LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc :

ALS Vvial : 17 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_ G\Methods\8270-BG061322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54110.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.168 298 303 308 rBV5S 6363 12288 1.15% 0.103%
2 5.268 315 320 326 rBVS 8586 16748 1.57% 0.140%
3 5.509 355 361 368 rVB3 8285 16156 1.51% 0.136%
4 5.644 377 384 392 rBV 146388 268941 25.18%  2.256%
5 5.879 415 424 430 rBV4 5516 11801 1.10% ©.099%
6 5.949 430 436 440 rVV5 7793 14276 1.34% 0.120%
7 6.032 444 450 454 rVv2 8945 18760 1.76% 0.157%
8 6.085 454 459 466 rVV4 6891 16714 1.57% 0.140%
9 6.167 469 473 480 rVB5 6233 11599 1.09% 0.097%
10 6.349 497 504 517 rBV6 18271 54323 5.09% 0.456%
11 6.461 517 523 533 rVB6 8694 20810 1.95% 0.175%
12 6.561 533 540 542 rBv3 13527 24709 2.31% 0.207%
13 6.631 548 552 557 rVB 23883 34658 3.25% 0.291%
14 6.719 561 567 568 rv4 12178 18961 1.78% 0.159%
15 6.743 568 571 579 rVB2 19190 34303 3.21% ©0.288%
16 6.837 583 587 592 rVB5 6804 12302 1.15% 0.103%
17 6.895 592 597 602 rVB4 9892 17593 1.65% 0.148%
18 6.954 602 607 608 rBv 8905 11060 1.04% ©0.093%
19 7.060 615 625 631 rBV9 10693 28314 2.65% 0.237%
20 7.172 639 644 647 rBv4 9835 16992 1.59% 0.143%
21 7.230 647 654 669 rVB 179544 374419 35.06% 3.140%
22 7.401 679 683 689 rvB6 9195 17840 1.67% 0.150%
23  7.465 689 694 698 rBV5 9793 16689 1.56% 0.140%
24 7.571 708 712 719 rVWW7 7665 19872 1.86% 0.167%
25 7.636 720 723 735 rVB7 11003 32319 3.03% 0.271%
26 7.800 747 751 756 rVB4 9604 16475 1.54% 0.138%
27 7.9060 762 768 775 rVB8 10320 27279  2.55% 0.229%
28 8.006 775 786 788 rBv8 16859 50152 4.70% 0.421%
29 8.071 789 797 804 rvB2 127391 302378 28.31% 2.536%
30 8.147 804 810 816 rvB4 18879 39646 3.71% 0.333%
31 8.217 816 822 824 rBVS 9643 19775 1.85% 0.166%
32 8.264 825 830 835 rVvB3 27286 44036 4.12% 0.369%
33 8.335 835 842 844 rBV2 18997 33650 3.15% 0.282%
34 8.435 855 859 865 rVvB5 13397 26460 2.48% 0.222%
35 8.517 866 873 879 rVvie 12720 29045  2.72% 0.244%
36 8.640 891 894 903 rVB4 27614 54040 5.06% 0.453%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc :

