LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050123\
Data File : BF133174.D

Acqg On : 02 May 2023 00:53
Operator : CG\JU

Sample : 02555-01

Misc :

ALS Vvial : 20 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133174.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.693 270 273 279 rVB2 27965 37753 1.27% 0.145%
2 4.910 477 480 485 rVB 55047 63248 2.12% 0.242%
3 5.334 548 552 556 rBV 3071095 2982573 100.00% 11.435%
4 6.369 723 728 731 rBV 3311339 2977907 99.84% 11.417%
5 6.728 786 789 793 rBV 1417291 1166377 39.11% 4.472%
6 7.292 881 885 888 rVW 2022800 1598181 53.58% 6.128%
7 7.3406 890 893 895 rVB 44913 36074 1.21% 0.138%
8 7.540 923 927 930 rVB3 35329 38141 1.28% 0.146%
9 7.751 958 963 965 rBV3 31317 47813 1.60% 0.183%
10 8.016 1003 1008 1011 rBV 1764802 1439375 48.26% 5.519%
11 8.216 1040 1042 1046 rVB3 35329 35798 1.20% 0.137%
12 8.310 1054 1058 1061 rVBS5 37496 56845 1.91% 0.218%
13 8.398 1070 1073 1077 rBvV2 53548 51924 1.74% 0.199%
14  8.445 1078 1081 1082 rBV 49129 36378 1.22% 0.139%
15 8.522 1090 1094 1097 rBvV2 97891 89105 2.99% 0.342%
16 8.616 1105 1110 1112 rBV2 134204 126201 4.23% 0.484%
17 8.675 1117 1120 1122 rVB2 57340 45534  1.53% 0.175%
18 8.839 1142 1148 1150 rBV3 86187 107324 3.60% 0.411%
19 9.045 1180 1183 1187 rVB3 57536 62091 2.08% 0.238%
20 9.092 1187 1191 1194 rBV 3636810 2899780 97.22% 11.118%
21  9.181 1201 1206 1210 rBV 158890 166710 5.59% 0.639%
22 9.239 1214 1216 1218 rVB 61028 47207 1.58% 0.181%
23 9.345 1231 1234 1240 rBV6 40182 54665 1.83% 0.210%
24 9.451 1250 1252 1254 rVB3 50116 37730 1.27% 0.145%
25 9.498 1257 1260 1262 rVV2 94113 93986 3.15% 0.360%
26 9.551 1266 1269 1273 rVB4 55732 67825 2.27% 0.260%
27 9.628 1280 1282 1288 rBV5 30146 41549 1.39% ©0.159%
28 9.710 1293 1296 1300 rVB 152949 134265 4.50% 0.515%
29 9.763 1300 1305 1309 rBV 1484111 1375738 46.13% 5.275%
30 9.951 1332 1337 1338 rBV5 26171 47120 1.58% 0.181%
31  9.969 1338 1340 1343 rVB3 50404 41958 1.41% 0.161%
32 10.033 1348 1351 1355 rVB4 42399 44427 1.49% 0.170%
33 10.204 1377 1380 1383 rVB 165139 135308 4.54% 0.519%
34 10.428 1415 1418 1423 rW 95651 91369 3.06% 0.350%
35 10.475 1423 1426 1430 rVB 446533 388330 13.02% 1.489%

36 10.551 1435 1439 1443 rBV 1601702 1360170 45.60% 5.215%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050123\
Data File : BF133174.D

Acqg On : 02 May 2023 00:53
Operator : CG\JU

Sample : 02555-01

Misc :

