LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131418.D

Acqg On : 26 Nov 2022 03:12
Operator : CG\JU

Sample : N5741-19

Misc :

ALS Vvial : 22 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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131418.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.251 22 28 34 rBV 1284432 1680772 6.71% 1.179%
2 3.357 209 216 221 rBV 336995 584818 2.34% 0.410%
3 4.063 331 336 341 rVB 512567 641851 2.56% 0.450%
4 4.498 404 410 417 rVWW2 374707 549092 2.19% ©.385%
5 4.575 418 423 428 rVB 376532 445884 1.78% 0.313%
6 5.598 584 597 598 rBV2 9106132 25041621 100.00% 17.570%
7 5.851 629 640 643 rBV 9129932 20330422 81.19% 14.264%
8 6.492 743 749 751 rBV 5539771 5981149 23.88% 4.196%
9 6.522 751 754 757 rVV 3522340 2839361 11.34% 1.992%
106 6.563 757 761 771 rVB2 4162087 5208147 20.80% 3.654%
11 6.651 771 776 779 rBV 4775764 4393523 17.54% 3.083%
12 6.792 784 800 803 rBV 6448800 8640279 34.50% 6.062%
13 6.957 825 828 831 rBV 657866 584463 2.33% 0.410%
14 6.986 831 833 835 rVW 292964 261083 1.04% 0.183%
15 7.022 835 839 842 rVW 5077292 5192635 20.74% 3.643%
16 7.104 844 853 855 rBv3 183311 323535 1.29% 0.227%
17 7.145 855 860 862 rVV 3889976 3570357 14.26% 2.505%
18 7.204 864 870 871 rVWW 766466 826749 3.30% 0.580%
19 7.216 871 872 878 rVB2 660456 876579 3.50% 0.615%
20 7.275 878 882 884 rBV 1228437 1062480 4.24% 0.745%
21 7.345 891 894 899 rBV 505132 490153 1.96% 0.344%
22 7.422 903 907 909 rBvV 794598 743873 2.97% 0.522%
23 7.445 909 911 914 rVB 708298 528316 2.11% 0.371%
24 7.492 914 919 921 rBV 1617184 1501230 5.99% 1.053%
25 7.528 921 925 928 rVV 2662886 2836931 11.33% 1.990%
26 7.586 932 935 937 rVW 502266 727189 2.90% ©.510%
27 7.639 941 944 947 rBV2 641874 516080 2.06% ©.362%
28 7.728 955 959 961 rBV 851446 712969 2.85% 0.500%
29 7.751 961 963 966 rVB 1371028 1044024 4.17% 0.733%
30 7.839 968 978 984 rBV2 1145462 1697670 6.78% 1.191%
31 7.910 984 990 996 rVB3 2208551 2991467 11.95% 2.099%
32 7.980 996 1002 1008 rBV 2523454 2691376 10.75% 1.888%
33 8.086 1017 1020 1023 rVV 1072182 961799 3.84% 0.675%
34 8.192 1028 1038 1040 rVV 595998 735255  2.94% @.516%
35 8.275 1040 1052 1057 rVV2 3769133 5381268 21.49% 3.776%

36 8.322 1057 1060 1064 rVB2 374023 382220 1.53%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131418.D

Acqg On : 26 Nov 2022 03:12
Operator : CG\JU

Sample : N5741-19

Misc :