ALS Vvial : 17 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_ G\Methods\8270-BG061322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.852 924 930 936 rBV8 13952 35116  3.29% 0.295%
38 8.917 936 941 946 rBV4 21628 44827 4.20% 0.376%
39 9.187 976 987 990 rBV4 53630 134877 12.63% 1.131%
40 9.234 990 995 1000 rvwv 102756 207372 19.42% 1.739%
41  9.281 1000 1003 1011 rVV5 22401 49105 4.60% 0.412%
42 9.345 1011 1014 1019 rVB4 14636 22607 2.12% 0.190%
43 9.398 1019 1023 1026 rBvV3 27087 52451 4.91% 0.440%
44  9.428 1026 1028 1037 rVB5 30425 64695 6.06% ©.543%
45 9.551 1038 1049 1056 rVB5 31025 92756 8.69% 0©.778%
46 9.663 1056 1068 1072 rBVlie 19014 64507 6.04% 0.541%
47  9.727 1072 1079 1084 rBV2 42012 82889 7.76% ©.695%
48 9.804 1089 1092 1096 rVB3 28347 40234 3.77% 0.337%
49 9.962 1111 1119 1123 rBV5 25012 64064 6.00% 0.537%
50 10.009 1123 1127 1131 rVV3 31292 52543 4.92% 0.441%
51 10.068 1131 1137 1143 rVV6 62475 119323 11.17% 1.001%
52 10.133 1144 1148 1157 rVB4 28249 63296 5.93% 0.531%
53 10.227 1157 1164 1170 rVB6 13849 33076 3.10% 0.277%
54 10.297 1170 1176 1177 rBV6 11689 23184 2.17% 0.194%
55 10.462 1200 1204 1205 rBV2 18931 20992 1.97% 0.176%
56 10.591 1220 1226 1227 rBV3 25734 42807 4.01% 0.359%
57 10.744 1249 1252 1254 rBV3 12482 15960 1.49% 0.134%
58 10.885 1266 1276 1285 rBV 164630 400525 37.50%  3.359%
59 11.002 1293 1296 1298 rBvV3 17205 22652 2.12% 0.190%
60 11.043 1298 1303 1308 rVB 170516 276001 25.84%  2.315%
61 11.108 1309 1314 1320 rBV7 38462 82082 7.69% 0.688%
62 11.261 1335 1340 1344 rBV6 20272 48571 4.55% 0.407%
63 11.384 1356 1361 1367 rVB3 61917 111219 10.41% 0.933%
64 11.443 1367 1371 1378 rVB5 18200 39287 3.68% 0.330%
65 11.584 1385 1395 1402 rBV7 72634 208471 19.52% 1.748%
66 11.719 1414 1418 1423 rBV5S 30439 55394 5.19% 0.465%
67 11.907 1445 1450 1454 rBV 196187 311824 29.20%  2.615%
68 11.942 1454 1456 1460 rVB2 39822 48039 4.50% 0.403%
69 12.078 1475 1479 1486 rVB5 29817 61546 5.76% 0.516%
70 12.166 1490 1494 1499 rBV3 54780 92931 8.70% 0.779%
71 12.512 1547 1553 1561 rVB5 89876 219083 20.51% 1.837%
72 12.924 1619 1623 1627 rBV4 39648 68525 6.42% 0.575%
73 12.988 1629 1634 1643 rVB2 71155 143984 13.48% 1.208%
74 13.241 1672 1677 1683 rVB 268838 413410 38.71% 3.467%
75 13.323 1685 1691 1698 rVB 301619 498503 46.68% 4.181%

76 13.517 1718 1724 1727 rBV5 60788 142807 13.37% 1.198%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc

ALS Vvial : 17 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_ G\Methods\8270-BG061322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 13.546 1727 1729 1734 rVB3 62140 79349 7.43% 0.666%
78 14.128 1825 1828 1832 rBV2 43084 71294 6.68% ©0.598%
79 14.181 1832 1837 1842 rVB 330963 474161 44.40% 3.977%
80 14.539 1894 1898 1903 rVB2 88892 142914 13.38% 1.199%
81 14.698 1916 1925 1932 rBV2 284608 596434 55.85% 5.002%
82 15.098 1990 1993 1998 rVB2 63236 85517 8.01% ©0.717%
83 15.221 2009 2014 2019 rBV3 94719 154945 14.51% 1.300%
84 15.950 2133 2138 2144 rVB 268436 422022 39.52%  3.540%
85 16.185 2175 2178 2183 rVB 173079 247682 23.19% 2.977%
86 16.431 2214 2220 2224 rBV 380626 574955 53.84% 4.822%
87 16.525 2233 2236 2239 rBV2 57575 79665 7.46% 0.668%
88 17.248 2355 2359 2370 rVB 249469 454672 42.57%  3.813%
89 17.448 2388 2393 2398 rBV 305130 512977 48.03%  4.302%
90 19.839 2795 2800 2812 rBV2 636493 1067968 100.00%  8.957%

91 20.051 2832 2836 2841 rVB 495406 621590 58.20% 5.213%

Sum of corrected areas: 11923063
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
BGO54110.D

: 28 Jun 2022 2:59

: CG/JU

: N3494-01 2X

: 17  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 unknown9.428 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.428 4.28 ng 64695 1,4-Dichlorobenzene-d4 8.070

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Imidazole, 1-(1-oxopentyl)- 152 C8H12N20 069393-13-1 38
2 2H-Pyran-2-one, 4-hydroxy-6-methyl- 126 C6H603 000675-10-5 38
3 4,8-Dimethyl-4-hydroxy-1-nonene 170 C11H220 1000432-13-0 32
4 Cyclohexane, (1,2-dimethylbutyl)- 168 C12H24 061142-37-8 27
5 2-Isopropenyl-5-methylhex-4-enal 152 C10H160 075697-98-2 23

