LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134534.D

Acqg On : 29 Jul 2023 01:48
Operator : CG\JU

Sample : 03770-07

Misc :

ALS Vvial : 18 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-BF072423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134534.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.469 571 575 591 rBV 1733672 1649510 100.00% 15.950%
2 6.475 742 746 757 rBV 1400577 1240410 75.20% 11.994%
3 6.828 803 806 815 rBV 472468 447100 27.11% 4.323%
4 7.392 899 902 910 rBV 802554 698352 42.34% 6.753%
5 8.110 1020 1024 1029 rVV 595786 491691 29.81% 4.754%
6 8.163 1029 1033 1035 rVB 66115 62788 3.81% 0.607%
7 8.192 1035 1038 1040 rBV3 18268 19624 1.19% 0.190%
8 8.304 1055 1057 1059 rVB2 27482 20994 1.27% 0.203%
9 8.398 1064 1073 1076 rBV8 32487 62468 3.79% 0.604%
10 8.487 1084 1088 1091 rVB4 26957 34817 2.11% 0.337%
11  8.522 1091 1094 1096 rBV 47370 40857 2.48% ©0.395%
12 8.610 1106 1109 1111 rBV4 19586 18951 1.15% 0.183%
13 8.639 1111 1114 1117 rBv4 28400 40215 2.44% 0.389%
14 8.692 1120 1123 1126 rBV5 13695 18569 1.13% ©0.180%
15 8.792 1136 1140 1144 rVB4 44469 60569 3.67% 0.586%
16 8.892 1152 1157 1158 rBv4 14435 23257 1.41% 0.225%
17 8.981 1169 1172 1174 rBV3 22964 24153 1.46% 0.234%
18 9.010 1175 1177 1182 rVB4 17789 22463 1.36% 0.217%
19 9.098 1188 1192 1194 rVB4 20486 21131 1.28% 0.204%
20 9.122 1194 1196 1201 rVB2 72320 69213 4.20% 0.669%
21 9.186 1203 1207 1210 rBV 1409149 1159015 70.26% 11.207%
22 9.263 1216 1220 1224 rBV5 40819 47408 2.87% 0.458%
23 9.298 1224 1226 1230 rBV5 24348 25720 1.56% 0.249%
24  9.375 1236 1239 1241 rBvV4 15222 19101 1.16% ©.185%
25 9.451 1249 1252 1255 rBV3 25730 26307 1.59% 0.254%
26 9.581 1269 1274 1277 rVB3 58130 64516 3.91% 0.624%
27 9.728 1295 1299 1301 rBV3 30660 28521 1.73% 0.276%
28 9.769 1303 1306 1308 rVB3 24101 19889 1.21% 0.192%
29 9.869 1319 1323 1326 rVB 514813 447856 27.15% 4.330%
30 9.969 1337 1340 1344 rBv4 27305 32486 1.97% 0.314%
31 10.110 1361 1364 1369 rvv4 27348 32250 1.96% 0.312%
32 10.181 1373 1376 1380 rBv3 29920 36447 2.21% 0.352%
33 10.233 1383 1385 1388 rVB3 21569 19301 1.17% 0.187%
34 10.275 1388 1392 1393 rBV4 18095 21256 1.29% 0.206%
35 10.410 1410 1415 1417 rBV5 21700 35801 2.17% 0.346%
36 10.510 1429 1432 1438 rVB3 35167 48872 2.96% 0.473%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134534.D

Acqg On : 29 Jul 2023 01:48
Operator : CG\JU

Sample : 03770-07

Misc :