ALS Vvial : 22 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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.433 1075 1079 1083 rVV 1029053 1004361 4.01% 0.705%
38 8.510 1087 1092 1096 rVB3 1423243 1807804 7.22% 1.268%
39 8.627 1107 1112 1116 rVB2 445132 631634 2.52% 0.443%
40 8.663 1116 1118 1121 rBV 306652 307027 1.23% 0.215%
41  8.710 1122 1126 1130 rVV 501411 542359  2.17% ©.381%
42 8.845 1144 1149 1152 rBV2 702261 694262 2.77% 0.487%
43 8.910 1152 1160 1163 rBV5 215389 311058 1.24% 0.218%
44  8.963 1166 1169 1171 rVV 1506794 1281115 5.12% ©.899%
45  8.986 1171 1173 1180 rVB3 489672 568810 2.27% ©.399%
46 9.063 1180 1186 1189 rBV 2657882 2591282 10.35% 1.818%
47  9.092 1189 1191 1193 rVV2 258211 302672 1.21% 0.212%
48 9.127 1193 1197 1201 rVW 405600 687140 2.74%  0.482%
49 9.163 1201 1203 1206 rVB2 455526 336254 1.34% 0.236%
50 9.251 1215 1218 1223 rVV2 528217 587975 2.35% 0.413%
51 9.327 1226 1231 1234 rVB 3275209 2847073 11.37% 1.998%
52 9.422 1244 1247 1249 rVV 299497 335231 1.34% 0.235%
53 9.445 1249 1251 1253 rW 328080 329252 1.31% 0.231%
54 9.492 1257 1259 1262 rVV 407755 330625 1.32% 0.232%
55 9.533 1262 1266 1270 rVV3 568070 741065 2.96% 0.520%
56 9.592 1270 1276 1279 rVV3 850105 1365281 5.45% 0.958%
57 9.627 1279 1282 1284 rVWW 294426 376730 1.50% 0.264%
58 9.663 1284 1288 1291 rVV 1102326 1478087 5.90% 1.037%
59 9.692 1291 1293 1298 rVV 734010 642461 2.57% 0.451%
60 9.786 1306 1309 1310 rVV 311946 319864 1.28% 0.224%
61 9.839 1314 1318 1320 rVV3 224103 263637 1.05% 0.185%
62 9.933 1329 1334 1338 rVB2 267733 357713 1.43% 0.251%
63 10.010 1344 1347 1351 rVB 986160 789060 3.15% ©.554%
64 10.122 1362 1366 1369 rVvB4 227671 327290 1.31% 0.230%
65 10.210 1378 1381 1385 rVB2 280891 270262 1.08% 0.190%
66 10.327 1397 1401 1403 rBV2 245917 264435 1.06% 0.186%
67 10.627 1449 1452 1457 rVB4 217145 260103 1.04% 0.182%
68 10.804 1478 1482 1486 rBV 1950792 1889696 7.55% 1.326%
69 11.233 1550 1555 1560 rVB 543938 534689 2.14% 0.375%
70 11.510 1598 1602 1604 rBV 805774 740613 2.96% ©.520%
71 12.033 1688 1691 1698 rVB2 445094 419573 1.68% 0.294%
72 13.104 1869 1873 1876 rBV 2337175 2016929 8.05% 1.415%
73 14.162 2049 2053 2056 rBV 550691 458295 1.83% 0.322%
74 15.703 2309 2315 2319 rBV 389162 540109 2.16% ©.379%

Sum of corrected areas: 142528446
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131418.D

Acq On : 26 Nov 2022 03:12
Operator : CG\JU

Sample : N5741-19

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF131418.D\data.ms
5.%98 5.851

8000000

6000000 6.492
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.568
4000000 6l5b2

2000000

2.251
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Abundance TIC: BF131418.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131418.D

Acq On : 26 Nov 2022 03:12
Operator : CG\JU

Sample : N5741-19

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.251 57.52 ng 1680770  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# 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 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 10
5 Borane, dimethoxy- 74 C2H7B0O2 004542-61-4 9
Abundance  Scan 28 (2.251 min): BF131418.D\data.ms (-22) (-) m/z 73.05 100.00%
73.0
5000 43.0 J\
A T
‘ J 881 2. 20 240 2. 60
Ol o poreepeer i B8O Li 881wz 43.e5 45.95%
m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B B

220 240 260

43.0
‘ m/z 55.10 32.12%
27 0 88.0
O\‘\\\\‘\‘\\“\\\f‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 0 80 100 120
Abundance #15764 2 2,4- Tr|methyl -3-pentanol
73.0
— e
2. 20 240 2. 60
5000 55.0 m/z 87.10  26.10%
39
R | | b e 4120 1290
miz--> 0 20 40 60 80 100 120
Abundance #2246: Silane, tetramethyl- L
73.0 2. 20 240 2. 60

m/z 41.10 15.01%

5000
43.0
0 15\.0 \‘ | ‘ ‘ ‘\ 88 0

miz--> 0 20 80 100 120 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131418.D