Abundance Scan 1028 (9.428 min): BG054110.D\data.ms (-1026) (-) m/z 69.10 100.00%

69.1
5000 411 85.1 /\ﬂ/w
111.1 131.1
B ARmmEE R
‘ ‘ | H ‘ H ‘ | 15ﬁ'l 9.20 9.40 9.60 9.80
ob— m}m!u“ A UL ‘HHM Al : I U~ 'm/z 57.10 53.87%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29885: 1H-Imidazole, 1-(1-oxopentyl)-
57.0
29.0
5000 85.0 R N AEREEEmEas
9.20 9.40 9.60 9.80
m/z 71.10 53.79%
‘ ‘ 117.0 152.0
04 T T \““‘\ \‘\““i e T 7 ‘\2‘70‘1\0\ T \“H \1\35‘0\ T ! T
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Abundance
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e RRBARAREEEE SRR
98.0 9.20 9.40 9.60 9.80
5000 m/z 85.10 47.01%
27.0
N
m/z--> 20 40 60 80 100 120 140 160
Abundance #45419: 4,8-Dimethyl-4-hydroxy-1-nonene M“M“‘H“,H“‘H“,Hy
43.0 69.0 9.20 9.40 9.60 9.80
m/z 41.10 46.83%
5000 85.0
111.0 129.0
27.0 ‘ ‘
T AR AR R AR
m/z--> 20 40 60 80 100 120 140 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Heptyl tetradecyl ether Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.551 4.63 ng 92756  Naphthalene-d8 10.885

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptyl tetradecyl ether 312 C21H440 1000406-39-3 64
2 Dodecyl isobutyl carbonate 286 C17H3403 959067-22-2 59
3 Dodecane, 1-fluoro- 188 C12H25F 000334-68-9 53
4 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 47
5 Isobutyl nonyl carbonate 244 C14H2803 959311-27-4 43

Abundance Scan 1049 (9.551 min): BG054110.D\data.ms (-1038) (-) m/z 57.10 100.00%
57.1

=

5000
97.1
okl o
S ‘M‘MW“‘W‘HM‘W“L‘H“_‘H“H‘_“‘ m/z 43.10  48.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #215091: Heptyl tetradecyl ether
57.0
5000 —
9.50
83.0 m/z 41.10 38.59%
290 111.0
b [ 141.0 168.0 196.0 227.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
T
9.50
5000 ITI/Z 55.10 34.07%
26.0 83.0
: 111.0 140.0 168.0
O el ol e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62862: Dodecane, 1-fluoro- — ‘
57.0 9.50

m/z 69.10  25.92%

5000
85.0

‘ |, 1110 1400 188.0

Ot i b Ao 1400 1880 —
miz—-> 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_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 19
R.T. EstConc Area Relative to ISTD R.T.
9.727 4.14 ng 82889 Naphthalene-d8 10.885

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 90
2 Undecane, 2,8-dimethyl- 184 C13H28 017301-25-6 78
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 72
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 72
5 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 59

Abundance Scan 1079 (9.727 min): BG054110.D\data.ms (-1072) (-) m/z 57.10 100.00%
5

7.1
5000 85.1

e
127.1 9.50 10.00
oo Ml e m/z 43.10 98.11%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #45501: Decane, 3,7-dimethyl-
43.0
710
5000 — —
9.50 10.00
m/z 71.10 93.42%

O TTT ‘ \“M T \‘\“ T \“} T ‘ \H\ \9\9“.(\)\ T \]‘-Z\T.\()\ “\]\_5\5\.‘()\ TTT ‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43.0