ALS Vvial : 20 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.681 1458 1461 1466 rBV 205860 272477  9.14%  1.045%
38 11.128 1534 1537 1539 rBV 180516 149246 5.00% 0.572%
39 11.157 1539 1542 1545 rVB2 126038 120480 4.04% 0.462%
40 11.245 1554 1557 1560 rBV 1340490 1128225 37.83% 4.326%
41 11.269 1560 1561 1564 rVB 104356 64069 2.15% 0.246%
42 11.551 1606 1609 1612 rBV 150558 124983 4.19% 0.479%
43 11.786 1645 1649 1652 rBV2 373949 353237 11.84% 1.354%
44 11.857 1659 1661 1664 rBV3 47713 43221 1.45% 0.166%
45 11.963 1676 1679 1681 rBV 155253 129568 4.34% 0.497%
46 12.175 1713 1715 1717 rBv2 47957 51184 1.72% 0.196%
47 12.298 1734 1736 1739 rBV2 77354 75257  2.52% 0.289%
48 12.351 1742 1745 1748 rVB 178249 161086 5.40% 0.618%
49 12.457 1760 1763 1766 rBV 208636 193887 6.50% 0.743%
50 12.569 1779 1782 1787 rBV3 153945 183693 6.16% 0.704%

51 12.686 1799 1802 1805 rBV 159021 140973 4.73%  ©.540%
52 12.722 1805 1808 1811 rVB2 148897 121258 4.07%  0.465%
53 12.833 1823 1827 1830 rBV 3212539 2649158 88.82% 10.157%
54 13.074 1866 1868 1871 rVB2 169668 156444 5.25% ©.600%
55 13.422 1924 1927 1931 rBV2 175475 191251 6.41% ©.733%

56 13.886 2002 2006 2008 rBV 1021495 1011546 33.92% 3.878%
57 14.368 2086 2088 2091 rBV 166945 147172  4.93% ©.564%
58 15.310 2244 2248 2251 rBV ~ 559358 586874 19.68%  2.250%

Sum of corrected areas: 26082068
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 02 May 2023 00:53
¢ CG\JU
. 02555-01

. 20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
BF133174.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF133174.D\data.ms

6.369
5.334

7.292

6.728

4.910 j 3407.540

3.693

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

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF133174.D\data.ms

9.092 12.833

8.016

10.551

Time-->

751
0=

o momaRtie o0
T T T

8.50 9.00

— — — — — — —
8.00 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF133174.D\data.ms

13.886

Time-->

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
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\BF050123\
Data File : BF133174.D

Acqg On : 02 May 2023 00:53
Operator : CG\JU

Sample : 02555-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.181 2.42 ng 166710  Acenaphthene-di10 9.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Nonadecane 268 C19H40 000629-92-5 86
3 Tridecane 184 C13H28 000629-50-5 80
4 Hexadecane 226 C16H34 000544-76-3 78
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
Abundance Scan 1206 (9.181 min): BF133174.D\data.ms (-1201) (-) m/z 57.10 100.00%
57.1
o 50 ﬁVWWAMWMkﬂwaNNAMmu
AR AR wEEEAT I
| “ H 113 1 1541 1983 8.80 9.00 9.20 9.40 9.60
O Frrrprrr bttt A e e M/Z0 43,05 69.92%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74004: Tetradecane
57.0
5000 I N B R
85.0 8.80 9.00 9.20 9.40 9.60
29.0 m/z 71.05 58.09%
11
O H\‘\‘\‘\\‘HH‘H“}\“l‘\\\“‘\\ﬁ‘?‘%?"]:\(:\);-‘?%\c‘)\]\-\g\?\(\)\\’HH‘\\H‘H\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
AR EmARRSSEEERE
8.80 9.00 9.20 9.40 9.60
m/z 85.05 37.52%
5000 85.0
29.0
H‘_H‘_H‘_H‘_‘H_‘H_‘H“‘H_‘H‘HH‘HH,HH‘HH‘H‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane e e e
57.0 8.80 9.00 9.20 9.40 9.60
m/z 41.05 36.24%
5000
85.0
29.0
HW‘HW‘Hw‘Hw‘H‘_H‘_H‘WH‘_H‘_H‘_‘HW‘HM‘HM‘H R RRRE s e
m/z--> 20 40 60 80 100120140160180200220240260 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\BF050123\
Data File : BF133174.D