Acq On : 26 Nov 2022 03:12
Operator : CG\JU

Sample : N5741-19

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 2 2-Butanol, 2,3-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
3.357 20.01 ng 584818 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 83
2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 64
3 3-Heptanol 116 C7H160 000589-82-2 40
4 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 38
5 2-Decanol, methyl ether 172 C11H240 1000333-83-9 33
Abundance Scan 216 (3.357 min): BF131418.D\data.ms (-209) (-) m/z 59.00 100.00%

59.0
5000
41.0 87.1

H‘ ‘ 3.00 3.20 3.40 3.60

b it e B e m/z 41,05 24.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5046: 2-Butanol, 2,3-dimethyl-
59.0
5000 \‘HH‘HH‘HH‘\W

3.00 3.20 3.40 3.60
41.0 87.0 m/z 43.00 22.49%

150 280 H ‘
Hw”‘HMHH\“H“!H‘H\“““\“‘%\2‘9‘\””\“‘1‘0\“(‘)‘\‘”‘!”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5025: 2-Pentanol, 2-methyl-
59.0

3.00 3.20 3.40 3.60

o

5000 m/z 87.10 21.32%
45.0 87.0
31.0
0le**s*.?\Hm*H*‘!H*H\*H‘\**H‘\*HwH‘w”w”w””w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9451: 3-Heptanol R RRAREE RS
59.0 3.00 3.20 3.40 3.60

m/z 69.10 17.70%

5000 41.0
27.
87.0
140 || | ‘\‘ . 730 ‘ 101.0 115.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.00 3.20 3.40 3.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131418.D

Acq On : 26 Nov 2022 03:12
Operator : CG\JU

Sample : N5741-19

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 4 Di-sec-Butyl ether Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
4.498 18.79 ng 549092 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 74
2 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 59
3 Butanoic acid, 4-methoxy-, methy... 132 C6H1203 029006-01-7 45
4 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 38
5 Ethene, (2-methoxyethoxy)- 102 C5H1002 001663-35-0 36

Abundance Scan 410 (4.498 min): BF131418.D\data.ms (-404) (-) m/z 57.10 100.00%

57.1
5000 41.0
101.1
AR e
83.0 4.20 4.40 4.60 4.80
Ol 700 L S0 sz 45,00 91.46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15682: Di-sec-Butyl ether
45.0
5000
59.0 4.20 4.40 4.60 4.80
290 101.0 m/z 58.95 65.91%
‘ 83.0
OH‘\H‘\“\\H“\‘\M‘Hw\“\\\\‘\‘H\‘\‘H\‘H\\‘\\H‘H\.\‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0
4.20 4.40 4.60 4.80
5000 m/z 41.05 45 .48%
41.0
2710 101.0
o T Ll 730 870 1350 1300
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #16423: Butanoic acid, 4-methoxy-, methyl ester R e
45.0 4.20 4.40 4.60 4.80
59.0
m/z 101.10  35.56%
5000
74.0
101.0
087'?117'0 R RNSRRE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131418.D

Acq On : 26 Nov 2022 03:12
Operator : CG\JU

Sample : N5741-19

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 6 Benzene, 1-ethyl-3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.492 204.67 ng 5981150 1,4-Dichlorobenzene-d4 6.957

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, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 749 (6.492 min): BF131418.D\data.ms (-743) (-) m/z 105.10 100.00%
105.1
5000
120.1
391 630 77‘-0 91‘-1 6.20 6.40 6.60 6.80
O e oot Ml m/z 120010 31.86%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 UL L B I L LA LR
120.0 6.20 6.40 6.60 6.80
m/z 91.10  13.95%
0o e P
O\\‘\\H‘\H‘f‘\\H“\H\‘\‘H\“\‘H\‘\H}‘H\\M\H‘\}H‘H‘\‘\“‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 76.95 13.53%
120.0
77.0 91.0
ol 159 . B0 B0 el ke
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 6.20 6.40 6.60 6.80
m/z 79.05 10.92%
120.0
5000
39.0 63.0 770 91.0
NN YR YRS ok NS N PR, BSOS SRS L1 1S L B
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131418.D

