LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141153.D

Acqg On : 14 Jan 2025 18:38

Operator : RC/JU

Sample : Qle49-01 :
Misc : FRAC-TANK-257952

ALS Vvial : 10 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-BF011025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141153.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.128 3 6 12 rVB 3376939 4794918 24.20% 2.036%
2 2.234 19 24 34 rVB4 107291 242124 1.22% 0.103%
3 2.422 45 56 79 rVB8 77756 473826 2.39% 0.201%
4  2.622 82 90 96 rBV 478933 904070 4.56% 0.384%
5 3.375 202 218 230 rVB 662604 1450350 7.32% 0.616%
6 3.510 230 241 246 rBV 293588 689870  3.48%  0.293%
7 3.563 246 250 262 rVB 105025 208063 1.05% ©0.088%
8 3.834 290 296 300 rBV 180902 323393  1.63% 0.137%
9 3.905 300 308 320 rVB 3285412 5909219 29.82% 2.509%
106 4.281 366 372 380 rBV 188446 333898 1.69% 0.142%
11  4.463 397 403 412 rBV3 348870 682422  3.44%  0.290%
12 4.569 415 421 426 rBV 282472 560726 2.83% 0.238%
13  4.657 433 436 440 rVB 183798 253383 1.28% 0.108%
14 4.740 442 450 455 rVB 3341392 6363254 32.11% 2.702%
15 4.969 482 489 496 rBV3 133349 324734 1.64% 0.138%
16 5.046 496 502 506 rBV 479985 769222  3.88% 0.327%
17 5.099 506 511 517 rVB2 1425492 2189073 11.05% 0.930%
18 5.310 542 547 551 rBV 1066664 1396375 7.05% 0.593%
19 5.422 559 566 586 rvB3 3855017 11210456 56.58% 4.761%
20 5.675 600 609 615 rBV2 2794841 4327374 21.84%  1.838%
21 5.734 615 619 623 rVW 579290 742018 3.74%  0.315%
22 5.787 623 628 632 rVB 880102 1203156 6.07% 0.511%
23  5.863 632 641 645 rBV 2354915 3918911 19.78% 1.664%
24 5.993 656 663 666 rBv3 379515 701521 3.54% 0.298%
25 6.087 667 679 698 rVB4 1380547 4637463 23.40% 1.969%
26 6.263 704 709 716 rBV2 454343 984170 4.97% 0.418%
27 6.351 716 724 726 rVV 1161124 1714536 8.65% 0.728%
28 6.434 726 738 743 rVV2 6043557 19814305 100.00%  8.415%
29 6.481 743 746 755 rVV3 951672 2502160 12.63% 1.063%
30 6.575 757 762 768 rVB3 647464 1384587 6.99% 0.588%
31 6.651 768 775 779 rBV2 2625005 4038853 20.38% 1.715%
32 6.704 779 784 790 rVB2 1271258 2281693 11.52% 0.969%
33 6.828 800 805 809 rBV2 837794 1226058 6.19% 0.521%
34 6.881 809 814 820 rBV 1262054 2278402 11.50% 0.968%
35 6.928 820 822 826 rVB2 546258 719605 3.63% 0.306%

36 6.981 826 831 839 rVB3 823701 1670363 8.43% 0.709%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141153.D

