LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55275.D

Acqg On : 25 Oct 2022 14:01
Operator : CG/JU

Sample : N5222-14

Misc :

ALS vial : 9 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_ G\Methods\8270-BG102422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGOB55275.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.861 92 97 104 rVB3 45847 90251 2.87% 0.258%
2 4.072 119 133 136 rBvV6 35563 102564 3.26% 0.294%
3 4.107 136 139 148 rVB2 63484 121881 3.88% 0.349%
4 4.260 160 165 176 rVB 79897 148242  4.72%  0.424%
5 4.366 176 183 188 rBV 149311 271463 8.64% 0.777%
6 4.536 207 212 219 rBV3 27950 60274 1.92% 0.173%
7 4.689 228 238 239 rBV5 22339 54288 1.73% ©.155%
8 4.883 267 271 275 rW2 23367 43054 1.37% ©0.123%
9 5.318 341 345 349 rVB 55609 79265 2.52% 0.227%
106 5.400 349 359 367 rVB5 83490 208220 6.62% ©.596%
11 5.735 408 416 422 rVW 1073165 1808419 57.53% 5.177%
12 5.794 422 426 432 rVV 188071 335878 10.69% 0.962%
13 5.894 432 443 457 rVB 1272585 3143256 100.00%  8.998%
14 6.152 477 487 491 rW7 20944 44898 1.43% 0.129%
15 6.205 491 496 498 rW 41327 65772 2.09% ©.188%
16 6.252 498 504 521 rVB 538020 1002120 31.88% 2.869%
17 6.734 580 586 595 rBV 77731 145505 4.63% 0.417%
18 6.975 622 627 639 rVB6 70797 190022 6.05% 0.544%
19 7.163 655 659 666 rvv3 33662 58961 1.88% 0.169%
20 7.233 666 671 677 rVW 110965 193105 6.14% ©.553%
21 7.345 680 690 695 rVW 207663 375027 11.93% 1.074%
22 7.404 695 700 708 rVvV2 300966 581672 18.51% 1.665%
23 7.480 708 713 726 rVB 236118 411899 13.10% 1.179%
24 7.650 729 742 749 rBV 469984 788979 25.10%  2.259%
25 7.915 775 787 795 rVV 1430529 2442617 77.71% 6.992%
26 8.273 839 848 861 rVB 151249 335596 10.68% 0.961%
27 8.385 861 867 875 rVB 343300 574071 18.26% 1.643%
28 8.543 886 894 905 rBV 99301 209934 6.68% 0.601%
29 8.649 905 912 918 rBV 498415 896813 28.53% 2.567%
30 8.708 918 922 926 rW 49906 76785 2.44% 0.220%
31 8.761 926 931 936 rVV 113032 177852 5.66% 0.509%
32 8.819 936 941 947 rVB 96058 163548 5.20% 0.468%
33 8.908 950 956 962 rBV3 205375 394855 12.56% 1.130%
34 8.961 962 965 972 rVB2 35659 61017 1.94% 0.175%
35 9.090 981 987 996 rVB3 95736 241751 7.69% 0.692%

36 9.225 1005 1010 1015 rBV 168767 270538  8.61%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55275.D

Acqg On : 25 Oct 2022 14:01
Operator : CG/JU

Sample : N5222-14

Misc :

