LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31
Operator : RC/JU

Sample : P4103-10

Misc :

ALS Vvial : 21  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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139487.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.204 106 19 27 rVB 840212 1308277 59.52% 4.786%
2 5.104 503 512 523 rBV 104346 159319 7.25% 0.583%
3 5.498 573 579 585 rBV 1467624 1978091 90.00% 7.236%
4 6.504 744 750 756 rBV 1447543 2016992 91.77% 7.378%
5 6.875 808 813 819 rVB 440530 569496 25.91% 2.083%
6 6.934 819 823 827 rBV3 17857 24505 1.11% ©0.090%
7 7.022 834 838 842 rBV2 23536 27557 1.25% 0.101%
8 7.145 853 859 862 rBv2 22276 28534 1.30% 0.104%
9 7.269 875 880 883 rBV2 22559 37680 1.71% 0.138%
10 7.439 898 909 914 rBV 1012128 1443182 65.66% 5.279%
11  7.516 917 922 926 rBv4 35791 55138 2.51% 0.202%
12 7.581 926 933 937 rBV5 28282 58911 2.68% 0.215%
13 7.651 942 945 948 rwv3 35805 48927 2.23% 0.179%
14 7.686 948 951 959 rVB3 51120 77307 3.52% 0.283%
15 7.775 959 966 968 rBvV3 53712 104782 4.77% 0.383%
16 7.798 968 970 973 rVV3 39813 54161 2.46% ©0.198%
17 7.833 973 976 980 rVWW2 51614 71161 3.24% 0.260%
18 7.869 980 982 984 rVW3 20909 25067 1.14% 0.092%
19 7.898 984 987 994 rVWV5 63019 108331 4.93% 0.396%
20 7.975 997 1000 1005 rVB3 31270 40595 1.85% 0.148%
21 8.028 1005 1009 1012 rBV2 36170 46307 2.11% 0.169%
22 8.110 1017 1023 1024 rBV3 45464 74937 3.41% 0.274%
23 8.157 1025 1031 1036 rVV 545122 809620 36.83% 2.962%
24  8.216 1036 1041 1044 rVV2 190373 272664 12.41%  0.997%
25  8.245 1044 1046 1053 rVB4 60397 89469 4.07% 0.327%
26 8.310 1053 1057 1059 rBV2 33794 46475 2.11% 0.170%
27 8.357 1062 1065 1070 rVB3 59371 76659  3.49%  0.280%
28 8.445 1075 1080 1086 rBV5 108809 176794 8.04% 0.647%
29 8.504 1087 1090 1092 rVB4 26091 26734 1.22% 0.098%
30 8.539 1092 1096 1099 rBvV2 71673 89327 4.06% 0.327%
31 8.575 1099 1102 1108 rBV 220766 296399 13.48% 1.084%
32 8.663 1113 1117 1120 rBV 133660 172094 7.83% 0.630%
33 8.751 1128 1132 1135 rBV4 65567 100261 4.56% 0.367%
34 8.869 1150 1152 1156 rVB 177270 189216 8.61% 0.692%
35 8.904 1156 1158 1160 rBV2 32685 31168 1.42% 0.114%

36 8.975 1161 1170 1177 rBV3 268292 593612 27.01% 2.171%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31
Operator : RC/JU

Sample : P4103-10

Misc :

