LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131402.D

Acqg On : 25 Nov 2022 18:43
Operator : CG\JU

Sample : N5741-09

Misc :

ALS vial : 6 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: BF131402.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.252 21 28 34 rBV 1580465 2039421 74.07% 6.539%
2 3.351 208 215 219 rBV 88351 156052 5.67% 0.500%
3 3.504 232 241 252 rBV3 17762 34305 1.25% 0.110%
4 4.057 331 335 340 rVB 40107 49226 1.79% ©.158%
5 4.487 402 408 412 rBV2 63121 97269 3.53% 0.312%
6 4.575 416 423 427 rVB 94506 110906 4.03% ©0.356%
7 5.169 520 524 527 rBV 189019 191881 6.97% 0.615%
8 5.440 566 570 574 rBV 130195 113517 4.12% 0.364%
9 5.563 584 591 595 rBv2 1875186 2229976 81.00% 7.150%
106 5.804 628 632 635 rBV 830992 703797 25.56%  2.257%
11 6.004 663 666 676 rVB3 28092 35143 1.28% 0.113%
12 6.475 744 746 749 rVB 184137 146935 5.34% 0.471%
13 6.510 749 752 755 rBV 241266 187862 6.82% 0.602%
14 6.563 756 761 767 rVv2 788205 889156 32.30% 2.851%
15 6.639 771 774 777 rW 416801 347731 12.63% 1.115%
16 6.734 780 790 794 rBV5 41479 90355 3.28% 0.290%
17 6.775 794 797 801 rVB 998194 827480 30.06% 2.653%
18 6.951 824 827 831 rBV 594471 549388 19.95% 1.762%
19 7.010 834 837 842 rVWV 793121 647031 23.50% 2.075%
20 7.098 848 852 855 rBV 65631 81826 2.97% 0.262%
21 7.134 855 858 861 rVW 679916 584331 21.22% 1.874%
22 7.163 861 863 867 rvB2 89373 90470 3.29% 0.290%
23 7.198 867 869 877 rVB2 60863 89265 3.24%  0.286%
24 7.275 877 882 891 rBV2 86513 121749 4.42% 0.390%
25 7.351 891 895 899 rBV2 61889 79191 2.88% 0.254%
26 7.416 904 906 908 rBV 60505 42643 1.55% ©.137%
27 7.439 908 910 912 rBV 44314 43766 1.59% 0.140%
28 7.492 912 919 920 rVWW 295725 398856 14.49% 1.279%
29 7.522 920 924 927 rVV 1917655 2139625 77.71% 6.860%
306 7.551 927 929 931 rVV2 370895 433001 15.73%  1.388%
31 7.575 931 933 935 rVB 300368 238844 8.68% 0.766%
32 7.634 940 943 947 rVB3 71427 72295 2.63% 0.232%
33 7.722 956 958 960 rBV 100011 72851  2.65% 0.234%
34 7.751 960 963 964 rVW 147480 118130 4.29% ©.379%
35 7.769 964 966 968 rVV 93373 71244  2.59% 0.228%
36 7.792 968 970 975 rVB2 168064 227820 8.27% 0.730%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131402.D

Acqg On : 25 Nov 2022 18:43
Operator : CG\JU

Sample : N5741-09

Misc :

