LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129390.D

Acq On : 27 Jul 2022 22:43
Operator : CG\JU

Sample : N3887-02

Misc :

ALS Vvial : 15 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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129390.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.269 162 167 172 rBV 52369 92756 1.31% 0.123%
2 3.687 233 238 245 rVB2 58716 105082 1.48% 0.139%
3  3.769 245 252 263 rBV6 60433 132930 1.87% 0.176%
4 3.987 286 289 294 rVB 79753 95569 1.35% 0.126%
5 4.046 294 299 306 rvB 90844 125917 1.77% 0.166%
6 4.428 359 364 367 rBV2 254493 353829 4.98% 0.467%
7 4.510e 373 378 382 rVB 206966 249424  3.51% 0.329%
8 4.651 396 402 410 rVB 98892 125764 1.77% 0.166%
9 4.904 440 445 452 rVB3 71078 136143 1.92% 0.180%
10 5.169 486 490 497 rVB5 77762 118455 1.67% 0.156%
11 5.240 497 502 507 rVB3 86181 115839 1.63% 0.153%
12 5.481 538 543 544 rBvV3 58431 79105 1.11% 0.104%
13 5.510 544 548 551 rVB 3662531 3243668 45.70% 4.284%
14 6.210 661 667 671 rBV5 37949 77888 1.10% 0.103%
15 6.481 711 713 715 rBV2 79206 83671 1.18% 0.111%
16 6.516 715 719 724 rVW 2162929 2236636 31.51% 2.954%
17 6.563 724 727 731 rVB 259392 211960 2.99% ©0.280%
18 6.622 734 737 741 rBV 124922 96090 1.35% 0.127%
19 6.704 748 751 758 rVB2 321832 370696 5.22% 0.490%
20 6.881 777 781 785 rBV 1853938 1597206 22.50% 2.109%
21  6.939 789 791 797 rVB2 108246 120115 1.69% 0.159%
22 7.034 803 807 808 rBvV 212811 179949 2.54% 0.238%
23 7.063 808 812 815 rVB 4532030 3989030 56.20% 5.268%
24 7.128 819 823 826 rBV 1890597 1587251 22.36% 2.096%
25 7.198 831 835 836 rBV 683966 620645 8.74%  0.820%
26 7.216 836 838 844 rVB2 665641 622280 8.77% 0.822%
27 7.275 844 848 852 rBV3 79991 105106 1.48% 0.139%
28 7.345 856 860 865 rVB 155765 157581 2.22% 0.208%
29 7.416 865 872 874 rBV 3218146 3364243 47.40% 4.443%
30 7.451 874 878 881 rVWW 5757779 6398447 90.14% 8.451%
31 7.522 885 890 895 rBv3 291193 339400 4.78% 0.448%
32 7.569 895 898 904 rvVB 241479 232493 3.28% 0.307%
33 7.651 904 912 914 rBV 3029896 2935796 41.36% 3.877%
34 7.675 914 916 919 rVB 361937 255739 3.60% 0.338%
35 7.728 922 925 927 rVB 209568 177762  2.50% 0.235%

36 7.763 927 931 0935 rVB 396913 329051 4.64%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129390.D

Acq On : 27 Jul 2022 22:43
Operator : CG\JU

Sample : N3887-02

Misc :

