LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acqg On : 12 Dec 2022 17:35
Operator : CG\JU

Sample : N6001-01

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-BF120822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131597.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.157 4 12 17 rVB 1627640 2053080 81.52% 12.425%
2 3.210 183 191 198 rBV 116309 201607 8.01% 1.220%
3 4.210 356 361 366 rBB 24450 29524 1.17% 0.179%
4 4.398 388 393 397 rBV 30003 35238 1.40% 0.213%
5 5.098 508 512 517 rVB 109733 116821 4.64% 0.707%
6 5.504 577 581 584 rBV 1109277 954035 37.88% 5.774%
7 6.516 749 753 758 rVWW 720280 626738 24.89% 3.793%
8 6.569 759 762 766 rVB 81241 68869 2.73% 0.417%
9 6.892 813 817 820 rBV 428132 370354 14.71% 2.241%
106 7.069 836 847 850 rBV 140379 162982 6.47% 0.986%
11 7.134 850 858 860 rvw3 146775 365189 14.50%  2.210%
12 7.157 860 862 869 rvB 156262 149182 5.92% 0.903%
13 7.428 900 908 909 rBV 132775 162945 6.47% 0.986%
14 7.463 909 914 916 rVV 1435797 1608908 63.88% 9.737%
15 7.487 916 918 921 rVB 142831 111576  4.43% 0.675%
16 7.657 945 947 949 rBV 35552 28536 1.13% 0.173%
17 7.687 949 952 955 rVB 92892 69470 2.76%  0.420%
18 7.728 955 959 960 rBV 58755 53641 2.13% 0.325%
19 7.745 960 962 965 rvB 69229 52469 2.08% 0.318%
20 7.910 986 990 994 rBV 107917 109139 4.33% 0.660%
21 8.181 1028 1036 1039 rBV 550680 486382 19.31%  2.944%
22 8.234 1042 1045 1052 rVB5 21212 38361 1.52% 0.232%
23 8.469 1080 1085 1088 rVB3 22625 27575 1.09% 0.167%
24  8.769 1132 1136 1140 rVB2 46487 42575 1.69% ©.258%
25 8.881 1152 1155 1159 rBV2 35544 34809 1.38% 0.211%
26 8.945 1164 1166 1171 rVB3 28959 26065 1.03% 0.158%
27 8.992 1171 1174 1176 rBV 118712 113595 4.51% 0.687%
28 9.039 1176 1182 1184 rVV 211612 344727 13.69%  2.086%
29 9.069 1184 1187 1192 rVB 95098 90676 3.60% 0.549%
30 9.186 1202 1207 1211 rBV 43868 42217 1.68% 0.255%
31 9.263 1214 1220 1223 rBV 2707903 2518474 100.00% 15.241%
32 9.316 1226 1229 1232 rBV 52116 43528 1.73% 0.263%
33 9.457 1249 1253 1258 rVB 219549 208150 8.26% 1.260%
34 9.516 1258 1263 1267 rBv2 129559 149579 5.94%  0.905%
35 9.598 1274 1277 1284 rVB 57426 61473 2.44% 0.372%
36 9.757 1299 1304 1307 rVB2 79914 75332 2.99% 0.456%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acqg On : 12 Dec 2022 17:35
Operator : CG\JU

Sample : N6001-01

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-BF120822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.792 1307 1310 1312 rBV 34423 27776 1.10% 0.168%
38 9.833 1315 1317 1322 rVB2 27392 29778 1.18% 0.180%
39 9.898 1325 1328 1331 rVB2 37398 34254 1.36% 0.207%
40  9.945 1332 1336 1339 rBV 684027 535940 21.28% 3.243%
41 10.280 1388 1393 1396 rBvV2 56258 50009 1.99% 0.303%
42 10.416 1412 1416 1419 rVB 68912 55081 2.19% 0.333%
43 10.745 1467 1472 1475 rBV 1592684 1505239 59.77% 9.109%
44 11.439 1587 1590 1594 rVB 569414 521722 20.72% 3.157%
45 11.963 1675 1679 1684 rBvV2 26795 31179 1.24% 0.189%
46 13.039 1857 1862 1865 rBV 1506601 1303604 51.76%  7.889%
47 13.998 2020 2025 2038 rBvVv8 20317 63914 2.54% 0.387%
48 14.098 2038 2042 2046 rVB 350115 317225 12.60% 1.920%
49 14.192 2054 2058 2062 rBV 59306 60800 2.41% 0.368%
50 14.963 2185 2189 2193 rVB 24467 26188 1.04% 0.158%