Acqg On : 14 Jan 2025 18:38

Operator : RC/JU

Sample : Qle49-01 :
Misc : FRAC-TANK-257952

ALS Vvial : 10 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-BF011025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.098 844 851 855 rBV3 2279655 4596696 23.20%  1.952%
38 7.140 855 858 861 rBvV2 439233 562328 2.84% 0.239%
39 7.228 867 873 880 rBV3 1352863 2759412 13.93% 1.172%
40 7.287 880 883 889 rVB3 1012763 1520642 7.67% 0.646%
41 7.351 889 894 896 rBV 1034625 1712134 8.64% 0.727%
42 7.387 896 900 903 rVV 1750457 2692762 13.59% 1.144%
43 7.422 903 906 908 rVV 1561792 1978797 9.99% 0.840%
44  7.451 908 911 918 rVB 2938539 4400292 22.21% 1.869%
45 7.528 918 924 931 rBV7 474109 1148514 5.80% 0.488%
46 7.604 931 937 944 rVB2 1443077 2216850 11.19% 0.941%
47 7.698 945 953 957 rBV2 2937823 4990321 25.19% 2.119%
48 7.763 960 964 974 rVB5 1085570 2263092 11.42% 0.961%
49 7.887 976 985 989 rBV 3738042 6991367 35.28% 2.969%
50 7.998 997 1004 1009 rBV2 2141418 3975882 20.07% 1.688%
51 8.092 1015 1020 1023 rBV 1888269 2763431 13.95% 1.174%
52 8.128 1023 1026 1030 rVB 1974218 2626707 13.26% 1.115%
53 8.169 1030 1033 1035 rBV2 557336 779784  3.94%  0.331%
54  8.287 1035 1053 1055 rBV5 3197133 11516165 58.12% 4.891%
55 8.404 1070 1073 1078 rVB4 2443510 3499977 17.66% 1.486%
56 8.451 1078 1081 1083 rBV3 286687 273349 1.38% 0.116%
57 8.487 1083 1087 1090 rBV3 663337 923695 4.66% 0.392%
58 8.534 1090 1095 1096 rBV 1329557 1804911 9.11% 0.766%
59 8.628 1105 1111 1115 rVB3 2351578 3625006 18.29% 1.539%
60 8.698 1115 1123 1129 rBV2 2963978 6342944 32.01% 2.694%
61 8.757 1129 1133 1136 rVB3 668326 827504 4.18% 0.351%
62 8.828 1141 1145 1153 rVB 1244971 2002381 10.11% 0.850%
63 8.922 1153 1161 1165 rBV 1028860 2135434 10.78% 0.907%
64 9.010 1173 1176 1181 rVB5 513706 801832 4.05% 0.341%
65 9.063 1181 1185 1189 rVB2 698240 891911 4.50% 0.379%
66 9.128 1189 1196 1201 rBV2 1137603 2395620 12.09% 1.017%
67 9.187 1201 1206 1214 rVB 3951555 5498350 27.75%  2.335%
68 9.263 1214 1219 1226 rBV2 3068076 5573814 28.13% 2.367%
69 9.445 1246 1250 1253 rBV3 304505 517385 2.61% 0.220%
70 9.481 1253 1256 1260 rVV2 754091 1276237 6.44% 0.542%
71  9.522 1260 1263 1265 rVW 556362 805970 4.07% 0.342%
72 9.587 1269 1274 1279 rVV2 1357106 2853426 14.40% 1.212%
73 9.645 1280 1284 1288 rVV2 2218678 3733551 18.84% 1.586%
74  9.681 1288 1290 1294 rVB 1099840 1159512 5.85% 0.492%
75 9.792 1303 1309 1314 rVB 2362783 3301841 16.66% 1.402%
76 9.863 1314 1321 1324 rBV3 1263498 2215041 11.18% 0.941%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141153.D

Acqg On : 14 Jan 2025 18:38

Operator : RC/JU

Sample : Qle49-01 :
Misc : FRAC-TANK-257952

ALS Vvial : 10 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-BF011025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 9.898 1324 1327 1332 rVB3 652473 908534 4.59% 0.386%
78 10.039 1346 1351 1356 rBV2 999051 1927043 9.73% 0.818%
79 10.169 1371 1373 1376 rVV2 312750 325037 1.64% 0.138%
80 10.234 1380 1384 1390 rVV2 1328215 2006918 10.13% 0.852%
81 10.292 1390 1394 1398 rVB2 2099637 2659741 13.42% 1.130%
82 10.439 1415 1419 1421 rBV 517207 804984 4.06% 0.342%
83 10.510 1426 1431 1438 rBV5 974487 2021120 10.20% 0.858%
84 10.657 1451 1456 1464 rVB2 2420265 3957681 19.97% 1.681%
85 10.781 1471 1477 1483 rVB2 1723898 3188413 16.09% 1.354%
86 10.945 1502 1505 1509 rVB2 751912 971646 4.90% 0.413%
87 11.216 1547 1551 1554 rBV2 1193343 1803298 9.10% 0.766%
88 11.251 1554 1557 1563 rVB 1682112 2181430 11.01% 0.926%
89 11.351 1570 1574 1579 rBV2 895352 1689430 8.53% 0.717%
90 11.604 1614 1617 1620 rBV 678051 869900 4.39% 0.369%
91 12.945 1841 1845 1854 rVB 2618943 3921754 19.79% 1.665%

92 15.451 2268 2271 2284 rVB 578891 1059141 5.35% 0.450%

Sum of corrected areas: 235475488
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 14 Jan 2025 18:38
: RC/JU
1 Q1049-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011425\
BF141153.D

FRAC-TANK-257952

: 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF141153.D\data.ms
6.434

128 3.905 4.740

2.622 4.4
234427 32483 3.8 4281 "

N\
L L L L I L L L L B L L L B L L L L L L L I RO I LA

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

Time-->

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF141153.D\data.ms
12.945

10.657 11.251 11.604

0

— — — — — — 7
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Time-->

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF141153.D\data.ms

15.451

e

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141153.D

Acqg On : 14 Jan 2025 18:38

Operator : RC/JU

Sample : Qle49-01 :
Misc FRAC-TANK-257952

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 4
R.T. EstConc Area Relative to ISTD R.T.
2.128 78.22 ng 4794920 1,4-Dichlorobenzene-d4 6.822