ALS Vvial : 21  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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.063 1182 1185 1188 rVB 79850 105863 4.82% 0.387%
38 9.175 1200 1204 1209 rBV 321309 395661 18.00% 1.447%
39 9.233 1209 1214 1219 rVB 1784293 2197996 100.00% 8.040%
40 9.316 1223 1228 1231 rBV2 159146 266595 12.13% 0.975%
41  9.380 1236 1239 1242 rVV 122496 155909 7.09% 0.570%
42 9.427 1244 1247 1252 rVB 131908 173167 7.88% 0.633%
43 9.498 1254 1259 1264 rVB 301176 452037 20.57% 1.654%
44  9.569 1264 1271 1274 rBV 398054 688964 31.35%  2.520%
45  9.627 1278 1281 1285 rVV3 472293 644511 29.32%  2.358%
46 9.686 1288 1291 1296 rVB2 149078 195727 8.90% 0.716%
47  9.775 1302 1306 1310 rBV2 115489 158697 7.22% 0.581%
48 9.910 1322 1329 1333 rBV 541687 803446 36.55% 2.939%
49 10.016 1343 1347 1351 rVB 226960 300259 13.66% 1.098%
50 10.063 1351 1355 1357 rBV4 73862 111365 5.07% 0.407%
51 10.110 1359 1363 1367 rVB3 248627 365096 16.61% 1.336%
52 10.157 1367 1371 1379 rVB5 272254 536607 24.41% 1.963%
53 10.227 1379 1383 1385 rBV 198289 261013 11.88%  0.955%
54 10.316 1395 1398 1404 rBV3 128469 262399 11.94% 0.960%
55 10.451 1417 1421 1423 rBV3 123472 185965 8.46% 0.680%
56 10.557 1435 1439 1444 rVB 437349 680952 30.98% 2.491%
57 10.622 1445 1450 1454 rVB3 166669 295366 13.44%  1.080%
58 10.698 1459 1463 1467 rVB 843186 1048300 47.69%  3.835%
59 10.822 1480 1484 1491 rVB 747479 1058522 48.16% 3.872%
60 11.033 1517 1520 1527 rVB5 164066 212399 9.66% 0.777%
61 11.286 1559 1563 1570 rVB 417851 657318 29.91%  2.404%
62 11.398 1578 1582 1589 rBV2 500153 768959 34.98% 2.813%
63 11.639 1619 1623 1633 rVB4 126887 231803 10.55% 0.848%
64 11.898 1664 1667 1669 rBV 84386 112662 5.13% 0.412%
65 11.921 1669 1671 1676 rVB 124890 149038 6.78% 0.545%
66 12.368 1744 1747 1755 rVB2 83223 149887 6.82% 0.548%
67 12.445 1756 1760 1763 rBV 81114 107235 4.88% 0.392%
68 12.792 1816 1819 1823 rVB3 56872 75670  3.44% 0.277%
69 12.892 1833 1836 1840 rVB 31321 41769 1.90% 0.153%
70 12.980 1845 1851 1859 rVB 1106124 1482042 67.43% 5.421%
71 14.027 2024 2029 2038 rVB 258581 346662 15.77%  1.268%

72 15.498 2273 2279 2291 rBV 208070 327536 14.90% 1.198%

Sum of corrected areas: 27337146
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 20 Sep 2024 02:31
: RC/JU
: P4103-10

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
BF139487.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF139487.D\data.ms
1500000 5.498 6.504
7.439
1000000
2.204
500000 6.875
5.104
. §307217369,71 BEER
\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ P
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: BF139487.D\data.ms
9.233
1500000
10.698 12.980
1000000
500000
0 — — — — — — — — — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF139487.D\data.ms
1500000
1000000
500000
14.027 15.498
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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31
Operator : RC/JU

Sample : P4103-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.204 45.95 ng 1308280 1,4-Dichlorobenzene-d4 6.875

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 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance  Scan 19 (2.204 min): BF139487.D\data.ms (-10) (-) m/z 73.10 100.00%

73.1
5000 43.0 /\
e I
‘ J 881 2.20 2.40 2.60
Ol WL B8O Il 88 7 4365 49.34%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2- methoxy -2-methyl-
73.0
5000 L L B L O L B B BB
43.0 2.20 2.40 2.60
‘ m/z 55.10  32.72%
27.0 8%.0
O\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
e I
2.20 2.40 2.60
5000 55.0 m/z 87.10 26.96%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ e
miz--> 0 20 40 80 100 120
Abundance #2246.Suane,teUanKthL T EAmama e
73.0 2.20 2.40 2.60
m/z 41.10 16.09%
5000
43.0
0 15\.0 \‘\ H 1 ‘\ 880
T “‘,““,“ T e
m/z--> 0 20 80 100 120 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31
Operator : RC/JU

Sample : P4103-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
5.104 5.60 ng 159319 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Butane 58 C4H1e 000106-97-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 512 (5.104 min): BF139487.D\data.ms (-503) (-) m/z 43.05 100.00%

