LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37
Operator : CG\JU

Sample : 04412-01

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135264.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.116 3 5 17 rvB3 25412 41074 1.88% 0.180%
2 4,992 490 494 505 rVB 29144 39194 1.79% 0.172%
3 5.392 558 562 573 rBV 2072448 2036360 93.14% 8.931%
4 6.404 730 734 747 rBV 1994012 2186284 100.00%  9.589%
5 6.598 763 767 772 rBV2 19711 26596 1.22% 0.117%
6 6.763 791 795 798 rBV 867365 752181 34.40%  3.299%
7 7.328 886 891 894 rBV 1258801 1265587 57.89% 5.551%
8 7.728 953 959 961 rBvV2 29307 39963 1.83% 0.175%
9 7.792 966 970 973 rBV 49815 48720 2.23% 0.214%
10 7.833 973 977 979 rBv2 44302 39413 1.80% 0.173%
11 7.992 999 1004 1005 rBV3 24273 30314 1.39% 0.133%
12 8.039 1005 1012 1016 rVV2 1174897 1378949 63.07% 6.048%
13 8.104 1016 1023 1025 rVV 188359 193160 8.84% 0.847%
14  8.133 1025 1028 1030 rVV2 48048 52894  2.42% 0.232%
15 8.157 1030 1032 1035 rVB 43380 37448 1.71% 0.164%
16 8.198 1035 1039 1043 rBV 43077 58346 2.67% 0.256%
17 8.239 1043 1046 1049 rBV 53368 53438 2.44% 0.234%
18 8.269 1049 1051 1055 rVB4 40992 46047 2.11% 0.202%
19 8.339 1059 1063 1064 rVvV3 167292 202066 9.24% 0.886%
20 8.386 1068 1071 1073 rVV 187406 134929 6.17% 0.592%
21  8.422 1073 1077 1080 rVB 279104 249970 11.43% 1.096%
22 8.463 1080 1084 1086 rBV 507295 446171 20.41% 1.957%
23  8.504 1089 1091 1093 rVB 64009 53490 2.45% 0.235%
24  8.545 1093 1098 1101 rBV5 32375 43335 1.98% ©0.190%
25 8.580 1101 1104 1105 rBV3 43028 39084 1.79% 0.171%
26 8.633 1109 1113 1117 rBV 1476295 1342223 61.39% 5.887%
27 8.692 1117 1123 1126 rVV3 92778 178416 8.16% 0.783%
28 8.728 1126 1129 1132 rVB2 187355 225477 10.31% 0.989%
29 8.763 1132 1135 1138 rBV2 70316 83838 3.83% 0.368%
30 8.792 1138 1140 1142 rBV 40568 33876 1.55% 0.149%
31 8.833 1145 1147 1148 rBV 36289 28012 1.28% 0.123%
32 8.898 1155 1158 1159 rBV3 31279 32098 1.47% 0.141%
33 8.916 1159 1161 1163 rW 239920 222829 10.19% 0.977%
34 8.939 1163 1165 1168 rvv3 161159 232655 10.64% 1.020%
35 8.969 1168 1170 1172 rVV 172516 127547 5.83% 0.559%

36 8.998 1172 1175 1179 rVW 253511 223925 10.24%  0.982%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37
Operator : CG\JU

Sample : 04412-01

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.039 1179 1182 1184 rVV 210891 171883 7.86% 0.754%
38 9.063 1184 1186 1189 rVB 238360 200229 9.16% 0.878%
39 9.122 1189 1196 1199 rBV 2573630 2176511 99.55% 9.546%
40 9.204 1205 1210 1213 rBV 1093694 951752 43.53% 4.174%
41  9.245 1214 1217 1219 rW3 72702 73827 3.38% 0.324%
42 9.427 1246 1248 1250 rBV2 49008 51273 2.35% 0.225%
43 9.522 1259 1264 1266 rBv4 81678 136391 6.24% 0.598%
44  9.663 1285 1288 1290 rBvV2 122527 130583 5.97% 0.573%
45  9.704 1293 1295 1298 rVB2 151645 134298 6.14% 0.589%
46 9.733 1298 1300 1304 rBV3 123424 158810 7.26% 0.697%
47  9.798 1304 1311 1314 rVV 1232546 1180551 54.00% 5.178%
48 10.204 1378 1380 1382 rBV3 200706 176914 8.09% 0.776%
49 10.592 1443 1446 1450 rBV 1044840 970701 44.40% 4.257%
50 11.292 1563 1565 1569 rBV 787062 734721 33.61% 3.222%
51 12.892 1833 1837 1840 rBV 1629068 1426237 65.24% 6.255%
52 13.951 2013 2017 2020 rBV 700507 621113 28.41% 2.724%
53 14.715 2143 2147 2159 rVB 228315 311563 14.25% 1.366%
54 15.415 2261 2266 2270 rBV 510039 626079 28.64% 2.746%
55 18.821 2838 2845 2859 rvB2 110171 341353 15.61% 1.497%