—
710 9.50 10.00
5000 ITI/Z 41.10 52.48%
. 99.0 1100 1410 1690 WW/\N
el e e e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59040: Dodecane, 4-methyl- T T
430 710 9.50 10.00
m/z 85.10 49.82%
5000
‘ 99.0 141.0 M
ol1so ol T es0 VUV
miz--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 +trans-Decalin, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.068 5.96 ng 119323  Naphthalene-d8 10.885
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 86
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 81
3 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 70
4 (+)-2-Bornanone 152 C1eH160 000464-49-3 64
5 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C1@H160 004176-04-9 58
Abundance Scan 1137 (10.068 min): BG054110.D\data.ms (-1131) (1 m/z 67.10 100.00%
67.1 95.1 152.1
5000 41.1
133/1
R \
AL e
L —— i “JH . “‘} 1T 1 T i 4~ m/z 81.05 97.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl-
81.0
55.0 152.0
5000 — :
10.00
39.0 ‘ 109.0 m/z 152.05 96.04%
‘ 125.0
O\ ‘ \H\ T “‘\ T \H\‘“ \H\“\ \‘L{'m} \‘\M\“ T \H‘\ T ‘3} T \“ T \‘\ ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance
41.0 81.0 152.0
10.00
5000 m/z 95.10 84 .60%
109.0
0 25.0 i 136.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #29512: trans-4a-Methyl-decahydronaphthalene ——
95.0 10.00
137.0 m/z 82.10  69.70%
7.
5000 67.0
41.0
w0 190
O el el il —
m/z--> 20 40 60 80 100 120 140 160 10.00

8270-BG061322.M Thu Jun 30 17:48:37 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.044 13.78 ng 276001 Naphthalene-d8 10.885
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 83
3 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 78
4 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 78
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
Abundance Scan 1303 (11.043 min): BG054110.D\data.ms (-1298) (- | m/z 57.10 100.00%
57.1
o J/W\W
‘ 11,00 |
85.1 .
113.1
Ob el T TR 2411 1691 43 10 49.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 —— :
11.00
m/z 71.10 38.22%
29.0 98.0
O\\‘\‘\‘\\“‘\\\‘!“\\H\\BIO\“\\\“‘\\”\‘\\\]-\4.‘1\.(\)\\‘]-\6\9\.9‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
T \
11.00
5000 m/z 41.10 25.63%
29.0 85.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59084: Decane, 2,5,9-trimethyl- — ‘
57.0 11.00
m/z 56.10 13.09%
B Mﬂle“MkvaJb\fVmexJ
“u “\ | 99\0 |
L 1 L L e e e
m/z--> 20 40 60 80 100 120 140 160 180 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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.108 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.108 4.10 ng 82082 Naphthalene-d8 10.885
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclobutyl tetradec... 340 C20H3604 1000309-70-9 43
2 1-Eicosanol 298 C20H420 000629-96-9 38
3 Eicosyl octyl ether 410 C28H580 1000406-38-8 38
4 Oxalic acid, cyclobutyl dodecyl ... 312 C18H3204 1000309-70-3 38
5 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 27

Abundance Scan 1314 (11.108 min): BG054110.D\data.ms (-1309) (- | m/z 57.10 100.00%
57.1

—— —
| ‘911‘ 165.1 11.00 11.50
oL , }‘\ ih M“ I “\ h“‘ | I MM H‘Mu‘}\ ‘\‘ ‘\H . — — m/z 43.10 71.39%
miz—-> 50 100 150 200 250
Abundance #248587: Oxalic acid, cyclobutyl tetradecyl ester
55.0
5000 S .
11.00 11.50
m/z 41.10 62.52%

o

85.0
“d‘$‘ﬂ‘M‘M‘M 1250 1960 2410
miz--> 50 100 150 200 250
Abundance
43.0

7 T
83.0 11.00 11.50

5000 m/z 55.10 57.63%
125.0
0 167.0 252.0
‘ e e R
m/z--> 50 100 150 200 250
Abundance #308229: Eicosyl octyl ether —— ——
57.0 11.00 11.50

m/z 83.10 52.72%

5000
97.0
27-0“\ M‘ “\HJL“ 1270 1690 2110 281

ob—l, e e :
miz--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.384 5.55 ng 111219 Naphthalene-d8 10.885
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 98
2 6-Tridecene, (E)- 182 C13H26 006434-76-0 91
3 Cyclopentane, butyl- 126 CO9H18 002040-95-1 74
4 Cyclopentane, 1-pentyl-2-propyl- 182 C13H26 062199-51-3 72
5 6-Tridecene 182 C13H26 024949-38-0 70
Abundance Scan 1361 (11.384 min): BG054110.D\data.ms (-1356) (1 m/z 69.85 100.00%
69.0
5000 J\/\/\M/\M
— ——
11.00 11.50
0! m/z 55.10  75.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56979: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69.0
41.0
5000 — —
11.00 11.50
97.0 o
‘ 126.0 182.0 m/z 56.10 65.83%
O' \\w“\\H‘\‘\“‘\\\‘\\\\‘\‘\\\“\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55.0
— ——
290 11.00 11.50 .
5000 83.0 m/z 41.10 62.31%
111.0 182.0
0 154.0
L L B B B L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13197: Cyclopentane, butyl- “ —
41.0 69.0 11.00 11.50
m/z 57.10 53.71%
5000
‘ 97.0 126.0
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59