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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 6 (2.128 min): BF141153.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.1
R e RARRRRE
‘ 2.202.302.402.50
e bl dona 2069 h 43.10 0 36.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.202.302.402.50
m/z 87.10  28.59%
\‘\mh\‘i“\‘\\w”‘\\“\‘\‘\‘\\19‘].\'9\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
RN A REREREEEE
2.202.302.402.50
5000 41.0 m/z 55.10 26.54%
970 1290
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4994: Pentane, 3-methoxy- RN REmEEEE RS S
73.0 2.202.302.402.50
m/z 41.10 11.95%
5000
45.0
“ﬂhHm‘Hw‘wh‘ugﬂ%Pu‘H“_‘H“H‘_“W‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141153.D

Acqg On : 14 Jan 2025 18:38

Operator : RC/JU

Sample : Qle49-01 :
Misc FRAC-TANK-257952

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 2-Pentenal, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.740 103.80 ng 6363250 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentenal, 2-methyl- 98 C6H100 000623-36-9 86
2 2-Ethyl-trans-2-butenal 98 C6H100 063883-69-2 76
3 But-3-en-1-ynyl methyl sulfide 98 C5H6S 1000298-90-8 50
4 2-Butenal, 2-ethyl- 98 C6H100 019780-25-7 50
5 1-Propene, 1,1'-oxybis-, (E,E)- 98 C6H100 004696-28-0 47

Abundance Scan 450 (4.740 min): BF141153.D\data.ms (-442) (-) m/z 41.10 100.00%

41.1 98.0
550 69.0
5000
83.0
R EAREEZAEEe
‘ ‘ ‘ ‘ 4.40 4.60 4.80 5.00
et L 238 o 43 10 92.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3601: 2-Pentenal, 2-methyl-
41.0
98.0
69.0
5000 55.0
4.40 4.60 4.80 5.00
270 83.0 m/z 98.05  91.21%
’
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3608: 2-Ethyl-trans-2-butenal
41.0
BEmEOEEEE SRR
98.0 4.40 4.60 4.80 5.00
m/z 69.05 56.74%
5000 550 69.0
83.0
27.0 ‘
H‘mWHHWH}“H‘Muu_m,w“ww‘ RSB
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3525: But-3-en-1-ynyl methyl sulfide
98.0 4.40 4.60 4.80 5.00
390 m/z 55.05 53.69%
83.0
5000
8o ) s %0 || )
1 P 1
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141153.D

Acqg On : 14 Jan 2025 18:38

Operator : RC/JU

Sample : Qle49-01 :
Misc FRAC-TANK-257952

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 2-Butenal, 2-ethenyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.099 35.71 ng 2189070 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenal, 2-ethenyl- 96 C6H80 020521-42-0 96
2 Spiropentane 68 C5H8 000157-40-4 45
3 Bicyclo[2.2.0]hexane-1-carboxald... 110 C7H100 201793-40-0 38
4 1,4-Pentadiene 68 C5H8 000591-93-5 27
5 1-Butyne, 3-methyl- 68 C5H8 000598-23-2 27
Abundance Scan 511 (5.099 min): BF141153.D\data.ms (-506) (-) m/z 67.10 100.00%
1.1
41.1
95.0
5000 53.0
A aEE L Al
| ‘ 81.0 4.80 5.00 5.20 5.40
‘wHH_H‘!,M‘u“‘mM‘Hhum‘”H_Huwl‘l‘lnqwm m/z 41.10 81.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #3160: 2-Butenal, 2-ethenyl-
41.0
67.0
5000 LB R B B A L IR B R
53.0 96.0 4.80 5.00 5.20 5.40
m/z 39.10 72.71%
‘ 81.0
\\‘\\\\‘\\\\’!‘\\\H}\\\“H\!l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #500: Spiropentane
39.0 67.0
R ARREERCAE RS S e
4.80 5.00 5.20 5.40
5000 53.0 m/z 95.05 47 .68%
27.0 '
H‘HM“W‘! M\\\U}\u‘cw‘l!‘\\u‘\m‘\m‘\m‘\m‘m
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #6634: Bicyclo[2.2.0]hexane-1-carboxaldehyde ARERAEREEEEEE T
41.0 4.80 5.00 5.20 5.40
m/z 53.05 39.53%
95.0
5000
79.0
27.0 530 ©70
T T
S 1 1 1 S et
m/z--> 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141153.D

Acqg On : 14 Jan 2025 18:38

Operator : RC/JU

Sample : Qle49-01 :
Misc FRAC-TANK-257952

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 2,4-Hexadienal, (E,E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.863 63.93 ng 3918910 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Hexadienal, (E,E)- 96 C6H80 000142-83-6 95
2 1,4-Hexadiene, 4-methyl- 96 C7H12 001116-90-1 80
3 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 80

4 1,4-Hexadiene, 2-methyl- 96 C7H12 001119-14-8 72
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 72

Abundance Scan 641 (5.863 min): BF141153.D\data.ms (-632) (-) m/z 81.05 100.00%

81.0
5000 39.1
R AREEEEERE RS
65‘ 0 970 5.60 5.80 6.00 6.20
ol PAT 1261 1509 /s 39,10 43.43%
miz--> 20 40 60 80 100 120 140
Abundance #3162: 2,4-Hexadienal, (E,E)-
81.0
39.0
5000 U R LR R

