LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130200.D

Acqg On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF083122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130200.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.440 20 26 33 rVB3 48347 104485 1.83% 0.252%
2 3.222 145 159 165 rBv2 55499 139395 2.45% 0.336%
3 3.387 177 187 193 rBV2 52987 115285 2.02% 0.278%
4 3.710 234 242 246 rBV 39094 60594 1.06% 0.146%
5 4.152 309 317 327 rVB2 174236 255091 4.48% 0.614%
6 4.240 327 332 336 rBV 158897 189503 3.33% 0.456%
7 4.393 350 358 367 rBV 187365 238146 4.18% 0.573%
8 4.657 398 403 405 rBV2 53575 70348 1.23% 0.169%
9 4.875 436 440 448 rBV2 117038 147659 2.59% 0.355%
10 5.293 567 511 514 rVB 2041916 1873174 32.87% 4.509%
11 5.857 602 607 610 rBV 428449 376266 6.60% 0.906%
12 6.151 654 657 660 rVvB 389269 314157 5.51% 0.756%
13 6.322 681 686 691 rVB 1354949 1235968 21.69% 2.975%
14 6.375 691 695 697 rBV 86655 70640 1.24% 0.170%
15 6.634 734 739 745 rVB2 136861 170864 3.00% 0.411%
16 6.693 745 749 752 rBV 1027444 797101 13.99% 1.919%
17 6.816 767 770 773 rBV 115714 84019 1.47% 0.202%
18 6.875 776 780 783 rVB 1659566 1427305 25.04% 3.436%
19 6.946 789 792 794 rBV 134704 109285 1.92% 0.263%
20 7.016 800 804 805 rBV 71692 66608 1.17% 0.160%
21 7.034 805 807 811 rvB 218323 174589 3.06% 0.420%
22 7.087 812 816 821 rBV 69726 69074 1.21% 0.166%
23 7.169 826 830 833 rVB 269133 231119 4.06% ©.556%
24 7.263 834 846 849 rBV 3296575 3729700 65.44% 8.978%
25 7.381 854 866 868 rBV4 568575 1291228 22.66% 3.108%
26 7.463 871 880 882 rBV 840764 1760505 30.89% 4.238%
27 7.663 912 914 918 rVB 155431 134545 2.36% 0.324%
28 7.710 918 922 928 rVB3 87363 107823 1.89% 0.260%
29 7.840 933 944 946 rBV 807723 1484584 26.05% 3.574%
30 7.910 952 956 961 rVB3 106416 160978 2.82% 0.387%
31 7.975 961 967 969 rBV 1564393 1365419 23.96% 3.287%
32 7.998 969 971 974 rVB2 188348 153150 2.69% 0.369%
33 8.145 991 996 999 rBV2 202417 260130 4.56% 0.626%
34 8.204 999 1006 1011 rVB5 312026 453176  7.95% 1.091%
35 8.269 1011 1017 1021 rBV3 191425 274077 4.81% 0.660%

36 8.375 1029 1035 1037 rBV2 300113 454044  7.97%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130200.D

Acqg On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF083122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.428 1037 1044 1046 rBV2 406433 549429 9.64% 1.323%
38 8.534 1058 1062 1065 rBV 172786 133677 2.35% ©.322%
39 8.640 1078 1080 1083 rVB 88642 61589 1.08% 0.148%
40 8.740 1093 1097 1100 rBV3 78288 121110 2.13% 0.292%
41 8.781 1100 1104 1107 rVB2 68207 96678 1.70% ©.233%
42 9.051 1145 1150 1153 rBV 6200969 5699075 100.00% 13.718%
43  9.528 1228 1231 1236 rVB3 113890 131055 2.30% ©0.315%
44 9,581 1237 1240 1244 rBV 97411 81349 1.43% 0.196%
45 9.639 1244 1250 1253 rBV 519981 664694 11.66% 1.600%
46 9.722 1259 1264 1267 rBV 1791339 1464647 25.70% 3.526%
47  9.757 1267 1270 1277 rVB 116083 117175 2.06% 0.282%
48 9.869 1285 1289 1295 rBV 207870 215371 3.78% ©.518%
49 9.922 1295 1298 1302 rVB4 52208 78570 1.38% 0.189%
50 10.039 1316 1318 1323 rVB 64921 63377 1.11% 0.153%
51 10.086 1323 1326 1329 rBV 181559 162127 2.84% ©.390%
52 10.510 1393 1398 1401 rBV 3985913 3645244 63.96% 8.775%
53 11.204 1512 1516 1519 rBV 1562054 1283388 22.52% 3.089%
54 11.739 1603 1607 1611 rBV 233068 217344 3.81% ©.523%
55 12.410 1718 1721 1723 rBV 90521 76059 1.33% 0.183%
56 12.522 1737 1740 1752 rVB 112151 127555 2.24% 0.307%
57 12.792 1781 1786 1789 rBV 4888737 4374303 76.75% 10.529%
58 13.745 1944 1948 1958 rVB3 51971 96562 1.69% ©0.232%
59 13.833 1959 1963 1966 rBV 911485 874020 15.34% 2.104%
60 15.227 2196 2200 2205 rBV 782662 931149 16.34% 2.241%
61 15.274 2205 2208 2213 rVB 50120 66057 1.16% ©.159%
62 15.674 2273 2276 2284 rVB 48887 69416 1.22% 0.167%
63 16.139 2352 2355 2364 rVB3 50019 84060 1.47% 0.202%
64 17.321 2551 2556 2564 rVB6 40073 108320 1.90% 0.261%
Sum of corrected areas: 41543434
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130200.D