Operator : CG/JU

Sample : N3494-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 8 Cyclohexane, (4-methylpentyl)-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.584 10.41ng 208471 Naphthalene-ds 10.885
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 64

2 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 53
3 Heptylcyclohexane 182 C13H26 005617-41-4 53
4 Cyclohexane, 1,1'-methylenebis- 180 C13H24 003178-23-2 52
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 50
Abundance Scan 1395 (11.584 min): BG054110.D\data.ms (-1385) (- | m/z 83.05 100.00%
83.0
55.1
5000
137.1 T \
177.1
07.0 11.50
(o} m/z 55.10 84.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43577: Cyclohexane, (4-methylpentyl)-
83.0
55.0
5000 — :
11.50
m/z 82.10 60.74%
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
83.0
55.0 T 7
11.50
5000 ITI/Z 41.10 56.05%
139.0
0 290 109.0 222.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56964: Heptylcyclohexane T ‘
83.0 11.50
m/z 69.10 34.13%
55.0
5000
0oL o 182.0
] NSNS | M| B M. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50

8270-BG061322.M Thu Jun 30 17:48:40 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Octane, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.907 15.57 ng 311824 Naphthalene-d8 10.885
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
2 Bacchotricuneatin c 342 C20H2205 066563-30-2 72
3 Oxalic acid, 2-ethylhexyl isobut... 258 C14H2604 1010309-38-5 72
4 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 64
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 64
Abundance Scan 1450 (11.907 min): BG054110.D\data.ms (-1445) (- | m/z 57.10 100.00%
57.1
o w\JVAw/xJ\J\V\~AJMVf\/
—
H 113.1 1541 12.00
ol d bl | 15411980 m/z 71.1e 71.10%
miz--> 50 100 150 200 250 300
Abundance #22107: Octane, 2,6-dimethyl-
57.0
5000 T
12.00
113.0 m/z 43.10 55.74%
Ol\SWd‘\‘\““‘\‘!‘\“\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance
710 1120
—
12.00
5000 m/z 41.10 32.26%
o 1910 2450 342,
T e T
m/iz--> 50 100 150 200 250 300
Abundance #145531: Oxalic acid, 2-ethylhexyl isobutyl ester —
57.0 12.00
m/z 56.10 19.52%
5000
112.0
H ‘ 157.0
e —
m/z--> 50 100 150 200 250 300 12.00

8270-BG061322.M Thu Jun 30 17:48:41 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 6-Tridecene, 7-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.166 4.64 ng 92931 Naphthalene-d8 10.885
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Tridecene, 7-methyl- 196 C14H28 024949-42-6 72
2 1-Isobutyl-3-methylbutyl methylp... 224 C10H22FO2P 193090-16-3 53
3 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 49
4 2-Methyl-2-octene 126 C9H18 016993-86-5 46
5 3-Tetradecene, (E)- 196 C14H28 041446-68-8 43

Abundance Scan 1494 (12.166 min): BG054110.D\data.ms (-1490) (- | m/z 69.10 100.00%

69.1
41.1
5000

S
| 12.00 12.50
S— m/z 55.10  65.19%

69.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71761: 6-Tridecene, 7-methyl-
55.0

o

5000 83.0 12,00 12.50
111.0 m/z 56.10 53.87%
m ‘ 196.0
0“‘w“““‘”\‘ ‘ww“wh““\ww‘\‘w‘\‘H‘\H‘lw
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0
41.0 e 12,00 12.50
5000 ITI/Z 41.10 52.88%
126.0
167.0
O e e e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13242: Cyclohexane, 1,2,3-trimethyl- 7 T
55.0 12.00 12.50