ALS vial : 6 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 7.851 975 980 983 rBV5 30850 49845 1.81% ©0.160%
38 7.910 983 990 997 rVB3 130926 221812 8.06% 0.711%
39 7.975 997 1001 1008 rBV2 3295066 370183 13.45% 1.187%
40 8.081 1016 1019 1022 rVB 103144 83717 3.04% 0.268%
41  8.245 1042 1047 1049 rBV 812315 744606 27.05%  2.387%
42 8.263 1049 1050 1053 rVvV 391715 289883 10.53% 0.929%
43  8.316 1057 1059 1063 rVB4 35030 36893 1.34% 0.118%
44  8.369 1063 1068 1070 rBV3 40487 55577 2.02% 0.178%
45  8.433 1075 1079 1082 rBV5 60932 81058 2.94%  0.260%
46  8.504 1086 1091 1092 rVV3 92669 134488 4.88% 0.431%
47  8.522 1092 1094 1098 rVV4 102328 105160 3.82% 0.337%
48 8.563 1098 1101 1103 rVv4 30999 38810 1.41% 0.124%
49 8.592 1103 1106 1107 rVvV2 46158 50213 1.82% 0.161%
50 8.610 1107 1109 1113 rVV4 64424 84439 3.07% 0.271%
51 8.657 1114 1117 1122 rVV5 68239 126447 4.59%  0.405%
52 8.704 1122 1125 1131 rVV6 36304 68353 2.48% 0.219%
53 8.751 1131 1133 1137 rVB4 43024 40762 1.48% 0.131%
54 8.833 1144 1147 1150 rBv2 118523 96591 3.51% 0.310%
55 8.957 1166 1168 1171 rVV 69129 73023  2.65% 0.234%
56 8.986 1171 1173 1180 rVB4 75918 95017 3.45% 0.305%
57 9.057 1180 1185 1188 rBV 388274 411144 14.93%  1.318%
58 9.110 1192 1194 1197 rVB2 80632 68718 2.50% 0.220%
59 9.192 1205 1208 1210 rVB2 43476 39379 1.43% 0.126%
60 9.228 1211 1214 1216 rVvV2 48825 38252 1.39% 0.123%
61 9.251 1216 1218 1223 rVB3 46832 45635 1.66% 0.146%
62 9.328 1226 1231 1234 rVB 3184926 2753190 100.00% 8.828%
63 9.386 1234 1241 1244 rBV6 33357 53857 1.96% 0.173%
64  9.422 1244 1247 1248 rBV2 37204 33697 1.22% ©.108%
65 9.504 1256 1261 1263 rBV2 112312 113776  4.13% 0.365%
66 9.592 1269 1276 1278 rBV4 95982 148723 5.40% 0.477%
67 9.610 1278 1279 1282 rVB3 68559 39099 1.42% 0.125%
68 9.663 1285 1288 1291 rVB 82431 86047 3.13% 0.276%
69 9.739 1298 1301 1303 rBV 43234 45188 1.64% 0.145%
70 9.816 1310 1314 1317 rVB5 85248 107953 3.92% 0.346%
71  9.863 1320 1322 1325 rVV3 39079 36026 1.31% 0.116%
72 9.916 1325 1331 1335 rVB 271164 327181 11.88% 1.049%
73 9.951 1335 1337 1341 rVB4 30660 33044 1.20% ©.106%
74 10.010 1341 1347 1350 rBV 1017948 862099 31.31% 2.764%
75 10.210 1378 1381 1385 rVvB3 71115 73359 2.66% 0.235%

76 10.251 1385 1388 1394 rBv4 47306 102568 3.73% ©.329%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131402.D

Acqg On : 25 Nov 2022 18:43
Operator : CG\JU

Sample : N5741-09

Misc :

ALS vial : 6 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

77 10.327 1398 1401 1406 rBV5 57491 73878 2.68% 0.237%
78 10.545 1436 1438 1442 rBV3 84556 78452 2.85% 0.252%
79 10.727 1466 1469 1473 rVB 512462 423596 15.39% 1.358%
80 10.804 1477 1482 1485 rBV 2003846 1867557 67.83% 5.988%
81 10.910 1497 1500 1502 rBV 74146 71566 2.60%  0.229%
82 11.392 1579 1582 1585 rVB 74071 63419 2.30% 0.203%
83 11.510 1598 1602 1605 rBV 836240 761861 27.67%  2.443%
84 11.610 1616 1619 1625 rVB5 44930 57675 2.09% 0.185%
85 12.033 1687 1691 1695 rBV 640670 575757 20.91% 1.846%
86 12.280 1730 1733 1737 rBV 136816 117389 4.26% ©0.376%
87 12.821 1821 1825 1833 rVB 332608 315293 11.45% 1.011%
88 13.104 1869 1873 1876 rBV 2735405 2431441 88.31% 7.796%
89 13.663 1965 1968 1973 rVB5 31676 41634 1.51% 0.133%
90 14.004 2023 2026 2036 rBV 307853 370655 13.46% 1.188%
91 14.162 2049 2053 2058 rVB 575418 494773 17.97% 1.586%
92 14.268 2068 2071 2074 rVB 83314 76598 2.78% 0.246%
93 14.957 2183 2188 2193 rVB5 19697 37976 1.38% 0.122%
94 15.039 2200 2202 2206 rVB 35758 34162 1.24% 0.110%
95 15.321 2247 2250 2255 rVB2 28682 31808 1.16% 0.102%

96 15.698 2309 2314 2319 rBV 356298 466613 16.95%  1.496%

97 16.204 2397 2400 2407 rVB3 20820 31990 1.16% 0.103%

98 16.292 2409 2415 2426 rVB10O 23025 70223 2.55% 0.225%

99 16.756 2490 2494 2500 rVB6 17450 32185 1.17% 0.103%

100 17.409 2598 2605 2613 rBv4 18560 42295 1.54% 0.136%
Sum of corrected areas: 31187946
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

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

BF131402.D
: 25 Nov 2022 18:43
: CG\JU
: N5741-09
: 6 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