ALS Vvial : 18 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-BF072423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.563 1439 1441 1446 rVB6 17648 25823 1.57% 0.250%
38 10.663 1454 1458 1467 rVB 626356 620847 37.64% 6.003%
39 10.780 1473 1478 1481 rBV2 66640 72904  4.42% 0.705%
49 11.092 1526 1531 1532 rBv4 12327 23251 1.41% 0.225%
41 11.245 1554 1557 1562 rVB2 44056 49955 3.03% 0.483%
42 11.363 1573 1577 1580 rBV 477879 415077 25.16% 4.013%
43 11.386 1580 1581 1584 rVB 33588 20906 1.27% 0.202%
44 11.592 1613 1616 1620 rBV6 23549 39367 2.39% 0.381%
45 11.886 1663 1666 1674 rVB3 121575 132644 8.04% 1.283%
46 12.057 1693 1695 1697 rBv2 16343 16789 1.02% 0.162%
47 12.292 1732 1735 1737 rBV4 22181 28125 1.71% 0.272%
48 12.580 1782 1784 1789 rBV 48253 49484 3.00% 0.478%
49 12.816 1821 1824 1828 rVB 40232 38017 2.30% 0.368%
50 12.951 1844 1847 1851 rBV 1024099 896290 54.34% 8.666%
51 13.174 1883 1885 1889 rBvV4 26632 36650 2.22% 0.354%
52 13.310 1905 1908 1910 rBvV4 24463 35733 2.17% 0.346%
53 14.021 2025 2029 2032 rBV 400135 364940 22.12% 3.529%
54 15.521 2281 2284 2289 rBV 229379 301050 18.25% 2.911%
55 17.262 2578 2580 2582 rBV2 43276 42343 2.57% 0.409%
Sum of corrected areas: 10342073

8270-BF072423.M Mon Jul 31 01:08:24 2023 Pag 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134534.D

Acqg On : 29 Jul 2023 01:48
Operator : CG\JU

Sample : 03770-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF134534.D\data.ms
5.469
1600000

1400000 6.475

1200000

1000000
800000 7392
600000
6.828
400000

200000

0\\‘\\\\ L L L L L L L L L L L L L L I I L I OB B

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: BF134534.D\data.ms

1600000
9.186

1400000
1200000 12.951
1000000

800000

8.110
600000 9.269 11.363
400000
200000 : 12.5802.816| 13.1843
BRI R ad@z £830750 14 obb21e3861. 12.0572.292 L1828

0 —— ‘ — — — —
Time--> 8.00 8.50 9.00 5 10 00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF134534.D\data.ms

1600000
1400000
1200000
1000000
800000
14.021

600000 15.521
400000

17.262
200000

0 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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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

BF134534.D
: 29 Jul 2023 01:48

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\

¢ CG\JU

. 03770-07

: 18 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number

1 Undecane, 2,6-dimethyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
8.163 2.55 ng 62788 Naphthalene-d8 8.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 78
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 78
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 72
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 1033 (8.163 min): BF134534.D\data.ms (-1029) (-) m/z 57.10 100.00%
57.1
- JW/L
‘ 98.0 7.80 8.00 820 8.40
‘ 149.3 . - . .
0"""““"‘uﬂ"““7"0““‘““mJ“1,2‘§‘O“HH‘1‘6§§“H m/z 43.10 40.18%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 LB LA e e B
7.80 8.00 8.20 8.40
m/z 71.05 38.63%
0\\‘\‘\‘\\“\\\‘!‘\\“\\8‘-0\‘\\\“‘\\U\’\\\1\4.‘1\.\0\\‘1\6\9\.9‘\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
el Easa e SE T
7.80 8.00 8.20 8.40
5000 m/z 41.00 26.28%
S O N N Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5904 1: Dodecane, 6-methyl- A A RARaaRET o
57.0 7.80 8.00 8.20 8.40
m/z 55.95 14.73%
5000
29.0 98.0
S 7 B T BN . I L
miz--> 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\BF072823\
Data File : BF134534.D