3.0
59.1
5000
e AERERREREEE]
‘ 83.0 101.1 4.80 5.00 5.20 5.40
| SHRENESSESSEE AMY RSESSD HEMS m/z 59.10  51.87%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB B R R IR R |
59.0 4.80 5.00 5.20 5.40
m/z 101.10 16.12%
15.0 101.0
‘ Wl | 830 |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR R RRE
4.80 5.00 5.20 5.40
5000 410 m/z 58.10 14.53%
126.0
b L 12001459
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate  ARmmE B
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.64%
5000
15.0 720 1000
o
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31
Operator : RC/JU

Sample : P4103-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Undecane, 2,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.216 6.74 ng 272664  Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 97
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 93
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 91
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 87
5 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 72
Abundance Scan 1041 (8.216 min): BF139487.D\data.ms (-1036) (-) m/z 57.10 100.00%
57.1
- w
T
‘ 98.1 1491 7.80 8.00 8.20 8.40 8.60
0 380 L J700 T17 , 127014911692 L. 4310  46.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 | B ELBLALL B I
7.80 8.00 8.20 8.40 8.60
m/z 71.10 33.67%
O\\‘\‘\‘\\“\\\‘!‘\\“\\siq\\\\“‘\\U\’\\}\4.‘1\.\0\\‘]-\6\9\.9‘\\\
miz--> 40 60 80 100 120 140 160 180
Abundance #59041: Dodecane, 6-methyl-
57.0
R e e RRREEES
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 29.14%
bt b AT0 L, 1400 1840
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl- REaaa B
57.0 7.80 8.00 8.20 8.40 8.60
m/z 56.10 14.04%
5000
29.0 85.0
o”_u\”‘\"w!_m"‘\mw_l?ﬁ?w_%??ﬁ“‘1‘8‘4‘9
m/z--> 20 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31
Operator : RC/JU

Sample : P4103-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Decane, 2,6,7-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.575 7.32 ng 296399 Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 86
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 78
3 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 72
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 72
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 72

Abundance Scan 1102 (8.575 min): BF139487.D\data.ms (-1099) (-) m/z 57.10 100.00%

57.1
- m
85.1 8.20 8.40 8.608.80
113.2 . . . .
0 _Hm“m‘ e 35521832 s 71010 62.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59086: Decane, 2,6,7-trimethyl-
57.0
5000 L L N BN LR R B
8.20 8.40 8.60 8.80
m/z 43.10 59.40%
112.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22108: Octane, 3,6-dimethyl-
57.0
T
8.20 8.40 8.60 8.80
5000 m/z 41.10 36.47%
113.
29.0 3.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #318981: Sulfurous acid, 2-ethylhexyl heptadecyl ester T
57.0 8.20 8.40 8.60 8.80
m/z 56.10 22.04%
B W
113.0
85.0
120 a0 239.0
_“w“u“u“H“_"w“u“u“u“w“w“u“u“H e A RamES EEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.20 8.40 8.60 8.80
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
BF139487.D

© 20 Sep 2024 02:31
: RC/JU
. P4103-10

: 21 Sample Multiplier: 1

hod
le

ry

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 9

R.T. EstConc Area Relative to ISTD R.T.
9.175 9.85 ng 395661 Acenaphthene-d10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
4 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 64
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64

Abundance Scan 1204 (9.175 min): BF139487.D\data.ms (-1200) (-) m/z 57.10 100.00%

57.1
5000
85.1
T
1131 145.1 8.80 9.00 9.20 9.40
174.1
O el m/z 71.18 70.31%
miz--> 20 40 60 80 100120140160 180200220240 260280
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 L L N B LR B
8.80 9.00 9.20 9.40
85.0 %
0.0 m/z 43.10 61.78
N ‘ 1130141 0169.0197.0
’HH‘\H‘HH‘H\\‘HH‘HH‘\H\‘HH‘HH‘H\\‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280

i

Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
AR Rt
8.80 9.00 9.20 9.40
5000 m/z 41.10 40.99%
85.0
290 3.0
0 h‘ 4 ‘M ‘\ 1410 18302110 253.0282(
,HH‘HH‘HH,HH‘HH‘HH‘H‘WH‘WH‘WH‘WH‘WH‘WH‘WH
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #90206: Dodecane, 2,6,10-trimethyl- e ERmEES S
57.0 8.80 9.00 9.20 9.40
m/z 85.10  28.62%
5000
29.0 85.0
30 sssoimo
O bbbl et e e e M

m/z--> 20 40 60 80 100120140160180200220240260280 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31
Operator : RC/JU