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF131402.D\data.ms

5.563 7.522

2.252

5.804

5.169

: 75 5.44
—V_Y‘T\\\\‘\\\\’\\\\‘\\\\‘\\\\’\3\\/3\:?{29?\\\\’\\\\4‘.\()\5\7\‘\\\\’4’\'?&\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ! 6.0\()\4’\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\%\‘\\\\‘\\\
2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF131402.D\data.ms

9.328

13.104

10.804

10.010

11.3921 610

0
Time-->

T 7 T T 7 T T
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF131402.D\data.ms

14.162
14.004
13,663 4208

15.698
14165739 15.32

/NN

16180292 16.756 17.409

Time-->

J T
14.50 15.00 15.50

16.00

16.50 17.00

T ‘ T T ‘ T T ‘ T
13.50 14.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131402.D

Acq On : 25 Nov 2022 18:43
Operator : CG\JU

Sample : N5741-09

Misc

ALS Vial : 6 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.252  74.24 ng 2039420 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 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance  Scan 28 (2.252 min): BF131402.D\data.ms (-21) (-) m/z 73.10 100.00%
73.1
5000 43.1
87.1
7
‘ Lg 0 2. 20 240 2. 60
Ob oo e Mz 43.10 44.97%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B B B
43.0 220 240 2.60
‘ 87.0 m/z 55.00 32.14%
29.0
O \‘HH“\\H“\H\‘\!\!9‘\0\\\“\}\\‘H\\‘HH’\H\‘HH‘HH’\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R N
2. 20 240 2. 60
5000 41.0 55.0 m/z 87.10 26.60%
27.0
0 H ‘m | ‘\‘ I | 112.0 129.0
R L L e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 220 2.40 260

m/z 41.05 15.06%

5000 43.0
58.0
29.0 ‘ 87‘-0
i ‘ | |

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 2.40 260

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131402.D

Acq On : 25 Nov 2022 18:43
Operator : CG\JU

Sample : N5741-09

Misc

ALS Vial : 6 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 2 2-Butanol, 2,3-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
3.351 5.68 ng 156052  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 3-Heptanol 116 C7H160 000589-82-2 40
3 Amylene hydrate 88 C5H120 000075-85-4 40
4 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 39
5 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 38
Abundance Scan 215 (3.351 min): BF131402.D\data.ms (-208) (-) m/z 59.00 100.00%

59.0
5000
87.1

- 3.00 3.20 3.40 3.60
e T2O L m/z 41.00  26.38%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5047: 2-Butanol, 2,3-dimethyl-
59.0
5000

3.00 3.20 3.40 3.60

o

87.0 o
2410 m/z 87.10 24.83%
O \\‘\H\’\2\\7\?\\H“\‘\‘\\‘H\\‘\H\"\\H‘\\H‘H\\‘H\\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9450: 3-Heptanol
59.0
T
3.00 3.20 3.40 3.60
5000 41.0 ITI z 43.00 22.66%
27.
87.0
ol 140, I YR 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2363: Amylene hydrate R RN TR
59.0 3.00 3.20 3.40 3.60

m/z 69.00 18.99%

73.0
5000
43.0
0 I ‘ ‘ ‘ ‘ ‘ L

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131402.D

Acq On : 25 Nov 2022 18:43
Operator : CG\JU

Sample : N5741-09

Misc

ALS Vial : 6 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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.169 6.99 ng 191881 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 3-Octanol 130 C8H180 000589-98-0 33
Abundance Scan 524 (5.169 min): BF131402.D\data.ms (-520) (-) m/z 43.00 100.00%
59.0
5000
101.
83.0 010 4.80 5.00 5.20 5.40
b el m/z 59.00  60.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.80 5.00 5.20 5.40
m/z 101.00 16.86%
O\\‘\\\\‘\\\ﬁﬁ;?\\““\i\\‘\\‘}\‘\\\\‘\\\\?%\.o\\‘\\\]-\()“]\“\o\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
Ay
4.80 5.00 5.20 5.40
5000 m/z 57.95 16.09%
410 101.0
o150 210 Iyl mo®0 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.10%
5000
41.0
29.0 101.0
Ot bl 730 800 | T el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131402.D

