LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

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-BF051424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138082.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.146 3 10 15 rVvB2 23450 46742  2.94% 0.235%
2 2.358 40 46 54 rVB 523593 677041 42.63% 3.411%
3 3.275 196 202 209 rBV 53003 92557 5.83% 0.466%
4 5.663 604 608 620 rVB 1041929 1002984 63.15% 5.053%
5 6.651 773 776 791 rBV 810312 888720 55.95% 4.477%
6 7.034 838 841 845 rBV 668592 515345 32.45%  2.596%
7 7.592 933 936 944 rVB 728373 627398 39.50% 3.161%
8 7.669 944 949 953 rVB5 14589 20872 1.31% 0.105%
9 7.834 973 977 982 rVB4 47352 58018 3.65% 0.292%
10 7.957 995 998 1001 rBv2 30569 28542 1.80% 0.144%
11 8.051 1011 1014 1016 rBV 27795 23159 1.46% 0.117%
12 8.210 1038 1041 1045 rBV4 13920 20169 1.27% 0.102%
13  8.281 1050 1053 1055 rVwV 42028 46879 2.95% 0.236%
14 8.316 1056 1059 1064 rVV 796209 679253 42.77%  3.422%
15 8.357 1064 1066 1069 rVB2 50171 42432  2.67% 0.214%
16 8.469 1078 1085 1086 rBV6 14924 23186 1.46% 0.117%
17 8.510 1090 1092 1097 rVB3 35145 33186 2.09% 0.167%
18 8.598 1103 1107 1111 rVB5 55230 64268 4.095% 0.324%
19 8.639 1111 1114 1115 rBV2 22035 24858 1.57% 0.125%
20 8.698 1121 1124 1126 rW 30745 21046 1.33% 0.106%
21 8.722 1126 1128 1130 rVB 36893 25104 1.58% 0.126%
22 8.751 1130 1133 1136 rBV4 27686 31021 1.95% 0.156%
23 8.816 1141 1144 1147 rBV3 90591 82283 5.18% 0.415%
24  8.892 1154 1157 1162 rVB4 70570 67590 4.26%  ©.340%
25 8.939 1162 1165 1167 rVV4 22720 26390 1.66% 0.133%
26 8.975 1169 1171 1175 rVB2 45348 46550 2.93% 0.234%
27  9.139 1196 1199 1201 rBV 100114 96115 6.05% ©.484%
28 9.175 1203 1205 1207 rVV2 41088 31580 1.99% 0.159%
29 9.216 1210 1212 1215 rVB3 30564 32552 2.05% 0.164%
30 9.257 1215 1219 1221 rBv4 63305 63977 4.03% 0.322%
31 9.322 1228 1230 1233 rBV2 57343 47519  2.99% 0.239%
32 9.392 1238 1242 1246 rVV 1550600 1187764 74.78% 5.983%
33 9.428 1246 1248 1251 rVv3 15146 21349 1.34% 0.108%
34  9.457 1251 1253 1257 rVW 155030 128458 8.09% 0.647%
35 9.498 1258 1260 1262 rVvVv2 24573 20987 1.32% 0.106%
36 9.539 1265 1267 1270 rVB 61723 55239 3.48% 0.278%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