ALS Vvial : 15 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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.810 935 939 940 rBV 485619 426851 6.01% ©.564%
38 7.834 940 943 949 rVB 2063704 2032363 28.63% 2.684%
39 7.898 949 954 957 rBV2 2329670 2243704 31.61% 2.963%
40 7.928 957 959 961 rVV 304080 240533 3.39% 0.318%
41 7.981 965 968 970 rVWW 276644 250234  3.53% 0.330%
42 8.028 973 976 980 rVB 528905 429621 6.05% 0.567%
43 8.104 984 989 991 rBV2 149966 208477 2.94% 0.275%
44  8.169 991 1000 1005 rVV4 2668047 4802979 67.67% 6.343%
45  8.210 1005 1007 1010 rVV 692801 513467 7.23% ©0.678%
46  8.245 1010 1013 1016 rVB 534786 465875 6.56% 0.615%
47  8.281 1016 1019 1022 rBV3 72947 84875 1.20% 0.112%
48 8.316 1022 1025 1027 rVB 130921 95058 1.34% 0.126%
49 8.363 1027 1033 1035 rBV3 151913 167002 2.35% 0.221%
50 8.439 1038 1046 1049 rBV2 454539 718971 10.13% ©.950%
51 8.545 1060 1064 1068 rVB 562954 469065 6.61% 0.620%
52 8.628 1074 1078 1082 rBV2 284140 331770 4.67% 0.438%
53 8.669 1082 1085 1090 rVV4 184402 322876  4.55% 0.426%
54 8.722 1090 1094 1096 rVB 468124 398232 5.61% ©.526%
55 8.751 1096 1099 1102 rVB2 284444 290968 4.10% 0.384%
56 8.786 1102 1105 1108 rBV3 109735 119732 1.69% 0.158%
57 8.828 111e 1112 1115 rVB 230959 211452 2.98% 0.279%
58 8.892 1119 1123 1130 rVB8 102341 141452 1.99% 0.187%
59 8.975 1132 1137 1141 rVV 1902167 1925100 27.12% 2.543%
60 9.033 1144 1147 1155 rVB7 130041 274960 3.87% 0.363%
61 9.110 1155 1160 1162 rVB3 84220 112423 1.58% 0.148%
62 9.151 1162 1167 1168 rBV3 83618 98935 1.39% 0.131%
63 9.169 1168 1170 1177 rVB4 88999 109992 1.55% 0.145%
64 9.245 1177 1183 1186 rBV 7497544 7098028 100.00%  9.375%
65 9.410 1208 1211 1214 rVB 191346 168596 2.38% 0.223%
66 9.451 1215 1218 1221 rVB 90897 82682 1.16% 0.109%
67 9.510 1225 1228 1230 rVV3 104594 94602 1.33% 0.125%
68 9.533 1230 1232 1236 rVB3 85807 73755 1.04% 0.097%
69 9.586 1236 1241 1243 rBV4 108226 158761 2.24% 0.210%
70  9.657 1250 1253 1258 rBV2 158033 170269 2.40% 0.225%
71  9.780 1269 1274 1277 rVB 125112 111127 1.57% 0.147%
72 9.827 1278 1282 1287 rVB2 219608 216797 3.05% 0.286%
73 9.922 1293 1298 1301 rBV 2647968 2341431 32.99% 3.092%
74  9.957 1301 1304 1307 rVB 171269 150091 2.11% 0.198%
75 10.016 1312 1314 1319 rVB3 91036 85864 1.21% 0.113%
76 10.127 1329 1333 1337 rVB 132240 136029 1.92% 0.180%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129390.D

Acqg On : 27 Jul 2022 22:43
Operator : CG\JU

Sample : N3887-02

Misc

ALS Vvial : 15 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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 10.245 1350 1353 1356 rVB2 93719 85454  1.20% 0.113%
78 10.716 1428 1433 1436 rBV 4529051 4411030 62.14% 5.826%
79 10.745 1436 1438 1446 rVB 152495 161849 2.28% 0.214%
80 11.416 1548 1552 1554 rBV 2400265 2019817 28.46% 2.668%
81 11.439 1554 1556 1559 rVB 193086 150391 2.12% 0.199%
82 11.933 1637 1640 1648 rBV2 453081 514197 7.24% 0.679%
83 12.627 1755 1758 1764 rBV 76726 90401 1.27% 0.119%
84 12.721 1771 1774 1780 rBV 138525 153041 2.16% 0.202%
85 13.004 1817 1822 1825 rBV 6202170 5753527 81.06% 7.599%
86 13.898 1971 1974 1983 rBV 303755 476910 6.72% 0.630%
87 14.057 1998 2001 2005 rVB 1377260 1258901 17.74% 1.663%