5.60 5.80 6.00 6.20
m/z 53.10 34.16%

9.0
m/z--> 80 100 120 140
Abundance #3259. 1,4—Hexadiene, 4-methyl-
81.0
5.60 5.80 6.00 6.20
5000 39.0 ITI/Z 41.10 32.63%
56.0
120 ) e L 2 ‘0‘ e
m/z--> 20 40 60 80 100 120 140
Abundance #3234: Cyclohexene, 4-methyl- AR RS
81.0 5.60 5.80 6.00 6.20
m/z 67.05 32.08%
5000 54.0
27.0 Jr
m/z--> 20 40 60 80 100 120 140 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141153.D

Acqg On : 14 Jan 2025 18:38

Operator : RC/JU

Sample : Qle49-01 :
Misc FRAC-TANK-257952

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 unknown6.087 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.087 75.65 ng 4637460 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexylene glycol 118 C6H1402 000107-41-5 47
2 Oxirane, 3-ethyl-2,2-dimethyl- 100 C6H120 001192-22-9 47
3 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 43
4 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 43
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
Abundance Scan 679 (6.087 min): BF141153.D\data.ms (-667) (-) m/z 59.10 100.00%
59.1
5000
101.1 J\
S AREEEEEREOEE R
‘ 126.1 5.80 6.00 6.20 6.40
b Sl p““ b e Aol m/z 43,18 67.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10018: Hexylene glycol
59.0
5000 L L L B R BN R
5.80 6.00 6.20 6.40
m/z 58.10 42.76%
31.0 ‘ 85.0
\\‘\‘\‘M\\“H}‘\\‘\“i‘\\\\‘\‘\\\“\]-\]\_\5.’0\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4432: Oxirane, 3-ethyl-2,2-dimethyl-
59.0
e e R
5.80 6.00 6.20 6.40
5000 m/z 56.10 30.38%
31.0
[
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4399: Oxetane, 2,2,4-trimethyl- R RRRRREE SRR
59.0 5.80 6.00 6.20 6.40
m/z 101.05 29.89%
5000
31.0 85.0
HW‘;“H :M;HH‘“m;‘m,uu,mwm_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40

8270-BF011025.M Wed Jan 15 ©7:42:50 2025 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141153.D

Acqg On : 14 Jan 2025 18:38

Operator : RC/JU

Sample : Qle49-01 :
Misc : FRAC-TANK-257952

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Mesitylene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.651 65.88 ng 4038850 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 87
Abundance Scan 775 (6.651 min): BF141153.D\data.ms (-768) (-) m/z 105.10 100.00%
105.1
5000 120.1
57.1
4111 ‘ 77.0 6.40 6.60 6.80 7.00
SN ““u b L L)l 1422 56 16 42.81%
m/z--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 1200
6.40 6.60 6.80 7.00
m/z 57.10  24.33%
51.0 77.0
\\\‘2\7\.0\\“\\“P\““\‘\\\““\\‘!\‘M‘\\‘!““\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
e
120.0 6.40 6.60 6.80 7.00
5000 m/z 43.10 21.71%
39. 77.0
U RS R N Y
miz--> 20 40 60 80 100 120 140
Abundance #10717: Benzene, 1,2,4-trimethyl- e RARAmERE SR o
105.0 6.40 6.60 6.80 7.00
m/z 41.10 14.12%
120.0
5000
20 so TP
| I TN i | Iy il
L o e e R ARERARREEES IR
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00

8270-BF011025.M Wed Jan 15 ©7:42:51 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141153.D

Acqg On : 14 Jan 2025 18:38

Operator : RC/JU

Sample : Qle49-01 :
Misc FRAC-TANK-257952

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 unknown6.704 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.704  37.22 ng 2281690 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Butyn-2-one 68 C4H40 001423-60-5 32
2 Propiolamide 69 C3H3NO 007341-96-0 27
3 Acetylene dicarboxamide 112 C4H4N202 000543-21-5 25
4 Butanenitrile, 3-methyl-2-methyl... 95 C6HON 002813-69-6 25
5 Hexyn-3-one 96 C6H80 000689-00-9 23
Abundance Scan 784 (6.704 min): BF141153.D\data.ms (-779) (-) m/z 99.10 100.00%
99.1
53.1
5000 68.1
o AREEREEEEE S
38 ‘ ‘ ‘ ‘ 1171 6.40 6.60 6.80 7.00
0l L SERS 1890 ey 53,10 72.77%
miz-> 20 40 60 80 100 120 140
Abundance #484: 3-Butyn-2-one
53.0
5000 L B R R B
6.40 6.60 6.80 7.00
68.0 m/z 67.10 46.32%
15.0 37'P '
\\‘\‘}“\\}M“H\\H\‘\‘\\\\‘\\\\’\\\\‘\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #548: Propiolamide
53.0
69.0
6.40 6.60 6.80 7.00
5000 m/z 68.10 40.73%
25.0 ‘
1
miz--> 20 40 60 80 100 120 140
Abundance #7029: Acetylene dicarboxamide AREEREREEEEEEEEE
53.0 84.0 6.40 6.60 6.80 7.00
m/z 43.10 37.35%
5000
112.0
S L . W Y [ IV V1 O SO
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00