Acqg On : 02 May 2023 00:53
Operator : CG\JU

Sample : 02555-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.475 5.65 ng 388330  Acenaphthene-d10 9.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 94
2 Azobenzene 182 C12H1ON2 000103-33-3 64
3 Azobenzene, (E)- 182 C12H16N2 017082-12-1 50
4 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 50
5 Benzoylformic acid 150 C8H603 000611-73-4 49
Abundance Scan 1426 (10.475 min): BF133174.D\data.ms (-1423) (-} | m/z 105.05 100.00%
105.1
77.0
5000 1821
51.0 i
10.50
152.0
Obrrprrrrpr el L 2280065 I 2180 sz 76,95 61.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56922: Benzophenone
105.0
77.0
5000 U
182.0 10.50
51.0 m/z 182.16  48.65%
O 27\‘0 ‘\ HM 15\2.0 H
\\\‘\\\\‘\\\\’\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56773: Azobenzene
77.0
— =
10.50
5000 51.0 m/z 51.00 24.68%
182.0
105.0
152.0
0 "u?Zf?N"ﬁ‘,w“ﬂ"“‘_‘“%?g(Q‘Hlh““‘ﬁ‘u““““
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56778: Azobenzene, (E)- =
77.0 10.50
m/z 181.10 8.83%
5000
51.0 182.0
0. 270 | 10501280 1520 |
e e e e e e e Rl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
Data File : BF133174.D

Acqg On : 02 May 2023 00:53
Operator : CG\JU

Sample : 02555-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Tridecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.681 4.83 ng 272477  Phenanthrene-di10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
4 Octacosane 394 (C28H58 000630-02-4 83
5 Nonadecane 268 C19H40 000629-92-5 81

Abundance Scan 1461 (10.681 min): BF133174.D\data.ms (-1458) (- m/z 57.10 100.00%

57.1
5000

——
99.1 10.50 11.00
184.1
ob— ‘h b g 3L L 2403 3290 .. 4310 67.36%
miz--> 50 100 150 200 250 300
Abundance #59028: Tridecane
57.0
5000 T

T
10.50 11.00
m/z 71.05 62.53%

99.0
184.
1\6‘\J\ ‘\“ ““\ ‘!‘ \“‘\ ‘H‘ \“ \%4\‘1.‘0\ \8\‘ \()‘ L ‘ L ‘ L
mi/z--> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0

T
10.50 11.00

o

5000 m/z 85.10 39.92%
99.0
ols0 L L[| 110 1e50 200
m/z--> 50 100 150 200 250 300
Abundance #74013: Tridecane, 2-methyl- T T
57.0 10.50 11.00

m/z 41.10 29.77%

- W
99.0

1 155.0
ol da fy T80 —— ——
miz--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
Data File : BF133174.D

Acqg On : 02 May 2023 00:53
Operator : CG\JU

Sample : 02555-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.128 2.65 ng 149246  Phenanthrene-di10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Pentadecane 212 C15H32 000629-62-9 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Tetratetracontane 619 C44H99 007098-22-8 90
Abundance Scan 1537 (11.128 min): BF133174.D\data.ms (-1534) (-] | m/z 57.10 100.00%
57.1
20 JHRWWWVNMWﬂAMﬁﬁVMMAAN
9.0 —— —
‘ H ‘ | 1411 1921 2544 11.00 11.50
(oA R e T m/z 43.10  68.48%
miz--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
5000 — e
11.00 11.50
9.0 m/z 71.10 62.48%
UL om0 zseo
O\\‘\\‘ “\“‘\H‘\“\“\““\‘\\\‘\\\\“\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
—— —
11.00 11.50
5000 m/z 85.10 42.48%
9.0
ol50 L . F Lo 2o
m/z--> 0 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 11.00 11.50
m/z 41.10 29.80%
o W
ol L L F ‘3}410183022502670 323.0 380.
L A B I e g L B i S —— ——
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
Data File : BF133174.D

Acqg On : 02 May 2023 00:53

Operator : CG\JU

Sample : 02555-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 Heptadecane, 2,6,10,15-tetr... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.157 2.14 ng 120480  Phenanthrene-di10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87

2 Pentadecane 212 C15H32 000629-62-9 87
3 Nonadecane 268 C19H40 000629-92-5 86
4 Hexacosane 366 C26H54 000630-01-3 86
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 86

Abundance Scan 1542 (11.157 min): BF133174.D\data.ms (-1539) (- m/z 57.10 100.00%