Acq On : 26 Nov 2022 03:12
Operator : CG\JU

Sample : N5741-19

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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, 1l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.522 97.16 ng 2839360 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 754 (6.522 min): BF131418.D\data.ms (-751) (-) m/z 105.10 100.00%
105.1
5000
120.1
510 77.0 91.1 6.20 6.40 6.60 6.80
Oy 380 T 640 L mz 120.10 29.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.20 6.40 6.60 6.80
m/z 77.00 12.75%
77.0 91.0
O\\‘]\_\5\.\0‘\\\‘\‘\\3\19‘.(\)\\\“\\\\6‘%\.‘\0\‘\H}“HH“{H\‘\M!\‘H‘\‘\“‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 91.10 12.10%
79.0 120.0
39.0 650 || 920
o) N SR S 1 R . [N S
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 6.20 6.40 6.60 6.80
m/z 79.00 10.34%
120.0
5000
39.0 63.0 77.0 91.0
) R A A ok NSO N FURN | R [N e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131418.D

Acq On : 26 Nov 2022 03:12
Operator : CG\JU

Sample : N5741-19

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Benzene, 1-ethyl-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.651 150.34 ng 4393520 1,4-Dichlorobenzene-d4 6.957

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 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 776 (6.651 min): BF131418.D\data.ms (-771) (-) m/z 105.05 100.00%
105.1
5000
120.1
390 630 77‘-0 91‘-0 6.40 6.60 6.80 7.00
oH_m_‘H_HJ“m‘;MuHMWH1“mu"uH_‘:!ww‘mw m/z 120.10 31.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.40 6.60 6.80 7.00
m/z 76.95 13.63%
o 0 w0 T
OH‘\H\‘\\\\‘\H\‘\\\\"H\{‘\H\‘H\\‘\\\\‘HH‘HH‘H\‘\“HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.40 6.60 6.80 7.00
5000 m/z 91.05 13.36%
79.0 120.0
39.0 65.0 ‘ ‘ |l
S SE (| NEIF I
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10694: Mesitylene
105.0 6.40 6.60 6.80 7.00
m/z 79.10 12.15%
120.0
5000
77.0 910
T Nl S I [N
m/z--> 10 20 30 40 50 60 70 80 90 100110 120130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131418.D

Acq On : 26 Nov 2022 03:12
Operator : CG\JU

Sample : N5741-19

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.792 295.67 ng 8640280 1,4-Dichlorobenzene-d4 6.957

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 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
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 800 (6.792 min): BF131418.D\data.ms (-784) (-) m/z 105.10 100.00%
105.1
5000 120.1
, 77‘-0 91.0 6.40 6.60 6.80 7.00 7.20
O 370 e hyz 12010 42.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0
6.40 6.60 6.80 7.00 7.20
m/z 77.00 13.35%
77.0 91.0
O\\‘\\\\‘\2\\7\.‘()\\\\“\\Hi‘}‘\\M\‘\‘\\‘\H‘H‘H\\“H\\‘\Ml\‘\\‘\‘\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 6.40 6.60 6.80 7.00 7.20
5000 m/z 119.10 11.98%
39.0 77.0 91.0
oh 250 e S0l
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00 7.20
m/z 91.05 11.69%
120.0
5000
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00 7.20

8270-BF112122.M Thu Dec 01 13:14:23 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131418.D

Acq On : 26 Nov 2022 03:12

Operator : CG\JU

Sample : N5741-19

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Mesitylene Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
7.022 177.69 ng 5192640 1,4-Dichlorobenzene-d4 6.957
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 94
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 839 (7.022 min): BF131418.D\data.ms (-835) (-) m/z 105.10 100.00%
105.1
5000 120.1
390 a30 77‘-0 91.0 6.60 6.80 7.00 7.20 7.40
0‘w‘Hw‘Hw‘HMMHWWHqNMW‘HW‘HqLHwﬂﬂw‘MﬂMHW‘H‘ m/z 120.10  39.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0
6.60 6.80 7.00 7.20 7.40
770 m/z 77.00 13.37%
51.0 ™ 91.0
O H‘HH‘%\7\.‘()\H\“HHi‘}‘\\M\‘\‘H‘\H‘U‘HH“HH‘\‘}1\‘\\‘\‘\“‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 6.60 6.80 7.00 7.20 7.40
5000 m/z 91.05 10.83%
39.0 77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0 6.60 6.80 7.00 7.20 7.40
m/z 79.10 9.64%
5000
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20 7.40