Acq On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF130200.D\data.ms
6000000

5000000
4000000

3000000

5.293

2000000 6.875
6.322
1000000 6. 693
5. 857 6.151
5L.2:440 3.222.387 3.710 4.165240393 4 6574.875 375 6.6 45

‘?F‘r_\\\u‘uu’uu‘u\\/‘\\‘?‘r\ \H\‘HH‘HH‘HH‘/\\‘ﬁ‘\‘HH‘\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance TIC: BF130200.D\data.ms
6000000 9.051

5000000 12.792

4000000 10.510
3000000

2000000 7975 9.722 11.204

1000000

8 9.63
a8 B | omsdnrgmeg | sz |
0= =

—
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF130200.D\data.ms

6000000

5000000
4000000
3000000
2000000

1000000 13.833 15.227

13.7 15274  15.674 16.139 17.321

[N 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\BF090922\
Data File : BF130200.D

Acq On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 Pentane, 2,3,4-trimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
3.222 3.50 ng 139395 1,4-Dichlorobenzene-d4 6.693

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 86
2 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 72
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 72
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 64
Abundance Scan 159 (3.222 min): BF130200.D\data.ms (-145) (-) m/z 43.05 100.00%
71.1
5000
T
H 95.0 2.80 3.00 3.20 3.40 3.60
ol e Mz 71010 76.60%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 (B RN B R U
2.80 3.00 3.20 3.40 3.60
m/z 70.10 44.54%
0 15.0 ‘\‘ ‘\‘\ \H I 114.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #59101: Decane, 3,3,4-trimethyl-
43.0 71.0
2.80 3.00 3.20 3.40 3.60
5000 m/z 41.00 32.94%
0 26,0 \‘\ ‘\ b, 990 129.0 1550
el e
m/z--> 20 40 60 80 100 120 140 160
Abundance #4465: Hexane, 3-methyl- R
43.0 2.80 3.00 3.20 3.40 3.60
m/z 55.05  23.49%
71.0
5000
0 26\-L> Nl 1000
e et R RAARSRAREE S
m/z--> 20 40 60 80 100 120 140 160 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130200.D

Acq On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 Di-sec-Butyl ether Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.152 6.40 ng 255091 1,4-Dichlorobenzene-d4 6.693

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 83
2 3-Pentanol, 3-ethyl-2-methyl- 130 C8H180 000597-05-7 56
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 50
4 Ethene, (2-methoxyethoxy)- 102 C5H1002 001663-35-0 38
5 1-Octene, 3-(methoxymethoxy)- 172 C10H2002 088738-34-5 38
Abundance Scan 317 (4.152 min): BF130200.D\data.ms (-309) (-) m/z 57.10 100.00%
57.1
5000 41.0 101.1
‘ 83.0 1150 3.80 4.00 4.20 4.40
0 _m‘HH_m“:‘1;‘_m‘HH_M_‘mwHH‘:ku:_ww m/z 45.05 91.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15682: Di-sec-Butyl ether
45.0
5000 L B L B LI B B
59.0 3.80 4.00 4.20 4.40
29.0 101.0 m/z 101.10  45.89%
‘ 83.0
O ‘HH‘H\‘\“HH“\‘\M‘H‘M‘HH‘\‘\H‘\‘\H‘HH‘HH‘H\.\‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15780: 3-Pentanol, 3-ethyl-2-methyl-
45.0
29.0 R e EAaREE
59.0 87.0 1010 3.80 4.00 4.20 4.40
5000 ’ m/z 41.05 41.93%
ob il \w 730 | | 11501300
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15775: Butane, 1-(1-methylpropoxy)- T R T
57.0 3.80 4.00 4.20 4.40
m/z 59.10 41.69%
5000
41.(
2710 101.0
7.
0 P 7080 | us01300
I T e e e e e T e R RamEa
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.80 4.00 4.20 4.40

8270-BF083122.M Mon Sep 12 14:39:22 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130200.D