88 15.551 2250 2255 2266 rVB2 955094 1201675 16.93% 1.587%

Sum of corrected areas: 75715708

8270-BF072522.M Thu Jul 28 17:58:42 2022 Pag 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129390.D

Acq On : 27 Jul 2022 22:43
Operator : CG\JU

Sample : N3887-02

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129390.D\data.ms

7000000
6000000 7.451

5000000 7063

4000000 5.510

7.416 7.651

3000000

.51

2000000 6.881 7.128 7.8

1000000

6.516
. 19%

3260  3.8876034876 #8651 4904 55680 5.481 6.210 6808 0 5634 11 34 58

0\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\Wﬁ‘m"—#ﬁ\\w\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\7‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

I I
Time--> 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF129390.D\data.ms
9.245

7000000
13.004

6000000
5000000 10.716

4000000

3000000 9.922

11.416
0 ‘ ﬁjﬁj’&”;@i’%[\mdms |

I T — — T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF129390.D\data.ms

2000000

1000000

7000000
6000000
5000000
4000000
3000000
2000000 14.057

15.551

1000000 13.898

0 T T T L — L — T T L — L — T T L — L — T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129390.D

Acq On : 27 Jul 2022 22:43
Operator : CG\JU

Sample : N3887-02

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Di-sec-Butyl ether Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.428 4.43 ng 353829 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 64
2 Butanoic acid, 4-methoxy-, methy... 132 C6H1203 029006-01-7 53
3 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 40
4 Butane, 1,3-dimethoxy- 118 C6H1402 010143-66-5 37
5 2-Pentanol, 4,4-dimethyl- 116 C7H160 006144-93-0 36

Abundance Scan 364 (4.428 min): BF129390.D\data.ms (-359) (-) m/z 57.05 100.00%

57.0
5000 101.1 M
H‘W‘H‘,H‘W‘H‘_“
39‘ T 83.0 4.20 4.40 4.60 4.80
owH‘muMW;M‘HHwum_m_m‘m m/z 44.95 97.99%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15682: Di-sec-Butyl ether
45.0
5000 L B L B B L
4.20 4.40 4.60 4.80
101.0 m/z 59.00 70.15%
27,0 ‘ 83.0
O\‘\‘1‘\\"‘\\\w‘\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16423: Butanoic acid, 4-methoxy-, methyl ester
45.0
R R
4.20 4.40 4.60 4.80
5000 m/z 41.00 50.27%
74.0
‘ 101.0
m/z--> 20 60 80 100 120 140 160
Abundance #120147.Suﬁurous acid, isobutyl 2-methyl-4-methoxybut PR T T T e
45.0 69.0 4.20 4.40 4.60 4.80
m/z 101.10  45.49%
101.0
5000
0 27#0 \‘\ L | Iy ‘\ “ ‘ 1 125 0 165.0 A
B e S man o e T B ARRSEEEE
m/z--> 20 40 60 80 100 120 140 160 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129390.D

Acq On : 27 Jul 2022 22:43
Operator : CG\JU

Sample : N3887-02

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Butane, 1-(1-methylpropoxy)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
4.510 3.12 ng 249424  1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 78
2 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 64
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 40
4 Fructofuranose, 2,6-anhydro-1,3,... 204 C9H1605 004451-11-0 36
5 Boronic acid, ethyl-, diethyl ester 130 C6H15B02 053907-92-9 36
Abundance Scan 378 (4.510 min): BF129390.D\data.ms (-373) (-) m/z 57.05 100.00%
57.0
5000
41.4 101.1
““‘H‘H“_‘H‘H“
83.0 115.1 4.20 4.40 4.60 4.80
0l e e e A e M/Z 44,95 83.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15681: Di-sec-Butyl ether
45.0
5000 290 N RN R RN R
5.0 101.0 4.20 4.40 4.60 4.80
' m/z 41,00 37.00%

o

‘m Ik u‘ 330 11501300
‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0

4.20 4.40 4.60 4.80

5000 ITI/Z 101.10 34.92%
41.0
2710 101.0

o L 730 870 115.0 130.0

e e e e e R R

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10090: Ethylene glycol monoisobutyl ether Cp ey

