LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123947.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.175 106 15 21 rBV 386435 483154 57.40% 4.179%
2 2.287 30 34 38 rBv 29934 34379 4.08% 0.297%
3 4.563 417 421 428 rVB4 10635 21848 2.60% 0.189%
4 5.081 506 509 513 rvv3 18809 24883  2.96% 0.215%
5 5.134 513 518 522 rVB3 20651 31697 3.77% 0.274%
6 5.328 548 551 555 rBv4 21743 26114 3.10% 0.226%
7 5.510 578 582 585 rVB 849925 726239 86.28% 6.282%
8 5.687 608 612 617 rBV3 16782 26387 3.13% 0.228%
9 6.069 672 677 680 rVB3 29061 33713 4.01% 0.292%
106 6.157 689 692 698 rVW2 55239 72250 8.58% 0.625%
11 6.210 698 701 704 rVB 21747 20309 2.41% 0.176%
12 6.345 719 724 728 rBV3 32554 41548 4.94% 0.359%
13 6.404 732 734 737 rVB 41874 33037 3.92% 0.286%
14 6.439 737 740 743 rBV2 50857 60382 7.17% ©.522%
15 6.516 747 753 756 rVW 925289 841739 100.00%  7.281%
16 6.581 762 764 767 rVV3 24443 25068 2.98% 0.217%
17 6.645 771 775 780 rVWW6 25712 49087 5.83% 0.425%
18 6.687 780 782 786 rVv4 19513 23633 2.81% 0.204%
19 6.739 790 791 794 rW2 20320 20489 2.43% 0.177%
20 6.904 815 819 826 rVB2 328807 354585 42.13% 3.067%
21 6.963 826 829 832 rBV3 24683 28994  3.44% 0.251%
22 6.998 832 835 837 rBV3 16193 21853 2.60% 0.189%
23 7.051 841 844 848 rVB2 60765 52334 6.22% 0.453%
24 7.134 856 858 860 rBv2 23815 20272 2.41% 0.175%
25 7.181 863 866 869 rVB2 73208 63167 7.50% 0.546%
26 7.210 869 871 874 rBV2 33643 28057 3.33% 0.243%
27 7.245 874 877 881 rVB3 34306 37992 4.51% 0.329%
28 7.298 881 886 889 rBv3 59092 86352 10.26% 0.747%
29 7.334 889 892 896 rVB5 18175 23503 2.79% 0.203%
30 7.457 904 913 916 rBvV 579791 629409 74.77% 5.444%
31 7.551 924 929 932 rVB4 68836 98721 11.73% 0.854%
32 7.616 932 940 943 rBv4 52071 112412 13.35% 0.972%
33 7.663 943 948 949 rVw3 31031 44298 5.26% ©0.383%
34 7.686 949 952 954 rW 75607 74472  8.85% 0.644%
35 7.710 954 956 959 rVWV 79436 66054 7.85% 0.571%
36 7.786 965 969 971 rBV3 44162 45506 5.41% 0.394%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.804 971 972 974 rW 49475 38749 4.60% ©.335%
38 7.828 974 976 980 rVV3 96902 85001 10.10% 0.735%
39 7.863 980 982 986 rVB2 54984 67364 8.00% 0.583%
40 7.904 986 989 991 rBV2 65529 52240 6.21% 0.452%
41 7.939 991 995 999 rVB3 64880 83003 9.86% ©.718%
42 7.981 999 1002 1004 rBV2 61941 45257 5.38% 0.391%
43 8.004 1004 1006 1012 rVB5 37037 42888 5.10% ©.371%
44  8.057 1012 1015 1019 rBV3 34994 51184 6.08% 0.443%
45 8.139 1025 1029 1032 rVV5 39055 58255 6.92% 0.504%
46 8.186 1032 1037 1041 rVV 465143 453608 53.89% 3.924%
47 8.251 1043 1048 1050 rVB 244507 239092 28.40% 2.068%
48 8.275 1050 1052 1055 rBV3 62448 54737 6.50% 0.473%
49 8.339 1060 1063 1065 rVVv3 31332 39515 4.69% 0.342%
50 8.363 1065 1067 1069 rVvv2 35859 35115 4.17% 0.304%
51 8.392 1069 1072 1074 rVV3 54535 60072 7.14% 0.520%
52 8.428 1074 1078 1079 rVV3 23789 32733 3.89% 0.283%
53 8.481 1080 1087 1093 rVV5 128658 221995 26.37%  1.920%
54  8.533 1093 1096 1099 rVW2 76060 81044 9.63% 0.701%
55 8.563 1099 1101 1106 rVV2 79727 93663 11.13% 0.810%
56 8.610 1106 1109 1111 rVV 310993 258668 30.73%  2.237%
57 8.628 1111 1112 1114 rVWV2 62048 51598 6.13% 0.446%
58 8.651 1114 1116 1121 rVV4 53168 51226 6.09% 0.443%
59 8.692 1121 1123 1126 rVV3 34121 31386 3.73% 0.271%
60 8.733 1126 1130 1134 rVV6 47254 73997 8.79% 0.640%
61 8.780 1135 1138 1142 rVV5 55245 89725 10.66% 0.776%
62 8.822 1142 1145 1146 rVVv2 38784 50240 5.97% ©0.435%
63 8.839 1146 1148 1151 rvwv4 54319 72912 8.66% 0.631%
64 8.875 1151 1154 1158 rVB 94263 98490 11.70% ©.852%
65 8.939 1163 1165 1167 rVB2 31560 24036 2.86% ©.208%
66 8.975 1167 1171 1173 rBV5 37383 58444 6.94% 0.506%
67 9.063 1183 1186 1187 rBV 68045 53551 6.36% 0.463%
68 9.098 1190 1192 1196 rVB2 60344 79663 9.46% ©.689%
69 9.145 1196 1200 1203 rVB3 31131 40809 4.85% 0.353%
70  9.186 1203 1207 1208 rBV 55287 48764 5.79% 0.422%
71 9.210 1208 1211 1216 rVB 221430 181791 21.60% 1.572%
72 9.263 1216 1220 1222 rVB 872918 735037 87.32% 6.358%
73  9.345 1230 1234 1237 rBV2 73826 103709 12.32% 0.897%
74 9.416 1244 1246 1251 rVB6 32137 34464 4.09% ©0.298%
75 9.457 1251 1253 1257 rVB4 24605 23957 2.85% ©.207%
76  9.575 1270 1273 1275 rVW4 23714 24607 2.92% 0.213%