Acq On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 3 3-Pentanol, 3-ethyl-2-methyl-  Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
4.240 4.75 ng 189503 1,4-Dichlorobenzene-d4 6.693
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 83
2 3-Pentanol, 3-ethyl-2-methyl- 130 C8H180 000597-05-7 72
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53
4 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 45
5 Boronic acid, ethyl-, diethyl ester 130 C6H15B02 053907-92-9 42
Abundance Scan 332 (4.240 min): BF130200.D\data.ms (-327) (-) m/z 57.05 100.00%
57.0
5000 41.0 101.1
83.1 1151 4.00 4.20 4.40 4.60
Ol LW ML sz as.ee 95.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15682: Di-sec-Butyl ether
45.0
5000 LA B B I IR L
55.0 4.00 4.20 4.40 4.60
29.0 101.0 m/z 101.10 48.03%
‘ 83.0
O\\‘\H\‘\H‘\“HH“\‘\}\‘H‘M‘\H\‘\‘\H‘\‘\H‘H\\‘\\H’H\-\‘HH‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15783: 3-Pentanol, 3-ethyl-2-methyl-
45.0
R RmmmaRE
4.00 4.20 4.40 4.60
87.0 1010 .
5000 m/z 41.05 41.59%
29.0 2.0
15.0 M‘ ‘ Ly R | 1y |
Ot b b e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15775: Butane, 1-(1-methylpropoxy)- R RRRES TN s
57.0 4.00 4.20 4.40 4.60
m/z 59.10 30.59%
5000
41.0
2710 101.0
7.
0 \“ L 730870 | 11501300
T e e e e e e e coep e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130200.D

Acq On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 1,4-Hexadiene, 2,3-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.393 5.98 ng 238146  1,4-Dichlorobenzene-d4 6.693

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 87
2 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 83
3 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 83
4 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 64
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 60

Abundance Scan 358 (4.393 min): BF130200.D\data.ms (-350) (-) m/z 95.10 100.00%

95.1
5000
67.0
55.0 110.1
41‘-0 79.0 4.00 4.20 4.40 4.60 4.80
O el L Tmyz 67.e8 30.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6763: 1,4-Hexadiene, 2,3-dimethyl-
95.0
41.0 67.0
5000 W\/\ﬁuwuu‘uu,\/\\
4.00 4.20 4.40 4.60 4.80
55.0 110.0 S
27.0 m/z 110.10 20.70%
‘ ‘ 81.0
O\\‘HH‘\H}MH\}HHHMH}\‘H‘\Hi\u‘{m\H\“\‘\M‘HH“‘HH“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6744: 1,3-Dimethyl-1-cyclohexene
95.0 /\/\
_H/\HH_‘AHWA‘M,A
4.00 4.20 4.40 4.60 4.80
5000 670 m/z 55.00 18.23%
110.0
55.0 .
27.0 41.0 ‘ 82‘0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6774: Cyclopentene, 1,2,3-trimethyl- R R RRRRE
95.0 4.00 4.20 4.40 4.60 4.80
m/z 41.05 13.49%
5000 67.0
110.0
39.0 550
27.0 : 79.0
0‘w%ﬁgw‘ﬁuuHuu‘qmﬁ‘wﬂww‘WWH‘WWJW‘HNV‘H,‘ NN AR RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130200.D

Acq On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
4.875 3.70 ng 147659  1,4-Dichlorobenzene-d4 6.693

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 32
4 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 25
5 1-Cyclohexylethanol, methyl ether 142 C9H180 1000365-12-8 25

Abundance Scan 440 (4.875 min): BF130200.D\data.ms (-436) (-) m/z 43.00 100.00%

3.0
50.1
5000
101'1 \\\‘\\\\‘\\\\‘\\\\‘\\\\
4.60 4.80 5.00 5.20
81.0
0 mwH_HwHWw!!iHJu_m‘uuWm_H“iuﬁ?f‘ch m/z 59.10 62.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 \\\‘\\\\‘\\\\‘/\\\\4\‘\\\\
4.60 4.80 5.00 5.20
101.0 m/z 101.10  24.11%
29'\0 L i 8?7'0 |
O\H‘\\H‘\H‘\“\\H‘H\\‘\\\‘\‘H\\‘\\H‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
\\\‘\\\\A‘\\\\‘\\\\‘\\\\
57.0 4.60 4.80 5.00 5.20
5000 m/z 58.00 18.34%
20.0 101.0
o 20 Ll L. 730 870
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9479: 2-Hexanol, 2-methyl- TR A
59.0 4.60 4.80 5.00 5.20
m/z 41.05 11.70%
5000
41.0 101.0
20 Il 830
O e e e e e e P T T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130200.D

Acq On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 7 Benzene, propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.151 7.88 ng 314157 1,4-Dichlorobenzene-d4 6.693

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 94
2 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72
3 N-Isobutyl(phenyl)methanesulfona... 227 C11H17NO2S 144615-94-1 72
4 Ethanol, 2-[(phenylmethyl)amino]- 151 CSH13NO 000104-63-2 72
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 72
Abundance Scan 657 (6.151 min): BF130200.D\data.ms (-654) (-) m/z 91.05 100.00%
91.0
5000
120.1 R EAREmaEEEESES R
39.0 65.0 5.80 6.00 6.20 6.40

bbbl m/z 120.05  24.74%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #10702: Benzene, propyl-