Sum of corrected areas: 22800698
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37

Operator : CG\JU

Sample : 04412-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135264.D\data.ms
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Abundance TIC: BF135264.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37
Operator : CG\JU

Sample : 04412-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Undecane, 2,6-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.104 2.80 ng 193160 Naphthalene-d8 8.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 93
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 91
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 87
4 Octane, 4-ethyl- 142 C1eH22 015869-86-0 80
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 72
Abundance Scan 1023 (8.104 min): BF135264.D\data.ms (-1016) (-) m/z 57.10 100.00%
57.1
5000
‘ ‘ 98.1 1412 7.80 8.00 8.20 8.40
Obr el b AP0 L 4L2 1692 sz 43,10 43.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 LN L B R LR B |
7.80 8.00 8.20 8.40
m/z 71.10 33.91%
29.0 98.0
O\\‘\‘\‘\\“‘\\\‘!“\\“\\8‘.9‘\\\“‘\\U\’\\}\4.‘1\.\0\\‘]-\6\9\.9‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
RRNRE SR e
7.80 8.00 8.20 8.40
5000 m/z 41.10 22.75%
29.0 85.0
o 130 1560 1840
L W o B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59041: Dodecane, 6-methyl- AR AR A
57.0 7.80 8.00 8.20 8.40
m/z 56.00 13.80%
5000
29.0 98.0
o""M“u‘h‘“1“uJ‘;?'ﬂhH‘\Hlu,mlf‘?:q”_“‘15‘3‘4:9 e A et
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37
Operator : CG\JU

Sample : 04412-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Dodecane, 6-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.339 2.93 ng 202066  Naphthalene-d8 8.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 6-methyl- 184 C13H28 006044-71-9 62
2 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 50
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 49
4 Undecane, 5,5-dimethyl- 184 C13H28 017312-73-1 47
5 Sulfurous acid, 2-ethylhexyl iso... 250 C12H2603S 1000309-18-7 47
Abundance Scan 1063 (8.339 min): BF135264.D\data.ms (-1059) (-) m/z 57.05 100.00%
57.0
5000
83.1
1121 163.2 8.00 8.20 8.40 8.60
bl L 140.2 SORE 1842 7 43.05 37.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59041: Dodecane, 6-methyl-
57.0
5000
8.00 8.20 8.40 8.60
m/z 71.10  28.58%
29.0 98.0
O\\‘\‘\‘\\“\\\‘!‘\\“\\‘Q‘\\\“‘\\1‘\’\\\]-\4"070\\\‘\\\\]-‘8\4'?0\
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0
8.00 8.20 8.40 8.60
5000 m/z 41.10 23.99%
29.0 85.0
0 112.0 155.0 184.0
L o e AR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59087: Decane, 2,6,8-trimethyl- R A REARESEE
57.0 8.00 8.20 8.40 8.60
m/z 55.05 17.68%
85.0
0 “‘ | <2 155.0 1840
e e T
m/z--> 20 40 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@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37
Operator : CG\JU

Sample : 04412-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Dodecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.422 3.63 ng 249970  Naphthalene-d8 8.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
2 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 86
3 1-Iodoundecane 282 C11H23I 004282-44-4 72
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59
5 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 59
Abundance Scan 1077 (8.422 min): BF135264.D\data.ms (-1073) (-) m/z 43.10 100.00%
43.1
5000 ”
85.1
8.00 8.20 8.40 8.60 8.80
141.2
ol A1 dol o e 2802 m/z 57.10 98.38%
miz-> 50 100 150 200 250
Abundance #59038: Dodecane, 2-methyl-
43.0
5000
8.00 8.20 8.40 8.60 8.80
85.0 m/z 41.10  45.19%
141.0
0 \H‘\ ‘\“‘“‘\ ‘1‘ “‘ — 1‘ 7T \18\4\0‘ LA B B s B B
miz--> 50 100 150 200 250
Abundance
43.0
RERARREES ST
8.00 8.20 8.40 8.60 8.80
5000 m/z 71.10 39.15%
85.0
141.0
0 184.0
‘ . —r T —
miz--> 50 100 150 200 250
Abundance #175097: 1-lodoundecane
57.0 8.00 8.20 8.40 8.60 8.80
m/z 85.10 35.69%
5000
27,0 99.0 155.0
P T 1970 282.(
— =
m/z--> 50 100 150 200 250 8.00 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@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37
Operator : CG\JU