8270-BF051421.M Tue May 18 06:01:02 2021 Pag 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\SVOASRV\HPCHEM1\BNA_ F\METHODS\8270-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 9.598 1275 1277 1279 rVV3 45660 39274 4.67% 0.340%
78 9.622 1279 1281 1283 rVV2 48922 34837 4.14% 0.301%
79 9.663 1283 1288 1291 rVV3 187732 272659 32.39% 2.358%
80 9.722 1295 1298 1300 rVB4 24193 24961 2.97% 0.216%
81 9.816 1310 1314 1316 rBVS 23397 29030 3.45% 0.251%
82 9.939 1332 1335 1339 rVB 477224 386492 45.92% 3.343%
83 10.051 1351 1354 1357 rVvB4 18972 24137 2.87% 0.209%
84 10.104 1358 1363 1366 rBV5 17919 31206 3.71% 0.270%
85 10.133 1366 1368 1371 rVB3 25806 21760 2.59% 0.188%
86 10.198 1377 1379 1383 rVB4 18590 21256 2.53% 0.184%
87 10.592 1441 1446 1449 rBV2 31237 43124 5.12% 0.373%
88 10.722 1464 1468 1472 rBV 475639 410550 48.77% 3.551%
89 10.863 1488 1492 1495 rVB 34513 36501 4.34% 0.316%
990 11.427 1584 1588 1591 rBV 416095 328354 39.01% 2.840%
91 11.951 1674 1677 1680 rBV5 26338 22396 2.66% 0.194%
92 12.639 1790 1794 1797 rBV 23651 21964 2.61% 0.190%
93 13.010 1853 1857 1861 rBV 706578 620200 73.68% 5.364%
94 13.592 1952 1956 1959 rBVe6 12516 23012 2.73% 0.199%
95 13.910 2005 2010 2013 rBV 100385 112365 13.35% 0.972%
96 14.063 2032 2036 2040 rBV 301643 300918 35.75% 2.603%
97 15.557 2286 2290 2295 rVB 213605 251929 29.93% 2.179%
98 16.304 2413 2417 2423 rVB8 17189 38385 4.56% 0.332%
99 16.580 2460 2464 2468 rBV7 11603 18946 2.25% 0.164%
100 16.751 2486 2493 2498 rBV1e 19420 40506 4.81% 0.350%
Sum of corrected areas: 11561288
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 15 May 2021 16:17
: M2392-08

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
BF123947.D

Ju/CaG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF123947.D\data.ms
=
5510 6.516
800000
600000 7457
4000002-175
6.904
200000
.287 4.563 5%8345.328 || 5.687
0 \‘\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\/\_\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF123947.D\data.ms
9.263
800000
13.010
600000
8.186 9.939 10.722
11.427
400000
9.663
200000
8 8  10.592(0.863 11.951 1263 ||
0 — — — — — T T — T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF123947.D\data.ms
800000
600000
400000 14.063
200000
16.30416.586.751
O T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.175  27.25 ng 483154 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25
3 Oxirane, [(hexyloxy)methyl]- 158 C9H1802 005926-90-9 12
4 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9
5 1-Pentanamine 87 C5H13N 000110-58-7 9
Abundance  Scan 15 (2.175 min): BF123947.D\data.ms (-10) (-) m/z 73.10 100.00%
73.1
43.1
5000
87.1 D8
“ 571 2.202.302.402.502.60
H‘HH‘HH‘HH‘1\\\‘\‘HH\.“HH“H‘\\‘HH"HH‘HH‘HH’HH‘HH m/z 43.16 54.89%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 UL L R RN R R
43.0 2.202.302.402.502.60
‘ 87.0 m/z 55.05 41.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8379: 3-Pentanol, 2,4-dimethyl-
73.0
RaRmsaEE
2.202.302.402.502.60
5000 55.0 m/z 87.10 23.76%
27.0 410
S Y O I -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #30239: Oxirane, [(hexyloxy)methyl]- AR EE T
43.0 570 2.202.302.402.502.60
' m/z 41.10 16.22%
83.0
5000 29.0
15.0 ‘ H\‘ L 101013501200