91.0
5000 L LA LI B LI BN B
5.80 6.00 6.20 6.40
120.0 m/z 92.85 10.77%
39.0 6?-0 |
O‘\‘\\\"‘\\“\\“\\\\“‘\\‘\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #129554: Phenethylamine, N-benzyl-p-chloro-
91.0
AERARNEEEE SR
1200 5.80 6.00 6.20 6.40
5000 m/z 65.00 10.18%
0 , 4‘]"0‘ 65‘0 | “ I [ 139.0 16\40
I B L e
m/z--> 20 40 60 80 100 120 140 160 180 J\ ﬂ
Abundance  #107660: N-Isobutyl(phenyl)methanesulfonamide R A ARARNERE R
91.0 5.80 6.00 6.20 6.40
m/z 78.10 6.41%
5000
120.0
65.0
ol 410 ™ I ‘ 163.0 184.0 M r
T B e R RAARmEEEEA RS
m/z--> 20 40 60 80 100 120 140 160 180 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130200.D

Acq On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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, (2-methylpropyl)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.634 4.29 ng 170864  1,4-Dichlorobenzene-d4 6.693

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
2 Benzene, n-butyl- 134 CleH14 000104-51-8 80
3 Toluene 92 C7H8 000108-88-3 52
4 (3-Bromo-1-methylpropoxymethyl)b... 242 C11H15BrO 051666-29-6 50
5 Tetracyclo[3.2.0.0(2,7).0(4,6)]h... 92 C7H8 000278-06-8 46
Abundance Scan 739 (6.634 min): BF130200.D\data.ms (-734) (-) m/z 91.00 100.00%
91.0
5000
134.1
65.0
4‘13‘.1 ‘ 115.0 6.40 6.60 6.80 7.00
O e et et e m/z 92.00  49.95%
m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance #17040: Benzene, (2-methylpropyl)-
91.0
O a5 2567
43.0 65.0 m/z . . 0
0 27\0 ‘ ‘ ‘ [ ‘ m . 115‘0 |
H‘HH‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance #17012: Benzene, n-butyl-

N A

6.40 6.60 6.80 7.00

5000 ITI/Z 65.00 12.16%
134.0
27.0 65.0 105.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #2759: Toluene
91.0 6.40 6.60 6.80 7.00

m/z 43.10 9.78%

5000

39.0 65.0

Obrrprerr et e e e L iRt
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130200.D

Acq On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.875 35.81 ng 1427310  1,4-Dichlorobenzene-d4 6.693

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
3 Deltacyclene 118 C9H1e 007785-10-6 64
4 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
5 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 59

Abundance Scan 780 (6.875 min): BF130200.D\data.ms (-776) (-) m/z 117.10 100.00%

117.1
5000
AR AR
300 630 77, 91‘-0 6.60 6.80 7.00 7.20
O e e et e el e m/z 118.85 54.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10181: Indane
11v.0
5000 L L L I BN LR
6.60 6.80 7.00 7.20
m/z 115.05 32.19%
91.0
39.0 63‘.0 77.0 ‘ |
O\\‘H\.\‘\H‘\‘HH“HH“H\1‘}\‘\\‘\H‘i‘HH“\H\H‘\H’HH“HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0
R ARRREEAE
6.60 6.80 7.00 7.20
m/z 91.05 14.44%
5000 91.0
39"0 65.0
0\\‘mWu‘\‘uw“m\{‘Mw!‘1‘\‘\Wuw‘uu‘iM\‘\‘m,\m“\m‘uu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10184: Deltacyclene
117.0 6.60 6.80 7.00 7.20
m/z 116.10 7.19%
5000
390 91.0
65.0 ‘ J\
Obreperrrprrreprrelbesrelie bl el e ‘A,“/
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130200.D

Acq On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 Benzene, 1,2-diethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.034 4.38 ng 174589 1,4-Dichlorobenzene-d4 6.693

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 94
2 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 91
3 Benzene, 1,3-diethyl- 134 CleHi4 000141-93-5 91
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 90
5 Benzene, 1-ethyl-3,5-dimethyl- 134 CleH14 000934-74-7 83
Abundance Scan 807 (7.034 min): BF130200.D\data.ms (-805) (-) m/z 105.05 100.00%
105.
134.1
5000
77.0
51.0 | ‘ 6.80 7.00 7.20 7.40
0 H‘WHwm‘um\‘mH,m‘wwl‘wm_uH‘:‘H‘,H‘wwaw m/z 119.10  93.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 134.0
910 6.80 7.00 7.20 7.40
' m/z 134.05 53.11%
39.0 65.0
O \\‘]_\\5\.\()‘\\\‘\“HH“‘\H\i‘“\\‘\’\‘\‘H‘\H‘H‘HH“U\HH‘H\’H‘Hl\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.00  34.26%
91.0
41.0 65.0
Ol 280 T 2 W
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
m/z 117.05 23.78%
134.0
5000
77.0
27.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130200.D