Sample : 04412-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Decane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.463 6.47 ng 446171 Naphthalene-d8 8.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 80
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 72
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 72
4 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 64
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
Abundance Scan 1084 (8.463 min): BF135264.D\data.ms (-1080) (-) m/z 57.10 100.00%
57.1
851 18.20 8.40 8.60 8.80
113.1 155.2 : N . .

oMw\‘m“‘HM“‘H‘_‘:M_HwHH_Hlﬁ?ﬁ?ww_m_m‘ m/z 43.10  54.16%

m/z--> 20 40 60 80 100 120 140160 180 200 220 240

Abundance #33088: Decane, 2-methyl-

43.0
5000 710 L L R B R B R
8.20 8.40 8.60 8.80
m/z 71.05 51.16%
113.0
O \H‘\‘\‘H“\H‘!‘\\H‘\‘H\“H\\‘HJ\-\4.‘]-HOH‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance
57.0
R R RALRE
8.20 8.40 8.60 8.80
5000 m/z 41.05 32.34%
29.0 112.0
0 85.0 142.0
N R EaaEa A AARAARaaszaamasss eSS
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #141076: Pentadecane, 2,6,10-trimethyl- o RAARES LN
57.0 8.20 8.40 8.60 8.80
m/z 56.05 25.66%
5000
85.0
29.0
0 L 01410 183051102300
Rl o R A RARRARAERERAREEEESS R A Amaa R
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 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@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37

Operator : CG\JU

Sample : 04412-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: 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 Hexadecane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.633 19.47 ng 1342220 Naphthalene-d8 8.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 83
3 Nonadecane 268 C19H40 000629-92-5 80
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 72
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
Abundance Scan 1113 (8.633 min): BF135264.D\data.ms (-1109) ()| m/z 57.85 100.00%
57.0
5000
85.1
e A AREEAE R
H ‘ 1131 8.40 8.60 8.80 9.00
Ol b 521412 1842 mjz 43.10  83.67%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107218: Hexadecane
57.0
5000 L L L L I B B
8.40 8.60 8.80 9.00
290 85.0 m/z 71.10  45.04%
0 ‘\ L L\ ‘ 113.0141.0169.0197.0226.0
H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
57.0
R  RARanEl
8.40 8.60 8.80 9.00
5000 m/z 41.05 38.90%
85.0
29.0
0 113.0141.0 184.0
T T e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane AR REaaR TR L
57.0 8.40 8.60 8.80 9.00
m/z 85.10 26.99%
5000 85.0
29.0
0 \‘ h H\ Il ulld3 0\141 0169.0197.0 268.(
HwHH_‘H_Hw‘HWHH‘HHMH‘_HWH‘WHHMH‘_HWH“ PR
m/z--> 20 40 60 80 100120140160180200220240260 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@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37
Operator : CG\JU

Sample : 04412-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.692 2.59 ng 178416 Naphthalene-d8 8.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 59
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 53
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 53
4 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 53
5 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 53

Abundance Scan 1123 (8.692 min): BF135264.D\data.ms (-1117) (-) m/z 57.05 100.00%

57.0
5000

97.1
h“m % 1251 1772 8.40 8.60 8.80 9.00

e e e /2 43,10 52.41%

m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0

o

5000 L L B B R
8.40 8.60 8.80 9.00
80 130 m/z 71.10 47.68%
29 0 183.0
o 1m0 T 500530
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance
57.0
e
8.40 8.60 8.80 9.00
5000 m/z 41.10 29.27%
29.0 85-0
0 113.0 141.0 183.0
e S E R AR RananeRESECRY
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #59087: Decane, 2,6,8-trimethyl-  EamEELEEEL L
57.0 8.40 8.60 8.80 9.00
m/z 55.10 21.60%
5000
85.0
0 L | 4 1130 15501840
L L T G
m/z--> 20 40 60 80 100120140160 180200 220 240 260 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@91423\
Data File : BF135264.D