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.157 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.157 4.08 ng 72250 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 47

2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 43

3 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 43

4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 40

5 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1000309-37-4 40

Abundance Scan 692 (6.157 min): BF123947.D\data.ms (-689) (-) m/z 57.00 100.00%

57.0

=

5000
83.1
‘ 113.2 5.80 6.00 6.20 6.40
H\‘HH“HH"\\‘\\‘\‘\H“\H‘\‘HH‘HH‘\H\‘H\ m/Z 55.05 52.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48890: Decane, 2,5,9-trimethyl-
57.0
5000 o RARRAAssEEEE L

5.80 6.00 6.20 6.40
m/z 41.05 46.19%

L =0
\\\‘\\\\‘w\\\‘\\‘\\‘\\\\“\\f‘\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl-
5_ -O /\j\/\f\/\/\/\,\
L0 [

5.80 6.00 6.20 6.40

5000 ITI/Z 43.00 41.48%
b e 0 a0 see0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1835: Butane, 2,2-dimethyl-
57.0 5.80 6.00 6.20 6.40

m/z 55.95 34.79%

5000

29.0

| ‘M . 850

m/z--> 20 40 60 80 100 120 140 160 180 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 +trans-4-Decene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.439 3.41 ng 60382 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-4-Decene 140 C1o0H20 019398-89-1 52
2 2-Decene, (E)- 140 C1eH20 020063-97-2 46
3 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 45
4 4-Octene, 2,6-dimethyl-, [S-(Z)]- 140 C1eH20 062960-77-4 38
5 1-Octene, 2,6-dimethyl- 140 C1oH20 006874-29-9 38
Abundance Scan 740 (6.439 m|n) BF123947.D\data.ms (-737) (-) m/z 57.00 100.00%
57.0
41.0
5000

/\\/\

125.1 R R N S A RN
85.2

‘ “M 140.2 6.20 6.40 6.60 6.80

e L S50 se.62%

m/z--> 20 40 60 80 100 120 140
Abundance #17953: trans-4-Decene
53.0

5000 UL G4 L
200 6.20 6.40 6.60 6.80

m/z 43.05 67.77%
Lyl [

39T
97.0 140.0
112.0
m/z--> 20 40 60 80 100 120 140
Abundance #17949: 2-Decene, (E)-
53.0

620640660680

‘ ‘ 97.0 140.0

"w~‘“1m”ww”m‘u‘1‘1‘2‘0_“‘1“

miz--> 20 40 60 80 100 120 140

Abundance #3328: 1-Hexene, 3-methyl- H“‘H“‘H“,H“‘H‘
55.0 6.20 6.40 6.60 6.80

m/z 40.95 67.19%

5000 39.0 70.0
i il \“ m‘ I | ‘ ‘

m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 unknown7.181 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.181 3.56 ng 63167 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 47
2 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 074421-19-5 43
3 Pivalamide, N-allyl- 141 C8H15NO 1000345-72-4 43
4 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1000309-37-4 43
5 2,2-Dimethylpropionic acid, 4-me... 186 C11H2202 150588-62-8 38

Abundance Scan 866 (7.181 min): BF123947.D\data.ms (-863) (-) m/z 57.05 100.00%

57.0
411
84'0 \‘\\\\‘\\\\’\\\\‘\\\\‘\\
‘ ‘ H 111.2 1391 6.80 7.00 7.20 7.40 7.60
el I L BB w2 43.60 69.55%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28438: Nonane, 4,5-dimethyl-
43.0
71.0
5000 L L AL B R
6.80 7.00 7.20 7.40 7.60
m/z 41.18 52.08%
27,0 126.0
T ‘ \‘j\ T “‘} T \“‘ T \‘\‘ T “\‘\ \9\?‘-0\\ \H\ ‘ \“\ L ‘ T \1\&-’\6-‘0\
miz--> 20 40 60 80 100 120 140 160
Abundance #61362: Hexane, 1-(hexyloxy)-5-methyl-
57.0
R RRRE s e
6.80 7.00 7.20 7.40 7.60
5000 m/z 55.00 43.30%
410 85.0
250 ., H || 1150 157.0
e e e e e
miz--> 20 40 60 80 100 120 140 160
Abundance #19036: Pivalamide, N-allyl- R RaREE s