8270-BF112122.M Thu Dec 01 13:14:24 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131418.D

Acq On : 26 Nov 2022 03:12
Operator : CG\JU

Sample : N5741-19

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 1Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.145 122.18 ng 3570360 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
3 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 59
4 Benzene, l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 49
5 Indole 117 C8H7N 000120-72-9 49
Abundance Scan 860 (7.145 min): BF131418.D\data.ms (-855) (-) m/z 117.10 100.00%
11y.1
5000
91.0
30.0 63.0 ‘ 6.80 7.00 7.20 7.40
O bl M m/z 118.05  55.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 L L LA B B RN
6.80 7.00 7.20 7.40
m/z 115.05 33.59%
390 630 L0
O\1\5\’0\\\\‘\\H\\““\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0
6.80 7.00 7.20 7.40
m/z 91.05 17.84%
5000 91.0
39"0 65.0 Lm
) S OR8N Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72301: trans-Cinnamyl bromide
117.0 6.80 7.00 7.20 7.40
m/z 63.00 9.65%
5000
91.0
o150 390 630 | 160.0 196.0
R B LA D
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

8270-BF112122.M Thu Dec 01 13:14:24 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131418.D

Acq On : 26 Nov 2022 03:12
Operator : CG\JU

Sample : N5741-19

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 12 Benzene, 1,4-diethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.204  28.29 ng 826749 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
2 Benzene, 1,3-diethyl- 134 C1oH14 000141-93-5 93
3 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 93
4 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 90
5 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 90
Abundance Scan 870 (7.204 min): BF131418.D\data.ms (-864) (-) m/z 105.10 100.00%
106.1
5000 134.1
77.0
R S RLRES Sa
39.0 57.0 M 6.80 7.00 7.20 7.40 7.60
] ““M R TR T “M b m/z 119.10  97.08%
miz--> 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 134.0
91.0 6.80 7.00 7.20 7.40 7.60
m/z 134.05 43.58%
41.0 65.0
Ot \‘2\6‘.\‘0\ \“‘\ \“\ T “\‘\ T \M‘ T ““\ \‘1H T \‘\ T
miz—-> 20 40 60 80 100 120 140
Abundance #17028: Benzene, 1,3-diethyl-
119.0
6.80 7.00 7.20 7.40 7.60
5000 134.0 m/z 90.95 30.12%
91.0
39.0 65.0
o150 30 L B0 Lol
miz--> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 6.80 7.00 7.20 7.40 7.60
m/z 76.95 22.98%
5000 134.0
91.0
39.0 65.0
T i P
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40 7.60

8270-BF112122.M Thu Dec 01 13:14:25 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131418.D

Acq On : 26 Nov 2022 03:12
Operator : CG\JU

Sample : N5741-19

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 13 3-Methylphenylacetylene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.216 30.00 ng 876579  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Methylphenylacetylene 116 C9H8 000766-82-5 90
2 Indene 116 C9H8 000095-13-6 87
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 87
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 83
5 2-Methylphenylacetylene 116 C9H8 000766-47-2 78
Abundance Scan 872 (7.216 min): BF131418.D\data.ms (-871) (-) m/z 115.00 100.00%
115.0
5000
s00 030 89.0 6.80 7.00 7.20 7.40 7.60
0 ‘wHH_m‘Hm‘lm;m‘“‘“!‘m_:uwH:u“wwwu: b m/z 116.10  91.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9550: 3-Methylphenylacetylene
115.0
5000
6.80 7.00 7.20 7.40 7.60
m/z 63.00 13.047%
63.0 89.0
O H‘J\-\S\.\()‘HH‘\\3\%‘.\()\H}‘H\}M‘\‘H‘\“H‘Hi‘\“\\\\‘\\H‘\‘} ‘\‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9543: Indene
116.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 89.00 12.11%
39.0 63.0 89.0
0"_H‘_mw_HJMH‘NH+MM‘MH‘_mJMH‘_H‘_%‘_H‘_H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9546: Benzene, 1-propynyl-
115.0 6.80 7.00 7.20 7.40 7.60
m/z 57.80 11.51%
5000
63.0 89.0
39.0
0 \\:‘Lfl\'\q‘uu‘uu‘“uu}‘u\1Mu‘\1‘”‘uM“uu‘\m‘m‘mm‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.80 7.00 7.20 7.40 7.60