m/z 57.10 47.82%

5000 97.0
s 126.0
H ‘ H L ‘ I ‘ ‘

O v b et ety e e — —
miz--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.512 10.94 ng 219083  Naphthalene-d8 10.885
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 72
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 59
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 53
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 50
5 Octane, 4-ethyl- 142 C1eH22 015869-86-0 50
Abundance Scan 1553 (12.512 min): BG054110.D\data.ms (-1547) (- | m/z 57.10 100.00%
57.1
85.1 —— :
|| jpua 14501692 12:50 .
ol e h b b R S e S 0 m/z 710100 35.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 —— :
12.50
290 85.0 m/z 43.10  35.28%
0 ‘\ ““ | 113.0 141.0 169.0 197.0 226.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
T \
12.50
5000 m/z 41.10 34.15%
290 85.0 260
0 126. 169.0
T e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45506: Decane, 3,6-dimethyl- T ‘
57.0 12.50
m/z 85.10 23.43%
5000 85.0
29.0‘ 113.0
™~ 141.0
oot b L ST M0 g0 !
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 12 Heptylcyclohexane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.988 4.83 ng 143984  Acenaphthene-di10 14.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptylcyclohexane 182 C13H26 005617-41-4 80
2 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 59
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 59
4 Cyclohexanecarboxylic acid, 4-ni... 249 C13H15NO4 1000307-70-8 43
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 43
Abundance Scan 1634 (12.988 min): BG054110.D\data.ms (-1629) (- | m/z 83.10 100.00%
83.1
55.1
5000
‘ 13.00
111.0 133.0 1821 :
0““HWW“ _1M‘ﬂlmwnwNuMud$“%§ﬂ}w‘m‘h‘u‘ m/z 82.10 66.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56964: Heptylcyclohexane
83.0
55.0
5000 UL
13.00
m/z 55.10 61.22%
O T ‘ T \‘i”\ T \“U‘ \m“\ \“M‘\ \wh‘]\_]\-‘]\_.\()‘ T 1T ‘ T 1T ’ T \]-\8“2\.\0\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55.0 83.0
—
13.00
5000 m/z 41.10 30.98%
27.0 140.0
0 112.0
T T L maa s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13200: Cyclohexane, propyl- —
55.0 83.0 13.00
m/z 67.10  22.09%
27.0 126.0
A 7 N L
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.241 13.86 ng 413410  Acenaphthene-d10 14.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 87
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 83
4 Tetratetracontane 619 C44H90 007098-22-8 72
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 64
Abundance Scan 1677 (13.241 min): BG054110.D\data.ms (-1672) (- m/z 57.10 100.00%
57.1
5000
85.1
—— —
127.1 13.00 13.50
oWHJ‘MHWHMmﬁqt‘?'ﬁ)w‘hh_‘1‘5‘?11“1‘?7?)11‘“”” m/z 71.10  78.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 e —
13.00 13.50
20.0 85.0 m/z 43.10 55.88%
L M0 40 18302060
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
—— —
13.00 13.50
5000 m/z 41.10 35.07%
29.0 85.0
0 1130 141.0 183.0
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl- —— ——
57.0 13.00 13.50
m/z 85.10 32.77%
5000
85.0
29.0
ol u‘uH\Mw\w 00,1410 1690 1970 nentnslb LS
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

8270-BG061322.M Thu Jun 30 17:48:45 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Cyclooctane, 1,2-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.517 4.79 ng 142807  Acenaphthene-di10 14.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, 1,2-dimethyl- 140 C10H20 013151-94-5 90
2 Cyclopentane, 1-methyl-2-propyl- 126 CSH18 003728-57-2 87
3 1-Pentadecene 210 C15H30 013360-61-7 60
4 1,2-Cycloheptanediol, trans-(.+/... 130 C7H1402 090970-69-7 55
5 4-Dodecene, (Z)- 168 C12H24 007206-27-1 55
Abundance Scan 1724 (13.517 min): BG054110.D\data.ms (-1718) (- m/z 55.10 100.00%
551
83.1
5000
N
H 401 1731 2101 13.50
Ot m/z 41.10 99.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20716: Cyclooctane, 1,2-dimethyl-
55.0
5000 ‘13\50‘ \
29.0 83.0 ' 0
“ 111.0 1409 m/z 57.10  97.55%
0' \\“‘\‘\\1“\\‘1\‘\\\\1\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
N
83.0 13.50
5000 m/z 69.10 72.85%
27.0 126.0 M
O el e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #87650: 1-Pentadecene T
41.0 13.50
83.0 m/z 43.10 67.27%
5000
111.0
| | 100 ez 2100
0! SRS SUETR S S e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Tritetracontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.181 15.90 ng 474161  Acenaphthene-d10 14.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 C43H88 007098-21-7 90
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 86
3 Tetradecane 198 C14H30 000629-59-4 78
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
5 Tridecane 184 C13H28 000629-50-5 72