Acqg On 14 Sep 2023 20:37

Operator : CG\JU

Sample : 04412-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: 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 Carbonic acid, prop-1-en-2-... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8.728 3.27 ng 225477  Naphthalene-d8 8.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 64
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 64

3 Nonadecane 268 C19H40 000629-92-5 53
4 Eicosyl octyl ether 410 C28H580 1000406-38-8 53
5 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 50

Abundance Scan 1129 (8.728 min): BF135264.D\data.ms (-1126) (-)| | m/z 57.10 100.00%
57.1

%

5000
85.1
R R R
8.40 8.60 8.80 9.00
1131
1411
Ol i m/z 43.10 50.76%
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
5000 LN L B L BRI B BB |
85.0 8.40 8.60 8.80 9.00 .
29.0 m/z 41.10 43.65%
ol LA ||| 1120140016801960 2410
‘H\\‘\H\‘\\H‘HH‘H\\‘\H\‘\\H‘H\\‘\H\‘\H\‘\\H‘H\\‘\H\
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance
57.0
R e AL RARRE
8.40 8.60 8.80 9.00
5000 85.0 m/z 71.10 40.73%
29.0
0 12501540 196.0224.0  269.
T T T e e
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #158598: Nonadecane o  RERREEEEE L
57.0 8.40 8.60 8.80 9.00
m/z 55.10  35.24%
85.0
5000
29.0
0 \‘ \\ M‘\ HH\ \H\ ”‘11\\\30141016901970 268(
A A e e e R R
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260 8.40 8.60 8.80 9.00

8270-BF091123.M Fri Sep 15 06:25:30 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37
Operator : CG\JU

Sample : 04412-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-

BF091123.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Heptadecane, 2,6-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.916 3.23 ng 222829 Naphthalene-d8 8.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 72
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64
5 Decane, 2-methyl- 156 C11H24 006975-98-0 53

Abundance Scan 1161 (8.916 min): BF135264.D\data.ms (-1159) (-) m/z 57.10 100.00%

57.1
w M
T R T
H 85‘ 1 Uls 1812 8.60 8.80 9.00 9.20
owHJ"Hm_uMm‘\HJ‘_m”H_m_Mwwwwm m/z 43.10  51.25%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #158617: Heptadecane, 2,6-dimethyl-
57.0
5000 T T T T[T T T[T T [rTrr]
8.60 8.80 9.00 9.20
85.0 m/z 71.10 43.17%
113.0
0 H il H‘ .| 1410 1820 225.0253.0
\‘HH‘\H\‘\\H‘H\\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
57.0
R A RARRRREES
8.60 8.80 9.00 9.20
5000 m/z 41.10 34.50%
29.0 " 26.0
0 1260 4690
T e e T
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #90205: Dodecane, 2,6,11-trimethyl- AR R
43.0 710 8.60 8.80 9.00 9.20
' m/z 55.85 19.48%
B M
O et e e e e e e

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260

8.60 8.80 9.00 9.20

8270-BF091123.M Fri Sep 15 06:25:31 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37
Operator : CG\JU

Sample : 04412-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown8.939 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.939 3.94 ng 232655  Acenaphthene-di10 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, dodecyl hexyl ester 334 C18H3803S 1000309-13-4 43
2 2H-Pyran, 2,2'-[1,10-decanediylb... 342 C20H3804 056599-49-6 38
3 Tridecane, 5-methyl- 198 C14H30 025117-31-1 37
4 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 37
5 Oxalic acid, decyl isohexyl ester 314 C18H3404 1000309-33-3 37

Abundance Scan 1165 (8.939 min): BF135264.D\data.ms (-1163) (-) m/z 43.10 100.00%

3.1
85.1
5000
140.2 8.60 8.80 9.00 9.20
| H Ll jusa™P? sz . 8510 73.039
Oyt Bl 2 e m/z 85.10 73.03%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #241459: Sulfurous acid, dodecyl hexyl ester
43.0 85.0
5000 TT T T T[T I T T[T [rrrr]
8.60 8.80 9.00 9.20
m/z 41.10 47.78%
0 T ‘ \‘\‘\ T ‘ L !“ M“\ T “H\ T \H’]\.}‘ﬁ"o\\l\%‘()\.\()\ \]‘-\6{9\.\(‘)\ TTT ‘ T \2\\2‘]_\.\0\\ ‘ TTTT ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55.0 83.0
AR R S
8.60 8.80 9.00 9.20
5000 m/z 55.00 43,95%
27.0
0 115.0 157.0185.0 229.0257.0
T e T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74009: Tridecane, 5-methyl- A R AR R
43.0 8.60 8.80 9.00 9.20
m/z 83.10 34.44%
85.0
5000
140.0
O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.60 8.80 9.00 9.20