Acq On : 25 Nov 2022 18:43
Operator : CG\JU

Sample : N5741-09

Misc

ALS Vial : 6 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 6 Benzene, 1-ethyl-2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.475 5.35 ng 146935 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-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 746 (6.475 min): BF131402.D\data.ms (-744) (-) m/z 105.05 100.00%
105.1
5000
120.1
AR REaEmaa T
51.0 77.0 91.0 6.20 6.40 6.60 6.80
380 YUY 640 || | |
Obrprrrrprrrr et el e e e m/z 120.18  29.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 LN L B BN R
120.0 6.20 6.40 6.60 6.80
m/z 76.95 11.77%
39.0 77.0 91.0
0 H‘H\\‘\2\6\‘.\0‘\\H“‘\\Hi‘{‘u\‘s‘%\"?\‘H\‘H‘HH“M\\‘\‘11\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 91.05 11.39%
120.0
39.0 77.0 91.0
0‘wu‘W?QRH‘mm‘qM‘E%PWHMHHHJMH_HM_mwwH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl- “‘_“‘,‘HA“‘H““
105.0 6.20 6.40 6.60 6.80
m/z 78.95 10.55%
120.0
5000
39.0 63.0 77.0 91.0
YL Y SN 1 NN UMM PO
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 : BF131402.D

Acq On : 25 Nov 2022 18:43
Operator : CG\JU

Sample : N5741-09

Misc

ALS Vial : 6 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-3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.510 6.84 ng 187862  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-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 752 (6.510 min): BF131402.D\data.ms (-749) (-) m/z 105.05 100.00%
105.1
5000
120.1
 ABEEmBEEEE R
77.0 91.
39.0 630 '’ 9 | 0 ‘ 6.20 6.40 6.60 6.80
Ol et e m/z 120.18  30.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
120.0 6.20 6.40 6.60 6.80
m/z 77.00 12.14%
39.0 77.0 91.0
0 H‘H\\‘\2\6\‘.\0‘\\H“‘\\Hi‘{‘u\‘s‘%\"?\‘H\‘H‘HH“M\\‘\‘11\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 f\
o EABEEEREREE R
6.20 6.40 6.60 6.80
5000 m/z 90.95 11.19%
120.0
39.0 77.0 91.0
0‘wu‘W?QRH‘mm‘qM‘E%PWHMHHHJMH_HM_mwwH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 M
Abundance #10718: Benzene, 1,2,4-trimethyl- H“H“H‘A‘H“_“w
105.0 6.20 6.40 6.60 6.80
m/z 79.10 9.48%
120.0
5000
77.0 91.0
o150 380510640 " "7 ||
R e A RARA T L e e e aaa
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 : BF131402.D

Acq On : 25 Nov 2022 18:43
Operator : CG\JU

Sample : N5741-09

Misc

ALS Vial : 6 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 8
R.T. EstConc Area Relative to ISTD R.T.
6.639 12.66 ng 347731  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 774 (6.639 min): BF131402.D\data.ms (-771) (-) m/z 105.05 100.00%
105.1
5000
120.1
R o
51.0 77.0 91.0 6.40 6.60 6.80 7.00
Oy S8 L 640 Ll mz 120.05  31.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
120.0 6.40 6.60 6.80 7.00
m/z 91.00 12.82%
77.0 91.0
O\\‘]\_\5\.\0‘\\\‘\‘\\3\19‘.(\)\\\“\H\6‘%\.‘\0\‘\\\}“\\\\““\\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.40 6.60 6.80 7.00
5000 m/z 76.95 12.22%
120.0
79.0
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 #10692: Mesitylene
105.0 6.40 6.60 6.80 7.00
m/z 78.95 10.57%
5000 120.0
. 770 910
Qe 200 L8804 T L
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 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 : BF131402.D

Acq On : 25 Nov 2022 18:43
Operator : CG\JU

Sample : N5741-09

Misc

ALS Vial : 6 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.
6.775 30.12 ng 827480  1,4-Dichlorobenzene-d4 6.957

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 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 797 (6.775 min): BF131402.D\data.ms (-794) (-) m/z 105.05 100.00%
106.1
5000 120.1 M/\ ﬂ
e
390 g30 77‘-0 91.0 6.40 6.60 6.80 7.00
Obrrrrreprrrerereaerr it ol el il m/z 120,05 42.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 fk
5000 \‘\MA‘\\\\‘\\\\‘\\\\‘\
6.40 6.60 6.80 7.00
m/z 77.00 13.50%
39.0 63.0 77‘-0 91‘.0 ‘
OH‘H\.\’\H‘\‘H\\“‘\H\i‘i‘\\\’\‘\‘H‘\HH‘\H\‘HH‘\MH‘H‘\‘\“HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10692: Mesitylene
105.0
6.40 6.60 6.80 7.00
5000 120.0 m/z 119.05 11.67%
77.0
51.0 91.0
Obrrrrrey 20 b et 80l il
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 91.00 11.40%
120.0
5000
77.0 91.0
o150 3800640 " "7 | |
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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 : BF131402.D