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-BF051424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.569 1270 1272 1275 rBV4 26655 23843 1.50% 0.120%
38 9.645 1283 1285 1287 rBV2 34506 35349 2.23% 0.178%
39 9.716 1292 1297 1298 rBV3 46281 72694 4.58% 0.366%
40 9.781 1305 1308 1313 rVB2 94498 91262 5.75% 0.460%
41  9.839 1316 1318 1319 rBV2 30560 22295 1.40% 0.112%
42 9.939 1332 1335 1339 rBV 60514 55994 3.53% 0.282%
43 9.992 1341 1344 1348 rVB 241096 186616 11.75% 0.940%
44 10.028 1348 1350 1353 rBV3 24792 27073 1.70% 0.136%
45 10.057 1353 1355 1356 rBV 30364 23758 1.50% 0.120%
46 10.081 1356 1359 1362 rVB 704521 529637 33.35% 2.668%
47 10.175 1373 1375 1380 rVB4 18947 21118 1.33% 0.106%
48 10.251 1386 1388 1390 rVB3 44134 31985 2.01% 0.161%
49 10.281 1390 1393 1396 rVB3 49527 46756 2.94% 0.236%
50 10.316 1396 1399 1401 rBV2 60986 69163 4.35% 0©.348%
51 10.351 1403 1405 1409 rVB2 43926 39904 2.51% 0.201%
52 10.392 1409 1412 1415 rBv4 53687 71545 4.50% 0.360%
53 10.492 1426 1429 1432 rBV 301650 234626 14.77% 1.182%
54 10.633 1450 1453 1455 rBV3 32879 33256 2.09% 0.168%
55 10.710 1462 1466 1469 rBV2 130754 160530 10.11% ©0.809%
56 10.769 1473 1476 1479 rBV5 38259 43671 2.75% 0.220%
57 10.833 1485 1487 1490 rVB3 49796 43600 2.75% 0.220%
58 10.875 1490 1494 1503 rBV 589907 595875 37.52%  3.002%
59 10.969 1507 1510 1516 rBV 301606 364985 22.98% 1.839%
60 11.163 1540 1543 1545 rBV3 37722 43605 2.75% 0.220%
61 11.251 1556 1558 1562 rVB3 40878 45580 2.87% 0.230%
62 11.292 1562 1565 1567 rBV2 38622 39081 2.46% 0.197%
63 11.416 1583 1586 1589 rBV 269052 199444 12.56%  1.005%
64 11.445 1589 1591 1594 rVB 115249 91751 5.78% 0.462%
65 11.575 1610 1613 1616 rBV 540248 542160 34.14% 2.731%
66 11.598 1616 1617 1621 rVWV 341010 273772 17.24% 1.379%
67 11.651 1624 1626 1630 rVV 79716 85391 5.38% 0.430%
68 11.686 1630 1632 1636 rVV3 36365 32580 2.05% 0.164%
69 11.727 1637 1639 1643 rVB3 30808 32871 2.07% 0.166%
70 11.804 1649 1652 1656 rBV3 42391 76157 4.79% 0.384%
71 11.845 1656 1659 1662 rVV 235886 176242 11.10% ©.888%
72 11.875 1662 1664 1666 rVB2 36556 28317 1.78% 0.143%
73 11.945 1673 1676 1680 rVB 615742 520404 32.77% 2.622%
74 12.080 1696 1699 1701 rBV 61456 68531 4.31% 0.345%
75 12.110 1701 1704 1707 rVWV 94748 106285 6.69% ©.535%

76 12.192 1715 1718 1721 rBV2 93112 107092 6.74%  ©.539%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

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-BF051424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 12.251 1725 1728 1731 rBV 166035 146034 9.19% 0.736%
78 12.375 1747 1749 1751 rVB 34469 26551 1.67% 0.134%
79 12.404 1752 1754 1757 rBV3 36053 30901 1.95% 0.156%
80 12.639 1790 1794 1796 rBV3 1323246 1310993 82.54% 6.604%
81 12.663 1796 1798 1805 rVB 1853003 1588278 100.00% 8.001%
82 12.745 1809 1812 1815 rVB 294805 263596 16.60% 1.328%
83 12.798 1817 1821 1824 rBV 699261 627330 39.50% 3.160%
84 13.027 1854 1860 1866 rBV 521646 648980 40.86% 3.269%
85 13.163 1879 1883 1886 rBV 1266934 1027074 64.67% 5.174%
86 13.310 1905 1908 1910 rBV3 48634 53169 3.35% 0.268%
87 13.351 1910 1915 1917 rVV3 118782 206210 12.98% 1.039%
88 13.374 1917 1919 1921 rVW 100755 83302 5.24% 0.420%
89 13.422 1925 1927 1930 rVB 68799 55465 3.49% 0.279%
90 13.716 1975 1977 1980 rBV 55079 49382 3.11% 0.249%
91 14.233 2060 2065 2067 rBV2 467916 663630 41.78%  3.343%
92 14.257 2067 2069 2073 rVB 195629 176149 11.09% 0.887%
93 15.327 2248 2251 2255 rBV 139755 208703 13.14% 1.051%
94 15.733 2317 2320 2326 rVB 129147 180599 11.37% 0.910%
95 15.804 2328 2332 2335 rVB 252372 308662 19.43%  1.555%

Sum of corrected areas: 19850939
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 30 May 2024 18:19
¢ CG\JU
. P2655-01

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
BF138082.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

1500000

1000000

500000

Time-->

146
0,/\

TIC: BF138082.D\data.ms

5.663

6.651 7.592
7.034 :

2.358

3.275 ¢
\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ﬁ?