Acqg On : 29 Jul 2023 01:48
Operator : CG\JU

Sample : 03770-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 unknown8.398 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.398 2.54 ng 62468 Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, hexyl- 168 C12H24 004292-75-5 35
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 27
3 Hexanoic acid, 6-cyano- 141 C7H11NO2 005602-19-7 27
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 27
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 27
Abundance Scan 1073 (8.398 min): BF134534.D\data.ms (-1064) (-) m/z 57.10 100.00%
57.1
83.0
5000
145.1
1209 R N N L
‘ ‘ 177.0 8.00 8.20 8.40 8.60 8.80
0! ‘JM:“‘}““M‘MHHWH“_ m/z 55.00 74.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43498: Cyclohexane, hexyl-
55.0 83.0
5000 AR B e e
8.00 8.20 8.40 8.60 8.80
m/z 83.00 68.73%
29.0 168.0
0\\\\‘\‘1‘\\““\\\ \\“‘!\\\“1\1\1\-\()‘\\\\‘\\\\‘\!\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
Ramas e A RE R
8.00 8.20 8.40 8.60 8.80
5000 m/z 43.00 57.92%
112.0
27.0 ‘
0 MR N N SR W —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21801: Hexanoic acid, 6-cyano- AR R
55.0 8.00 8.20 8.40 8.60 8.80
m/z 41.00 53.21%
5000 82.0
27.
‘0 ‘ ‘ ‘ ﬂo1_o 123.0
obrenrdl M Iy )Y a0
mlz--> 20 40 60 80 100 120 140 160 180 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\BF072823\
Data File : BF134534.D

Acqg On : 29 Jul 2023 01:48
Operator : CG\JU

Sample : 03770-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 unknown8.792 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.792 2.46 ng 60569  Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-ethyl- 142 C1eH22 015869-86-0 43
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 43
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 38
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 38
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 38
Abundance Scan 1140 (8.792 min): BF134534.D\data.ms (-1136) (-) m/z 57.10 100.00%
57.1
o M
85.1 145.1 R A RAARS BaE
0l s hpe e ALl el m/z 43.05  44.86%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #22072: Octane, 4-ethyl-
57.0
5000 EERRR RS R
8.40 8.60 8.80 9.00 9.20
29.0 m/z 71.10 37.88%
‘ 850 1120
0\\‘\‘}\\“‘\‘\\”“\\H\\‘f‘\\\“‘\\1‘\‘\\\1\4‘.2\.\0\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #74011: Tridecane, 6-methyl-
57.0
R AR RRRR T
8.40 8.60 8.80 9.00 9.20
5000 m/z 41.00 33.14%
290 ‘ e 126.0
ober bl Db ST 1890
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59063: Undecane, 4,6-dimethyl- R A RRARS BREE
57.0 8.40 8.60 8.80 9.00 9.20
m/z 145.05  22.35%
5000
2.0 113.0
ol m“h S A s R
miz--> 20 40 60 80 100 120 140 160 180 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\BF072823\
Data File : BF134534.D

Acqg On : 29 Jul 2023 01:48
Operator : CG\JU

Sample : 03770-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.122 3.09 ng 69213  Acenaphthene-di0 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
3 Hexacosane 366 C26H54 000630-01-3 72
4 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 64
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 59
Abundance Scan 1196 (9.122 min): BF134534.D\data.ms (-1194) (-) m/z 57.05 100.00%
57.0
o W
 EAREaEEE S
71 1591 8.80 9.00 9.20 9.40
ol M\“ A M‘\ R — m/z 71.10  73.27%
m/z--> 50 100 150 200 250 300 350
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 T T T T T
8.80 9.00 9.20 9.40
‘ m/z 43.10 61.44%
113.0
0\“\‘\“ ‘f“\“\“\“\“\\‘\1\8\3\-()‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
 EAEEmEEE RS
8.80 9.00 9.20 9.40
5000 m/z 41.05 45.39%
oLy 130 esoaro MMM
m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane RN R R
57.0 8.80 9.00 9.20 9.40
m/z 85.10 35.62%
5000
9.0
oLl 141018302250 2670 3090 366,
el — e AL ' A RE R S e SRR
miz--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134534.D

Acqg On : 29 Jul 2023 01:48
Operator : CG\JU

Sample : 03770-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Dodecane, 2,6,11-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.263 2.12 ng 47408  Acenaphthene-d10 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 50
2 Dodecane 170 C12H26 000112-40-3 50
3 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 50
4 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 50
5 Hexadecane 226 C16H34 000544-76-3 47