Sample : P4103-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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-fluoro- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.316 6.64 ng 266595  Acenaphthene-di10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-fluoro- 188 C12H25F 000334-68-9 87
2 Undecane 156 C11H24 001120-21-4 72
3 Carbonic acid, decyl prop-1-en-2... 242 C14H2603 1000382-90-5 64
4 Hydroxylamine, O-decyl- 173 C10H23NO 029812-79-1 64
5 Nonane 128 C9H20 000111-84-2 58

Abundance Scan 1228 (9.316 min): BF139487.D\data.ms (-1223) (-) m/z 57.10 100.00%
57.1

©
al
=

5000
119.1 9.00 9.20 9.40 9.60
Oy e m/z 43.10 76.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62862: Dodecane, 1-fluoro-
57.0
5000 L L R R B B
9.00 9.20 9.40 9.60
85.0 m/z 41.10 52.11%
Otrr ] \‘\ ! “‘\‘1‘1‘\ “m i‘\ \“‘]‘_\]\-%.\(‘)\ \]\-4‘0\.(\)\ T \%\8\8\.9‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
57.0
R R Al
9.00 9.20 9.40 9.60
5000 m/z 55.10 47 .09%
85.0
29.0
‘ H ‘ 113.0 156.0
0 H“w‘“mN‘_J:wdu‘ﬂ“w“m“‘u“H“_“‘_“w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #125959: Carbonic acid, decyl prop-1-en-2-yl ester AEEmmaREEEE R

43.0 9.00 9.20 9.40 9.60
m/z 71.10 41.56%

5000

=

71.0
H‘ H\ b 140.0 185.0

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

97.0

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31
Operator : RC/JU

Sample : P4103-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Naphthalene, 1,7-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.498 11.25 ng 452037  Acenaphthene-d10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96

Abundance Scan 1259 (9.498 min): BF139487.D\data.ms (-1254) (-) | m/z 156.10 100.00%
156.1

5000 h
9.50
0 18712102 m/z 141.05  72.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
5000 N
9.50
m/z 155.10 35.82%
115.0
510 77.0
O \\\%%lg“\\“\\‘H\\\‘U“\\‘\\‘\\\‘1‘\“1‘\\‘i‘\\‘U‘“\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
P
9.50
5000 ITI/Z 115.10 17.27%
115.0
270 S0 Ll
O vttt bl Ll
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33141: Naphthalene, 1,3-dimethyl- ——
141.0 9.50

m/z 128.05 16.47%

5000
6.0 115.0
76.
27.0 S%OM A ‘ ”\\‘wm‘w‘w\wu\w‘w

m/z--> 20 40 60 80 100 120 140 160 180 200 9.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31
Operator : RC/JU

Sample : P4103-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Naphthalene, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.569 17.15 ng 688964  Acenaphthene-di10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
Abundance Scan 1271 (9.569 min): BF139487.D\data.ms (-1264) (-) m/z 156.05 100.00%
156.1
5000
115.1
57.1 ‘ 9.50
89.0
o“w"HwhmJN«wawuw‘m:ywuﬁhww“u‘}?Qﬁ“u‘ m/z 141.05 90.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
5000 A :
9.50
115.0 ITI/Z 155.10 29.75%
51.0 76.0
0 \\\‘2\7‘\.9\“\\“\\“”‘\ \”U"\‘\‘H“\H‘H\“!‘HH‘H‘U“MH\‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0
S \
9.50
5000 m/z 115.10 22.69%
77.0 115.0
ol 20 0y e bl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl- P
156.0 9.50
m/z 128.05 16.65%
- /\/V\/\/\/UL\AM\AA
115.0
N T N I 1 W
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50

8270-BF091324.M Fri Sep 20 17:50:40 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31
Operator : RC/JU

