770720 3 14.463 5552550 20.0
Decane, 2-methyl- 13.969 44.2 ng 12272000 3 14.463 5552550 20.0
unknownl4.304 14.304 23.9 ng 6650150 3 14.463 5552550 20.0
Naphthalene, 1,... 14.945 8.7 ng 2405070 3 14.463 5552550 20.0
unknown14.998 14.998 18.8 ng 5214550 3 14.463 5552550 20.0
Naphthalene, 1,... 15.093 11.9 ng 3298950 3 14.463 5552550 20.0
Pentadecane, 2,... 15.746 43.9 ng 12186100 3 14.463 5552550 20.0
Pentadecane, 2, 16.234 37.8 ng 23617700 4 17.222 12513700 20.0
Pentadecane, 8-... 17.051 20.0 ng 12513700 4 17.222 12513700 20.0
Phenanthrene, 2... 19.663 11.2 ng 900025 5 21.310 1610160 20.0

8270E-BP112521.M Wed Dec 01 16:24:45 2021 Pa 24