ALS vial : 9 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_ G\Methods\8270-BG102422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.284 1015 1020 1026 rVV2 96115 170843 5.44% 0.489%
38 9.384 1030 1037 1042 rVV2 369358 671026 21.35% 1.921%
39 9.448 1042 1048 1061 rVB2 342516 913583 29.06% 2.615%
40 9.560 1061 1067 1075 rBV6 19073 59521 1.89% ©.170%
41  9.707 1085 1092 1107 rVB5 85930 224705 7.15% 0.643%
42 9.906 1115 1126 1131 rBV 190035 319174 10.15% 0.914%
43 9.971 1131 1137 1143 rVV 210033 347542 11.06% 0.995%
44 10.042 1143 1149 1154 rVV2 56867 92954  2.96% 0.266%
45 10.189 1161 1174 1179 rBV3 35845 113477 3.61% 0.325%
46 10.247 1179 1184 1188 rBV 163912 307675 9.79% 0.881%
47 10.335 1194 1199 1212 rVB 161302 323530 10.29% 0.926%
48 10.488 1212 1225 1232 rBV3 300430 635927 20.23% 1.820%
49 10.553 1232 1236 1240 rVB3 40790 66709 2.12% 0.191%
50 10.664 1247 1255 1259 rVB3 42162 85089 2.71% 0.244%
51 10.717 1259 1264 1269 rBV5 46817 82388 2.62% 0.236%
52 10.782 1269 1275 1282 rBV3 86019 175609 5.59% 0.503%
53 10.847 1282 1286 1292 rBV2 39623 63611 2.02% 0.182%
54 10.952 1299 1304 1309 rBvV2 26907 44599  1.42% ©0.128%
55 11.005 1309 1313 1317 rBv4 29754 47948 1.53% 0.137%
56 11.099 1317 1329 1333 rBV2 184949 454332 14.45% 1.301%
57 11.152 1333 1338 1344 rVB 460115 813253 25.87% 2.328%
58 11.358 1367 1373 1382 rBv4 21033 48375 1.54% 0.138%
59 11.446 1382 1388 1395 rBV3 26853 65692 2.09% 0.188%
60 11.522 1395 1401 1407 rVB3 25649 54807 1.74% 0.157%
61 11.616 1411 1417 1423 rBV3 43327 98687 3.14% 0.283%
62 11.699 1423 1431 1436 rBvV3 41805 96763 3.08% 0.277%
63 11.751 1436 1440 1452 rVB 42324 88276 2.81% 0.253%
64 11.904 1459 1466 1470 rBV3 45508 104767 3.33% 0.300%
65 11.939 1470 1472 1478 rVB3 35488 51548 1.64% 0.148%
66 12.057 1478 1492 1498 rBV2 205507 658261 20.94% 1.884%
67 12.198 1511 1516 1524 rVV5 55402 118743 3.78%  0.340%
68 12.268 1524 1528 1537 rVB9 26075 62607 1.99% 0.179%
69 12.462 1554 1561 1568 rVB 471620 820290 26.10% 2.348%
70 12.697 1596 1601 1603 rBV3 35304 55025 1.75% ©.158%
71 12.733 1603 1607 1612 rVV 111336 191519 6.09% 0.548%
72 12.785 1612 1616 1622 rVB3 50266 81050 2.58% 0.232%
73 12.950 1635 1644 1652 rBV2 216428 468484 14.90% 1.341%
74 13.091 1655 1668 1681 rVV 381432 1170724 37.25% 3.351%
75 13.203 1681 1687 1695 rVW2 60394 146335 4.66% 0.419%

76 13.308 1700 1705 1709 rVw4 70171 181600 5.78% ©.520%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55275.D

Acqg On : 25 Oct 2022 14:01
Operator : CG/JU

Sample : N5222-14

Misc :

ALS vial : 9 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_ G\Methods\8270-BG102422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 13.350 1709 1712 1719 rVB 98382 170945 5.44% 0.489%
78 13.514 1729 1740 1746 rVB 783347 1249925 39.77% 3.578%
79 13.667 1758 1766 1773 rBV 154535 335176 10.66% 0.960%
80 13.849 1793 1797 1802 rVB 49066 74197 2.36% 0.212%
81 13.896 1802 1805 1812 rBV5 18855 50337 1.60% 0.144%
82 14.013 1820 1825 1829 rBV 143216 227854 7.25% 0.652%
83 14.055 1829 1832 1837 rVWW2 61303 106026 3.37% 0.304%
84 14.107 1837 1841 1846 rVB5 26183 46492 1.48% ©0.133%
85 14.501 1903 1908 1915 rVB5 24874 51180 1.63% 0.147%
86 14.883 1964 1973 1979 rBV 327116 553029 17.59% 1.583%
87 15.048 1997 2001 2010 rvB4 21891 46084 1.47% ©.132%
88 15.347 2047 2052 2057 rBV2 31424 53103 1.69% 0.152%
89 16.358 2217 2224 2233 rBV 561047 863942 27.49% 2.473%
90 16.787 2291 2297 2305 rBV3 22220 51422 1.64% 0.147%
91 16.857 2305 2309 2314 rBV 28616 45528 1.45% 0.130%
92 17.615 2432 2438 2443 rBV 408343 630522 20.06% 1.805%
93 18.009 2501 2505 2512 rBV3 27338 51184 1.63% 0.147%
94 18.467 2579 2583 2592 rVB2 78004 134773  4.29% 0.386%
95 19.719 2792 2796 2805 rBV2 43364 81558 2.59% 0.233%
96 20.189 2870 2876 2882 rBV 1380649 1783460 56.74% 5.105%
97 21.487 3093 3097 3105 rBV2 46394 89156 2.84% 0.255%
98 21.887 3158 3165 3172 rBV 394122 713615 22.70%  2.043%
99 24.260 3564 3569 3577 rVB2 20623 50464 1.61% 0.144%
100 25.283 3733 3743 3757 rVB2 242894 724866 23.06% 2.075%