Sample : P4103-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.627 16.04 ng 644511  Acenaphthene-di10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1281 (9.627 min): BF139487.D\data.ms (-1278) (-) m/z 57.10 100.00%
57.1
w0 MM
99.1 ‘9 150‘ ELO‘OC;
-+ 132.1 : :
183.2
ob——Hpl ﬂh‘\ﬁ“ﬂ‘,“u‘u T m/z 43.10 91.58%
miz-> 50 100 150 200 250
Abundance #59028: Tridecane
57.0
5000 — ——
9.50 10.00
m/z 71.10 73.38%
99.0
184.
0 \z\a\\o‘\“ ‘H“‘\ ‘!‘ \“‘\ ‘“‘ !H T “:I\-4\‘]"’()\ T 8\‘ \0‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— ‘
9.50 10.00
5000 m/z 41.10 44 .46%
99.0
ol “m | 280 1830 2300 296 MNM
miz--> 50 100 150 200 250
Abundance #107220: Hexadecane T —
57.0 9.50 10.00
m/z 55.10 38.56%
- W
99.0
olao Ll |17, 1410 1es0 2260 S
m/z--> 50 100 150 200 250 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31

Operator : RC/JU

Sample : P4103-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 1@ Naphthalene, 2-(1-methyleth... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.016  7.47ng 366250 Acenaphthene-die 5.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-(1-methylethyl)- 176 C13H14 002027-17-0 94

002131-42-2 93
002131-41-1 83
001450-74-4 80
006158-45-8 76

2 Naphthalene, 1,4,6-trimethyl- 170 C13H14
3 Naphthalene, 1,4,5-trimethyl- 170 C13H14
4 Ethanone, 1-(5-chloro-2-hydroxyp... 170 C8H7C102
5 Naphthalene, 1-(1-methylethyl)- 170 C13H14

Abundance Scan 1347 (10.016 min): BF139487.D\data.ms (-1343) (- m/z 155.10 100.00%
15k

5b.1

-

5000
128.1 1000 |
57.1 85.1 ' .
0 1882 2161 m/z 170.10  49.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45545: Naphthalene, 2-(1-methylethyl)-
155.0
5000 A ‘
10.00
o 128.0 m/z 153.05 17.13%
‘2\7‘\.(\)\“\5\]“_\‘\0“1 T \“U-‘ T \\1\0‘%\0\‘\ T \“‘\‘\ \“‘\ \‘M T il AEERERERRRRRE

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

2

Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
U I
10.00
5000 m/z 156.10 13.56%
128.0
63.0 ‘
o 0000 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45531: Naphthalene, 1,4,5-trimethyl-
155.0 10.00
m/z 152.05 12.38%
5000
128.0
63.0
AT N O Y .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00

8270-BF091324.M Fri Sep 20 17:50:43 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31
Operator : RC/JU

Sample : P4103-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 11 Naphthalene, 1,4,6-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.110 9.09 ng 365096  Acenaphthene-d10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 95
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 95
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 93
4 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 91
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 91

Abundance Scan 1363 (10.110 min): BF139487.D\data.ms (-1359) (- m/z 155.10 100.00%
155.1

5000

2

= T
10.00 10.50

0 194.1 2222 4/z 170.10  86.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000 U RLviA
10.00 10.50
128.0 m/z 153.85  22.25%
63.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
—— —
10.00 10.50
5000 ITI/Z 169.10 17 .45%
115.0
51.0 76.0 || H
SNBSS L1
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45534: Naphthalene, 2,3,6-trimethyl- 2 ——
170.0 10.00 10.50
m/z 152.05 16.43%
) UMMW
0., 27.0 510 760 10201259 | |
R A Rmaa o e e P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31
Operator : RC/JU

Sample : P4103-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 12 Naphthalene, 1,6,7-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.157 13.36 ng 536607 Acenaphthene-d10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 93
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 91
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 87

Abundance Scan 1371 (10.157 min): BF139487.D\data.ms (-1367) (- m/z 170.10 100.00%
70.