57.0 4.20 4.40 4.60 4.80

m/z 59,00 25.42%

5000
41.0

27\ A \‘ M 71.0

O et e e e e R e
miz--> 10 20 30 40 50 60 70 80 90 100110120130 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129390.D

Acq On : 27 Jul 2022 22:43
Operator : CG\JU

Sample : N3887-02

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 Mesitylene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.704 4.64 ng 370696  1,4-Dichlorobenzene-d4 6.881
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 87

Abundance Scan 751 (6.704 min): BF129390.D\data.ms (-748) (-) m/z 105.05 100.00%

105.1
5000 120.1
450 590 70 910 6.40 6.60 6.80 7.00
0 HwwHHwMuihw‘mu‘m‘:“‘H“‘W‘Mwuu“mw m/z 120.10  44.23%

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
m/z 76.95 11.85%

77.0 91.0
O \\‘H\\‘\2\\7\.‘0\\\\“H\\i‘}‘\\M\‘\‘\\‘H\‘U‘\H\“\H\‘\‘}1\‘\\‘\‘\“\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 6.40 6.60 6.80 7.00
5000 ITI/Z 119.05 9.46%
39.0 77.0 91.0
N P A SO OO OO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 ﬂ
Abundance #10728: Benzene, 1-ethyl-4-methyl- T mm ‘/}/\‘ ]
105.0 6.40 6.60 6.80 7.00
m/z 45.00 8.55%
5000
120.0
77.0 91.0
- B . M A NOW NSO (DU W A PO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129390.D

Acq On : 27 Jul 2022 22:43
Operator : CG\JU

Sample : N3887-02

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 4 p-Cymene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.034 2.25 ng 179949 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 p-Cymene 134 CleH14 000099-87-6 92
2 o-Cymene 134 C1oH14 000527-84-4 91
3 Benzene, 1l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 78
4 Benzene, 2-ethyl-1,3-dimethyl- 134 CleHi4 002870-04-4 60
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 60
Abundance Scan 807 (7.034 min): BF129390.D\data.ms (-803) (-) m/z 119.10 100.00%
119.1
5000 67.0
91.0
39.0
M ‘ ‘ 6.80 7.00 7.20 7.40
Ol lbe Ju M d UL 2070 s 67,05 49.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16994: p-Cymene
119.0
5000 L B I L LA BN B B
91.0 6.80 7.00 7.20 7.40
' m/z 109.95 32.85%
39.0 65.0 ‘
O \]-\5\-‘0\\\\“‘\\“\\“‘\‘\\\“\\}‘\‘w\\‘\H\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16991: o-Cymene
119.0
6.80 7.00 7.20 7.40
m/z 134.05  28.13%
5000 910 /
390 65.0
N P S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17104: Benzene, 1- methyl -3-(1-methylethyl)-
119. 6.80 7.00 7.20 7.40
m/z 90.95 26.13%
5000
91.0
390 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129390.D

Acq On : 27 Jul 2022 22:43
Operator : CG\JU

Sample : N3887-02

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 5 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.063 49.95 ng 3989030 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 87
3 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 59
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 59

Abundance Scan 812 (7.063 min): BF129390.D\data.ms (-808) (-) m/z 117.10 100.00%

117.1
5000
_ A AR R
3 3.0 ‘ 6.80 7.00 7.20 7.40
0 m_‘ﬁmhJp‘m_Jupm1"m,"H_HWH‘?,Q?:?W‘_ m/z 118.05  56.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10181: Indane
11v.0
5000 L B L B L L R
6.80 7.00 7.20 7.40
m/z 115.10  33.53%
63.0 91.0
O \\\‘2\7\\()\“\\H\\““\‘\\\‘\\“\\‘\H\‘\\\\’\\\\‘\H\‘\\\\’\\\\‘\H\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
o RRREEEE A L
6.80 7.00 7.20 7.40
5000 m/z 91.10 15.92%
91.0
39.0 65.0
0“w‘Hw_ﬂwwh‘W‘L‘ﬂth‘u,u‘w‘u‘_‘u,u‘w‘u‘_
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis- A A
117.0 6.80 7.00 7.20 7.40
m/z 63.00 8.09%
5000
91.0
0 39.0 65.0 | “\ 143.0 178.0203.0 234.0
T e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129390.D