Abundance Scan 1837 (14.181 min): BG054110.D\data.ms (-1832) (- | m/z 57.10 100.00%

57.1
5000

——
41.0 14.00 14.50
o Wb B2 e M/Z 43.10 83.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
5000 — ——
14.00 14.50

m/z 71.10  83.54%

‘ “‘}}H‘-O‘ 197.0 267.0 337.0 463.0 533.0 604.!
‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0

—
14.00 14.50

o

5000 m/z 41.10 42.20%
° g s WJMA/\M
[T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #74004: Tetradecane T ——
57.0 14.00 14.50

m/z 85.10  40.48%

- \/W\/WK//W
H || f77;0 1980

O et e e S L
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 unknownl4.539 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.539 4.79 ng 142914  Acenaphthene-di10 14.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 43
2 1-Pentadecene 210 C15H30 013360-61-7 43
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 38
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 38
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 38
Abundance Scan 1898 (14.539 min): BG054110.D\data.ms (-1894) (- | m/z 193.10 100.00%
551 97.1 1938.1
5000
T \
‘ ‘ 147.1 14.50
oL ‘MJWM ‘MMMWW‘WWMWN‘u“‘ A M m/z 55.10 98.66%
miz--> 50 100 150 200 250 300 350
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97.0
55.0
5000 —— :
153.0 14.50
m/z 57.10 94.71%
O \\“\‘\“h“\h! \“h\“‘ ‘“\\‘\ ‘h\\\‘\‘2\2\‘4\.0\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
43.0
T \
97.0 14.50
5000 m/z 97.10 88.27%
140.0 210.0
ol b L e
m/z--> 50 100 150 200 250 300 350
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester P ‘
7.0 14.50
m/z 69.10 84.21%
5000 11.0 MMM
169.0
01‘5-‘61‘ ‘;““ ‘ “u”‘; ‘1“ u‘hm . “‘ N ‘2‘4‘1;0‘ SRt e
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Cyclohexane, 1,1'-(1,4-buta... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.221 5.20 ng 154945  Acenaphthene-di10 14.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 55
2 Cyclohexane, octyl- 196 C14H28 001795-15-9 49
3 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 49
4 Cyclohexane, 1,1'-(1,3-propanedi... 208 C15H28 003178-24-3 46
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 43
Abundance Scan 2014 (15.221 min): BG054110.D\data.ms (-2009) (- | m/z 83.10 100.00%
55.1 83.1
5000
133.0 T L
176.0 204.1 15.00 15.50
0! m/z 55.10 88.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102197: Cyclohexane, 1,1'-(1,4-butanediyl)bis-
83.0
55.0
5000 — —
15.00 15.50
0.0 139.0 m/z 82.10 68.74%
0 \\\\‘\h‘\\““\\\“}‘\}‘\\‘H\\‘1‘]‘-\0\‘9\.\()‘\\\\‘\\\\‘\\\\‘%%4\"9\\2%%.\0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
83.0
—— —
55.0 15.00 15.50
5000 ITI/Z 41.10 65.47%
29.0
0 112.0 139.0 168.0 196.0
T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20732: Cyclohexane, (2-methylpropyl)- 7 —
55.0 83.0 15.00 15.50
m/z 43.10 62.29%
5000
27.0 140.0
SN 1 0 B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Hexadecane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.950 14.15 ng 422022  Acenaphthene-d10 14.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 87
2 Tridecane 184 C13H28 000629-50-5 80
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76
4 Octacosane 394 C28H58 000630-02-4 72
5 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 72
Abundance Scan 2138 (15.950 min): BG054110.D\data.ms (-2133) (- | m/z 57.10 100.00%
57.1
85.1 —_—
113.1 169.1 16.00
o) E— H‘ Al AT, 2081 2390 s 43,10 50.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123966: Hexadecane, 3-methyl-
57.0
5000 LN
16.00
85.0 m/z 71.16  48.51%
o L 11801410 48302110 50
HH‘HH‘\H ‘H\\‘\H\‘\H\‘HH‘HH‘\H\‘\H\‘\\H‘\\H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
—
16.00
5000 m/z 41.10 25.37%
85.0
29.0
0 113.0141.0 1840
T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59066: Undecane, 2,5-dimethyl- —
57.0 16.00
m/z 85.10  23.79%
h V\/\/JL/\NJ\
29.0 112.0
AR BT I R LR [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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, 2,6,10,14-tetr... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.431 22.42 ng 574955  Phenanthrene-d10 17.448
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 91
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 80
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 78
5 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 74
Abundance Scan 2220 (16.431 min): BG054110.D\data.ms (-2214) (1 m/z 57.10 100.00%
57.1
" Uk%
85.1
——
113.1
16.50
141.0 1831
Ol b e B0 TH0 2140 2441 m/z 71.10  72.65%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 T
16.50
80 10 m/z 43.10 59.91%
29.0 3.0
0‘\‘MW‘H\ 155.0"°7° 29502530
\‘HH‘H\‘HH‘HH‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance
57.0
——
16.50
5000 m/z 41.10 28.04%
29.0 85.0
0 113'0141.0 183.0
T T e
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #141076: Pentadecane, 2,6,10-trimethyl- ——
57.0 16.50
m/z 85.10 26.73%
5000
85.0
29.0
ON‘HH‘AﬁwMN 183.0211.0239.0
e A A e e T e e e P
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Eicosane, 7-hexyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.248 17.73 ng 454672  Phenanthrene-d10 17.448
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 86
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 86