Sum of corrected areas: 34932278
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55275.D

Acq On : 25 Oct 2022 14:01
Operator : CG/JU

Sample : N5222-14

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055275.D\data.ms
1400000 7.915
5.894

1200000
5.73%

1000000
800000

600000 6.252
7,650 8.649 11.152 12.462

400000 - 404 8.385 %8s

7.3 8.90 12.057 12.9
200000 4.366 54 % .

2 s 09 . : L]
il ?@-WM omp O1%7 i St g 9845

0\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\N‘\\\\‘\\\\‘\\r\‘\\\\‘\\\\‘\\\\‘/\\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG055275.D\data.ms
1400000 20.189

1200000

1000000

800000 13.514

600000 16.358

21.887
400000 po1

-66i74.013
200000 18.467 1016
4.501 18.009 :

L = e e B i B S e et LSS SRS SN e

Time--> 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG055275.D\data.ms
1400000

21.487

1200000
1000000
800000
600000

400000
25.283

200000
24.260

0\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\ T

Time-->  23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55275.D

Acq On : 25 Oct 2022 14:01
Operator : CG/JU

Sample : N5222-14

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Benzene, 1-ethyl-3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.345  22.35 ng 375027 1,4-Dichlorobenzene-d4 8.273

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 690 (7.345 min): BG055275.D\data.ms (-680) (-) m/z 105.00 100.00%
105.0
5000
120.0
47-0 77.0 910 700720740760
O perediters bttt sl i m/z 120.00  31.40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
T U\M
5000 L L L L B LA BN I
120.0 7.00 7.20 7.40 7.60

m/z 43.00 14.76%

77.0 91.0
39.0
\\‘\J\-g‘(\)\\\‘\\\\“\\\\“\\\\6‘%\‘9‘\\\‘\“\\\\“\\\\‘\‘}1\‘\\‘\‘\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0

7.00 7.20 7.40 7.60

o

5000 ITI/Z 76.95 12.58%
120.0
91.0
0**%§9*Hw*?%9*w“*ﬁﬁewiaﬁ*HJHH\HM\H“WHH\H* AAJ\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl- A
105.0 7.00 7.20 7.40 7.60

m/z 91.00 12.55%

5000
120.0
79.0
39.0 650 |
S AN B A | M M

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55275.D

Acq On : 25 Oct 2022 14:01
Operator : CG/JU

Sample : N5222-14

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Benzene, 1-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.650 47.02 ng 788979  1,4-Dichlorobenzene-d4 8.273

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 742 (7.650 min): BG055275.D\data.ms (-729) (-) m/z 105.00 100.00%
105.
5000
120.0
510 4, 77.0 91.0 7.40 7.60 7.80 8.00
Obrprrrrrroe e OO MW m/z 120.00  31.22%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 7.40 7.60 7.80 8.00
m/z 77.00 13.06%
39.0 3.0 77.0 91.0
OH‘\2\6\\0’\\\\“‘\\HHVHH\‘\"\\’H\“\“\\H“{H\‘\‘11\’\\‘\‘\“‘\\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
7.40 7.60 7.80 8.00
5000 m/z 91.00 12.24%
120.0
79.0
39.0 650 || 990
o) NN | SN S R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 7.40 7.60 7.80 8.00
m/z 79.00 10.73%
5000
120.0
39.0 77.0 91.0
obry 280 o e il
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55275.D

Acq On : 25 Oct 2022 14:01
Operator : CG/JU

Sample : N5222-14

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.915 145.57 ng 2442620 1,4-Dichlorobenzene-d4 8.273

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 787 (7.915 min): BG055275.D\data.ms (-775) (-) m/z 105.00 100.00%
105.0