8270-BF112122.M Thu Dec 01 13:14:25 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131418.D

Acq On : 26 Nov 2022 03:12
Operator : CG\JU

Sample : N5741-19

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 14 o-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.275 36.36 ng 1062480 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 95
2 p-Cymene 134 C10H14 000099-87-6 94
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
4 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 93
5 Benzene, 1-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 93
Abundance Scan 882 (7.275 min): BF131418.D\data.ms (-878) (-) m/z 119.05 100.00%
119.1
5000
134.1
91.0
390  65.0 ‘ 7.00 7.20 7.40 7.60
0‘WHH‘HH_‘JﬁuqbuwmﬁwuMHHHN‘HHM‘_MH‘HWMM‘H‘ m/z 134.05 34.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0-Cymene
119.0 q N
5000
7.00 7.20 7.40 7.60
910 134.0 m/z 105.05  29.82%
41.0 65.0
O H‘H\\‘H\‘\‘HH“‘HH“\Hw’\‘\‘\\’\HM“\H\‘H‘\H‘\WH‘\\wil\\\\‘\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0
L\\\‘\\\\’\\\\‘\\\\‘\\\\
7.00 7.20 7.40 7.60
5000 m/z 91.00 22.26%
91.0 134.0
41.0 65.0
S RN N FARSSTIRS 11| BEBM M.
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0 7.00 7.20 7.40 7.60
m/z 77.00 11.53%
5000
134.0
91.0
0 15.0 . 39\\0 | 65\0 I m“ Ll I
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60

8270-BF112122.M Thu Dec 01 13:14:26 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131418.D

Acq On : 26 Nov 2022 03:12
Operator : CG\JU

Sample : N5741-19

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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, 2-ethyl-1,4-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
7.422  25.45 ng 743873 1,4-Dichlorobenzene-d4 6.957
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 CleH14 000527-84-4 95
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 95
5 Benzene, 1l-methyl-3-(1-methyleth... 134 C1leH14 000535-77-3 94
Abundance Scan 907 (7.422 min): BF131418.D\data.ms (-903) (-) m/z 119.05 100.00%
119.1
5000
134.1
91.0
390 650 | 7.00 7.20 7.40 7.60 7.80
Oberrrrprrreproeteee et et bbb m/z 134,05 31.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
7.00 7.20 7.40 7.60 7.80
9L.0 134.0 m/z 91.00 19.96%
39.0 65.0 ‘ ‘
OH‘l\!\:_)\.\o‘u\‘\‘H\\“‘H\\NU\H“\w\\‘HiU‘H\\“1‘\\\HH‘M‘HMHHH‘H‘H‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 105.10 14.28%
91.0 134.0
39.0 65.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: 0-Cymene “‘H¢M¥A“‘H“‘H,“
119.0 7.00 7.20 7.40 7.60 7.80
m/z 77.00 9.67%
5000
134.0
91.0
41.0 65.0
0\\‘1”5(\0‘”m‘u\\“‘u\\‘H\M‘m‘\\‘\u‘;“u\\‘M\\‘\‘M\‘u‘\‘\l\m‘u‘wm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60 7.80

8270-BF112122.M Thu Dec 01 13:14:27 2022 Page: 17



Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\

BF131418.D

: 26 Nov 2022 03:12
: CG\JU
: N5741-19

: 22 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 16 Benzene, 1-methyl-3-(1-meth... Concentration Rank 20