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
2000000

1500000

1000000

500000

TIC: BF138082.D\data.ms

12.663

9.392

12.639 13.163

12.798
13.027

8.316

13.C

0
Time-->

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

Abundance
2000000

1500000

1000000

500000

TIC: BF138082.D\data.ms

14.233

Time-->

T ‘ 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\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.358 26.28 ng 677041 1,4-Dichlorobenzene-d4 7.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance  Scan 46 (2.358 min): BF138082.D\data.ms (-40) (-) m/z 73.10 100.00%

73.1
5000
43.0
R e
2.20 2.40 2.60
ol M 89 w/z 43.e5  33.48%
m/z--> 20 40 60 80 100 120 140
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 LI LA L L L L B
55.0 220 240 260
m/z 87.10 26.61%
39} L
0 \\\’\mh\M\‘\\‘1”‘\\“\‘\‘\8\.\0\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
T
2.20 2.40 2.60
5000 55.0 m/z 55.05 24.70%
N
o LUl L emomse
miz--> 20 40 60 80 100 120 140
Abundance #38412: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, meth R AL I
73.0 2.20 2.40 2.60
m/z 41.05 10.81%
5000
45.0
o 290 7T 1 890 130.0 147.0
e e e e e e e T B A e
m/z--> 20 40 60 80 100 120 140 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
3.275 3.59 ng 92557 1,4-Dichlorobenzene-d4 7.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 90
2 1,3-Dioxane, 4-methyl- 102 C5H1002 001120-97-4 56
3 Propanamide, N,N-dimethyl- 101 C5H11NO 000758-96-3 37
4 2-Oxazolidinone, 3-methyl- 101 C4H7NO2 019836-78-3 25
5 Ethanethioic acid, S-(dihydro-2,... 174 C6H604S 006953-60-2 10
Abundance Scan 202 (3.275 min): BF138082.D\data.ms (-196) (-) m/z 43.05 100.00%
101.1
5000
72.1 \\\‘\\\\’\\\\‘\\\\‘\\\\
H 59.1 3.00 3.20 3.40 3.60
Ob el L 880 /7 1e1.10  66.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9273: 1,3-Dioxolane, 2,2,4-trimethyl-
43.0
5000 101.0 e R R
3.00 3.20 3.40 3.60
72.0 m/z 42.10 27.36%
59.0
oL 180 280 L% | sso | msg
H\‘\H\‘HH‘\H\‘H\\‘HH‘\\H’\H\‘HH‘\H\’\H\‘HH‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4800: 1,3-Dioxane, 4-methyl-
43.0
A REmmEEEE
101.0 3.00 3.20 3.40 3.60
5000 20.0 m/z 72.10 24.33%
72.0
57.0
sl L
0“wuhwulw‘uw‘uwuwuwu‘pH‘_‘H_‘HN‘H‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4606: Propanamide, N,N-dimethyl- e ARAmBEE TS
44.0 72.0 101.0 3.00 3.20 3.40 3.60
m/z 41.10 20.09%
5000
7.
29.0 570
15.0
bl L ee0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19

Operator : CG\JU

Sample : P2655-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424.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 3 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
9.139 2.83 ng 96115 Naphthalene-d8 8.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 70
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 60
4 Naphthalene, 1,2,3,4- tetrahydro— 160 C12H16 001076-61-5 55
5 Benzene, 1,3,5-trimethyl-2-(1-me. 160 C12H16 014679-13-1 55
Abundance Scan 1199 (9.139 min): BF138082.D\data.ms (-1196) (-) m/z 118.05 100.00%
118.1 145.1
5000 ﬂ\
91.1 vl e e B e
51.0 ‘ | 176.0 8.80 9.00 9.20 9.40
o IS Y MU OO O B lll Al R0 m/z 145.05  91.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 l\{\\\‘\\\\‘\\\\‘\\\\’\\\\‘
8.80 9.00 9.20 9.40
91.0 m/z 160.10  70.79%
28.0 510
O' \\“‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
160.0 8.80 9.00 9.20 9.40
5000 ITI/Z 117.10 51.08%
39.0 91.0
63.0
0 ,WLJH39r
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36297: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- AARSESSsEEEE
118.0 8.80 9.00 9.20 9.40
m/z 105.05 34.45%
5000 160.0
00 650 M0 | pm b
R L e mmem
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Tetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.457 4.85 ng 128458  Acenaphthene-di10 10.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 86

Abundance Scan 1253 (9.457 min): BF138082.D\data.ms (-1251) (-) m/z 57.10 100.00%