Acq On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 4,7-Methano-1H-indene, 2,3,... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.169 5.80 ng 231119 1,4-Dichlorobenzene-d4 6.693

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4,7-Methano-1H-indene, 2,3,3a,4,... 134 CleOH14 002826-19-9 96
2 3a,4,5,6,7,7a-Hexahydro-4,7-meth... 134 C10H14 004488-57-7 95
3 4,7-Methanoindene, 3a,4,5,6,7,7a... 134 C10H14 002825-86-7 95
4 5-Allyl-2-norbornene 134 CleHi4 031663-53-3 91
5 Spiro[bicyclo[2.2.1]hept-5-ene-2... 120 C9H12 006572-50-5 72
Abundance Scan 830 (7.169 min): BF130200.D\data.ms (-826) (-) m/z 66.00 100.00%
66.0
5000 AN
91.0
134.1 \‘\\\\‘\\\\‘\\\\‘\\\\’\
39.0
‘ | ‘H 119.0 6.80 7.00 7.20 7.40
L P m/z 67.85 37.51%
miz--> 20 40 60 80 100 120 140
Abundance #17143: 4,7-Methano-1H-indene, 2,3,3a,4,7,7a-hexahydr
66.0
5000 I L L B
6.80 7.00 7.20 7.40
39.0 910 134.0 m/z 91.60  23.81%
14.0 ‘\‘ Ly ‘H\ ‘H \ 11\9'0
0 \\\‘\\\\‘\\‘1\“\1\\’\\\\’1‘\\\’\\\\’\\
miz--> 20 40 60 80 100 120 140
Abundance #17123: 3a,4,5,6,7,7a-Hexahydro-4,7-methanoindene
66.0
6.80 7.00 7.20 7.40
5000 m/z 134.05 17.55%
91.0 134.0
S
S S PR WS o St N
m/z--> 20 40 60 80 100 120 140
Abundance #17137: 4,7-Methanoindene, 3a,4,5,6,7,7a-hexahydro-, e
66.0 6.80 7.00 7.20 7.40
m/z 92.10 15.59%
5000
39.0 91.0 134.0
I 11907
0 \\\‘\‘1\\{H\‘h‘\1H“‘,HH,MH‘,HH,H
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\BF090922\
Data File : BF130200.D

Acq On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 Hexanoic acid, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.381 18.91 ng 1291230  Naphthalene-d8 7.975

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 58

2 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 53

3 Acetic acid, diethyl- 116 C6H1202 000088-09-5 43

4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 37

5 Butyl mannoside, tetramethyl ether 292 C14H2806 1000501-84-1 35

Abundance Scan 866 (7.381 min): BF130200.D\data.ms (-854) (-) m/z 73.00 100.00%

73.0
1311
5000
41.0

1011 U L R R R
“‘ H 7.00 7.20 7.40 7.60 7.80
Hh \ T A [

2070 m/z 88.00 81.94%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24099: Hexanoic acid, 2-ethyl-
73.0

5000 SNSRI N
7.00 7.20 7.40 7.60 7.80

41.0 ‘ 116.0 m/z 131.05 52.35%

\\\‘\‘\M\\“H\\‘}‘\\\\“\‘\‘\\“\\\‘!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24164: 2-Ethyl-4-methylpentanoic acid
73.0

o

o

7.00 7.20 7.40 7.60 7.80
5000 41.0 m z 41.05 36.53%
101.0
o0l Ll s

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9193: Acetic acid, diethyl- N AREEES o
43.0 88.0 7.00 7.20 7.40 7.60 7.80
m/z 57.10  30.83%

5000
15.0 ‘ ‘ \‘
0 1l Ly

m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130200.D

Acq On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 unknown7.463 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.463  25.79 ng 1760510  Naphthalene-d8 7.975

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 52
2 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 38
3 p-Cymene 134 CleHi4 000099-87-6 35
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 35
5 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 35
Abundance Scan 880 (7.463 min): BF130200.D\data.ms (-871) (-) m/z 73.00 100.00%
73.0
119.1
5000
A ARARRRES ne
) 7.20 7.40 7.60 7.80
ol bl UL Wi 2670 3855 o eglee 79.43%
m/z--> 50 100 150 200 250 300 350
Abundance #24099: Hexanoic acid, 2-ethyl-
73.0
5000 \\\‘\\\\‘\\\\‘\k\\\’\\\\
7.20 7.40 7.60 7.80
‘ 116.0 m/Z 119.05 61-75°D
27.
O(ﬁ“
miz--> 50 100 150 200 250 300 350
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
7.20 7.40 7.60 7.80
5000 m/z 57.10 32.28%
39.0 77.0
m/z--> 50 100 150 200 250 300 350
Abundance #16992: p-Cymene e A
119.0 7.20 7.40 7.60 7.80
m/z 41.10 31.83%
5000
41.0 ‘
79.
oL— wh?qw“‘ O N RRE A R RAARARRES!
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80