8270-BF011025.M Wed Jan 15 ©7:42:51 2025 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@011425\

Data File : BF141153.D

Acqg On : 14 Jan 2025 18:38

Operator : RC/JU

Sample : Qle49-01 g
Misc FRAC-TANK-257952

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 10 Benzene, 1,2,3-trimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
6.881 37.17 ng 2278400 1,4-Dichlorobenzene-d4 6.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 CSH12 000526-73-8 81
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 81
3 Mesitylene 120 C9H12 000108-67-8 81
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 74
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 74
Abundance Scan 814 (6.881 min): BF141153.D\data.ms (-809) (-) m/z 105.10 100.00%
105.1
5000
57.1 6.60 6.80 7.00 7.20
ol g dlp d.]1390 2070 2810 .5 106,00 39.17%
miz--> 50 100 150 200 250
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000
6.60 6.80 7.00 7.20
m/z 77.10 11,38%
39.0
T T “\ ‘\‘ i‘” \“‘7\&“\0 \‘ ‘H T “‘\‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0
6.60 6.80 7.00 7.20
5000 m/z 57.10 11.06%
e 2 N I —
m/iz--> 50 100 150 200 250
Abundance #10692: Mesitylene A BEER R maRE SR
105.0 6.60 6.80 7.00 7.20
m/z 106.05 8.83%
5000
51.0
- i‘u el ‘H‘ “ ‘H‘H“\ — — —
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20

8270-BF011025.M Wed Jan 15 ©7:42:52 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@011425\

Data File : BF141153.D

Acqg On : 14 Jan 2025 18:38

Operator : RC/JU

Sample : Qle49-01 g
Misc FRAC-TANK-257952

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 2,4,6-Octatrienal Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
7.098 74.98 ng 4596700 1,4-Dichlorobenzene-d4 6.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,6-Octatrienal 122 C8H100 017609-31-3 93
2 1-Octen-4-yne 108 C8H12 024612-83-7 68
3 1,3,6-Octatriene, (E,E)- 108 C8H12 022038-69-3 60
4 2-Methyl-1-hepten-3-yne 108 C8H12 017669-40-8 49
5 Benzenemethanol, .alpha.-methyl- 122 C8H1e0 000098-85-1 46

Abundance Scan 851 (7.098 min): BF141153.D\data.ms (-844) (-) m/z 77.05 100.00%
71.0
5000 107.1
39.0
7.1
H F N H 134.1 6.80 7.00 7.20 7.40
SR P 1 oL X582 sz 79.e5  79.06%
miz--> 20 60 80 100 120 140 160
Abundance #11310: 2,4,6-Octatrienal
71.0
5000 UL B L L L B R B
39.0 1220 6.80 7.00 7.20 7.40
m/z 93.05 61.15%
L g
\\\‘\\\\i‘\\‘“\“\“\‘\\ \‘}‘\\\“‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #6092: 1-Octen-4-yne
71.0
e ARREEEE R
6.80 7.00 7.20 7.40
m/z 91.10 52.27%
5000 30.0
‘ 108.0
s Al b |
m/z--> 20 60 80 100 120 140 160
Abundance #6140: 1,3,6-Octatriene, (E,E)- PR
79.0 6.80 7.00 7.20 7.40
m/z 107.10 43.11%
5000
39.0
108.0
m/z--> 4 80 100 120 140 160 6.80 7.00 7.20 7.40

8270-BF011025.M Wed Jan 15 ©7:42:52 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141153.D

Acqg On : 14 Jan 2025 18:38

Operator : RC/JU

Sample : Qle49-01 :
Misc FRAC-TANK-257952

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Benzenecarbothioic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.228 45.01 ng 2759410 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetophenone 120 C8H80 000098-86-2 94
2 Benzenecarbothioic acid 138 C7H60S 000098-91-9 76
3 Benzoylformic acid 150 C8H603 000611-73-4 76
4 1-Propanone, 1-phenyl- 134 C9H1e0 000093-55-0 74
5 Ethanone, 2-(acetyloxy)-1-phenyl- 178 C10H1003 002243-35-8 72
Abundance Scan 873 (7.228 min): BF141153.D\data.ms (-867) (-) m/z 105.00 100.00%
5000
51.0
‘ 7.00 7.20 7.40 7.60
el i B 2881930 27 10 85.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10645: Acetophenone
77.0 105.0
5000 L B L I LN B
51.0 7.00 7.20 7.40 7.60
m/z 51.00 27.57%
27.0 | |
\‘\‘\\\““‘\\}\‘H\‘\\w“\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19858: Benzenecarbothioic acid
105.0
77.0 R RmanEE R
7.00 7.20 7.40 7.60
5000 m/z 120.05 20.61%
51.0
27.0 | A ‘ 138.0
o o B A mmam e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28215: Benzoylformic acid
105.0 7.00 7.20 7.40 7.60
77.0 m/z 50.00 12.52%
5000
51.0
27\.0 {ITH ‘ \M‘ ‘ 150.0
e R RRaanaaREEE S
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60