Acq On : 25 Nov 2022 18:43
Operator : CG\JU

Sample : N5741-09

Misc

ALS Vial : 6 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.
7.010  23.55 ng 647031 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 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 837 (7.010 min): BF131402.D\data.ms (-834) (-) m/z 105.05 100.00%
105.1
5000 1201 U\ J\
57. R R e R
41.0 ‘ 77.0 91.0 6.60 6.80 7.00 7.20 7.40
Ob el el Ll 120010 38.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
6.60 6.80 7.00 7.20 7.40
770 m/z 57.10 19.32%
. "~ 91.0
O H‘H\\’\2\\7\.‘0\\H"\H\i“\‘\\M\‘\‘H‘\H‘U‘HH“HH‘\‘}1\‘\\‘\‘\“\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
Pt e
6.60 6.80 7.00 7.20 7.40
m/z 76.95 12.36%
5000 120.0
39.0 77.0 91.0
NN SSRTTN e OOV RSSO U
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 6.60 6.80 7.00 7.20 7.40
m/z 41.05 12.28%
5000 120.0
28.0 77.0 91.0
51.0 :
0 ‘“1‘4‘9,‘w‘wHH‘,uH‘HuuwH‘H_Hm‘HH“‘Hw“kuu“uwm I e 7
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131402.D

Acq On : 25 Nov 2022 18:43
Operator : CG\JU

Sample : N5741-09

Misc

ALS Vial : 6 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 5
R.T. EstConc Area Relative to ISTD R.T.
7.134  21.27 ng 584331 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 80
3 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 64
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 55
5 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 50

Abundance Scan 858 (7.134 min): BF131402.D\data.ms (-855) (-) m/z 117.05 100.00%

117.1
5000
91.0
39.0 63.0 6.80 7.00 7.20 7.40
710l 1ea0 | ;
O brrprrrer et e et e e e m/z 118.05 56.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10181: Indane
117.0
5000 L B R B R
6.80 7.00 7.20 7.40
m/z 115.00 33.17%
300 630 910
OH‘\H\‘\H‘-\O‘HH“.HHi‘\\\1‘}‘\.‘\\‘\7\7{‘0\\\\“‘\\\%9\4.\.\()‘\\!\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
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 90.95 17.58%
5000 91.0
39.0
65.0 78.0
o200 L 520 T T 1040
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0 6.80 7.00 7.20 7.40
m/z 39.05 9.37%
5000
91.0
39.0
58.0  77.0
0brrrr 289 el 2980 L A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40

8270-BF112122.M Thu Dec 01 13:06:08 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131402.D

Acq On : 25 Nov 2022 18:43
Operator : CG\JU

Sample : N5741-09

Misc

ALS Vial : 6 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 12 Benzene, 1-ethyl-2,3-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
7.275 4.43 ng 121749  1,4-Dichlorobenzene-d4 6.957
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 83
2 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 55
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 55
4 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleHi4 000874-41-9 55
5 o-Cymene 134 C10H14 000527-84-4 50
Abundance Scan 882 (7.275 min): BF131402.D\data.ms (-877) (-) m/z 119.00 100.00%
119.0
5000 41.0 810
65.0 M ‘ 103. 1350 7.00 7.20 7.40 7.60
0 MN; J‘EHM‘MH:‘ M Lul ey : m/z 105.00  46.36%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 L L B A B B L
7.00 7.20 7.40 7.60
910 m/z 108.95 45.70%
15.0 39\0 L 63\'0 I ' h‘\ i 135.0
\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\“\‘\
miz--> 0O 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
7.00 7.20 7.40 7.60
5000 m/z 41.00 39.04%
91.0
39.0 65.0 ‘ ‘
P i N T .
m/z--> 0 20 40 60 80 100 120 140
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl- e AR RAREEEE SN
119.0 7.00 7.20 7.40 7.60
m/z 39.00 38.56%
5000
91.0
39.0 65.0 ‘ ‘
I o O AT . O3 WL 9 G Y
m/z--> 0 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

8270-BF112122.M Thu Dec 01 13:06:09 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131402.D