8270-BF091123.M Fri Sep 15 06:25:32 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37
Operator : CG\JU

Sample : 04412-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 1-Iodoundecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.998 3.79 ng 223925  Acenaphthene-di10 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Iodoundecane 282 C11H23I 004282-44-4 80
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 78
3 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 64
4 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 64
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 59
Abundance Scan 1175 (8.998 min): BF135264.D\data.ms (-1172) (-) m/z 57.05 100.00%
57.0
A T e
99.1 8.60 8.80 9.00 9.20 9.40
| ] 1551 1932
O L L e —— m/z 43.10  89.08%
miz-> 50 100 150 200 250
Abundance #175097: 1-lodoundecane
57.0
5000 [T T[T I T[T [ rrrrfrT
8.60 8.80 9.00 9.20 9.40
m/z 71.10 39.76%
27.0 99.0 155.0
P T O ~197.0 282.(
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance
57.0
RERR R L R
8.60 8.80 9.00 9.20 9.40
5000 m/z 41.00 37.31%
99.0
] 155.0
0 270 198.0
; . —r e
miz--> 50 100 150 200 250
Abundance #45503: Decane, 2,9-dimethyl- AR mmamE EEE R
43.0 8.60 8.80 9.00 9.20 9.40
m/z 85.10 32.61%
5000
85.0
| ‘ ‘ ‘ 127.0
0L ‘u“u T e Y e ot
m/z--> 50 100 150 200 250 8.60 8.80 9.00 9.20 9.40

8270-BF091123.M Fri Sep 15 06:25:33 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37

Operator : CG\JU

Sample : 04412-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: 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 Tridecane, 3-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
o035 2.91ng 171883  Acenaphthene-die 5.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 3-methyl- 198 clamze P06418-41-3 80

2 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 72
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 72
4 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 72
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 64
Abundance Scan 1182 (9.039 min): BF135264.D\data.ms (-1179) (-) m/z 57.10 100.00%
57.1
- JLWA_[L,
85'1 \\\\‘\\\\‘\\\\’\\\\‘\\\
1131 169.2 8.80 9.00 9.20 9.40
Obr el gl Wl L U400 ST 1962 s 43,05 49.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74014: Tridecane, 3-methyl-
57.0
5000 L L L A BN B B
8.80 9.00 9.20 9.40
29.0 o
850 m/z 71.10 38.47%
o L | 1130 1400 090 4464
\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
S e e
8.80 9.00 9.20 9.40
5000 m/z 41.10 34.82%
85.0
29.0
. 113.0 1850 oo
R T e R T T I e AU R G
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59042: Dodecane, 3-methyl- S
57.0 8.80 9.00 9.20 9.40
m/z 56.10 29.72%
5000
29.0 85.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF091123.M Fri

Sep 15 ©6:25:34 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37
Operator : CG\JU

Sample : 04412-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.063 3.39 ng 200229  Acenaphthene-di10 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 80
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
4 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 72
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 72
Abundance Scan 1186 (9.063 min): BF135264.D\data.ms (-1184) (-) m/z 57.10 100.00%
57.1
5000
85.1
S T
127.2 8.80 9.00 9.20 9.40
o S— “lu el 505 1950 1832 2100 070 10 66. 26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 L B R I R L LR
8.80 9.00 9.20 9.40
20.0 85.0 m/z 43.10 63.02%
Ll 30 4550 18302060
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
T R T
8.80 9.00 9.20 9.40
5000 m/z 41.10 31.57%
20.0 85.0
127.0
0 156.0
R B B e A n e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl- AR A AN
57.0 8.80 9.00 9.20 9.40
m/z 85.10 26.62%
5000
85.0
29.0
o300 1690 a0 il
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF091123.M Fri Sep 15 06:25:34 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37