8270-BF011025.M Wed Jan 15 ©7:42:52 2025 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141153.D

Acqg On : 14 Jan 2025 18:38

Operator : RC/JU

Sample : Qle49-01 :
Misc FRAC-TANK-257952

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 unknown7.451 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.451 71.78 ng 4400290 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aziridinone, 1-(1,1-dimethylethy... 189 C12H15NO 027151-60-6 14
2 Lethane 203 C9H17NO2S 000112-56-1 12
3 Propane, 2-methyl-2-[(1-methylet... 132 C7H16S 044657-76-3 11
4 2-Hydroxyethyl isobutyl sulfide 134 C6H140S 042779-10-2 10
5 N-(2-Thioethyl) N'-methyl urea 134 C4H1ON20S 072545-68-7 10
Abundance Scan 911 (7.451 min): BF141153.D\data.ms (-908) (-) m/z 57.10 100.00%
57.1
- W\Aﬂ/MM/V\
R R R SRR
‘ 901913, 113‘2 1 1601 7.20 7.40 7.60 7.80
ol I ‘HWH‘ L L il b 1929 hy a1.10 55.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #63840: Aziridinone, 1-(1,1-dimethylethyl)-3-phenyl-
57.0
5000 L B I L LI LN B
7.20 7.40 7.60 7.80
1320 m/z 39.10  27.32%
106.0
\\\‘\\'\\‘\\‘\\‘\}\%‘3\9\\‘1”\\\‘\\\\‘\‘\?‘\6‘]79\\:"-\8\8\(\)‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #79170: Lethane
57.0
T
7.20 7.40 7.60 7.80
5000 m/z 67.10 17.77%
86.0
29.0 ‘
b U i 2001300 3600
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #16595: Propane, 2-methyl-2-[(1-methylethyl)thio]-  AREEamEaE TSR
57.0 7.20 7.40 7.60 7.80
m/z 61.00 17.32%
5000
29. 0 132.0
(I
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80

8270-BF011025.M Wed Jan 15 ©7:42:53 2025 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141153.D

Acqg On : 14 Jan 2025 18:38

Operator : RC/JU

Sample : Qle49-01 :
Misc FRAC-TANK-257952

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 unknown7.698 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.698 38.00 ng 4990320 Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-S-Triazolo[1,5-a]pyridin-4-iu... 149 C7H7N30 013980-64-8 46
2 Tricyclo[3.3.1.1(3,7)]decanone, ... 276 C1@H13I0 056781-85-2 43
3 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 38
4 3',4'-Formoxylidide 149 CS9H11NO 006639-60-7 38
5 S5H-Pyrrolo(3,2-d)pyrimidine-2,4-... 149 C6H7N5 1000244-21-4 38

Abundance Scan 953 (7.698 min): BF141153.D\data.ms (-945) (-) m/z 149.15 100.00%

149.2
5000
43.1 931
T e
‘HNW‘ ‘ 7.40 7.60 7.80 8.00
o‘H‘HHwwmhmﬂwwwhu¢chuu‘mu_‘3919‘uwH‘WHH“ m/z 93.10 34.83%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #27208: 1H-S-Triazolo[1,5-a]pyridin-4-ium, 2-hydroxy-1-n
149.0
5000 L L L L BB LA AL
7.40 7.60 7.80 8.00
0.0 m/z 43.10 27.91%
18.0 '
\\\‘H\\4‘\7\‘9‘\“\\\“‘\\U%‘(\)ﬁ\o‘\\\\‘\!‘\\‘\\\\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #167661: Tricyclo[3.3.1.1(3,7)]decanone, 4-iodo-, (1.alph
149.0
R RN RRE
7.40 7.60 7.80 8.00
5000 79.0 m/z 61.00  26.12%
41.0 ‘
e 276
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #39800: 1,4-Dimethyladamantane (isomer 1) R L R AR RRES
149.0 7.40 7.60 7.80 8.00
m/z 41.10 25.28%
5000
T M
W_H‘“"wk_MM_W‘w"\"‘1""HH_HW_WH_
m/z--> 20 40 60 80 100120140160180200220240260 7.40 7.60 7.80 8.00

8270-BF011025.M Wed Jan 15 ©7:42:54 2025 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141153.D