57.1
5000

1131 —r —
11.00 11.50
55.2 2002
S ‘H p22.2002, 2882 m/z 71.10  74.31%
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 — e
11.00 11.50
m/z 43.10 47.07%
0 L‘ L ‘\ | 1410 1830 2300 296
T T T T ‘ T i T T \ T T T ‘ T T T T ‘ T T T T ’ T T T T ‘
miz--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0
—r —
11.00 11.50
5000 m/z 85.05 44, 29%

o
N
1o

ol || 99"0 141.0 212.0
T T T ‘\‘ ‘ ‘\ ‘\‘ \“‘\ - \“ T ‘\ \ ‘ T T ‘ \ T L ’ T L T
miz--> 50 100 150 200 250

Abundance #158600: Nonadecane T ——
57.0 11.00 11.50

m/z 41.10 25.51%

- hVMMﬂMN\NAKNwﬁvNM¢ﬂ”f
SRR UL LR
m/z--> 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\BF050123\
Data File : BF133174.D

Acqg On : 02 May 2023 00:53
Operator : CG\JU

Sample : 02555-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 2-Bromo dodecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.551 2.22 ng 124983  Phenanthrene-di10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Tetradecane 198 C14H30 000629-59-4 87
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86

Abundance Scan 1609 (11.551 min): BF133174.D\data.ms (-1606) (- m/z 57.10 100.00%
57.1

g

5000 85.1
113.1 11.50
0 m_mwth”wm“ L1691 2021 2432 0 4305 66.92%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #132769: 2-Bromo dodecane
57.0
5000 —— :
85.0 11.50
m/z 71.10 65.67%
290 ‘ 1130  169.0
O \H‘\‘\‘\\‘HH‘!“\‘\‘M\“}‘H\“\H‘\‘\‘%4\.‘0\.9\‘\\\\‘\\\\‘\\\\‘\\\\2‘4\.\8\9\\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #74005: Tetradecane
57.0
T
11.50
5000 85.0 m/z 85.10 42.15%
29.0
ol mnmoeeimo
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #228591: Tetradecane, 1-iodo- 7
57.0 11.50
m/z 41.05 31.75%
5000 85.0 w
29‘ 0 ‘ || 130 1550 1970
ol e e e e e e e e —
m/z--> 20 40 60 80 100120140160 180200 220 240260 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
Data File : BF133174.D

Acqg On : 02 May 2023 00:53
Operator : CG\JU

Sample : 02555-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.786 6.26 ng 353237  Phenanthrene-d10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Undecanoic acid 186 C11H2202 000112-37-8 62

Abundance Scan 1649 (11.786 min): BF133174.D\data.ms (-1645) (- m/z 73.10 100.00%
3.1 73.1

3 3
9. 3.

5000 129.0

—

213.2

T T

157.1185.2 256.3 11.50 12.00
\H H\ il

m/z 43.10 96.85%

0 ‘HH“}‘H\\!H ‘ "

o7

m/z--> 20 40 6 80 100120140 160180200 220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 L TT T

11.50 12.00
m/z 60.00  88.38%

157-0185.0213'0 256.0

O,
m/z--> 20 40 60 80 100120140160180200 220240260280
Abundance #126203: Pentadecanoic acid
43.0 73.0
— =
11.50 12.00
5000 129.0 m/z 57.10 84.26%
199.0 2420
I i e .
0 “MUJ‘N!H i, ”w“w‘:“l MM‘_HwH_‘m_m_m,um,ww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid —— —
73.0 11.50 12.00
43.0 m/z 41.10 70.81%
5000
129.0
185.0 228.0
0 ?,7,, —r— —
m/z--> 20 40 60 80 100120140160180200220 240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
Data File : BF133174.D