57.0 6.80 7.00 7.20 7.40 7.60

m/z 56.00  32.65%
41.0

5000

141.0
84.0

‘ “\ | oA

|
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40 7.60

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Naphthalene, decahydro-, cis- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.298 4.87 ng 86352 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 93
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 81
3 Spiro[4.5]decane 138 C1@H18 000176-63-6 81
4 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 76
5 1H-Inden-1-one, octahydro- 138 C9H140 029927-85-3 64
Abundance Scan 886 (7.298 min): BF123947.D\data.ms (-881) (-) m/z 67.00 100.00%
67.0
41.0
5000 %1 138.1
 REmEaEEE
HM ‘M ._Tl.z 7.00 7.20 7.40 7.60
e Wl T w v b myz e8.10 64.54%
miz--> 20 40 60 80 100 120 140
Abundance #16914: Naphthalene, decahydro-, cis-
67.0
41.0
96.0 138.0
5000
7.00 7.20 7.40 7.60
m/z 55.00 64.34%
15.0 H ‘ ‘
\\‘\‘\‘! \“‘\\‘H}“\H‘\\“‘J‘\\‘\H"\\‘\\]_’23\.\0\\"\\
miz-> 20 40 60 80 100 120 140
Abundance #16891: Naphthalene, decahydro-
67.0 96.0 138.0
e ARRRES
7.00 7.20 7.40 7.60
5000 41.0 m/z 41.00 61.55%
SN S O 120
miz--> 20 40 60 80 100 120 140
Abundance #16860: Spiro[4.5]decane e ARARES
67.0 96.0 7.00 7.20 7.40 7.60
138.0 m/z 81.15 54.64%
5000 41.0 J\N\MJL\
— ‘25‘\ ‘ ‘ H“‘ “M m‘“, L ‘1,23‘0‘ A e
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 unknown7.551 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.551 4.35 ng 98721 Naphthalene-d8 8.186

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Octenal, 3,7-dimethyl- 154 C10H180 000141-26-4 38
2 Citronellal 154 C10H180 000106-23-0 35
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 27
4 2-Isopropyl-3-vinyloxirane 112 C7H120 070777-23-0 27
5 Cyclopentane, 1-butyl-2-ethyl- 154 C11H22 072993-32-9 27
Abundance Scan 929 (7.551 min): BF123947.D\data.ms (-924) (-) m/z 55.00 100.00%
55.0
105.1
5000
79.1 251 148.1 T
| W ) alingbation
““““;\‘Ww‘ﬁ“‘wWE‘ﬁju‘ﬂU‘JNuWu“‘M“ m/z 41.00 73.84%
miz--> 20 40 60 80 100 120 140 160
Abundance #26711: 7-Octenal, 3,7-dimethyl-
41.0 69.0
95.0
5000 L L B L BN BN R B
112.0 7.20 7.40 7.60 7.80
‘ 1390 m/z 69.00  73.54%
\\\‘\M\\MH ‘\“\“\‘
miz--> 20 40 60 80 100 120 140 160
Abundance #26635: Citronellal
41.0 69.0
T
7.20 7.40 7.60 7.80
5000 m/z 105.10 59.16%
o | |l
miz--> 20 40 60 80 100 120 140 160
Abundance #11589: Cyclohexane, 1,1,2-trimethyl-
410 69.0 7.20 7.40 7.60 7.80
' m/z 39.10 39.17%
5000 111.0 V/Wwww
Lo g WM T
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 unknown7.616 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.616 4.96 ng 112412  Naphthalene-d8 8.186

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Dimethyldecane 170 C12H26 013150-81-7 47
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 43
3 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 38
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 38
5 Octane, 2-methyl- 128 C9H20 003221-61-2 38
Abundance Scan 940 (7.616 min): BF123947.D\data.ms (-932) (-) m/z 57.10 100.00%
57.1
o MWMM
852 133'2 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
39/0 \L H 105.0 ‘ 7.20 7.40 7.60 7.80 8.00
W L T L wyz 43.00 79.58%
miz--> 20 40 60 80 100 120 140 160
Abundance #38322: 2,6-Dimethyldecane
43.0
71.0
5000 (N R R
7.20 7.40 7.60 7.80 8.00
m/z 41.00 48.54%
113.0
\‘\M‘\\“‘}\\‘ “\\h‘\\‘\‘\\\“\\!‘\’\\\]-\4"0.\0\\\‘]\-7\0\.(\)’
miz--> 20 40 60 80 100 120 140 160
Abundance #38325: Undecane, 5-methyl-
43.0
s ERAEaRRET
7.20 7.40 7.60 7.80 8.00
5000 71.0 m/z 71.10 32.26%
112.0
25@) 1 ‘\ ‘\ lin L ‘\ 1410 1700
e
miz--> 20 40 60 80 100 120 140 160 N\
Abundance #12694: Heptane, 2,3-dimethyl- A . ‘/\N P
43.0 7.20 7.40 7.60 7.80 8.00
m/z 56.05 27.25%
5000
84.0
Il M‘ 67“{0 ‘ 111.0128.0
T T e T e e ERARaBRET
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 unknown7.686 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.686 3.28 ng 74472  Naphthalene-d8 8.186

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 43
2 1-Todo-2-methylnonane 268 C10H211I 1000101-47-9 43
3 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 43
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 38
5 Tridecane 184 C13H28 000629-50-5 38