170.1
5000
57.1
85.1

T ‘ T
128.1 10.00 10.50
. 196.2219.1 m/z 155.18  83.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0

5000 T
10.00 10.50
m/z 57.10 37.46%

128.0
63.0 ‘
40.0’89.011M
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0

T
10.00 10.50

o

5000 m/z 43.10 30.35%
0/27.0 510 760 10201280 ]
R e R R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45539: Naphthalene, 2,3,6-trimethyl- —— ——
170.0 10.00 10.50

m/z 71.10 27.06%

h M
1.0 85.0 128.0 H

oo 80 Rl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF091324.M Fri Sep 20 17:50:46 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31
Operator : RC/JU

Sample : P4103-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 13 Naphthalene, 2,3,6-trimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.227 6.50 ng 261013  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 94
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 93
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 93

Abundance Scan 1383 (10.227 min): BF139487.D\data.ms (-1379) (. m/z 170.10 100.00%
170.1

5000

i
1032 10.00 10.50
ol 22202 /7 155.10  94.17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0

5000 T
10.00 10.50
m/z 153.05 24.62%

27.0 5]-\.0 " 76H.q\ 102-0‘12?.q\ " L H
\\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0

T
10.00 10.50

o

5000 m/z 169.10 21.27%
0..27.0 510 760 10201230 |
R B e e R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl- 2 —
155.0 10.00 10.50

m/z 152.05 18.94%

5000
128.0
63.0 ‘
200%%0 890 M A

O v ey e e e e — —
miz--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31
Operator : RC/JU

Sample : P4103-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 14 Naphthalene, 1,4,5-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.316 6.53 ng 262399  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
2 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 94
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 93
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 89
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 89

Abundance Scan 1398 (10.316 min): BF139487.D\data.ms (-1395) (- m/z 170.10 100.00%
170.1
55.1 123.1 — —
81.1 207.2 10.00 10.50
o} m/z 155.10 95.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
5000 — SEE
10.00 10.50
m/z 169.10 42 .45%
115.0
0 \\\‘\\\\‘\5\17\‘\0‘\\7\6”.’(‘)w\‘\\‘\\\i’\!\\““\\ ‘\“\H\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45531: Naphthalene, 1,4,5-trimethyl-
155.0
e e
10.00 10.50
5000 m/z 153.05 29.15%
128.0
63.0 g0 ‘ ‘
Y IR T N T WA | 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45538: Naphthalene, 2,3,6-trimethyl- — ——
170.0 10.00 10.50
m/z 152.05 24.50%
B MM%
128.0
I e w2 T O 9 SRS ¥ Lt L LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF091324.M Fri Sep 20 17:50:50 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31
Operator : RC/JU

Sample : P4103-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.557 16.95 ng 680952  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 64
2 Tetracosane 338 (C24H50 000646-31-1 64
3 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 59
4 Nonadecane 268 C19H40 000629-92-5 58
5 Tetradecane, 2-methyl- 212 C15H32 001560-95-8 53
Abundance Scan 1439 (10.557 min): BF139487.D\data.ms (-1435) (- m/z 57.10 100.00%
57.1
" MUL
1050 |
169.1 :
ob— ‘w‘ A ‘ 1340 77 2898 4/ 4310 52.73%
miz-> 50 100 150 200 250 300
Abundance #59026: Tridecane
57.0
5000 ——
10.50
m/z 71.10 43.58%
99.0
Ol§1d‘\ ‘ ‘HH\ !‘ “ “ \“ \%4\1’0\ %8\‘4\.? L ‘ T T T ‘ T T T
miz-> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
— T \
10.50
5000 m/z 41.10 28.56%
99.0
0 LhLd ] 4}0 183.0 225.0 267.0 338
““‘ Ad A
miz--> 100 150 200 250 300
Abundance #59068: Undecane, 3,9-dimethyl- —— ‘
57.0 10.50
m/z 85.10 21.66%
5000
‘ ‘ ‘99.0 155.0
m/z--> 50 100 150 200 250 300 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31
Operator : RC/JU

Sample : P4103-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Benzophenone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.621 7.35 ng 295366  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 83
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 41
3 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 38
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 38
5 N-cyanobenzamide 146 C8H6N20 015150-25-1 38
Abundance Scan 1450 (10.622 min): BF139487.D\data.ms (-1445) (- m/z 105.10 100.00%
105.1
77.1 182.1
5000 51.0
—— —
1521 ‘ ‘ i 10.50 11.00
o‘H‘W‘HWHMwwHWW‘H,L‘wmcw‘wwwum,w‘39§%??§f m/z 77.10 76.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56924: Benzophenone
77.0 105.0
51.0
5000 — —
10.50 11.00
182.0 m/z 182.10  74.55%
260, L ] 152.0 |
O\\\\’H\\’\\\\"\\\\’\\\\’\\\\’\\\\’\\\‘\’\\\\’\\\\’\\\\’\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #30106: Benzenecarbothioic acid, S-methyl ester
105.0
—= -
77.0 10.50 11.00
5000 m/z 51.05 38.80%
51.0
152.0
o‘m,‘lm,“u‘u,‘Hw,‘m,“m,‘m,"!‘,w,w,w,w,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58785: 2-(2-Oxo0-2-phenyl-ethyl)-malononitrile —— —
105.0 10.50 11.00
m/z 181.10 28.24%
77.0
5000
51.0
0y My‘ e TR 022D 1?f0’ T
S e e T R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00