Acq On : 27 Jul 2022 22:43
Operator : CG\JU

Sample : N3887-02

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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, 1,3-diethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.128 19.88 ng 1587250  1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 97
2 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 96
3 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 95
4 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 91
5 o-Cymene 134 C10H14 000527-84-4 81
Abundance Scan 823 (7.128 min): BF129390.D\data.ms (-819) (-) m/z 119.05 100.00%
119.1
5000 134.0
91.0
51.0 75l ‘ 6.80 7.00 7.20 7.40
o S - S MY S m/z 105.05  96.43%
miz--> 20 40 60 80 100 120 140
Abundance #17028: Benzene, 1,3-diethyl-
119.0
5000 134.0
6.80 7.00 7.20 7.40
91.0 m/z 134.00 47.84%
39.0 65.0 ‘
0 \1\5\.0‘\‘\‘\ \“‘\ \“V\ “\‘\ T \‘M‘ T T ‘H‘\ \‘\"‘ T \‘\ T
miz—-> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.05 27.11%
91.0
39.0 65.0
obtso T Ll
miz--> 20 40 60 80 100 120 140
Abundance #17027: Benzene, 1,4-diethyl-
119.0 6.80 7.00 7.20 7.40
m/z 76.95 16.70%
5000 134.0
91.0
41.0
ol 150 . P 80 L
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129390.D

Acq On : 27 Jul 2022 22:43
Operator : CG\JU

Sample : N3887-02

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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, 1,4-diethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.198 7.77 ng 620645 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 97
2 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 96
3 Benzene, 1,3-diethyl- 134 CleHi4 000141-93-5 94
4 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 91
Abundance Scan 835 (7.198 min): BF129390.D\data.ms (-831) (-) m/z 105.10 100.00%
106.1
77.0
39.0 ‘ I 6.80 7.00 7.20 7.40 7.60
Ot b Ml L2070 119,10 89.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000
91.0 6.80 7.00 7.20 7.40 7.60
m/z 134.00 48.60%
41.0 65.0 ‘ ‘
O \\\‘\‘\\\‘\\\\‘\\\\“‘\\w‘\““\\‘\l\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 91.00 32.85%
91.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17034: Benzene, 1,3-diethyl-
119.0 6.80 7.00 7.20 7.40 7.60
m/z 77.00 17.36%
5000
91.0
39.0 65.0 ‘ ‘
Y N P 0 Y Y N
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129390.D

Acq On : 27 Jul 2022 22:43
Operator : CG\JU

Sample : N3887-02

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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, 1,2-diethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.216 7.79 ng 622280 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 97
2 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 93
3 Benzene, 1,3-diethyl- 134 CleHi4 000141-93-5 90
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 76
5 o-Cymene 134 CleH14 000527-84-4 74
Abundance Scan 838 (7.216 min): BF129390.D\data.ms (-836) (-) m/z 105.10 100.00%
105.
5000 134.1 Q
77.0
‘ M 6.80 7.00 7.20 7.40 7.60
0 H‘WHH‘?‘QHWMH:‘u,ﬂ“uwl‘wHmH‘:JH,HHJWMW m/z 119.16  76.73%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0
6.80 7.00 7.20 7.40 7.60
77.0 m/z 134.05 42.34%
O \\‘J-HSH()‘H\‘\“\\H“‘\H\“Ez\ﬂ\H‘\H‘H‘HH““\H‘\‘\!\’H‘}‘\‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17029: Benzene, 1,4-diethyl-
105.0
6.80 7.00 7.20 7.40 7.60
5000 134.0 m/z 91.00 40.62%
77.0
27.0 ‘
0 ‘w"w"_‘H“‘m‘}‘:u",M"‘uH‘wu:uH"H!‘,‘“:MW_JW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17030: Benzene, 1,3-diethyl-
105.0 6.80 7.00 7.20 7.40 7.60
m/z 117.10 24.21%
134.0
5000
27.0 51.0 77‘0
0 USRS RV A | N PR N S P | PO —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129390.D