Abundance Scan 952 (7.686 min): BF123947.D\data.ms (-949) (-) m/z 43.00 100.00%

3.0
71.1
135.2
5000
A
‘ 071 7.40 7.60 7.80 8.00
H’\H\““}H‘!“\‘H\“i‘u\\‘aﬂ‘\‘\\\‘\‘\H‘"H‘H‘HH‘HH’\H\‘HH‘HH‘HH m/Z 57.10 95.86%
m/z--> 20 40 60 80 100120140 160180 200220240260
Abundance #38338: Decane, 3,7-dimethyl-
43.0
71.0
5000 L B L L L BN LR
7.40 7.60 7.80 8.00
‘ m/z 71.10 62.45%
127.0
’11’919.0’155.0’
m/z--> 20 40 60 80 100120140 160180200220240260
Abundance #116708: 1-lodo-2-methylnonane
43.0
UAVALh i A
7.40 7.60 7.80 8.00
5000 71.0 m/z 135.20  53.84%
127.0
\‘ Il ‘h‘ L 990777 169.0 2110 268
e e e e T e
m/z--> 20 40 60 80 100120140 160180200220240260 /\A
Abundance #48859: Undecane, 5,7-dimethyl- R R R R RRERAL
43.0 7.40 7.60 7.80 8.00

m/z 85.05 49.10%

5000 71.0 W\k
L AL

m/z--> 20 40 60 80 100120140160 180200 220240260 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 trans-Decalin, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.828 3.75 ng 85001 Naphthalene-d8 8.186

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 89
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 89
3 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 62
4 Bicyclo[2.2.1]heptane, 2-ethyl- 124 C9H16 002146-41-0 55
5 9-Octadecyne 250 C18H34 035365-59-4 52

Abundance Scan 976 (7.828 min): BF123947.D\data.ms (-974) (-) m/z 81.05 100.00%

411 81.0
152.2
5000 96.2 137.1
5[7.0 M
A REaEE e AR
I [ IS
\‘\\\\“\\\\“‘\\\\”\\‘\‘\‘\“\‘\\‘H\‘\\\”“\\\‘\‘ m/Z 67.00 88.89%
miz--> 20 40 60 80 100 120 140
Abundance #25429: trans-Decalin, 2-methyl-
81.0
55.0 152.0
5000 L B I L I LN B
7.60 7.80 8.00 8.20
39)0 109.0 m/z 41.10 87.40%
T ‘ \H\ \““\ T \HL“ \“[‘ } \‘IH\“ T \H‘\ \J-‘Z}S\.O\ \“ T f‘\ ‘
miz--> 20 40 60 80 100 120 140
Abundance #25446: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
R A RAREEEE
7.60 7.80 8.00 8.20
5000 m/z 95.05 77 .86%
109.0 i
65.0 ‘
sl okl b Ly 10 )
miz--> 20 40 60 80 100 120 140
Abundance #25420: Cyclodecene, 1-methyl-  BEEmmREEE R
81.0 7.60 7.80 8.00 8.20
m/z 152.20 69.77%
55.0
5000
152.0
39.0 109.0
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Sulfurous acid, butyl hepta... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.939 3.66 ng 83003 Naphthalene-d8 8.186

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 78
2 Hexatriacontane 507 C36H74 000630-06-8 72
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 64
4 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 64
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 59

Abundance Scan 995 (7.939 min): BF123947.D\data.ms (-991) (-) m/z 57.10 100.00%

571.1
- VAMAA\MbﬁUUL¢VAMK\MM
 AREEREEREE L
| | \‘127 1 7.60 7.80 8.00 8.20 .
““WH‘VMH“H“H‘“H“M“w“‘w“u“u““ m/z 43.10 92.97%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #200447: Sulfurous acid, butyl heptadecyl ester
57.0
5000 L L R R B L B
7.60 7.80 8.00 8.20
m/z 41.05 54.29%
1.0
| ‘ | H01600 2390 3030
\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235974: Hexatriacontane
57.0
R EmasE T
7.60 7.80 8.00 8.20
5000 m/z 71.10 42.21%
\‘ “ \‘%1“3 0169.0225.0 295.0 365.0 435.0 506.(
o o T e e T e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #38344: Decane, 3,8-dimethyl- R EREEEEEEC S
57.0 7.60 7.80 8.00 8.20
m/z 85.10 34.22%
5000
113.0
|| 1169.0
H“‘H"H“_“‘_“w“u“‘u“u“u“‘u“w‘ L AREEaEa R TSR
m/z--> 50 100 150 200 250 300 350 400 450 500 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Undecane, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.251 10.54 ng 239092 Naphthalene-d8 8.186

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 86
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 72
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 59
4 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 53
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 50

Abundance Scan 1048 (8.251 min): BF123947.D\data.ms (-1043) (-) m/z 57.05 100.00%

57.0
5000
R aRmaELEE LSRN
‘ | 0o 981 1490 8.00 8.20 8.40 8.60
el 799 TU 1252 14901693 ;0 43,10 42.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl-
57.0
5000 L B I L I LN B
8.00 8.20 8.40 8.60
m/z 71.10 30.86%
29.0 8.
\\‘\‘\‘\\“\\\‘!‘\\H\\"Q\\\\“‘\\}‘\’\\;‘\4‘1\-(\)\\‘]-\6\9\.(\)‘\\\
miz--> 40 60 80 100 120 140 160 180
Abundance #48847: Dodecane, 6-methyl-
57.0
R e L
8.00 8.20 8.40 8.60
5000 m/z 41.10 27.25%
29.0 L 98.0
ol logre T w00 140
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48867: Undecane, 3,6-dimethyl- R EARNEEEEEY
57.0 8.00 8.20 8.40 8.60
m/z 56.10 13.79%
5000
29.0
T e g | e PV
m/z--> 20 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17