-

5000 120.0
260 510 640 77‘-0 91‘-0 | 7.60 7.80 8.00 8.20
Obrprerrrrrrrrot i 80 U e m/z 120,00 44.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000
7.60 7.80 8.00 8.20
m/z 77.00 13.76%
39.0 77.0 91.0
O\\‘\\\.\‘\\\‘\‘\\\\“‘\\\\i‘i‘\\\6‘%\"9\‘\\\‘}“\\\\“\\\\‘\‘}1\‘\\‘\‘\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10692: Mesitylene
105.0
7.60 7.80 8.00 8.20
5000 120.0 m/z 119.00  12.66%
77.0
51.0 91.0
N . oy ) Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10717: Benzene, 1,2,4-trimethyl- /\““““H‘,“““H‘,
105.0 7.60 7.80 8.00 8.20
m/z 90.95 11.31%
120.0
5000
77.0
27.0 51.0 91.0
0H‘HH‘HM‘HHﬂuuﬂwm?ﬁgw‘mw‘uﬁu‘_N‘_mw$u‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55275.D

Acq On : 25 Oct 2022 14:01
Operator : CG/JU

Sample : N5222-14

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Mesitylene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.385 34.21 ng 574071 1,4-Dichlorobenzene-d4 8.273

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 867 (8.385 min): BG055275.D\data.ms (-861) (-) m/z 105.00 100.00%
105.0
5000 120.0
R A RRRAEEET
39.0 o 77‘-0 8.00 8.20 8.40 8.60 8.80
0 Hw_mw“uH‘Nw‘?m,”‘1‘_‘H“w_HWuu“,mww m/z 120.00  38.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10692: Mesitylene
105.0
5000 1200 BN RN

8.00 8.20 8.40 8.60 8.80
m/z 77.00 12.86%

77.0
51.0
O H‘\\H‘%\7\.‘()\\\\‘\H\i‘}‘\\}“\‘\‘\\’\\\‘U‘\\H“\H\‘\‘}1\‘H‘\‘\"‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
[T A
8.00 8.20 8.40 8.60 8.80
m/z 91.00 10.78%
5000 120.0 /
39.0 77.0
0brt2 0 el Sl el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 8.00 8.20 8.40 8.60 8.80
m/z 119.00 9.97%
5000 120.0
28.0 51.0 77.0 K
0 ‘WmW“!‘m“hm}‘c‘u“M‘,HMmw“mmw‘WMM‘,‘WWHW me/‘\uw/‘\wd
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55275.D

Acq On : 25 Oct 2022 14:01
Operator : CG/JU

Sample : N5222-14

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 2-Cyclopenten-1-one, 2,3-di... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.543 12.51 ng 209934  1,4-Dichlorobenzene-d4 8.273

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Cyclopenten-1-one, 2,3-dimethyl- 110 C7H100 001121-05-7 93
2 Norbornadieone 110 C7H1e0 010218-02-7 59
3 1,4-Pentadiene, 3-methyl- 82 C6H10 001115-08-8 53
4 Cyclopentane, ethylidene- 96 C7H12 002146-37-4 49
5 Spiro[2.4]heptane 96 C7H12 000185-49-9 43
Abundance Scan 894 (8.543 min): BG055275.D\data.ms (-886) (-) m/z 67.00 100.00%
67.0
110.0
5000
39.0 95.0 e R
M H 81.0 8.20 8.40 8.60 8.80
Obrrerperrrrerte il ol b L1259 s 110,00 65.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6629: 2-Cyclopenten-1-one, 2,3-dimethyl-
67.0
110.0
5000 \‘\A\‘\\\\‘\\\\‘\\\\’\
8.20 8.40 8.60 8.80
39.0 o
95.0 m/z 39.00 24.51%
I il
0 H‘\\H‘HHHHH\“H\WMH‘\‘\M\‘\H‘\“MH\“HH‘\H\“HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6550: Norbornadieone
67.0
o AARAESRSEEEESL R
8.20 8.40 8.60 8.80
5000 110.0 m/z 95.00 21.30%
41.0
27.0 81.0
Lol L 980 )
Ottt e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1418: 1,4-Pentadiene, 3-methyl-
67.0 8.20 8.40 8.60 8.80
m/z 41.00 17.29%
5000
41.0
27.0 ‘ 82.0
0‘W‘kujmumchuwwuwhlwHHMHW‘HWH‘WHH‘HH_‘H‘ S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55275.D

Acq On : 25 Oct 2022 14:01
Operator : CG/JU

Sample : N5222-14

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 1Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.649 53.45 ng 896813 1,4-Dichlorobenzene-d4 8.273
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 83
3 Deltacyclene 118 C9H1e 007785-10-6 80

4 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 72
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 64