51 15.610 2293 2299 2308 rBV 253456 327344 13.00% 1.981%

Sum of corrected areas: 16523874
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 12 Dec 2022 17:35
: CG\JU
: N6001-01

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
BF131597.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acq On : 12 Dec 2022 17:35
Operator : CG\JU

Sample : N6001-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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.
2.157 110.87 ng 2053080 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance  Scan 12 (2.157 min): BF131597.D\data.ms (-4) (-) m/z 73.10 100.00%
73.1
5000
43.0
R Emaas e RRARREsEaE
‘ ‘ 2.202.302.402.502.60
o N 1L R | S m/z 43.05  35.30%
m/z--> 20 40 60 80 100 120 140 160
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN R L R R R
43.0 2.202.302.402.502.60
‘ m/z 87.10  27.32%
O H\\"\\\\‘\\\‘\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 80 100 120 140 160
Abundance #15764. 2,2,4-Trimethyl-3-pentanol
73.0
ERaaRE A aaa
2.202.302.402.502.60
5000 55.0 m/z 55.10 25.05%
290
0 & . 97.0 115.0
‘ H‘,““ B B s e
miz--> 80 100 120 140 160
Abundance #60784: Octanal, 7-methoxy-3,7-dimethyl- R ERaaE e aARaEaEAE
73.0 2.202.302.402.502.60
m/z 41.10 11.99%
5000
41.0
ob o |, 950 171.0
‘““,“““““‘““““““““““““ N RARRREIAE
m/z--> 20 60 80 100 120 140 160 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acq On : 12 Dec 2022 17:35
Operator : CG\JU

Sample : N6001-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 4
R.T. EstConc Area Relative to ISTD R.T.
3.210 10.89 ng 201607 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 83
2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 64
3 Propane, 1-ethoxy- 88 C5H120 000628-32-0 59
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 56
5 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 43
Abundance Scan 191 (3.210 min): BF131597.D\data.ms (-183) (-) m/z 59.00 100.00%
59.0
5000 A
431 871 SRS i S
‘ ‘ 10 2.80 3.00 3.20 3.40 3.60
Ob oo et et 0l 00y 87,10 29.34%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5047: 2-Butanol, 2,3-dimethyl-
59.0
5000 I R LU B I
87.0 2.80 3.00 3.20 3.40 3.60
410 ' m/z 69.10 24.41%
O\\‘\\\\‘\\zz\.ﬂ\\\\“‘\‘\‘\\‘\\\wi\\\\“\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5024: 2-Pentanol, 2-methyl-
59.0
R A REmaE S
2.80 3.00 3.20 3.40 3.60
5000 m/z 43.10 23.35%
45.0
87.0
31.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2370: Propane, 1-ethoxy- PP e e
31.0 59.0 2.80 3.00 3.20 3.40 3.60
m/z 41.10 21.77%
5000
43.0
88.0
m/z--> 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3.20 3.40 3.60

8270-BF120822.M Tue Dec 13 12:05:00 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acq On : 12 Dec 2022 17:35
Operator : CG\JU

Sample : N6001-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 8
R.T EstConc Area Relative to ISTD R.T.
5.098 6.31 ng 116821 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Acetamide, N-(cyanomethyl)- 98 C4H6N20 004814-80-6 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 512 (5.098 min): BF131597.D\data.ms (-508) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0
‘ 83.0 4.80 5.00 5.20 5.40
Ol el m/z 59.00  62.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B I BN B
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.00  22.75%
O\\\‘\\‘\.\‘\\\?“]I\.(\)\\“H}\\‘\\‘}\‘\\\\‘\\\\8‘%\.\0\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
A Ra S RENEEE R T
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.32%
101.0
oL 180 310 | %89 790 60
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate R ViV
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.56%
5000
58.0
O et e e e e e
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\BF121222\
Data File : BF131597.D