8270-BF083122.M Mon Sep 12 14:39:29 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130200.D

Acq On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 unknown8.145 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.145 3.81 ng 260130  Naphthalene-d8 7.975

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Thiophene, 2-ethyltetrahydro- 116 Cé6H12S 001551-32-2 35
2 Hydrazine, 1-ethyl-1-(1-methylpr... 116 C6H16N2 020325-97-7 35
3 Ethane, isothiocyanato- 87 C3H5NS 000542-85-8 25
4 Propanoic acid, 2-methyl-, ethyl... 116 C6H1202 000097-62-1 22
5 Acetic acid, 3-ethylpent-3-yl ester 158 C9H1802 1000368-76-0 22
Abundance Scan 996 (8.145 min): BF130200.D\data.ms (-991) (-) m/z 87.00 100.00%
87.0
43.0
5000
690 10 e L s
7.80 8.00 8.20 8.40
3.0
(S ‘ L ‘ \ w“ b ‘ a—— i LA wyz 43.e5  70.70%
m/z--> 20 100 120 140 160
Abundance #9353.Thmphene,2-eﬁwnenahydro-
87.0
5000 L LN NI LA BN R I
7.80 8.00 8.20 8.40
116.0 m/z 88.00 66.11%
27.0 ‘ﬁ 0
O\\\‘\‘\‘\\“\H\\M\““\\\\‘\‘1‘\\‘\\\‘1“\\\\‘\\\\‘\\
m/z--> 20 80 100 120 140 160
Abundance #9406. Hydrazme, 1-ethyl-1-(1-methylpropyl)-
87.0
7.80 8.00 8.20 8.40
5000 m/z 71.05 55.40%
45.0 116.0
‘ ‘ 70.0
O\H‘\ ‘H\U‘\\\\‘11”“””“””‘””‘”
m/z--> 20 80 100 120 140 160
Abundance #2077.Ethane,BotMocyanau} R RARRNE
29.0 59.0 87.0 7.80 8.00 8.20 8.40
' m/z 57.05 49.51%
) L/UM
0 Hm\u"”mWm_m_m_m_‘ e
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40

8270-BF083122.M Mon Sep 12 14:39:29 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130200.D

Acq On : 09 Sep 2022 18:03

Operator : CG\JU

Sample : N4549-21

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 unknown8.204 Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
8.204 6.64 ng 453176  Naphthalene-d8 7.975
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Butanoic acid, ethyl ester

2 Butanoic acid, 2-ethyl-2,3,3-tri...
3 Nonane, 3,7-dimethyl-
4 Pentanoic acid, 2-ethyl-, methyl...
5 Pentanoic acid, 2-methyl-, ethyl...

116 C6H1202
158 C9H1802
156 C11H24
144 C8H1602
144 C8H1602

000105-54-4 35
038541-67-2 35
017302-32-8 22
000816-16-0 22
039255-32-8 22

Abundance Scan 1006 (8.204 min): BF130200.D\data.ms (-999) (-) m/z 102.05 100.00%
71.0 102.1
43.0
5000
133.0
R RARRREEsasz s S
‘ ‘ ‘ ‘ ‘ 7.80 8.00 8.20 8.40 8.60
0 bl sl LD L L 3840 s g1 05 9. 16%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9243: Butanoic acid, ethyl ester
43.0 71.0
88.0
5000 (RN R R RN R
7.80 8.00 8.20 8.40 8.60
m/z 57.10 82.61%
28 ‘ || 1160
O\\\“\‘\ \\‘\“\\\‘\\\\“\\\}.‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #35462: Butanoic acid, 2-ethyl-2,3,3-trimethyl-
57.0 102.0
e e
7.80 8.00 8.20 8.40 8.60
5000 ITI/Z 87.00 78.76%
29.0
e 143.0
0 e il
m/z--> 20 40 60 80 100 120 140 160
Abundance #33097: Nonane, 3,7-dimethyl- EREmEEE
57.0 7.80 8.00 8.20 8.40 8.60
m/z 43.05 76.24%
5000
29.0 850
‘ 127.0
Ol L1560 R AR, -
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40 8.60

8270-BF083122.M Mon Sep 12 14:39:30 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130200.D

Acq On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 Butanoic acid, 2-ethyl-, me... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.269 4.01 ng 274077 Naphthalene-d8 7.975