Abundance Scan 912 (8.649 min): BG055275.D\data.ms (-905) (-) m/z 117.00 100.00%

117.0
5000
A e
39.0 63.0 77, 91‘ 0 8.40 8.60 8.80 9.00
O bt e e e el m/z 118,00 53.46%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10181: Indane
117.0
5000 L LI L L I L B

8.40 8.60 8.80 9.00

m/z 115.00  33.29%
91.0
39.0 63‘0 770 I
OH‘\H\‘H\\‘\H\“H\\"‘H\1H\‘\\‘H\\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10192: Benzene, 2-propenyl-
117.0 /\\
R AR RRARN TS
8.40 8.60 8.80 9.00
m/z 91.00 15.92%
5000 91.0
39.0 65.0
0‘WH‘WH‘w‘H“‘HﬁkuMﬁmw‘uwwuﬂuu‘wﬁuw‘Mh‘u‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10184: Deltacyclene e R A RRaRmEa
117.0 8.40 8.60 8.80 9.00
m/z 63.00 7.89%
5000
39.0 910
65.0 ‘
Obrprrrrprrrrrrretlberedlieek bbbl ey VSVANYNS ' VIAWASNSTAS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55275.D

Acq On : 25 Oct 2022 14:01
Operator : CG/JU

Sample : N5222-14

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Benzene, 1,3-diethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.908 23.53 ng 394855 1,4-Dichlorobenzene-d4 8.273

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 CleH14 000141-93-5 96
2 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 95
3 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 93
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 86
5 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 81
Abundance Scan 956 (8.908 min): BG055275.D\data.ms (-950) (-) m/z 105.00 100.00%
105.0
5000 134.0
77.0 H“H‘_‘H“H‘AAH‘
‘ ? ‘ “ 8.60 8.80 9.00 9.20

0 wwH_W“MHM Ol JLALL L w7 119.00  92.55%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 134.0
8.60 8.80 9.00 9.20
91.0 m/z 134.00 50.14%
39.0 65.0 ‘

O \\‘\\H‘H\‘\“\\H“‘\H\i‘“\H’\\‘H‘\HH‘H\\‘HH‘\H!\’H‘\‘\l\\\\‘\\‘\\‘\\

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17032: Benzene, 1,2-diethyl-

119.0 /\A /\
e E Ramasec!
8.60 8.80 9.00 9.20
5000 134.0 m/z 90.95 35.58%
91.0
65.0
1 O T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl- L“w“‘w“‘w“‘w“‘w
119.0 8.60 8.80 9.00 9.20
m/z 77.00 19.42%
5000 134.0
91.0
410 65.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55275.D

Acq On : 25 Oct 2022 14:01
Operator : CG/JU

Sample : N5222-14

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 12 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
9.225 16.12 ng 270538 1,4-Dichlorobenzene-d4 8.273
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 96
3 o-Cymene 134 C10H14 000527-84-4 95
4 Benzene, 1l-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 95

Abundance Scan 1010 (9.225 min): BG055275.D\data.ms (-1005) (-) m/z 119.00 100.00%
0.0

11
5000
134.0
91.0

9.00 9.20 9.40 9.60

39.0 65.0 | ‘ |
0 et b et bl bl m/z 13408 30.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0 j\\
9.00 9.20 9.40 9.60
91.0 134.0 m/z 91.00 17.82%
39.0 65.0 ‘
0 \\‘1\\5\.\0‘\\\‘\‘H\\“‘H\\Nw\\\‘m‘\\‘\\iU‘\H\‘H‘H\‘M‘}\‘H‘}‘\lHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- N\/\/\
119.0 ﬁJ\ﬁ

9.00 9.20 9.40 9.60

5000 ITI/Z 105.00 14.15%
91.0 134.0
REECCI
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0-Cymene R EaREE
119.0 9.00 9.20 9.40 9.60
m/z 117.00  10.49%
5000
134.0
91.0
41.0 65.0 ‘
0H‘H\\‘H\‘\‘H\\“‘HH“H\w‘\‘\‘H‘\HM“\H\H‘H\‘\WH‘HM‘?luu‘u‘u‘u R A RRRRE R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55275.D