R.T EstConc Area Relative to ISTD R.T.
7.445 18.08 ng 528316 1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 94
2 o-Cymene 134 C1oH14 000527-84-4 94
3 Benzene, 1-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 91
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91
5 p-Cymene 134 CleH14 000099-87-6 91
Abundance Scan 911 (7.445 min): BF131418.D\data.ms (-909) (-) m/z 119.10 100.00%
119.1
5000
134.1
91.0
30.0 65.0 7.20 7.40 7.60 7.80
Ol prrrrrreeretperre e ior oy e bbb | m/z 134,05 26.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
7.20 7.40 7.60 7.80
91.0 134.0 m/z 91.00 17.33%
39.0 65.0 |
O \\‘H\\‘H\‘\‘HH“‘H\\“H\‘H\‘\‘H‘\HM“\H\H‘H\‘\WH‘H‘\‘HHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: 0-Cymene
119.0
7.20 7.40 7.60 7.80
5000 m/z 120.10 9.92%
134.0
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0 7.20 7.40 7.60 7.80
m/z 117.10 8.33%
5000
134.0
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131418.D

Acq On : 26 Nov 2022 03:12
Operator : CG\JU

Sample : N5741-19

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 unknown7.586 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.586 24.88 ng 727189  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,3-Dimethyldihydro-2,5-furandione 128 C6H803 017347-61-4 35
2 1,3-Dioxolane, 2-ethyl-4-methyl- 116 C6H1202 004359-46-0 32
3 Cycloserine 102 C3H6N202 000068-41-7 30
4 Epoxy-linalooloxide 186 C10H1803 1000007-96-5 25
5 Formic acid, hex-3-yl ester 130 C7H1402 1000367-94-4 25

Abundance Scan 935 (7.586 min): BF131418.D\data.ms (-932) (-) m/z 43.00 100.00%

43.0 87.0
5000 69.
R e
| ‘ | 51 1330 7.20 7.40 7.60 7.80 8.00
Ol bl L TR TP 1880 o g7 60 93.11%
miz--> 20 40 60 80 100 120 140
Abundance #13927: 3,3-Dimethyldihydro-2,5-furandione
59.0
87.0
5000 R RN N
41.0 7.20 7.40 7.60 7.80 8.00
m/z 41.10 85.71%
Ot T \‘1“\ = T \M T "‘\M T “‘\1\1\:‘3\0‘]\-3\0\9‘ T
miz—-> 20 40 60 80 100 120 140
Abundance #9292: 1,3-Dioxolane, 2-ethyl-4-methyl-
87.0
59.0 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
7.20 7.40 7.60 7.80 8.00
5000 31.0 m/z 59.00 82.84%
bl L L wso
m/z--> 20 40 60 80 100 120 140
Abundance #4698: Cycloserine
43.0 7.20 7.40 7.60 7.80 8.00
m/z 55.00 52.22%
5000
74.0
102.0
OH\\,\\Hiw\\\‘i\H\,HH“HH‘HH‘HH R
m/z--> 20 40 60 80 100 120 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131418.D

Acq On : 26 Nov 2022 03:12
Operator : CG\JU

Sample : N5741-19

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 18 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
9.533 18.78 ng 741065  Acenaphthene-di0 10.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 86
2 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 46
3 Hydrocarbostyril 147 CSH9NO 000553-03-7 43
4 7-Methylindan-1-one 146 C10H100 039627-61-7 43
5 2,4-Azetidinedione, 3-ethyl-3-ph... 189 C11H11NO2 042282-82-6 35
Abundance Scan 1266 (9.533 min): BF131418.D\data.ms (-1262) (-) m/z 146.05 100.00%
146.1
5000 119.1
91.0
51.0
b 193.1 e
O el sl M b g 1981 P 164,10 64.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39303: Benzoic acid, 2,4,6-trimethyl-
164.0
5000 — ‘
119.0 9.50
m/z 119.05 45.87%
270 579 | M | |
O\\\‘\\\\“\\‘U\““\“\\‘\H“\\\\‘\\\‘\‘\\\\‘\”\\“\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39291: Benzoic acid, 2,4,5-trimethyl-
164.0
119.0 T 1
9.50
5000 m/z 141.00 43.71%
91.0
270\5% m ‘ W W ‘
Rt N TR MR TR IS R SERTSSEEN IS NN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26073: Hydrocarbostyril —
146.0 9.50
118.0 m/z 117.10 41.60%
5000
91.0
55.0 ‘ m ‘
0“w“u“MLNmML‘ qM‘H“H“H“““W“H“H‘ AR
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131418.D