57.1
o M
' 9.20 9.40 9.60 9.80
99.0 . . . .
140.2
ok “MWM‘wWWMM“N‘W o }gﬁ}“ T m/z 43.10 75.62%
miz-> 50 100 150 200 250 300
Abundance #74004: Tetradecane
57.0
5000 L L I L LI L B
9.20 9.40 9.60 9.80
m/z 71.10 62.00%
99.0
Olg).\q‘\ “‘\ ‘!‘ “‘ “ \“ T %4\‘]. ‘(‘)\ T \1\9?.(\) LI ‘ L L ‘ LI
miz-> 50 100 150 200 250 300
Abundance #107220: Hexadecane
57.0
o ARAEEsSEEEEEEEE
9.20 9.40 9.60 9.80
5000 m/z 85.10 43.08%
99.0
oo L Ll 10 tes0 260
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester P T T T
57.0 9.20 9.40 9.60 9.80
m/z 41.10 40.96%
044101820252-0325-'
m/z--> 50 100 15 200 250 300 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 2,6,10-Trimethyltridecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.781 3.45 ng 91262  Acenaphthene-d1e 10.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 68
2 Heptacosane 380 C27H56 000593-49-7 64
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 58
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 58
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 52

Abundance Scan 1308 (9.781 min): BF138082.D\data.ms (-1305) (-) m/z 57.10 100.00%

57.1
5000
118.1 A S
| ‘ 1932 9.50 10.00
- HW‘ i b “w e M/z 71.10 94.22%
miz--> 50 100 150 200 250 300 350
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 Y SShi
9.50 10.00
m/z 43.10 73.56%
O\\“\‘\“‘\ \\“‘\“\‘\“\]:8\3\0‘\22\6\(\)‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
o o

9.50 10.00
5000 m/z 85.10 46.13%

\ L | | F ‘1410183022502670 323.0 380.

o

(W a2 2L s
m/z--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0 9.50 10.00
m/z 55.10 37.11%
- /\W
0 ‘\‘ I “\ I \‘ u‘ \4\101830 239.0 296.0
e A e e P P
m/z--> 50 100 150 200 250 300 350 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.992 7.05 ng 186616  Acenaphthene-di10 10.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Tetradecane 198 C14H30 000629-59-4 83
3 Hexadecane 226 C1l6H34 000544-76-3 80
4 Nonadecane 268 C19H40 000629-92-5 58
5 Eicosane 282 C20H42 000112-95-8 58
Abundance Scan 1344 (9.992 min): BF138082.D\data.ms (-1341) (-) m/z 57.10 100.00%
57.1
- T W
10.00
113.1 159.1 .
212.2

om‘mA‘MHW‘M!M‘w_mh_uu‘uuH_‘ﬁ‘??“l_ww m/z 43.10  68.84%

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

Abundance #90189: Pentadecane

57.0
5000 R
85.0 10.00
29.0 m/z 71.10 65.68%
0 \‘ ‘\\ H \‘\ N ‘11?0\14\101690 2120
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
T
10.00
5000 85.0 m/z 85.10 50.16%
29.0
DLl 1130 1410 1690 1980
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane .
57.0 10.00
m/z 41.10 33.89%
5000
85.0
29.0
o \‘ | || 1130 1410 1690 226.0
H“H‘w"H‘H“_‘H“H‘_“w“u‘u“_‘u“u‘w“‘ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.492 8.86 ng 234626  Acenaphthene-di10 10.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Tetradecane 198 C14H30 000629-59-4 91
3 Tetracosane 338 (C24H50 000646-31-1 87
4 Pentadecane 212 C15H32 000629-62-9 87
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 1429 (10.492 min): BF138082.D\data.ms (-1426) (- m/z 57.10 100.00%
57.1
- MM
—
99.1 10.50
41.2
ol d B2 2081 L, 4310 66.73%
miz-> 50 100 150 200 250 300
Abundance #107220: Hexadecane
57.0
5000 T
10.50
m/z 71.10 63.54%
99.0
oo kL[] om0 200
miz--> 50 100 150 200 250 300
Abundance #74005: Tetradecane
57.0
=
10.50
5000 m/z 85.10 48.54%
99.0
01‘5-9\‘ b dare 180
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane -
57.0 10.50
m/z 41.10 36.22%
5000
99.0
ol [l L1 [ 14101830 2250 2670 338
“““ L B S A SR S S ——
m/z--> 100 150 200 250 300 10.50

8270-BF051424 .M Fri May 31 07:57:39 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19

Operator : CG\JU

Sample : P2655-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424.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 8 Pentadecane, 2,6,10-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.710 6.06 ng 160530  Acenaphthene-di10 10.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 87
2 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 81
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 81
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 70
5 Hexacosane 366 C26H54 000630-01-3 64