Acq On : 25 Oct 2022 14:01
Operator : CG/JU

Sample : N5222-14

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 13 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.384 39.99 ng 671026 1,4-Dichlorobenzene-d4 8.273
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 94
2 o-Cymene 134 C1oH14 000527-84-4 94
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleHi4 000874-41-9 93
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 90
5 p-Cymene 134 CleH14 000099-87-6 87
Abundance Scan 1037 (9.384 min): BG055275.D\data.ms (-1030) (-) m/z 118.95 100.00%
119.0
5000
134.0
91.0
39.0 65.0 ‘ 9.00 9.20 9.40 9.60 9.80
O “‘WM‘W‘W‘W“Ww‘u;“*”H‘Mbl‘ﬂw - m/z 134.00 29.04%
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 /\\ j\/\
5000 ‘\/\\H‘HH‘HH‘H/\\T‘\J\
910 134.0 9.00 9.20 9.40 9.60 9.80
: m/z 117.00 20.67%
65.0 ‘
0 \1\5\.0‘ T \3\9“‘0\ \“i‘\ “i‘\ T r‘H‘ T “H“\ \M" T T
miz—-> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
REEES e R
9.00 9.20 9.40 9.60 9.80
5000 m/z 90.95 20.39%
134.0
91.0
41.0 65.0 ‘ ‘
L [ FTIN m mn I Ll L
0 H‘2‘0““4‘1‘!)“Heb“m‘s‘omiéd"izlo‘mlz‘td MJ\/\
m/z-->
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- ‘H““‘H“‘rwﬁJﬁfrﬁ
119.0 9.00 9.20 9.40 9.60 9.80
m/z 115.00 11.37%
5000
91.0 134.0
39.0 65.0 ‘ ‘
o250 00 b e L L
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55275.D

Acq On : 25 Oct 2022 14:01
Operator : CG/JU

Sample : N5222-14

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
9.906 14.05 ng 319174  Naphthalene-d8 11.099
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 CleHi4 000527-53-7 95
4 o-Cymene 134 CleHi4 000527-84-4 95
5 Benzene, 1-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 93

Abundance Scan 1126 (9.906 min): BG055275.D\data.ms (-1115) (-) m/z 119.00 100.00%

119.0
5000 134.0
w A
91.0 T
39.0 65.0 ‘ | 10 00
ot e e e W /7 134,00 42.10%
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0
10 OO
91.0 m/z 91.60  16.88%
65.0
O\]_\5\0‘\‘\\\“‘\\‘\\“\‘\\\"\\‘\\"\‘\\H"\\\“\’\\
miz--> 20 60 80 100 120 140
Abundance #17059. Benzene, 1,2,3,4-tetramethyl-
119.0
e
10.00
5000 134.0 m/z 120.00  9.85%
91.0
39.0 65.0
o2 T Ao el
miz--> 20 40 60 80 100 120 140 \
Abundance #17065: Benzene, 1,2,3,5-tetramethyl- A A —— ‘FNA
119.0 10.00
m/z 133.00 9.04%
5000 134.0
39.0 91.0 A J\A
65.0
0 | H L Ll L ‘ Ll H“ ‘\ \ [\‘A‘ —— ‘/\‘ y

m/z--> 20 40 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55275.D

Acq On : 25 Oct 2022 14:01
Operator : CG/JU

Sample : N5222-14

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 15 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
9.971 15.30 ng 347542  Naphthalene-d8 11.099
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 CleHi4 000527-53-7 96
4 o-Cymene 134 CleHi4 000527-84-4 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 94
Abundance Scan 1137 (9.971 min): BG055275.D\data.ms (-1131) (-) m/z 119.00 100.00%
119.0
5000 134.0 M
390 650 ' | 10.00
Obrrprrrrrrrr et el m/z 134.00 41.71%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 134.0 ALt
10.00
m/z 91.00 16.55%
39.0 91.0
180 % 030 | 0]
0 \\‘\\‘H‘H\‘\‘\\H“\H\wu\’\H‘M‘\H“‘H\\‘\\H‘\WH’H‘H‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
—
10.00
5000 134.0 m/z 120.00 9.98%
39.0 90
: 65.0
0\\%%9\qu\“HH“WH’wh‘Hhhwuquwm\“hhyuwﬂmw\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- A M‘/\ —— ‘/‘\A/\‘ -
119.0 10.00
m/z 133.00 8.65%
134.0
5000
41.0 91.0 A/\ /h
0‘wu‘WHM_‘Hmuqﬂuﬁ%?‘HWMHW‘uwMM,HMMH‘JNWH \ A o\ L ‘A ‘/
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55275.D