Abundance Scan1220(9263nmn)BF134534[Ndam|ns(1216)0) m/z 57.05 100.00%

57.0
0 J\,JWJM/\AVJLN
AEEmEEEE S
‘ 9.00 9.20 9.40 9.60
o“‘_“whﬂ m/z 43.10 81.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90205: Dodecane, 2,6,11-trimethyl-
2
43.0 710
5000 T T T T
9.00 9.20 9.40 9.60
m/z 71.00 74.69%
0 Ll 0 a0 1690 170
\\\‘\\\\‘\\\ ’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\1\\‘\\\1‘\\1\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45480: Dodecane
57.0
e R
9.00 9.20 9.40 9.60
5000 m/z 55.10 59.62%
85.0
290 170.0
112.0
I I R L IR S .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #160996: Carbonic acid, dodecyl prop-1-en-2-yl ester R RARRaEEE T
57.0 9.00 9.20 9.40 9.60
m/z 41.10 49.71%
5000
85.0
H“H‘w“‘,‘H‘_“w“u,u"_“W‘H“H“_‘H‘ R RARRaEEE T
miz--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134534.D

Acqg On : 29 Jul 2023 01:48
Operator : CG\JU

Sample : 03770-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Dodecane, 1-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.581 2.88 ng 64516  Acenaphthene-di0 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
2 Hexadecane 226 C16H34 000544-76-3 80
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 78
4 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 72
5 Dodecane 170 C12H26 000112-40-3 72

Abundance Scan 1274 (9.581 min): BF134534.D\data.ms (-1269) (-) m/z 57.05 100.00%

57.0
o MM
T \
LU o o :
o—idl “* el “”” Pt m/z 43.10 90.55%
m/z--> 50 100 150 200 250 300
Abundance #193303: Dodecane, 1-iodo-
57.0
5000 ——
9.50
m/z 71.10 76.20%
990 1550
0 LI H‘ “ ‘\ h”‘ \H‘\ “‘ \‘ T ‘\ T “\ ‘\ \1\97‘.0\ LI ‘ L \296‘.0\ L
m/z--> 50 100 150 200 250 300
Abundance #107220: Hexadecane
57.0
T \
9.50
5000 m/z 85.05 42.98%
ool L | [0 0 mo 20
m/z--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester P ‘
57.0 9.50
m/z 55.05 41.15%
o MMVW
o L u\ 1410 1520 2520 35, -
miz--> 50 100 150 200 250 300 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134534.D

Acqg On : 29 Jul 2023 01:48
Operator : CG\JU

Sample : 03770-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Tridecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.510 2.18 ng 48872  Acenaphthene-d10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 81
2 Hexacosane 366 C26H54 000630-01-3 72
3 3,5-Dimethyldodecane 198 C14H30 107770-99-0 64
4 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 64
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 62
Abundance Scan 1432 (10.510 min): BF134534.D\data.ms (-1429) (- m/z 57.05 100.00%
57.0
. WLAM
— T \
‘ ‘ 130 1601 . 10.50
ol bbb bl 2182wz 43.e5  60.29%
m/z--> 50 100 150 200 250 300 350
Abundance #59026: Tridecane
57.0
5000 ——
10.50
J F m/z 71.10  42.38%
9.0
01\5-\ ‘\ ‘ ‘“‘\ ‘!‘ \“\ “[ \“\1\4\1.‘0\1\8\‘4-\-(‘)\ L ‘ T 1T ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
— T \
10.50
5000 m/z 41.05 25.40%
9.0
ol bl L 141018302250 2670 3080 366
= e e S SR amaan e
m/z--> 50 100 150 200 250 300 350
Abundance #74012: 3,5-Dimethyldodecane T ‘
57.0 10.50
m/z 85.10 24.89%
5000
154 | %90 169.0
07 “u‘h“‘\ e R —
m/z--> 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134534.D