Acq On : 25 Nov 2022 18:43
Operator : CG\JU

Sample : N5741-09

Misc

ALS Vial : 6 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 unknown7.575 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.575 8.69 ng 238844  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,3,4-Trimethylpentanoic acid 144 C8H1602 090435-18-0 45
2 2-Hexen-1-0l, 3-methyl-, (E)- 114 C7H140 030801-96-8 18
3 Propanoic acid, 2-methyl-, 2-met... 142 C8H1402 000816-73-9 14
4 1-Hydroxy-2-pentanone 102 C5H1002 064502-89-2 12
5 1,6,11-Trioxacyclopentadecane 216 C12H2403 000295-63-6 12
Abundance Scan 933 (7.575 min): BF131402.D\data.ms (-931) (-) m/z 43.10 100.00%
43.1 74.0
5000
101.1
R EAAN RS R
‘ “ T H ‘ 124.0 7.20 7.40 7.60 7.80
0brrrrrrrrrinbepibh it ooyt b m/z 74.00 97.53%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #24159: 2,3,4-Trimethylpentanoic acid
74.0
5000 _/\T‘HH‘HH‘HH‘HF\/\""\A
7.20 7.40 7.60 7.80
m/z 71.10 82.74%
43.0 101.0
O \‘HH‘\H\“HH’?K\'RH\‘“‘ H‘\‘H\‘\\H‘H\H’\H\’\l\\z\g‘;(\)\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #8592: 2-Hexen-1-ol, 3-methyl-, (E)-
71.0
R R R
7.20 7.40 7.60 7.80
5000 m/z 87.00 65.39%
41.0 56.0
ol se0 10
O Frprrrrprrrliherrpl e e b b
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22873: Propanoic acid, 2-methyl-, 2-methyl-2-propenyl €

43.0 71.0 7.20 7.40 7.60 7.80
m/z 41.00 35.03%

5000

%

270 )| Sho | 89.0 1420

m/z--> 20 30 40 50 60 70 80 90 100110120130140 7.20 7.40 7.60 7.80

o

8270-BF112122.M Thu Dec 01 13:06:09 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131402.D

Acq On : 25 Nov 2022 18:43

Operator : CG\JU

Sample : N5741-09

Misc

ALS Vial : 6 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 14 Phenol, 2-ethyl- Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
7.792 6.12 ng 227820  Naphthalene-d8 8.245
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2-ethyl- 122 C8H100 000090-00-6 95
2 Phenol, 3-ethyl- 122 C8H1e0 000620-17-7 81
3 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 80
4 Phenol, 4-ethyl- 122 C8H100 000123-07-9 74
5 3,3-Dimethyl-6-methylenecyclohexene 122 C9H14 020185-16-4 53
Abundance Scan 970 (7.792 min): BF131402.D\data.ms (-968) (-) m/z 107.00 100.00%
10y7.0
5000
77.0
39.0 55.0
\.H M‘ ‘ L 1281 1461 7.40 7.60 7.80 8.00 8.20
0 e Ll b el AT 280 T m/z 122,10 35.92%
miz--> 20 40 60 80 100 120 140
Abundance #11293: Phenol, 2-ethyl-
107.0
5000
7.40 7.60 7.80 8.00 8.20
77.0
m/z 76.95 35.05%
39.0
O \1\5\.0‘\‘\ T \“‘ T \“”6\0‘"9‘\ T \“‘ T \‘\ T “\ \‘ T \]_‘2?.\0\ T ‘ L
miz—-> 20 40 60 80 100 120 140
Abundance #11300: Phenol, 3-ethyl-
107.0
T e T
7.40 7.60 7.80 8.00 8.20
5000 m/z 55.00 21.95%
77.0
39.0
ob280 1 L 880y Ny 10
m/z--> 20 40 60 80 100 120 140
Abundance #11329: Phenol, 3,4-dimethyl- o ARARmEEE L
107.0 7.40 7.60 7.80 8.00 8.20
m/z 70.00 20.63%
5000
77.0
oo 2o S bl L
m/z--> 20 80 100 120 140 7.40 7.60 7.80 8.00 8.20

8270-BF112122.M Thu Dec 01 13:06:10 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131402.D

Acq On : 25 Nov 2022 18:43
Operator : CG\JU

Sample : N5741-09

Misc

ALS Vial : 6 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 15 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.910 5.96 ng 221812  Naphthalene-d8 8.245

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 94
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 Benzene, 1-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 87
4 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 83
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 83
Abundance Scan 990 (7.910 min): BF131402.D\data.ms (-983) (-) m/z 116.95 100.00%
11y7.0
5000
132.1 J\
e A e e
390 g30 770 24O ‘ ‘ 7.60 7.80 8.00 8.20
0 Hw‘H‘““:‘m‘Mm‘WmMmmuw‘MwMm!hmw m/z 132.05 37.15%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000
132.0 7.60 7.80 8.00 8.20
m/z 115.10 27.97%
390  g5o 910 ‘ ‘
0 H‘Hi‘\‘\HH‘\\H}‘UH\H‘UH‘\i‘\h‘uH“HH‘WH‘\\H‘H\‘“‘\‘\H‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
7.60 7.80 8.00 8.20
5000 132.0 m/z 131.00 20.75%
390  g509 910 ‘ ‘
0 H‘HH‘\HH\H\}‘UH\H‘HH‘H\M‘HH“HH‘M‘H‘\\H‘H\‘M\‘H\‘HH‘