Abundance Scan 1466 (10.710 min): BF138082.D\data.ms (-1462) (| m/z 57.10 100.00%
57.1
o M
85.1
— —
‘ | ‘ ‘11‘31141117‘11 . 10.50 11.00
Ol ettt Sl S m/z 71.18 51.68%
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 e R
10.50 11.00
290 8.0 m/z 43.10 43.91%
0 Ll “ (1701410 183021102300
\H\‘\\H‘H\\‘\\H‘H\\‘\\H‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #22092: Octane, 3,5-dimethyl-
57.0
— —
10.50 11.00
5000 m/z 85.10 27.92%
29.0
85.0 1130
b LT 00
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #59066: Undecane, 2,5-dimethyl- T T
57.0 10.50 11.00
m/z 41.10 23.38%
B M
29.0
SR S T VoY 1T T sttt
m/z--> 20 40 60 80 100120140160 180 200 220 240 10.50 11.00

8270-BF0O51424 .M Fri May 31 07:57:42 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.969 13.46 ng 364985  Phenanthrene-d10 11.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Dodecane 170 C12H26 000112-40-3 87
5 Tetracosane 338 (C24H50 000646-31-1 87
Abundance Scan 1510 (10.969 min): BF138082.D\data.ms (-1507) (- m/z 57.10 100.00%
57.1
o Amvjtwﬂ¢mh\m$ﬁwmkwﬁﬂ
99.1 1100
11.00
141.1
ol dj |y 141t 1838 2402 3270 7110 63874
miz-> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 T
11.00
99.0 m/z 43.10 63.72%
OL\S\Q‘\ ‘\““‘\ ‘H‘ \‘H‘\ ”" \“‘ \%41{]—.‘9\ :‘I\_S\swo‘ T \2\4??\ L
miz--> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
——
11.00
5000 m/z 85.10 48.37%
‘ 99.0
41.0
oisel | | | i\ | }40 1630 2250 as60
miz--> 50 100 150 200 250 300
Abundance #158600: Nonadecane T
57.0 11.00
m/z 41.05 33.46%
5000
99.0
0 | me Iy :\|'4;I"0 183.0 268.0
el A ——
m/z--> 50 100 150 200 250 300 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Hexadecane, 7,9-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.416 7.36 ng 199444  Phenanthrene-di10 11.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 1586 (11.416 min): BF138082.D\data.ms (-1583) (- m/z 57.10 100.00%
57.1
- T W
11550
113.2 :
141.2 196.1
0 HwHm“;Hh_w‘lm“w_HwH“1‘99”1_”W?ﬁ%?’fﬁf‘ﬁ m/z 71.10 69.01%
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #74005: Tetradecane
57.0
5000 85.0 —
11.50
29.0 m/z 43.10 63.52%
0 L) | 2014101600180
\H‘HH‘HH‘\\H‘\H\‘\H\‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #141075: Hexadecane, 7,9-dimethyl-
57.0
——
11.50
5000 85.0 m/z 85.10 49,92%
126.
o b L R 0z 0mn0
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #107216: Hexadecane T
57.0 11.50
m/z 41.10 30.02%
5000 85.0
29.0
0 \‘ ‘\ H Iyl \‘11? 0\14\1 0169.0 197.0 226.0
e e e A e e e e —
m/z--> 20 40 60 80 100120140160 180 200 220 240 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 2-Bromotetradecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.445 3.38 ng 91751  Phenanthrene-d1e 11.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromotetradecane 276 C14H29Br 074036-95-6 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
3 Hexacosane 366 C26H54 000630-01-3 86
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 83
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
Abundance Scan 1591 (11.445 min): BF138082.D\data.ms (-1589) (-} | m/z 57.10 100.00%
57.1
113.1 il%d
5 1 197 2 .
ol b, “‘ L “ I ol 2902900 myz 71.10 92.25%
miz--> 50 100 150 200 250 300 350
Abundance #168307: 2-Bromotetradecane
57.0
5000 R
11.50
9.0 m/z 85.10 55.91%
410 197.0
miz--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
—
11.50
5000 m/z 43.10 49.,69%
0 L\ I H\ \u \‘ u‘ \4\1 0 1830 239.0 296.0
i e e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane —
57.0 11.50
m/z 55.10 32.84%
ol L 7l M | 1410183.0225.0 267.0309.0 367
i AN A o S e SR ——
m/z--> 50 100 150 200 250 300 350 11.50