Acqg On : 29 Jul 2023 01:48
Operator : CG\JU

Sample : 03770-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.781 3.51 ng 72904  Phenanthrene-d1e 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 86
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 81
4 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 72
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 72
Abundance Scan 1478 (10.780 min): BF134534.D\data.ms (-1473) (- m/z 57.10 100.00%
57.1
169.1 U LN
IRETRE R
0l e L BT e L ETRE m/z 71.10 79.13%
m/z--> 0 50 100 150 200 250
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 —— —
10.50 11.00
113.0 m/z 43.10 58.43%
“ ‘ ‘ 183.0
0 ‘ \Z\GL\O‘\‘ “‘\ H‘ \“\ “‘ \‘ \“\ \‘ “\ T \“ T ‘ T T T \25‘3.\0\ T T
m/z--> 0 50 100 150 200 250
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
—— —
10.50 11.00
5000 m/z 85.10 32.63%
113.0
183.0
ol 2ol L P00 e
m/z--> 0 50 100 150 200 250
Abundance #33087: Decane, 2-methyl- — —
43.0 10.50 11.00
m/z 41.10 28.57%
5000
85.0
141.0
miz--> 0 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134534.D

Acqg On : 29 Jul 2023 01:48
Operator : CG\JU

Sample : 03770-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.245 2.41 ng 49955  Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 72
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 68
Abundance Scan 1557 (11.245 min): BF134534.D\data.ms (-1554) (- m/z 57.05 100.00%
57.0
—— —
‘ H | 90, 1831 o 11.00 11.50
ok "w“vMd“ﬂuﬂ‘ﬂu”ﬁﬁq‘uwwk‘w‘u e m/z 71.10 63.98%
m/z--> 50 100 150 200 250
Abundance #59028: Tridecane
57.0
5000 — ——
11.00 11.50
m/z 43.05 39.76%
99.0
184.
0 \2\6\\0‘\“ ‘HH‘\ ‘\“ \“‘\ ‘H‘ \H T ‘14\‘1 .‘0\ T 8\‘ \0‘ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
—— —
11.00 11.50
5000 m/z 85.10 39.48%
‘ 113.0 183.0
o280l L L[], 190 asm0
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- — —
57.0 11.00 11.50
m/z 41.00  23.94%
. AWWW
99.0
ol LAl 1410 1830 2300 296
miz--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134534.D

Acqg On : 29 Jul 2023 01:48
Operator : CG\JU

Sample : 03770-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.886 6.39 ng 132644  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1666 (11.886 min): BF134534.D\data.ms (-1663) (- m/z 43.05 100.00%
43.0 73.0
5000 129.0 Mvmmﬂﬂwmwwﬂhwwvwﬂwwﬁm
213.2 - —
H 157.1185.1 2561 11.50 12.00
o“wu‘qdm m/z 73.00 98.62%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143508: n-Hexadecanoic acid
3 2
43.0 73.0 256.0
5000 — —
129.0 11.50 12.00
213.0 m/z 60.00 88.44%
‘ M 15701850‘
01\5.‘0\\‘1\ HH\H\M{‘\‘HH\H"“HH‘”‘M‘\H\‘\\‘HH‘H‘H‘\‘H‘N‘HH‘\‘\H‘HH“H
m/z--> 20 40 60 80 100120140 160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0
— ey
11.50 12.00
5000 129.0 m/z 41.05 87.61%
199.0
0 O
LR P10 o T P
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109279: Tetradecanoic acid “ T
73.0 11.50 12.00
43.0 m/z 57.05 75.95%
5000 129.0
185.0
99
O1§wawﬂwﬂmﬁwuwﬂWMMWH?‘HHMHWH‘WWHMHW“ — —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134534.D