Acqg On : 14 Jan 2025 18:38

Operator : RC/JU

Sample : Qle49-01 :
Misc FRAC-TANK-257952

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 unknown?7.887 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.887 53.23 ng 6991370  Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Imidazole, 2-methyl- 82 C4H6N2 000693-98-1 49
2 Isophorone 138 C9H140 000078-59-1 43
3 2-Cyclohexen-1-one, 3-methyl- 110 C7H100 001193-18-6 38
4 2-Cyclohexen-1-one, 3,5-dimethyl- 124 C8H120 001123-09-7 28
5 Dehydromevalonic lactone 112 C6H802 002381-87-5 28
Abundance Scan 985 (7.887 min): BF141153.D\data.ms (-976) (-) m/z 82.10 100.00%
82.1
5000 126.1
43.1
R AERRRRRRNS
‘ 1071 7.60 7.80 8.00 8.20
Oyl 63 207D | 1541 106010 47.24%
m/z--> 20 60 80 100 120 140 160
Abundance #1324: 1H-Imidazole, 2-methyl-
82.0
5000 \H‘HH‘HH‘\T/HL‘\M
54.0 7.60 7.80 8.00 8.20
28.0 m/z 43.10 35.91%
\\\’\“!\\}H}\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #20153: Isophorone
82.0
R e R
7.60 7.80 8.00 8.20
5000 m/z 54.10 31.45%
540 138.0
o RN T =1 O AN
m/z--> 20 40 60 80 100 120 140 160
Abundance #6615: 2-Cyclohexen-1-one, 3-methyl- R BRSNS
82.0 7.60 7.80 8.00 8.20
m/z 39.10 15.01%
5000
540 110.0
27.0
1 \‘\ | m‘ 1 1 Il
O A e B P
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20

8270-BF011025.M Wed Jan 15 ©7:42:54 2025 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141153.D

Acqg On : 14 Jan 2025 18:38

Operator : RC/JU

Sample : Qle49-01 :
Misc FRAC-TANK-257952

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 unknown7.998 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.998  30.27 ng 3975880  Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 14
2 Benzene, [1-(1,1-dimethylethyl)-... 218 C16H26 040544-18-1 12
3 2-Butanol, 1-[(1,1-dimethylethyl... 162 C8H180S 145021-04-1 9
4 2-Buten-1-o0l, (E)- 72 C4H80 000504-61-0 9
5 1,5-Hexadien-3-0l 98 C6H100 000924-41-4 9

Abundance Scan 1004 (7.998 min): BF141153.D\data.ms (-997) (-) m/z 57.10 100.00%

57.1
- MM/jULLW
162.1 AR EREERRRREEE S
106.1 7.60 7.80 8.00 8.20 8.40
S Mww BLL s m/z 72.10  36.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4868: Propanoic acid, 2,2-dimethyl-
57.0
5000 [Tr T T [T T
29.0 7.60 7.80 8.00 8.20 8.40
m/z 41.10 35.81%
L 870
\\‘\‘\}‘\\“‘H\\\‘Ni\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #96900: Benzene, [1-(1,1-dimethylethyl)-3,3-dimethylbuty
57.0
PO T
7.60 7.80 8.00 8.20 8.40
5000 m/z 162.10 19.22%
. 800 “\‘ 1330 218.0
R R L RSN EE AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A/\\
Abundance  #38416: 2-Butanol, 1-[(1,1-dimethylethyl)thio]-, (R)- R AREEREAAEES
57.0 7.60 7.80 8.00 8.20 8.40
m/z 55.10 15.53%
162.0
5000
104.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141153.D

Acqg On : 14 Jan 2025 18:38

Operator : RC/JU

Sample : Qle49-01 :
Misc FRAC-TANK-257952

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Thiophene, tetrahydro-, 1,1... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.287 87.69 ng 11516200 Naphthalene-d8 8.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, tetrahydro-, 1,1-dioxide 120 C4H802S 000126-33-0 87
2 1-Heptene 98 C7H14 000592-76-7 38
3 2-Butene, (E)- 56 C4H8 000624-64-6 38
4 2-Butene, (Z)- 56 C4H8 000590-18-1 38
5 Cyclobutane 56 C4H8 000287-23-0 35
Abundance Scan 1053 (8.287 min): BF141153.D\data.ms (-1035) (-) m/z 41.10 100.00%
41.1
5000
120.0
TR
79.1 1511 8.00 8.20 8.40 8.60
. (

ol 5n o A5111822 2800 /7 s6.10  70.07%

miz--> 0 50 100 150 200 250

Abundance #10471: Thiophene, tetrahydro-, 1,1-dioxide

41.0
5000 L L R B L B
120.0 8.00 8.20 8.40 8.60
m/z 55.10 59.71%
’ T T ‘\ “H‘ih‘\‘\‘-\ T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T
m/z--> 0 50 100 150 200 250
Abundance #3705: 1-Heptene
41.0
e AEEmamammeEaT A
8.00 8.20 8.40 8.60
5000 m/z 39.10 29.80%
‘ 98.0
20 W04
miz--> 0 50 100 150 200 250
Abundance #205: 2-Butene, (E)- e
41.0 8.00 8.20 8.40 8.60
m/z 120.00 27.15%
- “H“ e N
m/z--> 0 50 100 150 200 250 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141153.D