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

Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-

117.0 7.60 7.80 8.00 8.20
m/z 91.00 14.47%

132.0
5000
91.0
w0

Obrrprrtrprre ettt e pterp el el e ey e AR A 1 Ly

m/z--> 20 30 40 50 60 70 80 90 100110120130140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131402.D

Acq On : 25 Nov 2022 18:43
Operator : CG\JU

Sample : N5741-09

Misc

ALS Vial : 6 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 16 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.975 9.94 ng 370183  Naphthalene-d8 8.245

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 C10H12 000874-35-1 93
4 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 89
5 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 76
Abundance Scan 1001 (7.975 min): BF131402.D\data.ms (-997) (-) m/z 117.10 100.00%
117.1
5000 J J\
14-1 \‘\\\\‘\\\\‘\\\\‘\\\\’\
‘ 7.60 7.80 8.00 8.20

ob——rr— “‘M m‘v : “\“ ik ‘ ‘ m  — Hq Al m/z 119.10  47.34%

m/z--> 20 40 60 100 120 140

Abundance #16162: Benzene, 2-ethenyl-1,4-d|methyl-

11v.0
5000
7.60 7.80 8.00 8.20
51.0 m/z 132.05 35.88%
‘ 74 ‘ 1:+3.o
O [T i‘\ \‘U\ “M\ \H.H‘ \‘\H T ‘M\\ “ \‘\H‘\‘\ T
miz—-> 20 40 60 100 120 140
Abundance #16113: 2,4—D|methylstyrene
117.0
7.60 7.80 8.00 8.20
5000 m/z 115.00 30.76%
91.0
39.0
63.0
AN | 3E°
miz--> 20 40 60 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 7.60 7.80 8.00 8.20
m/z 90.95 22.82%
5000
390 g5 910 ‘ 4
N O VO SO O NN R BV B T L
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131402.D

Acq On : 25 Nov 2022 18:43
Operator : CG\JU

Sample : N5741-09

Misc

ALS Vial : 6 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 Benzoic acid, p-tert-butyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.916 7.59 ng 327181  Acenaphthene-die 10.010

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 90
2 Propofol 178 C12H180 002078-54-8 64
3 Benzoic acid, 4-acetyl-, methyl ... 178 C10H1003 003609-53-8 64
4 Benzaldehyde, 5-(1,1-dimethyleth... 178 C11H1402 002725-53-3 64
5 1-Amino-4,6-dimethyl-2-oxo0-1,2-d... 163 C8H9N30 001562-12-5 59
Abundance Scan 1331 (9.916 min): BF131402.D\data.ms (-1325) (-) m/z 163.10 100.00%
163.1
5000
91.0 135.0
=
41‘0 115.0 ‘ 10.00
o} S| o uu‘“‘m‘“M“Mm‘:_uwlm‘w m/z 91.00 29.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52528: Benzoic acid, p-tert-butyl-
163.0
5000 T
10.00
41.0 91.0 135.0 m/z 135.00  27.49%
oo, | ssoy | mso | ||
\\\’\\\\‘\\\\‘\\\\‘\\\\‘f‘\\\‘\\\\‘\\\\‘\\\\“\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52793: Propofol
163.0
—
10.00
5000 m/z 41.05 14.64%
iio 91 117.0
pise M0 60, o |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52303: Benzoic acid, 4-acetyl-, methyl ester ——
163.0 10.00
m/z 178.05 12.13%
5000
135.0
43.0
103.0
o
oHu,w_m_w‘Hu"m;w_ww_‘ o g TWT
m/z--> 20 60 80 100 120 140 160 180 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131402.D

Acq On : 25 Nov 2022 18:43
Operator : CG\JU

Sample : N5741-09

Misc

ALS Vial : 6 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 18 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.033 15.11 ng 575757  Phenanthrene-d10 11.510
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
5 Undecanoic acid 186 C11H2202 000112-37-8 62

Abundance Scan 1691 (12.033 min): BF131402.D\data.ms (-1687) (- m/z 43.00 100.00%

43.0 |73.0
5000
129.0
T

213.2 —
‘ ‘ HH, 157.1185.1 256.1 12.00
0H“HH“:‘H‘“”“J‘m”m“u‘l“l bbb L w2 73.00 96.80%
m/z--> 20 40 60 80 100120140 160180200 220240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N

12.00
m/z 60.00  96.27%

151018502130 256.0
O,
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
1 \
12.00
5000 129.0 m/z 57.10 81.77%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid T ‘
43.0 73.0 12.00
m/z 55.00 81.37%
5000 129.0
199.0
e L e L
0%§Rk“JWNWWWMALNMMMWHH‘JHJHW‘HWHH‘HH_‘ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131402.D