Operator Ju/caG

Sample : M2392-08

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

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

Peak Number 12 1,6-Octadiene, 5,7-dimethyl... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
8.480 9.79 ng 221995 Naphthalene-d8 8.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,6-Octadiene, 5,7-dimethyl-, (R)- 138 C10H18 085006-04-8 50
2 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 50
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 49
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 49
5 Cyclohexane, hexyl- 168 C12H24 004292-75-5 47

Abundance Scan 1087 (8.480 min): BF123947.D\data.ms (-1080) (-)

55.0

m/z 55.00 100.00%

83.0
5000
R RRRRRRRE
145.1 177.2 8.20 8.40 8.60 8.80
““““uw“mH“_‘mfu‘m‘_ m/z 83.85 86.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16951: 1,6-Octadiene, 5,7-dimethyl-, (R)-
55.0 83.0
5000 L L L BN AL
8.20 8.40 8.60 8.80
m/z 41.00 69.32%
H H 1230
\\\‘\\3\6\.\\\“\“‘\‘}‘\\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #36844: Cyclohexane, (4-methylpentyl)-
83.0
55.0 R RREERERE
8.20 8.40 8.60 8.80
5000 m/z 57.10 64.28%
29.0
“ l ‘ | HH | ‘ 105‘0 1250 168.0
T TR A e S e e R L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11583: Cyclohexane, (1-methylethyl)- EEBRREEE e SRS
55.0 83.0 8.20 8.40 8.60 8.80
m/z 82.05 52.95%
5000
il W
I
“w““w“ e AR ARRRR
mlz--> 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Hexane, 3,3-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.533 3.57 ng 81044  Naphthalene-d8 8.186

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 52
2 Undecane, 2,8-dimethyl- 184 C13H28 017301-25-6 50
3 Tridecane, 4-methyl- 198 C14H30 026730-12-1 50
4 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 47
5 Undecane 156 C11H24 001120-21-4 46

Abundance Scan 1096 (8.533 min): BF123947.D\data.ms (-1093) (-) m/z 43.05 100.00%
3.0

71.0
5000
ARG SR RRE EEEML
11111371 1600 8.20 8.40 8.60 8.80
m_m;‘ws‘l‘wl‘:M‘Mdﬂ‘“‘w‘:m‘p‘uhm‘\mw‘wm_m_ m/z 57.10  86.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7634: Hexane, 3,3-dimethyl-
43.0
71.0
5000 UL R I R R R L IR
8.20 8.40 8.60 8.80
m/z 41.10 70.82%
99.0
}E-?\‘l‘\\‘i}\\‘h“\\‘}\‘!‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48856: Undecane, 2,8-dimethyl-
43.0
T
71.0 8.20 8.40 8.60 8.80
5000 ITI/Z 55.10 67.77%
99.0 141.0
1690 MMWM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59884: Tridecane, 4-methyl- T AREmaE R
43.0 8.20 8.40 8.60 8.80
71.0 m/z 71.05 59.55%
5000
99.0 155.0
22-d \‘\ ‘\‘ Il | 1260 | 198.0
T L B A T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 6-Tridecene, 7-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.733 3.26 ng 73997 Naphthalene-d8 8.186

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Tridecene, 7-methyl- 196 C14H28 024949-42-6 76
2 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 58
3 3-Tetradecene, (E)- 196 C14H28 041446-68-8 47
4 3-Tetradecene, (Z)- 196 C14H28 041446-67-7 47
5 Borane, 2,3-dimethyl-2-butyl- (d... 196 C12H30B2 1000159-64-3 45

Abundance Scan 1130 (8.733 min): BF123947.D\data.ms (-1126) (-) m/z 57.10 100.00%
7.1

137.2
AR maE e
H H ‘ 165.0 1963 8.40 8.60 8.80 9.00
-] N "ﬂ‘HMJ‘WMJ“‘HUU‘H““W‘ m/z 41.00  91.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58309: 6-Tridecene, 7-methyl-
55.0
111.0
5000 . \\‘\\\\‘\\\\’\\\\‘\\\\‘
83.0 8.40 8.60 8.80 9.00
196.0 m/z 55.00  83.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11588: Cyclohexane, 1,1,2-trimethyl-
69.0
41.0 L
8.40 8.60 8.80 9.00
111.0 9
5000 ITI/Z 69.10 81.41%
bL9 WWVWW
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58294: 3-Tetradecene, (E)- T AREmaE R
41.0  69.0 8.40 8.60 8.80 9.00
m/z 56.00 77.98%
5000
97.0
196.0
0 aeso 1900 Tl WDl
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17