Abundance Scan 2359 (17.248 min): BG054110.D\data.ms (-2355) (- | m/z 57.10 100.00%
7.1

57.
5000

—— —
99.1 17.00 17.50
L H\ A ‘h“ “\‘ ‘%4‘\1"(‘) 18?'0 243‘.0 306.0

0b— S SR .S B D20 m/z 71.10  68.58%

m/z--> 50 100 150 200 250 300
Abundance #275543: Eicosane, 7-hexyl-
57.0

5000 o ——
17.00 17.50

m/z 43.10 52.43%

99.0
ok “‘MMHMJMJ‘}4}?‘%§%P‘22§Q 2810 5220 uxwwmmmvj\/WAwMiww
mi/z--> 50 100 150 200 250 300
Abundance
43.0

— —
17.00 17.50

5000 m/z 85.10 37.05%
85.0
155.0
0 198.0
L e B o R B e e o T T A
m/z--> 50 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo- T —
57.0 17.00 17.50
m/z 41.10 27.31%
5000

-

99.0 155.0 197.0
O‘A‘W‘Mh‘w‘hﬂ‘h R e —r —
m/z--> 50 100 150 200 250 300 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54110.D

Acqg On : 28 Jun 2022 2:59
Operator : CG/JU

Sample : N3494-01 2X

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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|
unknown9.428 9.428 4.3 ng 64695 1 8.070 302378 20.0
Heptyl tetradec... 9.551 4.6 ng 92756 2 10.885 400525 20.0
Decane, 3,7-dim... 9.727 4.1 ng 82889 2 10.885 400525 20.0
trans-Decalin, ... 10.068 6.0 ng 119323 2 10.885 400525 20.0
Undecane, 2,6-d... 11.044 13.8 ng 276001 2 10.885 400525 20.0
unknownll.108 11.108 4.1 ng 82082 2 10.885 400525 20.0
Cyclohexane, 2-... 11.384 5.5 ng 111219 2 10.885 400525 20.0
Cyclohexane, (4... 11.584 10.4 ng 208471 2 10.885 400525 20.0
Octane, 2,6-dim... 11.907 15.6 ng 311824 2 10.885 400525 20.0
6-Tridecene, 7-... 12.166 4.6 ng 92931 2 10.885 400525 20.0
Hexadecane 12.512 10.9 ng 219083 2 10.885 400525 20.0
Heptylcyclohexane  12.988 4.8 ng 143984 3 14.698 596434 20.0
Dodecane, 2,6,1... 13.241 13.9 ng 413410 3 14.698 596434 20.0
Cyclooctane, 1,... 13.517 4.8 ng 142807 3 14.698 596434 20.0
Tritetracontane 14.181 15.9 ng 474161 3 14.698 596434 20.0
unknown14.539 14.539 4.8 ng 142914 3 14.698 596434 20.0
Cyclohexane, 1,... 15.221 5.2 ng 154945 3 14.698 596434 20.0
Hexadecane, 3-m... 15.950 14.2 ng 422022 3 14.698 596434 20.0
Pentadecane, 2,... 16.431 22.4 ng 574955 4 17.448 512977 20.0
Eicosane, 7-hexyl- 17.248 17.7 ng 454672 4 17.448 512977 20.0
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