8270-BF051424 .M Fri May 31 07:57:46 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.845 6.50 ng 176242  Phenanthrene-di10 11.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Hexadecane 226 C1l6H34 000544-76-3 96
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Pentadecane 212 C15H32 000629-62-9 91
Abundance Scan 1659 (11.845 min): BF138082.D\data.ms (-1656) (- m/z 57.10 100.00%
57.1
e m
99.1 "en Lol
11.50 12.00
141.1
A — “‘wh“ LPn 1831 2252 2684 h/; 71.10  68.39%
miz-> 50 100 150 200 250
Abundance #158597: Nonadecane
57.0
5000 — s
11.50 12.00
m/z 43.10 66.50%
99.
. 2o | L1770 a0 1830 2050 2680
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 #107216: Hexadecane
57.0
— ——
11.50 12.00
5000 m/z 85.10 48.63%
o180 T "0 1410 1830 2260
=l A
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane o T
57.0 11.50 12.00
m/z 41.10 30.15%
5000
99.0
0 26\10‘\ ‘\ H\ h\ h‘ u \?‘410‘ 1830 225.0 296.(
e —— - e A — ——
m/z--> 50 100 150 200 250 11.50 12.00

8270-BF051424 .M Fri May 31 07:57:48 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.945 19.20 ng 520404  Phenanthrene-d10 11.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 89
4 Methyl stearate 298 C19H3802 000112-61-8 83
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81
Abundance Scan 1676 (11.945 min): BF138082.D\data.ms (-1673) (- m/z 74.10 100.00%
74.1
5000
H 130 972 12.00
0\\\““h\‘l‘\““‘NJ“‘\“\\\\“‘w by 2810 3410 475. .. 710 72.77%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 LN
12.00
143.0 m/z 43.10  29.54%
‘ ‘ ‘ 227.0
O\\\“”\‘L‘\“”\h“\”\\\\“\\‘\‘\“\\‘\‘\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
——
12.00
5000 m/z 55.10 25.97%
143.0
b ‘ 227.0
0'\5L\“M‘l‘f"‘\““m%\“\cm“u‘u,\h\‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #109337: Tridecanoic acid, methyl ester —
74.0 12.00
m/z 41.10 24.09%
5000
143.0
by L 2E70
ok iy L e M
m/z--> 50 100 150 200 250 300 350 400 450 12.00

8270-BF051424 .M Fri May 31 07:57:52 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Anthracene, 9-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.110 3.92 ng 106285  Phenanthrene-di10 11.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
Abundance Scan 1704 (12.110 min): BF138082.D\data.ms (-1701) (-} | m/z 192.05 100.00%
1921
or 12.00 12:50
4.3 1391 256.1 : :
0k ““L | ‘?J“m Skl 200290 341 hs 191,10 55.25%
miz-> 50 100 150 200 250 300
Abundance #67027: Anthracene, 9-methyl-
192.0
5000 e e
12.00 12.50
m/z 189.10  28.90%
0+~ :\39\9 T \“gﬁ‘.‘ow T \]\-5‘2.\9\ “\ h L B B B B
miz--> 50 100 150 200 250 300
Abundance #67039: Phenanthrene, 2-methyl-
192.0
= =
12.00 12.50
5000 m/z 57.10 18.44%
0 51‘Q ‘ 1"5“\2? L
e e
miz--> 50 100 150 200 250 300
Abundance #67044: Phenanthrene, 1-methyl- —— ——
192.0 12.00 12.50
m/z 193.10  16.82%
h WMMM
J27.0 630 980 1390 | |
e e e —— ——
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF051424 .M Fri May 31 ©7:57:55 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .M
Quant Title : 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 15 4H-Cyclopenta[def]phenanthrene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.192 3.95 ng 107092  Phenanthrene-di10 11.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 47
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 40
4 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 36
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 28

Abundance Scan 1718 (12.192 min): BF138082.D\data.ms (-1715) (|  m/z 190.05 100.00%
19p.1
5000
ey =
63.0 o0 139.0 224.2 260.4 ' 1209 12.50
o O30 L L. 1890 ) | 22422604 303. . 189 65  92.52%
m/z--> 50 100 150 200 250 300
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 — o
94.0 12.00 12.50
4. m/z 192.10  46.61%
0310 630, \‘\ 1370 |
T T T ‘ \ T \ T T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #64636: 2,3,5,6-Tetramethylterephthalaldehyde
39.0 190.0
oty ]
91.0 12.00 12.50
5000 133.0 m/z 191.10 40.14%
0““‘\HHHM RS N
miz--> 50 100 150 200 250 300 WMJ
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene T T
189.0 12.00 12.50
m/z 187.05 18.98%
5000
94.0
0 Vi el
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF051424 .M Fri May 31 07:57:56 2024 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Hexadecane, 1-iodo- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.251 5.39 ng 146034  Phenanthrene-di10 11.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heptadecane 240 C17H36 000629-78-7 93
3 Pentadecane 212 C15H32 000629-62-9 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 87