Operator : CG\JU

Sample : 04412-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 Tridecane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.204 16.12 ng 951752  Acenaphthene-d10 9.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Tetradecane 198 C14H30 000629-59-4 89
4 Undecane 156 C1l1H24 001120-21-4 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 1210 (9.204 min): BF135264.D\data.ms (-1205) (-) m/z 57.05 100.00%
57.0
5000
85.1
s e e RARE
H 1131 1410 8.80 9.00 9.20 9.40 9.60
Obrrrprrr bbbl gl 240, 1691 1982 sz 43.10 75.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 I L AL B
8.80 9.00 9.20 9.40 9.60
290 850 m/z 71.10  46.87%
0 ‘\ L Lo ‘ 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
RERE RS SR S
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.05 36.68%
29.0 85.0
0 113.0 141.0 184.0
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane R R EaEE
57.0 8.80 9.00 9.20 9.40 9.60
m/z 85.10 30.45%
5000 85.0
29.0
0 Ll 1180 1410 1690 1980
e e e A e e e P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40 9.60

8270-BF091123.M Fri Sep 15 06:25:35 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37
Operator : CG\JU

Sample : 04412-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Tetradecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.522 2.31 ng 136391  Acenaphthene-di10 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 52
2 Tetradecane 198 C14H30 000629-59-4 52
3 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 50
4 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 50
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 50
Abundance Scan 1264 (9.522 min): BF135264.D\data.ms (-1259) (-) m/z 57.10 100.00%
57.1
- M_Aww
H990 ‘ng‘ |
141.2 :
181.1
o,w\“a!q “:m‘l”J“mh_um_m_HWﬁ??fww,w,m m/z 43.10 74.63%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107217: Hexadecane
57.0
5000 A :
9.50
m/z 71.10 66.89%
27.0
’HH‘\H‘\H\‘HH‘HH‘HH‘\\H‘\\H‘HH‘\H\‘HH‘HH’HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
T \
9.50
5000 m/z 55.10 45.41%
27.0
0 990 " 141.0169,0198.0
[ T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176399: Octadecane, 2,6-dimethyl- —— ‘
57.0 9.50

m/z 41.05 39.72%

5000
113.0
“ | u‘ || 1550 1960 53802670

m/z--> 20 40 60 80 100120140160180200220240260280 9.50

o

8270-BF091123.M Fri Sep 15 06:25:36 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37
Operator : CG\JU

Sample : 04412-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Cyclohexane, 1-(cyclohexylm... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.663 2.21 ng 130583  Acenaphthene-di10 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-95-1 53
2 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 46
3 Cyclohexane, 1,2,4,5-tetraethyl-... 196 C14H28 061142-24-3 46
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 35
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 000547-60-4 35

Abundance Scan 1288 (9.663 min): BF135264.D\data.ms (-1285) (-) m/z 55.10 100.00%
55.1

5000 W

T
9.50 10.00
0" m/z 69.10 79.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85378: Cyclohexane, 1-(cyclohexylmethyl)-4-ethyl-, cis-
55.0
83.0
111.0

5000 T T 7
9.50 10.00
208.0 m/z 41.10 78.17%
179.0
0 mj’137.0”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0
97.0
[ -
9.50 10.00
5000 m/z 97.10 59.62%

29.0
125.0 167.0
o
miz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #71781: Cyclohexane, 1,2,4,5-tetraethyl-, (1.alpha.,2.alp T
55.0 9.50 10.00

m/z 43.10 57.72%

97.0
5000
29.0 167.0
125.0
“‘ 1 H‘ “u‘ ] 196.0

Ottt e e e e T —T—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37
Operator : CG\JU

Sample : 04412-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown9.704 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.704 2.28 ng 134298  Acenaphthene-di10 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 41
2 1,7-Nonadiene, 4,8-dimethyl- 152 C11H20 062108-28-5 38
3 Silane, chlorodiethylhexyloxy- 222 CleH23Cl0si 1000363-74-4 35
4 4-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 25
5 7-Tetradecanol 214 C14H300 003981-79-1 25

Abundance Scan 1295 (9.704 min): BF135264.D\data.ms (-1293) (-) m/z 55.10 100.00%
55.1 193.2

5000

T
2912 9.50 10.00
0" m/z 193.20  89.50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0