Acq On : 26 Nov 2022 03:12
Operator : CG\JU

Sample : N5741-19

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Naphthalene, 1,7-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.592 34.61 ng 1365280  Acenaphthene-d10 10.010

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 93
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 92

Abundance Scan 1276 (9.592 min): BF131418.D\data.ms (-1270) () | m/z 156.05 100.00%
1

156.
117.1
5000
63.0 91.0
39.0 9.50
0 ‘JM‘WMMWNJE?§?H“ m/z 141.00  73.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
5000 \

—
9.50
m/z 117.10  68.54%

115.0
280 510 779 O
0 \\\‘\1\\‘|\\‘\\M\\”\“H‘\\“H\\‘\“\‘Hi\\‘\‘ [T T T TTTT]
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0

P
9.50

5000 m/z 146.00 50.76%
77.0 115.0
51.0
27.0
P oo W MRS T R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33164: Naphthalene, 1,6-dimethyl- = ‘
156.0 9.50

m/z 115.00  39.41%

5000
115.0
28.0 49.0 69.0 | L“M
R RRRmE

(RSO0 M =20 L NSNS N
m/z--> 20 40 60 80 100 120 140 160 180 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131418.D

Acq On : 26 Nov 2022 03:12
Operator : CG\JU

Sample : N5741-19

Misc

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Naphthalene, 2,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.663 37.46 ng 1478090  Acenaphthene-d10 10.010

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
Abundance Scan 1288 (9.663 min): BF131418.D\data.ms (-1284) (-) m/z 156.10 100.00%
156.1
5000
115.0
63.0 ‘ 9.50 10.00
39.0
0 m‘m"Hun‘wlhm"_"wu‘!h‘U‘MWWW“?}?:Q m/z 141.00  88.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
5000
9.50 10.00
m/z 155.05 32.79%
510 77.0 115.0
O \\\‘2\8\\0\‘\\‘\\‘H\\U“\\\\‘\\\‘\‘\‘1‘\\“‘\\U‘“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
—h —
9.50 10.00
5000 m/z 115.00 20.13%
77.0 115.0
51 O
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33141: Naphthalene, 1,3-dimethyl- —— —
141.0 9.50 10.00
m/z 128.00 15.97%
5000
115.0
7
RTS8 WO NI 8 I I (NUVWYY 113, T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131418.D

Acqg On : 26 Nov 2022 03:12
Operator : CG\JU

Sample : N5741-19

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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... 2.251 57.5 ng 1680770 1 6.957 584463 20.0
2-Butanol, 2,3-... 3.357 20.0 ng 584818 1 6.957 584463 20.0
Di-sec-Butyl ether 4.498 18.8 ng 549092 1 6.957 584463 20.0
Benzene, l-ethy... 6.492 204.7 ng 5981150 1 6.957 584463 20.0
Benzene, 1-ethy... 6.522 97.2 ng 2839360 1 6.957 584463 20.0
Benzene, 1-ethy... 6.651 150.3 ng 4393520 1 6.957 584463 20.0
Benzene, 1,2,3-... 6.792 295.7 ng 8640280 1 6.957 584463 20.0
Mesitylene 7.022 177.7 ng 5192640 1 6.957 584463 20.0
Indane 7.145 122.2 ng 3570360 1 6.957 584463 20.0
Benzene, 1,4-di... 7.204 28.3 ng 826749 1 6.957 584463 20.0
3-Methylphenyla... 7.216 30.0 ng 876579 1 6.957 584463 20.0
o-Cymene 7.275 36.4 ng 1062480 1 6.957 584463 20.0
Benzene, 2-ethy... 7.422 25.4 ng 743873 1 6.957 584463 20.0
Benzene, 1-meth... 7.445 18.1 ng 528316 1 6.957 584463 20.0
unknown?7.586 7.586 24.9 ng 727189 1 6.957 584463 20.0
Benzoic acid, 2... 9.533 18.8 ng 741065 3 10.010 789060 20.0
Naphthalene, 1,... 9.592 34.6 ng 1365280 3 10.010 789060 20.0
Naphthalene, 2,... 9.663 37.5 ng 1478090 3 10.010 789060 20.0
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