Abundance Scan 1728 (12.251 min): BF138082.D\data.ms (-1725) (- m/z 57.10 100.00%

57.1
5000

e i
13.2 1200 12.50
160.2

0 ‘ p‘ } M [ [ 1902 2253 2810 3411 421 ;0 7110 69.18%

m/z--> 50 100 150 200 250 300 350 400
Abundance #107216: Hexadecane
57.0

5000 T
12.00 12.50
m/z 43.10 66.75%

O T \"\ l‘ 111 \“\‘\ \‘ ‘]-‘\6\9\0\ ‘2\2\6\ \()‘ LI ‘ LI ‘ LI ‘ T
mi/z--> 50 100 150 200 250 300 350 400
Abundance #123961: Heptadecane
57.0

—
12.00 12.50
5000 m/z 85.10  49.64%

0 LR 1600 2400
m/z--> 50 100 150 200 250 300 350 400

Abundance #90189: Pentadecane T —
57.0 12.00 12.50

m/z 41.10 29.19%

5000 J
\L ﬁ >F 168.0212.0

ob—H T :
miz--> 50 100 150 200 250 300 350 400 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 9,15-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.639 48.36 ng 1310990  Phenanthrene-d10 11.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 99
5 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 99

Abundance Scan 1794 (12.639 min): BF138082.D\data.ms (-1790) (- m/z 67.10 100.00%

67.1
5000
09.1

2631 12.50 13.00
0, u \Hh\ L u“h\ \\Hh Hh ‘\‘\ - n‘g} 12%3 2 ‘ ‘ . ??4 3 m/Z 81 . 19 86 . 7400
miz--> 50 100 150 200 250 300
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
5000 — s
12.50 13.00
09.0 m/z 55.10 61.71%
294.0
O T T T T ‘ T ‘ h \‘H T H‘\ H‘ \“ \J-'\87\ 92\29 \CJ T 26\‘2 \o\ \‘ ‘ T
m/z--> 50 150 200 250 300
Abundance  #191900: 9, 12 Octadecadienoic acid, methyl ester
67.0
12.50 13.00
5000 m/z 95.10 60.47%

29.0 09.0
294.0
0! \ Hh ‘HHWHM‘ \l\ ‘\\‘ - ‘22‘3‘0‘ 2‘6‘2 ‘o‘ . ‘
miz--> 50 100 150 200 250 300

Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester — ——
67.0 12.50 13.00

m/z 41.10 51.22%

5000
299 o 94 0
262.0
HHM L. m m 187.02200 262-

: —
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.663 58.59 ng 1588280  Phenanthrene-d10 11.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
3 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 98

Abundance Scan 1798 (12.663 min): BF138082.D\data.ms (-1796) (- m/z 55.10 100.00%

55.1
97.1
5000
264.3

s7.1 1802 2223 12.50 13.00

ol il ‘ ppifii b 2903 69,10 71.43%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester viwwﬂijwwakﬂ
55.0

5000 80 — .

12.50 13.00
m/z 41.10 63.83%

23.0
180. .
LLULLETS, o0 2220 ast0yg,,
oL ‘d‘ I \‘\M\H‘H\h“\ u‘“\ I - 1“\ 1 “‘ T
miz--> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0