5000 69.0 950 —
9.50 10.00

m/z 69.10 84.73%

‘ ‘ 151.0
W‘”‘W‘h\"ﬂhﬁh‘m‘w‘”h”MW‘””W‘m\w”‘”‘ buﬂvduwfkﬁfMMwﬂ/d
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41.0

o

69.0
— —
9.50 10.00
5000 ITI/Z 41.10 71.48%
109.0
137.0
O b e e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100843: Silane, chlorodiethylhexyloxy- T —
193.0 9.50 10.00
83.0 109.0 m/z 97.10 62.68%
5000
55.0
29.0 ‘ ‘ ‘ 135.0
S 8 .Y -1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37
Operator : CG\JU

Sample : 04412-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Pentadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.733 2.69 ng 158810  Acenaphthene-di10 9.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 76
2 Hexadecane 226 C1l6H34 000544-76-3 64
3 Tridecane 184 C13H28 000629-50-5 59
4 Dodecane 170 C12H26 000112-40-3 59
5 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 58

Abundance Scan 1300 (9.733 min): BF135264.D\data.ms (-1298) (-) m/z 57.05 100.00%
57.

0
5000

85.1

_—
109.1 9.50 10.00

| ‘h A MJ L J 1851 1792 2093 .

e b e m/z 43.10 76.55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90193: Pentadecane
57.0

5000 — —
85.0 9.50 10.00

m/z 71.10 51.17%

212.0
I H\ I \‘ 11\’\3.0\14%-0\169'0
\\\‘\\\\‘{\\\‘\\}\‘\‘\\\“\\\\‘\‘\\\i\\\\‘\\‘\\‘\\\\‘\\\‘\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0

T
9.50 10.00

o

o

5000 m/z 41.10 37.78%
85.0
29.0
0 113.0 141.0 169.0 197.0 226.0
T T T T T T T T T T [T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #59029: Tridecane T ——
57.0 9.50 10.00

m/z 85.10 30.41%

5000
85.0
29.0
d m‘ H 113.0 141.0  184.0

0HWm“m“u“l“‘lm““m“mu‘mu‘m“m“‘m“m e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37
Operator : CG\JU

Sample : 04412-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknownl®.204 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.204 3.00 ng 176914  Acenaphthene-di10 9.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Fluoro-N-(4-methyl-thiazol-2-y... 236 C11H9FN20S 1010274-33-8 43
2 Benzene, 2-fluoro-1,3,5-trimethyl- 138 COH11F 000392-69-8 38
3 2-Fluoro-N-(1,3-thiazol-2-yl)ben... 222 C1@H7FN20S 000319-38-0 35
4 2,4,6-Trimethyl-2-(4-methyl-pent... 206 C14H220 1000193-58-6 25
5 6-Methyl-6-(5-methyl-furan-2-yl)... 206 C13H1802 077822-40-3 22
Abundance Scan 1380 (10.204 min): BF135264.D\data.ms (-1378) (- m/z 123.10 100.00%
128.1
55.1
5000
—— —
236.2 10.00 10.50
0 . m/z 55.10 75.11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #117968: 4-Fluoro-N-(4-methyl-thiazol-2-yl)-benzamide
123.0

5000 95.0 U T
10.00 10.50
236.0 m/z 109.10 56.53%
45.0 69. :
0 ‘\\\\‘}m\‘\”\\‘\\“\‘\‘\\\}‘\\\\‘1\\\‘\]-\5\\5i9\]\-§‘0\.\0\ \2‘?}8\.\0‘\\\!‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
123.0
— —
10.00 10.50
5000 m/z 69.10 54.02%
51.0 77.0
O T e T T e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100901: 2-Fluoro-N-(1,3-thiazol-2-yl)benzamide P P
123.0 10.00 10.50
m/z 41.10 49.84%

5000
95.0

194.0
28'0 55.0 ‘ ‘ ‘ I 22‘2-0

O e T e e 7 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37
Operator : CG\JU

Sample : 04412-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Hexadecanamide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.715 9.95 ng 311563  Perylene-d12 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 78
2 Tetradecanamide 227 C14H29NO 000638-58-4 78
3 7-Nonenamide 155 C9H17NO 090949-53-4 72
4 Palmitoleamide 253 C16H31NO 106010-22-4 64
5 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 62
Abundance Scan 2147 (14.715 min): BF135264.D\data.ms (-2143) (-} ' m/z 59.00 100.00%
59.0
5000 JL
— —
97.1 154.1 240.2 294 1 14.50 15.00
0! Au 301941 240.2 29803372 hs 72,05 58.37%
miz--> 50 100 150 200 250 300 350
Abundance #142059: Hexadecanamide
59.0
5000 e —
14.50 15.00
m/z 55.10 50.39%
0 JwHMJ\nﬂg 170.0 212.0 255.0
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
59.0
—— —
14.50 15.00
5000 m/z 43.10 32.50%
227.0
i 77 1380 1840 M
e T
m/z--> 50 100 150 200 250 300 350
Abundance #32728: 7-Nonenamide T —
59.0 14.50 15.00
m/z 41.05 30.75%
- W\J\Jw
H 9so 1550
ob iy e L S —
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37
Operator : CG\JU