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, 2-ethyl-, methyl ... 130 C7H1402 000816-11-5 50
2 Hexanoic acid, 2-ethyl-, methyl ... 158 C9H1802 000816-19-3 47
3 1,2-Propanediol Butyrate Ester 146 C7H1403 1000458-47-4 43
4 Pentanoic acid, 2-ethyl-, methyl... 144 C8H1602 000816-16-0 38
5 Decanoic acid, 3-methyl- 186 C11H2202 060308-82-9 32

Abundance Scan 1017 (8.269 min): BF130200.D\data.ms (-1011) (-) m/z 87.00 100.00%

871.0
57.0
5000
P e
39‘ ‘ ‘ 115. 11‘3‘3 O‘ 1621 8.00 8.20 8.40 8.60
0 m_mm ““ w oy “m bbb T m/z 102,00 90.15%
m/z--> 20 40 100 120 140 160
Abundance #15544: Butan0|c amd, 2-ethyl-, methyl ester
102.0
43.0
5000 UL L R B BB B
21.0 8.00 8.20 8.40 8.60
m/z 71.05 63.34%
o | | \ | |
O\\‘\‘\\\\‘\\\ MH\‘\‘\\\i‘\\\‘\‘\\\\‘\\\\‘\\\
miz--> 20 80 100 120 140 160
Abundance #35458. Hexanoic acid, 2-ethyl-, methyl ester
87.0
VR
57.0 8.00 8.20 8.40 8.60
m/z 57.05 58.82%
5000 290 /
130.0
o‘wwlm
m/z--> 20 40 60 80 100 120 140 160
Abundance #25388: 1,2-Propanediol Butyrate Ester R ERAREEEE RS
71.0 8.00 8.20 8.40 8.60
m/z 41.05 55.02%
h | T PAJ&WWJKAAJ%AMAJLNA
o"1‘9‘9“ww_‘:‘\u_p‘ww_l%-?_m_“
m/z--> 20 60 80 100 120 140 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130200.D

Acq On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 17 Heptanoic acid, 2-propyl-, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.375 6.65 ng 454044  Naphthalene-d8 7.975

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptanoic acid, 2-propyl-, methy... 186 C11H2202 056247-53-1 72
2 Thiophane, propyl- 130 C7H14S 001551-34-4 59
3 2-[2-[2-[2-(2-Butoxyethoxy)ethox... 336 C16H3207 1000351-94-0 59
4 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 59
5 Thiophene, 2-butyltetrahydro- 144 C8H16S 001613-49-6 42

Abundance Scan 1035 (8.375 min): BF130200.D\data.ms (-1029) (-) m/z 87.00 100.00%

87.0
5000
130.0

41.1 ANARNAR AR NARRAR
H \(ﬁ ‘ ‘ ‘ 162.2 8.00 8.20 8.40 8.60
Obrrrr e 838 L L 1822 m/z 130.00  25.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60836: Heptanoic acid, 2-propyl-, methyl ester WJWV
87.0
5000 116.0 VAN ABAINARAIE

8.00 8.20 8.40 8.60
m/z 41.10 19.09%

55.0 143.0
29.0 ‘
\\\‘\\\\‘H\\\\“‘\\\\‘\\\\“\\\\‘\\\\“1\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15591: Thiophane, propyl-
87.0

8.00 8.20 8.40 8.60
5000 m/z 116.05 16.36%

130.0
55.0 ‘ ‘
)
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #243499: 2-[2-[2-[2-(2-Butoxyethoxy)ethoxy]ethoxy]ethox
87.0

8.00 8.20 8.40 8.60
m/z 43.10 15.70%

) | N\/\Wh
15.0 | M‘ ‘\“\ Loyl L 1810 a750 219

m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.00 8.20 8.40 8.60

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130200.D

Acq On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Benzoic acid, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.428 8.05 ng 549429  Naphthalene-d8 7.975

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 53
2 3,4-Dihydroxyproline 147 C5HONO4 1000132-90-7 50
3 Methyl 2-ethyldecanoate 214 C13H2602 020483-47-0 25
4 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 15
5 1-Alanine, N-methoxycarbonyl-, o... 399 C23H45N04 1000313-38-6 14

Abundance Scan 1044 (8.428 min): BF130200.D\data.ms (-1037) () | m/z 102.05 100.00%

102.1
5000 431 136.0
71.1

\‘ H\‘ | 1621 8.20 8.40 8.60 8.80
‘H““WJHMJWJHQMmMN‘MH‘i‘wuww“w““_“ m/z 87.00 86.25%

m/z--> 20 40 100 120 140 160 180
Abundance #18704.Benzmcacm,44nemyb
91.0
136.0

5000 A e
8.20 8.40 8.60 8.80

65.0 m/z 91.00 56.58%

39.0
O\\1\8‘0\\\\“\‘\H\\““\\\\‘\\!\‘\‘\\\}\\\\“\\\\‘\\\\‘\\\
m/z--> 20 80 100 120 140 160 180
Abundance #25887.3A~Dmydmmypmmne
102.0