Acq On : 12 Dec 2022 17:35
Operator : CG\JU

Sample : N6001-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Benzene, 1,2,3-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.569 3.72 ng 68869 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
2 Benzene, 1l-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 762 (6.569 min): BF131597.D\data.ms (-759) (-) m/z 105.00 100.00%
105.0
5000
120.0 A
T 77”0 91"0 6.20 6.40 6.60 6.80
Obrrrerrprrrrrrogtis ool il bl e m/z 120,00 25.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 f\
5000 A e MR

6.20 6.40 6.60 6.80
m/z 77.00  15.39%

39.0 77.0 910
O\\‘\\\.\‘\\\‘\‘\\\\“‘\\\\i‘i‘\\\6‘%\"9\‘\\\‘}“\\\\“\\\\‘\‘}1\‘\\‘\‘\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
SRS AN
6.20 6.40 6.60 6.80
5000 ITI/Z 91.00 15.06%
120.0
77.0 91.0
o380 20 80 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl- e ERRmEES S
105.0 6.20 6.40 6.60 6.80
m/z 79.00 13.23%
5000
120.0
79.0
39.0 65.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acq On : 12 Dec 2022 17:35
Operator : CG\JU

Sample : N6001-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Benzene, cyclopropyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.069 8.80 ng 162982  1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
2 Indane 118 C9H1e 000496-11-7 76
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 76
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 50
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 50
Abundance Scan 847 (7.069 min): BF131597.D\data.ms (-836) (-) m/z 117.00 100.00%
11v.0
5000 ﬂ /\A
91.0
A RAREE
39.1 57"0 31 ‘ 6.80 7.00 7.20 7.40
Obrrrrerprereprershbe ol il M myz 118,10 52.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10197: Benzene, cyclopropyl-
11v.0
5000 R R A s e N R
91.0 6.80 7.00 7.20 7.40
51.0 g5 m/z 115.00  34.82%
O\\‘HH’%Z}.’()\H}“\\HH}H‘WMH\\‘\MH‘HMM}\H‘}‘\H‘HH“HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10181: Indane
117.0
S| B O o
6.80 7.00 7.20 7.40
5000 m/z 91.00 22.01%
91.0
N IEC1 P i N | N
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 6.80 7.00 7.20 7.40
m/z 57.05 15.43%
5000 91.0
39‘.0 65.0
Y S W G R | W | T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acq On : 12 Dec 2022 17:35
Operator : CG\JU

Sample : N6001-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 unknown7.134 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.134 19.72 ng 365189 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butyric acid, 2,2,3,3-tetramethyl- 144 C8H1602 030407-41-1 43
2 Pentanoic acid, 2-methyl-, methy... 130 C7H1402 002177-77-7 38
3 Hexanoic acid, ethyl ester 144 C8H1602 000123-66-0 38
4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 38
5 Acetic acid, diethyl- 116 C6H1202 000088-09-5 35
Abundance Scan 858 (7.134 min): BF131597.D\data.ms (-850) (-) m/z 88.00 100.00%
571 88.0
41.1 '
5000 105.0
134.1 e AN S SRR
‘ ‘ ‘ 6.80 7.00 7.20 7.40
OF J‘;‘m‘e“wh 4 u““ 0 11 T v m/z 57.10  85.69%
miz--> 20 40 60 80 100 120 140
Abundance #24203: Butyric acid, 2,2,3,3-tetramethyl-
57.0 88.0
5000
41.0 6.80 7.00 7.20 7.40
m/z 41.10 81.31%
O “ ‘\\‘\ \“\‘ HH ‘ Al \‘ 113012\901450
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #15565: Pentanoic acid, 2-methyl-, methyl ester
88.0
PR T
6.80 7.00 7.20 7.40
5000 43.0 m/z 43.00 56.86%
71.0
=0 | ) | s
ol el b L P10
m/z--> 20 40 60 80 100 120 140
Abundance #24136: Hexanoic acid, ethyl ester e A NBEaLRRRE
88.0 6.80 7.00 7.20 7.40
m/z 55.00 45.46%
5000 43.0
60.0
Pl L
PN s 2 Y. B SOUROWO0 4 WSV
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40

8270-BF120822.M Tue Dec 13 12:05:03 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acq On : 12 Dec 2022 17:35
Operator : CG\JU