8270-BF091324.M Fri Sep 20 17:50:53 2024 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31
Operator : RC/JU

Sample : P4103-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Heptadecane, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.822  27.53 ng 1058520  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 72
2 Tridecane, 5-propyl- 226 C16H34 055045-11-9 72
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 59
4 Eicosane 282 C20H42 000112-95-8 59
5 Decane, 2-methyl- 156 C11H24 006975-98-0 58

Abundance Scan 1484 (10.822 min): BF139487.D\data.ms (-1480) (- m/z 57.10 100.00%
57.1

%

5000
85.1
10.50 11.00
A 141'12152244 2.~ m/z 71.10 64.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #158617: Heptadecane, 2,6-dimethyl-
57.0
5000 - ==
10.50 11.00
85.0 m/z 43.18 64.19%
113.0
0 H‘ J u‘ | 1410 1820 2250253.0
‘H\\‘\\H‘\H\‘\\H‘\H\‘\\H‘\H\‘\\H‘\H\‘\\H‘\H\‘\\\\‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107223: Tridecane, 5-propyl-
57.0
P P
10.50 11.00
5000 ITI/Z 41.10 31.06%
85.0
0 o |4 ‘ %1410 1830 560
_‘H‘H‘W‘H‘_‘H‘H“‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #141076: Pentadecane, 2,6,10-trimethyl- — —
57.0 10.50 11.00
m/z 85.10 25.55%
5000
85.0
29.0
0 [ H L] d\llf 0‘141 0 183.0211.0239.0
o A e e e e T e e e P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31
Operator : RC/JU

Sample : P4103-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Dehydrochamazulene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.033 5.52 ng 212399  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydrochamazulene 182 C14H14 321732-25-6 83
2 1,4-Methanonaphthalene,1,4-dihyd... 182 C14H14 007350-72-3 60
3 4,4'-Dimethylbiphenyl 182 C14H14 000613-33-2 58
4 3,3'-Dimethylbiphenyl 182 C14H14 000612-75-9 58
5 1H,2H,3H-Cyclopenta[a]naphthalen... 182 C14H14 001624-22-2 52
Abundance Scan 1520 (11.033 min): BF139487.D\data.ms (-1517) (- m/z 165.10 100.00%
165.1
57.1
5000
85.1 CoT ‘
11.00
127.1 210.2 .
0 e 2008 m/z 167.10  81.80%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #56996: Dehydrochamazulene
182.0
5000 —— ‘
11.00
152.0 m/z 182.10  72.13%
760 1150 ‘
0 \\\‘5\\0\‘\0“\\\‘1‘”\\“H‘\H\‘\‘l‘\\‘\\\“\“}\\\“H\\‘\H\‘HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #57037: 1,4-Methanonaphthalene,1,4-dihydro-9-((1-meth
182.0
T \
11.00
5000 m/z 57.10 57.34%
152.0
115.0
63.0 89.0 ‘ ‘
) RELELS  W N ! H‘}“H“Lw“!!‘w‘mww_ww_m
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #57008: 4,4'-Dimethylbiphenyl —7 !
182.0 11.00
m/z 180.10  44.54%
5000
90.0
o |
RPN VST i I SN, =H
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31
Operator : RC/JU