8.20 8.40 8.60 8.80

o

5000 ITI/Z 136.00 43.53%
69.0
41.0
||| 1290
0" O M e e o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #92086: Methyl 2-ethyldecanoate o ARAEERAREEESSEEE
102.0 8.20 8.40 8.60 8.80

m/z 43.10  38.28%

5000
410
[ 1570 1850

NN i R P
miz--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130200.D

Acq On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 19 Benzoic acid, p-tert-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.639 9.08 ng 664694  Acenaphthene-di0 9.722

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 96
2 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 72
3 Benzaldehyde, 5-(1,1-dimethyleth... 178 C11H1402 002725-53-3 72
4 3-tert-Butylbenzoic acid 178 C11H1402 007498-54-6 60
5 2-tert-Butyl-4-ethylphenol, 0-is... 264 C16H2403 1000487-42-5 59

Abundance Scan 1250 (9.639 min): BF130200.D\data.ms (-1244) (-) m/z 163.10 100.00%
1638.1

5000
91.0 135.0
—— A
41.0 115.0 9.50 10.00
OOl b L L 1870 s 135,60 31.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52526: Benzoic acid, p-tert-butyl-
163.0
5000 —— —
91.0 135.0 9.50 10.00

m/z 91.00  28.59%

410 115.0
O \]-\5\‘0\ \ T \“‘ \‘ \“\ \6‘§ \0\ \M‘ T \‘} T “\M\ \‘\h.‘ TTT \ ‘ \ TTT ‘ ! T \“‘ TTTT ‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52844: 6-tert-Butyl-2,4-dimethylphenol
168.0

9.50 10.00
5000 135.0 ITI/Z 178.05 11.81%
0 15.0 410 770 | loﬁomh\ I ‘ |
R B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52687: Benzaldehyde, 5-(1,1-dimethylethyl)-2-hydroxy- ! e
163.0 9.50 10.00

m/z 164.05 11.64%

5000

41.0 107.0
0 135.0
150 H |1 ‘

o"w‘m,‘m,‘m_uwmWm_m_m_m —— —
miz--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130200.D

Acq On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.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 20 n-Hexadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.739 3.39 ng 217344  Phenanthrene-di0 11.204
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1607 (11.739 min): BF130200.D\data.ms (-1603) (- m/z 73.00 100.00%

73.0
43.0
5000 129.0
e

213.2 s
‘ H‘ 15711851 ‘ 256.1 11.50 12.00
ol M"‘h!wm‘uwmMH“N‘;W‘mw‘_mml_ m/z 60.00 80.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 L T
11.50 12.00

m/z 43.05 72.53%

’ 157.0 185.0 213.0 256.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0

43.0 P I

11.50 12.00
5000 m/z 57.05 65.48%
129.0
185.0  228.0
0 ‘ ““‘ . “\‘ il “‘ ‘M i gl “‘]‘-‘5‘\7‘.8“ iy “\‘ ; ‘\‘ ERREE ! T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid T —
73.0 11.50 12.00
43.0 o

m/z 55.05 60.77%

5000
‘ 129.0 1o 2140
e T

7 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090922\
Data File : BF130200.D

Acqg On : 09 Sep 2022 18:03
Operator : CG\JU

Sample : N4549-21

Misc :

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083122.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|
Pentane, 2,3,4-... 222 3. ng 139395 .693 797101 20.
Di-sec-Butyl ether 152 6. ng 255091 .693 797101 20.
3-Pentanol, 3-e... 240 4. ng 189503 .693 797101 20.
1,4-Hexadiene, 393 6. ng 238146 .693 797101 20.
2-Pentanone, 4-... 875 3. ng 147659 .693 797101 20.
Benzene, propyl- 151 7. ng 314157 .693 797101 20.
Benzene, (2-met... 634 4. ng 170864 .693 797101 20.
Indane 875 35. ng 1427310 .693 797101 20.
Benzene, 1,2-di... 034 4. ng 174589 .693 797101 20.
4,7-Methano-1H-... 5. ng 231119 797101 20.

w
(o]
=
=
00

Hexanoic acid, ng 1291230 .975 1365420 20.

R WVWWOWOOWOOWNNNNONTAATADDDDW
=
o
v
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R ONNNNNNNODOOOOOO OO
o
o
w
PPN ®

unknown7.463 463 25. ng 1760510 .975 1365420 20.
unknown8.145 145 3. ng 260130 .975 1365420 20.
unknown8.204 204 6. ng 453176 .975 1365420 20.
Butanoic acid, 269 4. ng 274077 .975 1365420 20.
Heptanoic acid,... 375 6. ng 454044 .975 1365420 20.
Benzoic acid, 4... 428 8. ng 549429 .975 1365420 20.
Benzoic acid, p... 639 9. ng 664694 .722 1464650 20.
n-Hexadecanoic ... 11.739 3. ng 217344 11.204 1283390 20.
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