Acq On : 25 Nov 2022 18:43
Operator : CG\JU

Sample : N5741-09

Misc

ALS Vial : 6 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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.821 8.28 ng 315293 Phenanthrene-d10 11.510
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1825 (12.821 min): BF131402.D\data.ms (-1821) () ' m/z 43.05 100.00%
43.0 730
5000 129.1
185.1 241.2 — —
‘ ‘ 284.1 12.50 13.00
ob— ‘;‘M bt Llv o a Lo L w7 ss.ee  8s.34%
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 — ——
129.0 12.50 13.00
‘ 185.0 Jato 284 m/z 60.00 88.09%
ol— \“ \“\ M\ \‘H“‘H\\H‘L MM A - | ‘L . “\‘
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
== —
12.50 13.00
5000 m/z 72.95 85.95%
129.0
213.0
‘ H ‘ 171.0 ‘
oL L ‘H\ M\ HH““HHM“\ \M Lyl | L‘ “‘ “‘u\‘ B ‘ “ —
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid = T
73.0 12.50 13.00
43.0 m/z 57.00 83.47%
5000 129.0
185.0
H 228.0
oL— “‘ W ‘HH h!‘ \‘H‘\“‘ M‘H‘L ;‘\\L‘m} “ | L, \“ b \‘ — ‘\‘ e — — ——
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131402.D

Acq On : 25 Nov 2022 18:43
Operator : CG\JU

Sample : N5741-09

Misc

ALS Vial : 6 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 Cyclopentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.004 14.98 ng 370655  Chrysene-di12 14.163
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentadecane 210 C15H3e 000295-48-7 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
5 1-Docosene 308 C22H44 001599-67-3 94
Abundance Scan 2026 (14.004 min): BF131402.D\data.ms (-2023) (- m/z 57.10 100.00%
57.1
o i\A
T 7 \
eI
oL—LhL ‘m\u‘w ; wmm‘_2?3911_‘”_” m/z 55.00  95.61%
m/z--> 50 100 150 200 250 300 350
Abundance #87654: Cyclopentadecane
55.0
5000 —— :
14.00
m/z 43.00 88.61%
1L \
O\\“\ “ \\‘%‘h‘\\\‘\‘1\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
T 7 \
97.0 14.00
5000 m/z 83.05 75.62%
N EE ““‘ P e
m/z--> 50 100 150 200 250 300 350
Abundance #293797: Pentafluoropropionic acid, hexadecyl ester T I
57.0 14.00
97.0 m/z 69.00 69.30%
ol> 5.0 ‘ h\ ‘M‘ 18292240 269.0 370.
2t “““ B e e e e —
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131402.D

Acqg On : 25 Nov 2022 18:43
Operator : CG\JU

Sample : N5741-09

Misc :

ALS vial : 6 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... 2.252 74.2 ng 2039420 1 6.957 549388 20.0
2-Butanol, 2,3-... 3.351 5.7 ng 156052 1  6.957 549388 20.0
2-Pentanone, 4-... 5.169 7.0 ng 191881 1 6.957 549388 20.0
Benzene, 1-ethy... 6.475 5.3 ng 146935 1 6.957 549388 20.0
Benzene, 1-ethy... 6.510 6.8 ng 187862 1  6.957 549388 20.0
Benzene, 1l-ethy... 6.639 12.7 ng 347731 1 6.957 549388 20.0
Benzene, 1,2,3-... 6.775 30.1 ng 827480 1 6.957 549388 20.0
Mesitylene 7.010 23.6 ng 647031 1 6.957 549388 20.0
Indane 7.134 21.3 ng 584331 1 6.957 549388 20.0
Benzene, 1l-ethy... 7.275 4.4 ng 121749 1  6.957 549388 20.0
unknown?7.575 7.575 8.7 ng 238844 1 6.957 549388 20.0
Phenol, 2-ethyl- 7.792 6.1 ng 227820 2 8.245 744606 20.0
1H-Indene, 2,3-... 7.910 6.0 ng 221812 2 8.245 744606 20.0
Benzene, 2-ethe... 7.975 9.9 ng 370183 2 8.245 744606 20.0
Benzoic acid, p... 9.916 7.6 ng 327181 3 10.010 862099 20.0
n-Hexadecanoic ... 12.033 15.1 ng 575757 4 11.510 761861 20.0
Octadecanoic acid 12.821 8.3 ng 315293 4 11.510 761861 20.0
Cyclopentadecane 14.004 15.0 ng 370655 5 14.163 494773 20.0
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