Acqg On : 14 Jan 2025 18:38

Operator : RC/JU

Sample : Qle49-01 :
Misc FRAC-TANK-257952

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Tridecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.698 48.30 ng 6342940  Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Undecane 156 C11H24 001120-21-4 87
3 Tetradecane 198 C14H30 000629-59-4 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 72
Abundance Scan 1123 (8.698 min): BF141153.D\data.ms (-1115) (-) m/z 57.10 100.00%
57.1
w0 MAJUJ\M/K
8.40 8.60 8.80 9.00
97.1 135.1 ) : : : :
ol ‘H AL T 182 28l yy a3.10 79.97%
miz--> 50 100 150 200 250
Abundance #59029: Tridecane
57.0
5000 UL L B I B AL LR
8.40 8.60 8.80 9.00
m/z 71.10 60.28%
27.0‘ 99.0
T “\ ‘\“ T H‘\ ‘!‘ \“‘\ “‘ i ‘]\_4\‘1‘0 T \18\‘4\0‘ T T T T T T
miz--> 50 100 150 200 250
Abundance #33077: Undecane
57.0
A RARmE ST
8.40 8.60 8.80 9.00
5000 m/z 41.10 45 ,49%
27‘.0\“ H\ \‘ \‘ 9%'0\ 156.0
L L il L )
B —
miz--> 50 100 150 200 250
Abundance #74005: Tetradecane R R ABRRRERTE A
57.0 8.40 8.60 8.80 9.00
m/z 85.10 37.98%
5000
27‘.0 99.0
AL, a0 80
m/z--> 50 100 150 200 250 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141153.D

Acqg On : 14 Jan 2025 18:38

Operator : RC/JU

Sample : Qle49-01 :
Misc FRAC-TANK-257952

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Tridecane, 4-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.781 37.75 ng 3188410 Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 4-methyl- 198 C14H30 026730-12-1 87
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 80
4 Decane, 2-methyl- 156 C11H24 006975-98-0 80
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
Abundance Scan 1477 (10.781 min): BF141153.D\data.ms (-1471) (-} ' m/z 57.10 100.00%
57.1
o w
1131 —— —
183.2 215.2 10.50 11.00
Ol el FS4L T 2P 2532 m/z 71.10  79.76%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74008: Tridecane, 4-methyl-
43.0
5000 I ——
85.0 10.50 11.00
m/z 43.10 58.46%
155 0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176406: Hexadecane, 2,6,10,14-tetramethyl-
57.0
—— —
10.50 11.00
5000 m/z 85.10 33.21%
113.0
169.0
210 L1 L1 Mo asmozro
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74023: Dodecane, 4,6-dimethyl- — —
57.0 10.50 11.00
m/z 41.10 28.08%
o W
27 113.0
Pl 0 1550 1esg S
m/z--> 20 40 60 80 100120140160180200220240260280 10.50 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11425\
Data File : BF141153.D

Acqg On : 14 Jan 2025 18:38

Operator : RC/JU

Sample : Qle49-01 :
Misc : FRAC-TANK-257952

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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... 2.128 78.2 ng 4794920 1 6.822 1226060 20.0
2-Pentenal, 2-m... 4.740 103.8 ng 6363250 1 6.822 1226060 20.0
2-Butenal, 2-et... 5.099 35.7 ng 2189070 1 6.822 1226060 20.0
2,4-Hexadienal,... 5.863 63.9 ng 3918910 1 6.822 1226060 20.0
unknown6.087 6.087 75.7 ng 4637460 1 6.822 1226060 20.0
Mesitylene 6.651 65.9 ng 4038850 1 6.822 1226060 20.0
unknown6.704 6.704 37.2 ng 2281690 1 6.822 1226060 20.0
Benzene, 1,2,3-... 6.881 37.2 ng 2278400 1 6.822 1226060 20.0
2,4,6-0ctatrienal 7.098 75.0 ng 4596700 1 6.822 1226060 20.0
Benzenecarbothi... 7.228 45.0 ng 2759410 1  6.822 1226060 20.0
unknown7.451 7.451 71.8 ng 4400290 1 6.822 1226060 20.0
unknown7.698 7.698 38.0 ng 4990320 2 8.110 2626710 20.0
unknown?7.887 7.887 53.2 ng 6991370 2 8.110 2626710 20.0
unknown7.998 7.998 30.3 ng 3975880 2 8.110 2626710 20.0
Thiophene, tetr... 8.287 87.7 ng 11516200 2 8.110 2626710 20.0
Tridecane 8.698 48.3 ng 6342940 2 8.110 2626710 20.0
Tridecane, 4-me... 10.781 37.8 ng 3188410 4 11.345 1689430 20.0
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