Acqg On : 29 Jul 2023 01:48
Operator : CG\JU

Sample : 03770-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 unknown13.175 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.175 2.01 ng 36650  Chrysene-di12 14.022
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 46
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 43
3 Undecane 156 C1l1H24 001120-21-4 42
4 Decane 142 C1eH22 000124-18-5 38
5 2,6,10-Trimethylundeca-1,3-diene 194 C14H26 1000222-09-1 35
Abundance Scan 1885 (13.174 min): BF134534.D\data.ms (-1883) (- m/z 57.00 100.00%
57.0
5000
7.1
— —
‘h 1422 21302551 3090 440 13.00 13.50
oLl m/z 43.18  79.29%
m/z--> 50 100 150 200 250 300 350
Abundance #59027: Tridecane
57.0
5000 —— ——
13.00 13.50
m/z 71.10 57.99%
0\\‘\"“\‘\‘\“‘\“‘\H\“\\‘.‘\\\‘\|\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
— —
13.00 13.50
5000 m/z 85.00 40.25%
7.0
0L, o 139018202240 2070
m/z--> 50 100 150 200 250 300 350
Abundance #33079: Undecane — —
57.0 13.00 13.50
m/z 55.00  34.65%
5000
8.0  156.0
0154F‘ T —
miz--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\

Data File : BF134534.D

Acqg On : 29 Jul 2023 01:48
Operator : CG\JU

Sample : 03770-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M

Quant Title

TIC Library

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 14 17-(1,5-Dimethyl-hexyl)-4,4...

Relative to ISTD

Concentration Rank 5

R.T. EstConc Area
17.262 2.81 ng 42343
Hit# of 5 Tentative ID

Perylene-di2

117-(1,5-Dimethyl-hexyl)-4,4,9,13...
2 Cholest-2-ene-2-methanethiol, ac..
3 Benzeneacetic acid, .alpha.-(hyd...
4 cis-11,14-Eicosadienoic acid, me...
5 Furan-2-carboxamide, N-benzyl-N-...

428 C30H520

. 458 (C30H500S
387 C22H29NO5
322 C21H3802
285 C18H23N02

1000187-63-0 55
055283-36-8 46
1000115-63-3 38
1010333-61-8 38
1000446-77-7 38

Abundance Scan 2580 (17.262 min): BF134534.D\data.ms (-2578) (-] | m/z

43.10 100.00%

43.1 95.1
191.1
5000
282.0
‘m 33'1 4021 4914 17.00 1750
oL LI, m/z 55.10  94.54%
miz--> 50 100 150 200 250 300 350 400 450 500

43.0 95.0

Abundance #317471: 17-(1,5-Dimethyl-hexyl)-4,4,9,13,14-pentameth

5000 e ——
17.00 17.50
‘ m/z 95.10 89.14%
O'LJJ?
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #328487: Cholest-2-ene-2-methanethiol, acetate, (5.alph
95.0
382.0 —— —
17.00 17.50
5000 m/z 41.08  83.35%
-
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #293302: Benzeneacetic acid, .alpha.-(hydroxymethyl)-, P ——
95.0 17.00 17.50
m/z 57.10 80.90%
5000 222.0
42.0
387.0
1 7
O o B R AmmsaEassE T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072823\
Data File : BF134534.D

Acqg On : 29 Jul 2023 01:48
Operator : CG\JU

Sample : 03770-07

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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... 8.163 2.5 ng 62788 2 8.110 491691 20.0
unknown8.398 8.398 2.5 ng 62468 2 8.110 491691 20.0
unknown8.792 8.792 2.5 ng 60569 2 8.110 491691 20.0
Dodecane, 2,7,1... 9.122 3.1 ng 69213 3 9.869 447856 20.0
Dodecane, 2,6,1... 9.263 2.1 ng 47408 3 9.869 447856 20.0
Dodecane, 1-iodo- 9.581 2.9 ng 64516 3  9.869 447856 20.0
Tridecane 10.510 2.2 ng 48872 3 9.869 447856 20.0
Pentadecane, 2,... 10.781 3.5 ng 72904 4 11.363 415077 20.0
Hexadecane, 2,6... 11.245 2.4 ng 49955 4 11.363 415077 20.0
n-Hexadecanoic ... 11.886 6.4 ng 132644 4 11.363 415077 20.0
unknown13.175 13.175 2.0 ng 36650 5 14.022 364940 20.0
17-(1,5-Dimethy... 17.262 2.8 ng 42343 6 15.521 301050 20.0
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