Acqg On : 02 May 2023 00:53
Operator : CG\JU

Sample : 02555-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.963 2.30 ng 129568  Phenanthrene-di10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptadecane 240 C17H36 000629-78-7 94
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 1679 (11.963 min): BF133174.D\data.ms (-1676) (| m/z 57.10 100.00%
57.1
12.00
1411 :
Y ‘M “‘ Loi0n 18322172 2853 2921/, 43.10  67.38%
miz-> 50 100 150 200 250
Abundance #176386: Eicosane
57.0
5000 R
12.00
m/z 71.10 57.93%
T T T T ‘ T \ T T \ T \ \ ‘ T \ T T ‘ T T T T ’ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #123958: Heptadecane
57.0
——
12.00
5000 m/z 85.10 43.09%
99.0
oLzso |1 70 410 gss0 awo
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- ——
57.0 12.00
m/z 41.00 22.77%
o W
0 L‘ L1 ‘\ | 1410 1830 2300 296
—— ““ o A ——
m/z--> 100 150 200 250 12.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
BF133174.D

: 02 May 2023 00:53
¢ CG\JU
. 02555-01

20  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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 Hexacosane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.351 2.8 ng 161086 Phenanthrene-dio 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 Co6Hs4 000630-01-3 90

2 Tetradecane, 1-iodo-
3 Tridecane, 1-iodo-

4 Nonadecane

5 Hexadecane

324 C14H29I
310 C13H27I
268 C19H40
226 Cl16H34

019218-94-1 87
035599-77-0 87
000629-92-5 87
000544-76-3 86

Abundance Scan 1745 (12.351 min): BF133174.D\data.ms (-1742) (- m/z 57.10 100.00%
57.1
‘ 1200 12.50
0 "w\quwuﬁw‘uw‘4???"%%%l‘,‘?ﬁfﬂ;??@?," m/z 71.10  66.21%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 “ ——
12.00 12.50
9.0 m/z 43.10 65.13%
0 ‘ | uh\ \h\ \‘\‘ h‘ _}4}? :!'830 225.0 267.0 309.0 367.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\
m/z--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo-
57.0
— ——
12.00 12.50
5000 m/z 85.10 44 .00%
90 1550 197.0
ol b
m/z--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo- “ —
57.0 12.00 12.50
m/z 41.10 27.51%
7 MMLN
9.0 183.0
ol Lo T a0
m/z--> 50 100 150 200 250 300 350 12.00 12.50

8270-BF042123.M Tue May 02 13:35:43 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
Data File : BF133174.D

Acqg On : 02 May 2023 00:53
Operator : CG\JU

Sample : 02555-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.569 3.63 ng 183693  Chrysene-di2 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 49

Abundance Scan 1782 (12.569 min): BF133174.D\data.ms (-1779) (- m/z 43.10 100.00%

3

5000

e

1852 2413

43.1 284.3

12.50
ob—y m/z 57.18  90.48%

m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid

5000 129.0 1250
29,0 1850 1 o 284.0 m/z 73.10 82.03%
0‘\‘\ w‘\\‘\\m ‘\“‘ ‘\““H\‘ ““H“‘HH‘H‘
miz--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid
43.0
T \
12.50
5000 256.0 ITI/Z 60.00 77 .88%
129.0
213.0
b
O‘H H‘ \\‘H\u‘\m\“““‘u“\‘\”“‘”“HH‘H‘
m/z--> 5 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e = ‘
43.0 12.50
m/z 55.10 77.72%
5000 284.0 WJMWMM
3.0 1290
185.0 241.0
oL, \‘\\H uh” M\u‘\‘\‘ ‘\“‘\‘ L ‘\““\“““‘3,‘7‘2‘-' e
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
Data File : BF133174.D

Acqg On : 02 May 2023 00:53
Operator : CG\JU

Sample : 02555-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.075 3.09 ng 156444  Chrysene-di12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Octadecane 254 C18H38 000593-45-3 96
3 Heptadecane 240 C17H36 000629-78-7 91
4 Decane, 1-iodo- 268 C10H21I 002050-77-3 80
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 78
Abundance Scan 1868 (13.074 min): BF133174.D\data.ms (-1866) (- m/z 57.10 100.00%
57.1
5000 W
9.1 T
225.1 13.00
ol b “‘ LALLA832 1N 2151 3283 w7 4318 67.77%
miz--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
5000 —— :
13.00
m/z 71.10 59.18%
M\ | ‘9‘0 1410 2120
0\\\\“\\‘“‘\“\‘\\"\\\\‘\\\\‘\\\\’\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
T
13.00
5000 m/z 85.10 52.72%
‘ 9.0
ol iyl Ji018s0 2840
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane 7
57.0 13.00
m/z 41.10 24.80%
5000 W
9.0
ol | ||| 14101830 2400
“““‘ At —
m/z--> 50 100 150 200 250 300 350 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
Data File : BF133174.D