Acq On : 27 Jul 2022 22:43
Operator : CG\JU

Sample : N3887-02

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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, 1l-ethyl-4-(1-methy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.522 4.25 ng 339400 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 86
2 Ethanone, 1-(2,5-dimethylphenyl)- 148 C10H120 002142-73-6 83
3 Ethanone, 1-(2,4-dimethylphenyl)- 148 C18H120 000089-74-7 83
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 81
5 Ethanone, 1-(3,4-dimethylphenyl)- 148 C10H120 003637-01-2 80
Abundance Scan 890 (7.522 min): BF129390.D\data.ms (- 885) ) m/z 131.05 100.00%
105.1
5000 148.1
41.0 7.0
H‘ H B 7.20 7.40 7.60 7.80
0 H“HH‘HM \\HH‘\H‘\“HHH h ““H‘“‘MM‘H m/z 133.05 97.64%
m/z--> 20 80 100 120 140
Abundance #26396. Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
5000
105.0 7.20 7.40 7.60 7.80
J m/z 105.10 82.65%
77.0 ‘
O \J-\S\(‘)\ \ \\4“1‘\()\ ‘\5\8’0\‘\ T \“‘ T \ T “\‘\ \‘\“ T \‘\ ‘].\ \‘9\'0\
miz--> 20 40 60 80 100 120 140
Abundance #26274: Ethanone, 1-(2,5-dimethylphenyl)-
105.0 138.0
7.20 7.40 7.60 7.80
5000 m/z 91.00 55.43%
77.0
51.0
270 (|| “ | 1490
o"‘_m“Huh,u“uw‘mh_m_m_m
m/z--> 20 60 80 100 120 140
Abundance #26283: Ethanone, 1-(2,4-dimethylphenyl)-
133.0 7.20 7.40 7.60 7.80
m/z 148.05 42.70%
105.0
5000
77.0
m/z--> 20 40 60 100 120 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129390.D

Acq On : 27 Jul 2022 22:43
Operator : CG\JU

Sample : N3887-02

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 10 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

7.651 12.22 ng 2935800 Naphthalene-d8 8.169
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 94
5 Benzene, 1-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 93
Abundance Scan 912 (7.651 min): BF129390.D\data.ms (-904) (-) m/z 119.05 100.00%

119.1

=

5000 134.1
390 65.0 91"0 7.40 7.60 7.80 8.00
bbbl e W sz 134,05 44.35%
miz-> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
134.0
5000 M\\\‘\\\\‘\\\\‘\\\\‘\\\
7.40 7.60 7.80 8.00
m/z 90.95 16.21%
41.0 91.0
O \]-\5\.0‘\‘\ T \“'\ \‘\‘\ ‘6?.\()\ \““ L ‘m\ \‘\“l T \M\ ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
7.40 7.60 7.80 8.00
5000 134.0 m/z 120.10 9.69%
39.0 90
: 65.0
ST PR VI I
miz-> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 133.05 9.36%
134.0
5000
91.0
0 Hw“‘H_m‘w‘;'m““‘HH“HHMHM‘H
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00

8270-BF072522.M Thu Jul 28 17:58:49 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129390.D