Sample : N6001-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 unknown7.157 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.157 8.06 ng 149182  1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 22
2 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 17
3 Acetaldehyde, O-ethyloxime- 87 C4H9NO 1000288-34-6 14
4 Acetic acid, diethyl- 116 C6H1202 000088-09-5 12
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 10

Abundance Scan 862 (7.157 min): BF131597.D\data.ms (-860) (-) m/z 57.10 100.00%

57.1
5000 i
| ‘99‘-1 6.80 7.00 7.20 7.40
ol Mt tbe o o m/z 88.00 62.73%
m/z--> 50 100 150 200 250 300 350
Abundance #292480: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
43.0 88.0
5000 L LA L BRI B L I
6.80 7.00 7.20 7.40
m/z 73.00 54.77%
0 “M 0l “ 135.0173.0 214.0  272.0 313.0 355.i
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #9322: Butanoic acid, 2-methyl-, methyl ester
57.0
6.80 7.00 7.20 7.40
5000 m/z 43.10 47 .79%
01.0
i
m/z--> 50 100 150 200 250 300 350
Abundance #2129: Acetaldehyde, O-ethyloxime- R A RERaEREE S
29.0 6.80 7.00 7.20 7.40
87.0
m/z 39.00 39.37%
5000 ? |
(e
m/z--> 50 100 150 200 250 300 350 6.80 7.00 7.20 7.40

8270-BF120822.M Tue Dec 13 12:05:03 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acq On : 12 Dec 2022 17:35
Operator : CG\JU

Sample : N6001-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 o-Cymene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.686 2.86 ng 69470  Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 CleH14 000527-53-7 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
5 Benzene, 1,2,4,5-tetramethyl- 134 CleH14 000095-93-2 94
Abundance Scan 952 (7.686 min): BF131597.D\data.ms (-949) (-) m/z 119.05 100.00%
119.1
5000 1341 ft
91.0 SIS LVE NV L M SV
39.0 65.0 7.40 7.60 7.80 8.00

oH_m_W‘wm‘Nmwmwm‘wmu‘m_um_““‘Juwnw m/z 134.05  38.06%

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

Abundance #16997: 0-Cymene

119.0
5000 A/\\\\‘A\\\\‘\\\\‘\\\\‘\\\\
7.40 7.60 7.80 8.00
91.0 134.0 m/z 91.00  23.19%
41.0 65.0 ‘
O H‘HH‘H\\‘H\\“‘H\\‘H\w‘\‘\‘\\‘\HM“\H\‘\H\‘\WH‘H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
7.40 7.60 7.80 8.00
5000 134.0 m/z 120.16  10.79%
0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- NN VMM ot S A
119.0 7.40 7.60 7.80 8.00
m/z 76.95 10.72%
134.0
5000
91.0
\ 4110 ! 63\'0 L ‘ m L li
O e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.40 7.60 7.80 8.00

8270-BF120822.M Tue Dec 13 12:05:04 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acq On : 12 Dec 2022 17:35
Operator : CG\JU

Sample : N6001-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Isopropylcyclobutane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.728 2.21 ng 53641 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 72
2 Cyclobutanecarboxylic acid, 3-me... 170 C10H1802 1000282-21-7 64
3 2-Pentene, (E)- 70 C5H1e0 000646-04-8 52
4 2-Pentene 70 C5H1e0 000109-68-2 52
5 2-Methyl-1-butene 70 C5H10 000563-46-2 52

Abundance Scan 959 (7.728 min): BF131597.D\data.ms (-955) (-) m/z 70.10 100.00%

70.1
55.1
5000
41,0
T T T
981 11701320 7.40 7.60 7.80 8.00
0 m/z 55.10 83.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3750: Isopropylcyclobutane
55.0
70.0
5000 LN L B B L R
41.0 7.40 7.60 7.80 8.00
27.0 m/z 83.10 48.00%
O [! ‘\H\‘\‘\H‘HH‘H\\‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #45203: Cyclobutanecarboxylic acid, 3-methylbutyl ester
55.0 70.0
R Ry e REman
7.40 7.60 7.80 8.00
5000 m/z 42.95 31.86%
29.0
101.0
0‘W‘HWH;MHHWMHNHMH‘WmH?VPMHqM‘WHH_‘H_HW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #638: 2-Pentene, (E)- O RamaSREEIE e LR
55.0 7.40 7.60 7.80 8.00
m/z 41.05 26.00%
5000 70.0
410
7]
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.40 7.60 7.80 8.00