Acq On : 25 Oct 2022 14:01
Operator : CG/JU

Sample : N5222-14

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 3-Phenylbut-1-ene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.335 14.24 ng 323530 Naphthalene-d8 11.099
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
4 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 90
5 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
Abundance Scan 1199 (10.335 min): BG055275.D\data.ms (-1194) (- | m/z 117.00 100.00%
11v.0
5000 132.0
A L
390 640 ‘ 10.00 10.50
) B i P J‘ b ALl 147 130, 00 38.38%
miz--> 20 40 60 100 120 140
Abundance #16106:3-PhenWbubl-ene
11v.0
5000 [ A A
10.00 10.50
91.0 132.0 m/z 115.00  28.97%
390 g50 ‘
O\‘\‘\\\"\\“‘\‘\‘H‘\\ih“\\”\"m\\H ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 M
= e
10.00 10.50
5000 132.0 m/z 131.00 21.72%
39.0 65.0 ‘ ‘
0l 240 L il J‘ SV NP | W |
m/z--> 20 40 60 80 100 120 140 i
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- — ==
117.0 10.00 10.50
m/z 91.00 13.82%
5000 132.0
390 450 910 ‘ ‘
ol Ml NSRRI
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55275.D

Acq On : 25 Oct 2022 14:01
Operator : CG/JU

Sample : N5222-14

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.488  27.99 ng 635927 Naphthalene-d8 11.099
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 95
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 92
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 92
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 76
Abundance Scan 1225 (10.488 min): BG055275.D\data.ms (-1212) (1 m/z 117.00 100.00%
117.0
5000
910 134.0 =
5.0 ‘ ‘ 10.50
N T YO W M ST ‘ng LM m/z 119.00  46.70%
miz--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 \ \[\\J\\/\\ ‘ A\’/\ .
91.0 10.50
51.0 m/z 132.00  35.90%
27.0 ' ‘ 1:+3.0
Ot T \‘\ T \“i‘\ \“U \““H \7ﬁ4”.1ﬁ)“ T \H T ‘”r“\ T r“ \‘!H \‘\ T
miz—-> 20 40 60 80 100 120 140
Abundance #16113: 2,4-Dimethylstyrene
117.0
SRV
10.50
5000 m/z 114.95 32.15%
91.0
39.0
63.0
w0 T
Ol HM‘JU‘WW“”W“Jl“WM‘ Ml
m/z--> 20 40 60 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- E e
117.0 10.50
m/z 91.00 22.08%
5000
39.0 91.0
A I 143-0
0 ““‘V“q“w“W‘“W“u“‘w““‘ﬁ“ﬁ““‘ s
m/z--> 20 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55275.D

Acq On : 25 Oct 2022 14:01
Operator : CG/JU

Sample : N5222-14

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Benzoic acid, 4-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.057 28.98 ng 658261 Naphthalene-d8 11.099
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 96
2 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 87
3 Benzeneacetic acid 136 C8H802 000103-82-2 64
4 p-Methylbenzeneboronic acid 136 C7H9BO2 005720-05-8 52
5 Butanedioic acid, 2,3-bis[(4-met... 386 C20H1808 032634-66-5 43

Abundance Scan 1492 (12.057 min): BG055275.D\data.ms (-1478) (- | m/z 91.00 100.00%

91.0
119.0 136.0
5000
65.0 T [
39.0 ‘ ‘ 12.00
oHWHu‘MM“‘HMHMmum\um‘_m m/z 136.00  61.67%
m/z--> 20 40 80 100 120 140
Abundance #18704 Benzmcacm 4-methyl-
91.0
136.0
119.0
5000 T
12.00
39.0 65.0 m/z 119.00 57.15%
O\\1\8‘0\\\\“‘\‘\H\\“}‘\\\“\\H!\‘\‘\\\‘}\\\‘\“\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #18707: Benzoic acid, 3-methyl-
91.0
136.0 T 7 \
12.00
5000 ITI/Z 65.00 20.97%
119.0
65.0
N I, Y VO RN N '
m/z--> 20 40 60 80 100 120 140
Abundance #18696: Benzeneacetic acid T ‘
91.0 12.00
m/z 92.00 13.77%
5000
136.0
65.0
0 390\ \“ “ 118'0 Il T ‘ T 3

miz--> 20 40 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55275.D

Acq On : 25 Oct 2022 14:01
Operator : CG/JU

Sample : N5222-14

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.462 36.11 ng 820290 Naphthalene-d8 11.099
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 94
2 2H-Inden-2-one, 1,3-dihydro- 132 CSH80 000615-13-4 68
3 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 64
4 Styrene 104 C8H8 000100-42-5 64
5 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 60