Acq On : 27 Jul 2022 22:43
Operator : CG\JU

Sample : N3887-02

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 1Indan, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.833 8.46 ng 2032360 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 91
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
3 Benzene, 1-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 87
4 Benzene, l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
5 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 87
Abundance Scan 943 (7.833 min): BF129390.D\data.ms (-940) (-) m/z 117.05 100.00%
117.1
5000
51.0 _, o 910 M 7.60 7.80 8.00 8.20
b TR Ll 48711621 45 135 00 38.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16104: Indan, 1-methyl-
117.0
5000 L L I L L LN L
7.60 7.80 8.00 8.20
910 m/z 115.05  24.83%
39.0 65.0
O\\\‘\‘\\\“\\“\‘\“H‘\\\“\\‘\\‘\\\ ‘\]P\‘\.‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
7.60 7.80 8.00 8.20
5000 m/z 131.05 11.89%
91.0
39.0 65.0
Y L0 P Y N M -
m/z--> 20 40 60 80 100 120 140 160
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0 7.60 7.80 8.00 8.20
m/z 91.00 10.68%
5000
91.0
39.0 65.0 ‘
N PO N R AT .
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20

8270-BF072522.M Thu Jul 28 17:58:49 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129390.D

Acq On : 27 Jul 2022 22:43
Operator : CG\JU

Sample : N3887-02

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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, 2-ethenyl-1,4-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.898 9.34 ng 2243700  Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 94
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
4 2,4-Dimethylstyrene 132 C1leH12 002234-20-0 90
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 87
Abundance Scan 954 (7.898 min): BF129390.D\data.ms (-949) (-) m/z 117.10 100.00%
117.1
5000
91.0
51.0 51 7.60 7.80 8.00 8.20
| AN P R £ M N T Y2801 m/z 119.10 37.22%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 7.60 7.80 8.00 8.20
51.0 m/z 132.05 36.27%
27.0 ' ‘
O\\\‘\‘\H“i‘\\\L\““H?\sup‘\\M\\‘MH ‘\‘U\‘\‘\\\\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
7.60 7.80 8.00 8.20
5000 m/z 115.00 31.04%
39.0 65.0 91.0
obrerebed el e M‘ A0
m/z--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0 7.60 7.80 8.00 8.20
m/z 91.00 20.30%
5000
91.0
390 450 ‘ ‘
0 \H‘\‘\H“ \ \“1‘\ “1‘”1““ \ M\“MH ‘m“h R
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20

8270-BF072522.M Thu Jul 28 17:58:50 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129390.D

Acq On : 27 Jul 2022 22:43

Operator : CG\JU

Sample : N3887-02

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 2-Ethyl-2,3-dihydro-1H-indene  Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
8.439 2.99 ng 718971  Naphthalene-d8 8.169
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Ethyl-2,3-dihydro-1H-indene 146 C11H14 056147-63-8 83
2 Bicyclo[4.2.1]nona-2,4,7-triene,... 146 C11H14 1000164-42-6 64
3 trans-1-Phenyl-1-pentene 146 C11H14 016002-93-0 58
4 Benzene, (1l-ethyl-2-propenyl)- 146 C1l1H14 019947-22-9 58
5 Benzene, 1-pentenyl- 146 C11H14 000826-18-6 58
Abundance Scan 1046 (8.439 min): BF129390.D\data.ms (-1038) (-) m/z 117.00 100.00%
11v.0
5000
146.0
91.0
510 ., ‘ | 8.20 8.40 8.60 8.80
Ob b 7Ol L WL 1660 o 131,00 62.59%
miz--> 20 40 60 80 100 120 140 160
Abundance #24997: 2-Ethyl-2,3-dihydro-1H-indene
117.0
146.0
5000
8.20 8.40 8.60 8.80
91.0 m/z 146.00  36.55%
65.0 ‘ I ‘
0 ‘\\\\‘\\‘\‘\‘m\ \‘\H‘ T \H\\“W\\\“ \‘U‘l T \‘\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #25040: Bicyclo[4.2.1]nona-2,4,7-triene, 7-ethyl-
117.0
8.20 8.40 8.60 8.80
5000 91.0 m/z 115.00 33.77%
146.0
39.0 65.0
0 ‘W:‘JH‘WH‘NW“M“Nw‘pNHEM‘lm“‘W“““
m/z--> 20 40 60 80 100 120 140 160
Abundance #24988: trans-1-Phenyl-1-pentene Hr e
117.0 8.20 8.40 8.60 8.80
m/z 91.00 22.87%
5000
91.0 146.0
39.0 65.0
L L Ll 1l I I
0 W‘“W“W“H‘_me!‘_m_m‘m e e
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80