Sample : P4103-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Tetradecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.286 17.10 ng 657318  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 1563 (11.286 min): BF139487.D\data.ms (-1559) (- m/z 57.10 100.00%
57.1
. M
9.1 1100 1150
. 184.1 . .
41.1
owm“m_‘”:‘,HHH,‘&WW_m,k‘m_‘?,2??_”””_‘ m/z 71.10  63.96%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74006: Tetradecane
57.0
5000 e —
11.00 11.50
m/z 43.10 55.52%
27,0
O\\‘\‘}\\“‘}\\H“HH}\"1‘\9\\‘9“‘?”\’\\1\4\"]\.\(\)\‘H\\’\]\-\9\?\\0\\’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59025: Tridecane
57.0
—— —
11.00 11.50
5000 m/z 85.10 36.29%
27.0
ol L, L “9?0 141.0 184.0
H_HW‘HWHH“Hw‘HWHH_HWH‘WHH_HWH‘WHH_HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl- —— —
57.0 11.00 11.50
m/z 41.10 31.42%
h m
113.0
0 27‘ ‘\ ‘\ Il \‘ ;54 1830\ 253.0282.(
H_HW‘H‘HHMHw‘HWHHMHWH‘WHH_HWH‘WHHMHWH —— —
m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31
Operator : RC/JU

Sample : P4103-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Tetradecane, 4-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.639 6.03 ng 231803  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 86
2 Pentadecane, 2-methyl- 226 C16H34 001560-93-6 86
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 64
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 64
5 Heptacosane 380 C27H56 000593-49-7 62

Abundance Scan 1623 (11.639 min): BF139487.D\data.ms (-1619) (- m/z 57.10 100.00%

57.1
5000 85.1

179.1 e
‘ ‘ 113.1 1411 ‘ 11.50 12.00
I ‘ ‘ \m\‘u \‘ | ‘uu M ol ‘H\ ‘\ \‘\ 247.2

bt bt e b b L b 202 T 4310 78.78%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90196: Tetradecane, 4-methyl-
43.0 71.0

5000 — e
11.50 12.00

m/z 71.10 70.70%

99.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107235: Pentadecane, 2-methyl-
43.0

11.50 12.00

o

o

71.0
5000 m/z 85.10 42 .56%
99.0 183.0
L 00 T oo
o NSRS H E7 c
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45506: Decane, 3,6-dimethyl- — —
57.0 11.50 12.00

m/z 41.10  26.34%

5000 85.0
29.0
113.0

141.0
Ll | 0o g
NN R N

‘ ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91924\
Data File : BF139487.D

Acqg On : 20 Sep 2024 02:31
Operator : RC/JU

Sample : P4103-10

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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... 2.204 46.0 ng 1308280 1 6.875 569496 20.0
2-Pentanone, 4-... 5.104 5.6 ng 159319 1 6.875 569496 20.0
Undecane, 2,6-d... 8.216 6.7 ng 272664 2 8.157 809620 20.0
Decane, 2,6,7-t... 8.575 7.3 ng 296399 2 8.157 809620 20.0
Dodecane, 2,6,1... 9.175 9.8 ng 395661 3 9.910 803446 20.0
Dodecane, 1-flu... 9.316 6.6 ng 266595 3 9.910 803446 20.0
Naphthalene, 1,... 9.498 11.3 ng 452037 3 9.910 803446 20.0
Naphthalene, 2,... 9.569 17.1 ng 688964 3 9.910 803446 20.0
Tridecane 9.627 16.0 ng 644511 3 9.910 803446 20.0
Naphthalene, 2- 10.016 7.5 ng 300259 3 9.910 803446 20.0
Naphthalene, 1,... 10.110 9.1 ng 365096 3 9.910 803446 20.0
Naphthalene, 1,... 10.157 13.4 ng 536607 3 9.910 803446 20.0
Naphthalene, 2, 10.227 6.5 ng 261013 3 9.910 803446 20.0
Naphthalene, 1, 10.316 6.5 ng 262399 3 9.910 803446 20.0
Tetracosane 10.557 16.9 ng 680952 3 9.910 803446 20.0
Benzophenone 10.621 7.3 ng 295366 3 9.910 803446 20.0
Heptadecane, 2,... 10.822 27.5 ng 1058520 4 11.398 768959 20.0
Dehydrochamazulene 11.033 5.5 ng 212399 4 11.398 768959 20.0
Tetradecane 11.286 17.1 ng 657318 4 11.398 768959 20.0
Tetradecane, 4-... 11.639 6.0 ng 231803 4 11.398 768959 20.0
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