Operator : JU/CG

Sample : M2392-08

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Heptacosyl acetate Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
8.780 3.96 ng 89725 Naphthalene-d8 8.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosyl acetate 438 C29H5802 1000351-78-2 52
2 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 42
3 Isobutyl nonyl carbonate 244 C14H2803 959311-27-4 27
4 Octane, 4-ethyl- 142 C10H22 015869-86-0 22
5 Oxalic acid, 3,5-difluorophenyl ... 328 C17H22F204 1000309-67-4 22

Abundance Scan 1138 (8.780 min): BF123947.D\data.ms (-1135) (-) m/z 57.05 100.00%
57.0

5000
1451
R R R AR
‘ “‘ ‘ 8.40 8.60 8.80 9.00 9.20
L b ”‘Mﬁ“w“““w“““‘w,““ m/z 55.00 92.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224391: Heptacosyl acetate
43.0
97.0
5000 U L LU R
8.40 8.60 8.80 9.00 9.20
m/z 43.05 70.69%
L d \‘ \m‘ﬁ\ 20.209.0 264.0 3200 378.0424.0
\\\‘f\\\‘ ’\\\\‘\\\\\\\\‘ \\‘\\\ TT T
m/z--> 50 100 150 200 250 300 350 400
Abundance #11579: trans-1,3-Diethylcyclopentane
55.0
G
8.40 8.60 8.80 9.00 9.20
5000 ITI/Z 97.20 47 .35%
‘ ‘1260
m/z--> 0 100 150 200 250 300 350 400
Abundance #97339: Isobutyl nonyl carbonate AN E e EAmAaREEES
57.0 8.40 8.60 8.80 9.00 9.20
m/z 41.00 39.65%
5000
i
m/z--> 50 100 150 200 250 300 350 400 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 unknown8.875 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.875 4.34 ng 98490 Naphthalene-d8 8.186

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 43
2 3-Hexanone, 2,4-dimethyl- 128 C8H160 018641-70-8 43
3 Octane, 2,4,6-trimethyl- 156 C1l1H24 062016-37-9 43
4 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 38
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 38

Abundance Scan 1154 (8.875 min): BF123947.D\data.ms (-1151) (-) m/z 57.10 100.00%

57.1
- M
L e
‘ h ‘ 85"1 107.1 1450 177.3 8.60 8.80 9.00 9.20
el W R e T L m/z 43.05  30.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #125656: Sulfurous acid, butyl decyl ester
57.0
5000 850 UL L B LI B LA BN
8.60 8.80 9.00 9.20
m/z 55.10 27.35%
29 0
Ll 41120 410 1939
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12595: 3-Hexanone, 2,4-dimethyl-
57.0
R  ARARRREE
8.60 8.80 9.00 9.20
5000 m/z 41.05 26.98%
27.0 850 1280
"w‘HHM‘H‘UHu‘Hy‘W“H“H“H“_“W“H“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28445: Octane, 2,4,6-trimethyl- A RARE S AR
57.0 8.60 8.80 9.00 9.20
m/z 71.05 22.61%
5000
85.0
29.0
1 A Y 1270 1560
e e P T R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Cyclohexane, ethyl-

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.098 4.12 ng 79663  Acenaphthene-d10 9.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 59
2 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 59
3 Heptylcyclohexane 182 C13H26 005617-41-4 59
4 Cyclopentane, 1-methyl-2-(2-prop... 124 C9H16 050746-53-7 50
5 1,4-Pentadien-3-0l 84 C5H80 000922-65-6 46

Abundance Scan 1192 (9.098 min): BF123947.D\data.ms (-1190) (-)

m/z 83.15 100.00%

83.2
55.0
5000
e
‘ 119.2 1472 177.2 8.80 9.00 9.20 9.40
H““H‘UMAL‘MMLMW‘Jh_uWMhmﬂﬂgﬂw“ﬁwuhh“ m/z 55.00 80.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6669: Cyclohexane, ethyl-
83.0
55.0
5000 UL L B I NI AL LR
8.80 9.00 9.20 9.40
112.0 m/z 82.10 49.14%
27.0
\\\\‘\U\\“H\\\H!‘\M‘\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18026: Cyclohexane, (2-methylpropyl)-
55.0 83.0
e
8.80 9.00 9.20 9.40
5000 m/z 67.15 16.11%
27.0 ‘ H ‘ 140.0
W 2o, L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #47280: Heptylcyclohexane A RRARERE R R RS
83.0 8.80 9.00 9.20 9.40
m/z 41.10 15.10%
55.0
5000
e A b b gte 820 | MV
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Dodecane, 2,6,11-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.210 9.41 ng 181791  Acenaphthene-die 9.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
4 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 64
5 Decane, 3-methyl- 156 C11H24 013151-34-3 59
Abundance Scan 1211 (9.210 min): BF123947.D\data.ms (-1208) (-) m/z 57.10 100.00%
57.1
5000 W
85.1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
1132 0 1 150.0 183.3 8.80 9.00 9.20 9.40 9.60
el AL SOPEIESS  myz 71.10 57.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0
5000 I L R B R
8.80 9.00 9.20 9.40 9.60
85.0 . .19%
29.0 m/z 43.05 52.19%
Lo ‘ 1130 41410 169.0 197.0
\‘\\\\‘\\\ ‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71405: Dodecane, 2,6,10-trimethyl-
57.0
R ARERARRE
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.00 38.02%
29.0 85.0
Ll B30 1650 18302060
e A e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl- R A ARARARRE
57.0 8.80 9.00 9.20 9.40 9.60
m/z 55.10 26.55%
5000
290‘ 85.0
113.0
S T T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 unknown9.345 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.345 5.37 ng 103709  Acenaphthene-die 9.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 46
2 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 46
3 1-Bromoeicosane 360 C20H41Br 004276-49-7 43
4 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 43
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 43