Sample : 04412-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 7H,18H-dibenzo[g,p][1,5,10,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

18.821 10.90 ng 341353  Perylene-d12 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7H,18H-dibenzo[g,p][1,5,10,14]te... 468 C26H2808 1000399-48-0 89
2 JWH 182 383 C27H29NO 824960-02-3 27
3 Benzenamine, 4-methoxy-N-(triphe... 383 C25H22NOP 014796-89-5 23
4 1H-indene-5-carboxylic acid, 2,3... 476 C32H2804 1000399-52-3 16
5 Phthalic acid, butyl 2-phenyleth... 326 C20H2204 1000309-77-3 14

Abundance Scan 2845 (18.821 min): BF135264.D\data.ms (-2838) (- m/z 383.10 100.00%
383.1

>

149.0
5000
208.0
reo . 1840 1860 1880
1 S B, o o
ol ddb b 0 PP L L m/z 149.00  53.25%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #331118: 7H,18H-dibenzo[g,p][1,5,10,14]tetraoxacyclooc
104.0 383.0
2% 560 o 840 1860 1880
. 208.0 18.40 18. 18.
m/z 104.00 50.26%
o w10
OH“H‘HH“\‘\‘H“HW\“‘“\‘\ \“\‘\\\\“\\\}‘\“\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
214.0 383.0
326.0 ARSIV A S S
18.40 18.60 18.80
5000 144.0 m/z 131.95 36.53%
270.0
43.0
0 91.0
L L I
m/z--> 50 100 150 200 250 300 350 400 450

Abundance #290164: Benzenamine, 4-methoxy-N-(triphenylphospho et
383.0 18.40 18.60 18.80

m/z 384.10  24.61%

5000 183.0

108.0

—

262.0
[

e HNESERE—
miz--> 50 100 150 200 250 300 350 400 450 18.40 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91423\
Data File : BF135264.D

Acqg On : 14 Sep 2023 20:37
Operator : CG\JU

Sample : 04412-01

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
Undecane, 2,6-d... 8.104 2.8 ng 193160 2  8.039 1378950 20.0
Dodecane, 6-met... 8.339 2.9 ng 202066 2 8.039 1378950 20.0
Dodecane, 2-met... 8.422 3.6 ng 249970 2 8.039 1378950 20.0
Decane, 2-methyl- 8.463 6.5 ng 446171 2 8.039 1378950 20.0
Hexadecane 8.633 19.5 ng 1342220 2 8.039 1378950 20.0
Pentadecane, 2,... 8.692 2.6 ng 178416 2 8.039 1378950 20.0
Carbonic acid, 8.728 3.3 ng 225477 2 8.039 1378950 20.0
Heptadecane, 2,... 8.916 3.2 ng 222829 2 8.039 1378950 20.0
unknown8.939 8.939 3.9 ng 232655 3 9.798 1180550 20.0
1-Iodoundecane 8.998 3.8 ng 223925 3 9.798 1180550 20.0
Tridecane, 3-me... 9.039 2.9 ng 171883 3 9.798 1180550 20.0
Dodecane, 2,6,1... 9.063 3.4 ng 200229 3 9.798 1180550 20.0
Tridecane 9.204 16.1 ng 951752 3 9.798 1180550 20.0
Tetradecane 9.522 2.3 ng 136391 3 9.798 1180550 20.0
Cyclohexane, 1-... 9.663 2.2 ng 130583 3 9.798 1180550 20.0
unknown9.704 9.704 2.3 ng 134298 3  9.798 1180550 20.0
Pentadecane 9.733 2.7 ng 158810 3  9.798 1180550 20.0
unknown10.204 10.204 3.0 ng 176914 3  9.798 1180550 20.0
Hexadecanamide 14.715 9.9 ng 311563 6 15.415 626079 20.0
7H,18H-dibenzo[... 18.821 10.9 ng 341353 6 15.415 626079 20.0
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