8270-BF072522.M Thu Jul 28 17:58:51 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129390.D

Acq On : 27 Jul 2022 22:43
Operator : CG\JU

Sample : N3887-02

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 14 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.933 5.09 ng 514197  Phenanthrene-d10 11.416
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 91
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 90
5 Dodecanoic acid 200 C12H2402 000143-07-7 74
Abundance Scan 1640 (11.933 min): BF129390.D\data.ms (-1637) (- m/z 73.00 100.00%
43.1 73.0
5000
. =
56.1 12.00
W— m/z 43.10  95.54%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
1710 2130 2560 m/z 60.00 89.12%
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92069: Tridecanoic acid
73.0
=
43.0 12.00
5000 129.0 m/Z 57.05 71.47%
171.0
‘ 214.0
oL b L
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.00 70.29%
5000 129.0
‘ 199.0 2420
ow‘m‘w! ,Bq,, i
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129390.D

Acq On : 27 Jul 2022 22:43
Operator : CG\JU

Sample : N3887-02

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.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 15 n-Tetracosanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.898 7.58 ng 476910  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan1974(13898nﬂm BF129390.D\data.ms (-1971) (- m/z 57.10 100.00%
57.
Q7.1
5000
— ——
| *39.0 2070 13.50 14.00
oL b RN L2 207:0244.0 3011 356. . 55 g5 97.02%
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 — ——
13.50 14.00
m/z 83.05 88.80%
O ]\-g\.q ‘\“ “ ‘ T \‘ ‘H‘ % ‘h ‘h T “\8\‘1-\0 2\2\2\0\ 26\4\01 \3‘0§ \0\ T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
— ——
7.0 1350 14.00
5000 ITI/Z 43.05 86.83%
olsg LALLLIEP? 180 290 200 JM
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosanol “ —
55.0 13.50 14.00
97.0 .
m/z 97.10 82.47%
so LLLLL IR0 w0 smm0zss0
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129390.D

Acqg On : 27 Jul 2022 22:43
Operator : CG\JU

Sample : N3887-02

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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|
Di-sec-Butyl ether 4.428 4.4 ng 353829 1 6.881 1597210 20.0
Butane, 1-(1-me... 4.510 3.1 ng 249424 1 6.881 1597210 20.0
Mesitylene 6.704 4.6 ng 370696 1 6.881 1597210 20.0
p-Cymene 7.034 2.3 ng 179949 1 6.881 1597210 20.0
Indane 7.063 50.0 ng 3989030 1 6.881 1597210 20.0
Benzene, 1,3-di... 7.128 19.9 ng 1587250 1 6.881 1597210 20.0
Benzene, 1,4-di... 7.198 7.8 ng 620645 1 6.881 1597210 20.0
Benzene, 1,2-di... 7.216 7.8 ng 622280 1 6.881 1597210 20.0
Benzene, 1-ethy... 7.522 4.3 ng 339400 1 6.881 1597210 20.0
Benzene, 1,2,3,... 7.651 12.2 ng 2935800 2  8.169 4802980 20.0
Indan, 1-methyl- 7.833 8.5 ng 2032360 2 8.169 4802980 20.0
Benzene, 2-ethe... 7.898 9.3 ng 2243700 2 8.169 4802980 20.0
2-Ethyl-2,3-dih... 8.439 3.0 ng 718971 2 8.169 4802980 20.0
n-Hexadecanoic ... 11.933 5.1 ng 514197 4 11.416 2019820 20.0
n-Tetracosanol-1 13.898 7.6 ng 476910 5 14.057 1258900 20.0
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