Abundance Scan 1234 (9.345 min): BF123947.D\data.ms (-1230) (-) m/z 57.05 100.00%
57.0

- W
123.1 193.2 DUERE i Ak L
h “ ‘ 9.00 9.20 9.40 9.60
— ‘\“ L mmwwm‘m‘\uHmwu‘ . m/z 43.00 72.78%
miz--> 50 100 150 200 250 300
Abundance #185101: 1-Octadecanesulphonyl chloride
57.0
5000 \‘\\\\‘\\\\‘\\\\’\\\\‘\
9.00 9.20 9.40 9.60
m/z 55.00 60.63%
T T ‘\ ‘ . “‘ H‘ “ “ ‘ \‘H ‘\ H\‘ \9 \].7\5\9 ‘ T L T ‘ T \2\88\ ? T T
miz--> 50 100 150 200 250 300
Abundance #170753: Octadecane, 1-bromo-
57.0
e
9.00 9.20 9.40 9.60
5000 ITI/Z 71.10 46.20%
135.0
iy M L lpeo 20
miz--> 50 100 150 200 250 300
Abundance #190627: 1-Bromoeicosane e
57.0 9.00 9.20 9.40 9.60
m/z 41.00 45.97%
5000
135.0
7.0
189 L1 \M ﬂ‘ ‘\ L \\169 0 211.0 247. 0281.0 319
-tk e e e ‘ e
m/z--> 50 100 150 200 250 300 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 1,2-Octadecanediol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.910 7.47 ng 112365 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Octadecanediol 286 C18H3802 020294-76-2 81
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 74
3 Bromoacetic acid, tetradecyl ester 334 C16H31Br02 018992-01-3 74
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 74
5 n-Heptadecanol-1 256 C17H360 001454-85-9 68

Abundance Scan 2010 (13.910 min): BF123947.D\data.ms (-2005) (1  m/z 57.10 100.00%
57.1

. MMNJKNM—JW
11.1
e
‘ ‘ 1653 2304 3033 14.00
“m“‘w ‘wﬂMwMMWWQm!““"m“““‘w““ m/z 55.00  96.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #133064: 1,2-Octadecanediol
57.0
5000 LN
11.0 14.00
m/z 43.00 78.09%
’ \“\“\ | ‘ T \2\(‘)7\\0\2\5“5\\0\ T ‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
e
14.00
5000 m/z 83.85 67.32%
11.0
atl H WL 280ma0 s
miz-> 50 100 150 200 250 300 350 400
Abundance #172096: Bromoacetic acid, tetradecy! ester ——
43.0 14.00
m/z 41.00 66.60%
- W
8.0
',Wmo -
m/z--> 50 100 150 200 250 300 350 400 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123947.D

Acqg On : 15 May 2021 16:17
Operator : JU/CG

Sample : M2392-08

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.175 27.3 ng 483154 1 6.904 354585 20.0
unknown6.157 6.157 4.1 ng 72250 1 6.904 354585 20.0
trans-4-Decene 6.439 3.4 ng 60382 1 6.904 354585 20.0
unknown7.181 7.181 3.6 ng 63167 1 6.904 354585 20.0
Naphthalene, de... 7.298 4.9 ng 86352 1 6.904 354585 20.0
unknown7.551 7.551 4.3 ng 98721 2 8.186 453608 20.0
unknown7.616 7.616 5.0 ng 112412 2 8.186 453608 20.0
unknown?7.686 7.686 3.3 ng 74472 2 8.186 453608 20.0
trans-Decalin, 7.828 3.8 ng 85001 2 8.186 453608 20.0
Sulfurous acid,... 7.939 3.7 ng 83003 2 8.186 453608 20.0
Undecane, 2,6-d... 8.251 10.5 ng 239092 2 8.186 453608 20.0
1,6-Octadiene, 8.480 9.8 ng 221995 2 8.186 453608 20.0
Hexane, 3,3-dim... 8.533 3.6 ng 81044 2 8.186 453608 20.0
6-Tridecene, 7-... 8.733 3.3 ng 73997 2 8.186 453608 20.0
Heptacosyl acetate 8.780 4.0 ng 89725 2 8.186 453608 20.0
unknown8.875 8.875 4.3 ng 98490 2  8.186 453608 20.0
Cyclohexane, et... 9.098 4.1 ng 79663 3 9.939 386492 20.0
Dodecane, 2,6,1... 9.210 9.4 ng 181791 3 9.939 386492 20.0
unknown9. 345 9.345 5.4 ng 103709 3 9.939 386492 20.0
1,2-Octadecanediol 13.910 7.5 ng 112365 5 14.068 300918 20.0
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