Abundance Scan 1561 (12.462 min): BG055275.D\data.ms (-1554) (- m/z 132.00 100.00%

104.0 132.0
5000 78.0
51.0
‘ 12 50
Ob bbbl L L1601 2069 o 16400 97.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16680: 1H-Inden-1-one, 2,3-dihydro-
104.0
132.0
5000 78.0 ‘ :
51.0 12.50
m/z 103.00 55.44%
27.0 H
O' ‘\\‘\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16679: 2H-Inden-2-one, 1,3-dihydro-
104.0
A
12 50
5000 ITI/Z 78.00 41.51%
78.0 132.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16642: Pyrazolo(2,3- a)pyrldlne 7-methyl-
32.0 12 50
m/z 131.00 34.19%
5000
. 104.0
39.0 8.0 j\ /\
0 | \‘m \“\ \M \H ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 12 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55275.D

Acq On : 25 Oct 2022 14:01
Operator : CG/JU

Sample : N5222-14

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Benzoic acid, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.091 42.34 ng 1170720  Acenaphthene-d10 14.883
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 2,6-dimethyl- 150 C9H1e02 000632-46-2 94
2 Benzoic acid, 2,4-dimethyl- 150 C9H1e02 000611-01-8 90
3 Benzoic acid, 2,5-dimethyl- 150 C9H1002 000610-72-0 76
4 Benzoic acid, 2,3-dimethyl- 150 C9H1002 000603-79-2 68
5 Isoquinoline, 1,2,3,4-tetrahydro- 133 C9H11N 000091-21-4 60

Abundance Scan 1668 (13.091 min): BG055275.D\data.ms (-1655) (- | m/z 132.00 100.00%
132.0
150.0
105.0
5000 77.0
51.0 L — T
o
0 ““““wN‘W‘VMV‘N"ﬂw“MW“w“ W“‘W“ m/z 150.00 77.05%
miz--> 20 40 60 80 100 120 140
Abundance #28337: Benzoic acid, 2,6-dimethyl-
132.0
150.0
104.0
5000 e :
13.00
- 510 ‘ m/z 105.00 57.20%
Ot T \‘\.\ \“‘”\ \““\ “‘\M\ \”i“‘ T \“\ T “ L . T \“\ T
miz--> 20 40 60 80 100 120 140
Abundance #28330: Benzoic acid, 2,4-dimethyl-
132.0 150.0
T \
105.0 13.00
5000 ITI/Z 104.00 54.28%
77.0
27.0 °1.0 ‘
miz-> 20 40 60 80 100 120 140
Abundance #28333: Benzoic acid, 2,5-dimethyl- e ‘
510 77.0 104.0 13.00
m/z 132.95 44.25%
132.0
150.0
5000
m/z--> 20 40 60 80 100 120 140 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102522\
Data File : BG@55275.D

Acqg On : 25 Oct 2022 14:01
Operator : CG/JU

Sample : N5222-14

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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|
Benzene, 1-ethy... 7.345 22.4 ng 375027 1 8.273 335596 20.0
Benzene, 1-ethy... 7.650 47.0 ng 788979 1  8.273 335596 20.0
Benzene, 1,2,3-... 7.915 145.6 ng 2442620 1 8.273 335596 20.0
Mesitylene 8.385 34.2 ng 574071 1 8.273 335596 20.0
2-Cyclopenten-1... 8.543 12.5 ng 209934 1 8.273 335596 20.0
Indane 8.649 53.5 ng 896813 1 8.273 335596 20.0
Benzene, 1,3-di... 8.908 23.5 ng 394855 1 8.273 335596 20.0
Benzene, 2-ethy... 9.225 16.1 ng 270538 1  8.273 335596 20.0
Benzene, 4-ethy... 9.384 40.0 ng 671026 1 8.273 335596 20.0
Benzene, 1,2,4,... 9.906 14.1 ng 319174 2 11.099 454332 20.0
Benzene, 1,2,3,... 9.971 15.3 ng 347542 2 11.099 454332 20.0
3-Phenylbut-1-ene  10.335 14.2 ng 323530 2 11.099 454332 20.0
Benzene, 2-ethe... 10.488 28.0 ng 635927 2 11.099 454332 20.0
Benzoic acid, 4... 12.057 29.0 ng 658261 2 11.099 454332 20.0
1H-Inden-1-one,... 12.462 36.1 ng 820290 2 11.099 454332 20.0
Benzoic acid, 2... 13.091 42.3 ng 1170720 3 14.883 553029 20.0
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