Acqg On : 02 May 2023 00:53
Operator : CG\JU

Sample : 02555-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Tricosane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.422 3.78 ng 191251  Chrysene-di2 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane, 2-methyl- 338 C24H50 001928-30-9 80
2 Octadecane 254 C18H38 000593-45-3 74
3 Nonadecane 268 C19H40 000629-92-5 74
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 74
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 1927 (13.422 min): BF133174.D\data.ms (-1924) (-} ' m/z 57.10 100.00%
57.1
5000
13.50
1411 230 1 :
ol At ‘L “ H“ L 18912900 2812 8582 /7 71.10  63.86%
m/z--> 50 100 150 200 250 300 350
Abundance #246492: Tricosane, 2-methyl-
43.0
5000 U
5.0 13.50
m/z 43.10 58.59%
oL L] 1270160.0211.0253.0% 5380
\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
——
13.50
5000 m/z 85.10 41.20%
‘ L R
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane —
57.0 13.50
m/z 55.05  28.54%
5000
oL || 07 14101830225.,0268.0
T o AL B s T ——
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
Data File : BF133174.D

Acqg On : 02 May 2023 00:53
Operator : CG\JU

Sample : 02555-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.368 2.91 ng 147172  Chrysene-di12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 98
2 Tetracosane 338 (C24H50 000646-31-1 96
3 Hexadecane 226 C16H34 000544-76-3 95
4 Nonadecane 268 C19H40 000629-92-5 93
5 Heptadecane 240 C17H36 000629-78-7 93
Abundance Scan 2088 (14.368 min): BF133174.D\data.ms (-2086) (- m/z 57.10 100.00%
57.1
5000
113.1 14‘06 EI.4‘56
169.2 2621 3501 : :
OH"‘,‘!H bbbt g bl SO0 4304 4980 43,10 64.32%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
5000 — e
14.00 14.50
m/z 71.10 58.41%
ot 11130 169.0 225.0 281.0 337.0 394.0
\\\\’\\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246481: Tetracosane
57.0
— ——
14.00 14.50
5000 m/z 85.10 45 .06%
o \ ‘ ) %3 0169.0 225.0 2810 338.0
e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107218: Hexadecane — —
57.0 14.00 14.50
m/z 55.10 17.33%
5000
0 | ‘ ¥ ‘ 113.0169.0 226.0
A — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050123\
Data File : BF133174.D

Acqg On : 02 May 2023 00:53
Operator : CG\JU

Sample : 02555-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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|
Tetradecane 9.181 2.4 ng 166710 3  9.763 1375740 20.0
Benzophenone 10.475 5.7 ng 388330 3 9.763 1375740 20.0
Tridecane 10.681 4.8 ng 272477 4 11.245 1128230 20.0
Octadecane 11.128 2.6 ng 149246 4 11.245 1128230 20.0
Heptadecane, 2,... 11.157 2.1 ng 120480 4 11.245 1128230 20.0
2-Bromo dodecane 11.551 2.2 ng 124983 4 11.245 1128230 20.0
n-Hexadecanoic ... 11.786 6.3 ng 353237 4 11.245 1128230 20.0
Eicosane 11.963 2.3 ng 129568 4 11.245 1128230 20.0
Hexacosane 12.351 2.9 ng 161086 4 11.245 1128230 20.0
Octadecanoic acid 12.569 3.6 ng 183693 5 13.886 1011550 20.0
Pentadecane 13.075 3.1 ng 156444 5 13.886 1011550 20.0
Tricosane, 2-me... 13.422 3.8 ng 191251 5 13.886 1011550 20.0
Octacosane 14.368 2.9 ng 147172 5 13.886 1011550 20.0
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