T —
12.50 13.00

5000 ITI/Z 74.10 62.93%
87.0
264.0
‘ HH ‘ H 230 1800 222.0 ‘ 206.0
oL h‘ “‘u ‘\ | HM ! \‘u‘ \‘\ “Lm ‘\m‘u‘ Al “m BT - “‘ b
miz--> 50 100 150 200 250 300
Abundance #194424: 11-Octadecenoic acid, methyl ester — A
55.0 12.50 13.00
m/z 83.10 61.49%
5000 87.0 264.0
‘ 1 230 180.0 22‘2'0 ‘ 296.0
oL L‘ “‘ g \‘\‘MHH‘ MHLH m‘“\ Ll \!\ e " b I \‘ — — e
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.745 9.72 ng 263596  Phenanthrene-di10 11.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 97
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 94
4 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 94
5 2-Methylpentadecanoic acid 256 C16H3202 025354-92-1 83
Abundance Scan 1812 (12.745 min): BF138082.D\data.ms (-1809) (- m/z 74.10 100.00%
74.1
5000 M
143.1 A
255.2 T ‘ T T ‘ T T
‘ 199.2 ‘ 208.3 12.50 13.00
ob— ‘ " ML b L L 8400 s 87 65 76.89%
m/z--> 100 150 200 250 300
Abundance #197273: Methyl stearate
74.0
5000 T T ‘)\“ﬁ"w‘/
12.50 13.00
143.0 m/z 43.10 32.00%
% ‘ 199.0 255.0 208.0 /
0\\“\ | ‘\\“\w ‘HMH ‘\““‘\‘ “““i \‘\\\““\“\\\“‘\\\\
miz--> 100 150 200 250 300
Abundance #214951:Nonadecanok:add,nuﬁhyleﬁer
74.0
— —
12.50 13.00
5000 m/z 55.10 26.28%
143.0
312.0
i ‘ looo 2690 ‘
OHH‘\‘ “““JH‘;\‘\\\H“\‘\H‘\‘H‘wmu‘
miz--> 100 150 200 250 300
Abundance #197353: Heptadecanoic acid, 16-methyl-, methyl ester = —
74.0 12.50 13.00
m/z 143.05 23.17%
5000
143.0 255.0
‘ 199.0 298.0
m/z--> 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Fluoranthene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.351 6.21 ng 206210  Chrysene-di12 14.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 53
Abundance Scan 1915 (13.351 min): BF138082.D\data.ms (-1910) (- m/z 216.10 100.00%
216.1
106, — —
551 10%° 04 c1,2921 g4, 1300 13.50
0 w282 L PP m/z 215.10 84.73%
m/z--> 50 100 150 200 250 300 350
Abundance #94579: Fluoranthene, 2-methyl-
216.0
5000 = T
13.00 13.50
m/z 217.10  21.58%
108.0
0 639 L \“ 1630 Loyl
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #94576: 11H-Benzol[b]fluorene
216.0
— ——
13.00 13.50
5000 m/z 213.10 20.66%
108.0
57.0 H 163.0
e
m/z--> 50 100 150 200 250 300 350
Abundance #94565: Pyrene, 1-methyl- “ T
216.0 13.00 13.50
m/z 106.50  14.13%
5000
95.0
o‘“59-9‘MH‘1“?3;0»‘;_h‘m_m_m_ 1L m_
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053024\
Data File : BF138082.D

Acqg On : 30 May 2024 18:19
Operator : CG\JU

Sample : P2655-01

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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|
Butane, 2-metho... 2.358 26.3 ng 677041 1 7.034 515345 20.0
1,3-Dioxolane, ... 3.275 3.6 ng 92557 1 7.034 515345 20.0
Naphthalene, 1,... 9.139 2.8 ng 96115 2  8.316 679253 20.0
Tetradecane 9.457 4.8 ng 128458 3 10.081 529637 20.0
2,6,10-Trimethy... 9.781 3.5 ng 91262 3 10.081 529637 20.0
Pentadecane 9.992 7.0 ng 186616 3 10.081 529637 20.0
Hexadecane 10.492 8.9 ng 234626 3 10.081 529637 20.0
Pentadecane, 2,... 10.710 6.1 ng 160530 3 10.081 529637 20.0
Heptadecane 10.969 13.5 ng 364985 4 11.575 542160 20.0
Hexadecane, 7,9... 11.416 7.4 ng 199444 4 11.575 542160 20.0
2-Bromotetradecane 11.445 3.4 ng 91751 4 11.575 542160 20.0
Nonadecane 11.845 6.5 ng 176242 4 11.575 542160 20.0
Hexadecanoic ac... 11.945 19.2 ng 520404 4 11.575 542160 20.0
Anthracene, 9-m... 12.110 3.9 ng 106285 4 11.575 542160 20.0
4H-Cyclopenta[d... 12.192 4.0 ng 107092 4 11.575 542160 20.0
Hexadecane, 1-i... 12.251 5.4 ng 146034 4 11.575 542160 20.0
9,15-Octadecadi... 12.639 48.4 ng 1310990 4 11.575 542160 20.0
9-Octadecenoic ... 12.663 58.6 ng 1588280 4 11.575 542160 20.0
Methyl stearate 12.745 9.7 ng 263596 4 11.575 542160 20.0
Fluoranthene, 2... 13.351 6.2 ng 206210 5 14.233 663630 20.0
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