8270-BF120822.M Tue Dec 13 12:05:05 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acq On : 12 Dec 2022 17:35
Operator : CG\JU

Sample : N6001-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 1-Pentene, 3,4-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.745 2.16 ng 52469 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Pentene, 3,4-dimethyl- 98 C7H14 007385-78-6 50
2 5-Methyl-2-hexene, c&t 98 C7H14 003404-62-4 43
3 Pentane, 2,4-dimethyl-2-nitro- 145 C7H15N02 000597-45-5 40
4 Formic acid, octyl ester 158 C9H1802 000112-32-3 38
5 2-Hexene, 5-methyl-, (E)- 98 C7H14 007385-82-2 37
Abundance Scan 962 (7.745 min): BF131597.D\data.ms (-960) (-) m/z 56.05 100.00%
56.0
70.1
5000 41.0
127.0
_ 107.0 7.40 7.60 7.80 8.00
0“WH‘WH‘WH‘WM‘WW‘,HWpumwhuwﬂﬂwuuwh‘uuM‘u m/z 55.10 76.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3769: 1-Pentene, 3,4-dimethyl-
56.0
41.0
27.0 70.0
5000 LI AL L L L BN R
7.40 7.60 7.80 8.00
m/z 70.10 68.27%
O \\%\3\"9’\\1!‘\\\}}!}HWH ‘\’H‘\‘\“‘H\\‘8\4\'.\0\‘\?ﬁl‘(\)\\\’\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3759: 5-Methyl-2-hexene,c&t
56.0
41.0 R EESRMREEES
7.40 7.60 7.80 8.00
m/z 83.10 61.14%
5000 27.0
70.0
‘ 98.0
0 m‘m,m\‘w‘:H;HN! “,m‘_‘H?ﬂnq‘m!_m,w_wm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #24748: Pentane, 2,4-dimethyl-2-nitro-  RAEEEEEEEE SN
41,0 56.0 7.40 7.60 7.80 8.00
m/z 41.00 51.18%
5000 83.0
27.
‘ 98.0
0 m‘HH,MH‘!\Mmui‘;‘l 1‘,”‘\‘1‘1\‘\u“;M‘m‘!“\m,mmm‘m e AEEEEEESER e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.40 7.60 7.80 8.00

8270-BF120822.M Tue Dec 13 12:05:05 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acq On : 12 Dec 2022 17:35
Operator : CG\JU

Sample : N6001-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 1-Phenyl-1-butene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.910 4.49 ng 109139  Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 94
2 2,4-Dimethylstyrene 132 C10H12 002234-20-0 92
3 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 91
4 (E)-1-Phenyl-1-butene 132 C1eH12 001005-64-7 91
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
Abundance Scan 990 (7.910 min): BF131597.D\data.ms (-986) (-) m/z 117.00 100.00%
11v.0
5000
132.0
91.0 e ML
39.0 65.0 ‘ ‘ ‘ 7.60 7.80 8.00 8.20
0l e b H; L — m/z 115.00  33.89%
miz--> 20 40 60 80 100 120 140
Abundance #16107: 1-Phenyl-1-butene
11v.0
5000 132.0
910 7.60 7.80 8.00 8.20
L m/z 132.00  33.44%
O ‘2\7‘\‘0\ \“‘\ \“1”\ “‘1‘ \7\9‘1?\ T ‘H“‘\ T H‘ \‘“‘\‘\ T
miz—-> 20 40 60 80 100 120 140
Abundance #16113: 2,4-Dimethylstyrene
117.0 /J\
b e e
132.0 7.60 7.80 8.00 8.20
5000 m/z 119.10 32.36%
91.0
39.0
‘ 63.0
15.0 ‘
0““‘L“WM‘MMWNM‘WM“H“WM“H‘WMM“‘
miz--> 20 40 60 80 100 120 140
Abundance #16161: 1H-Indene, 2,3-dihydro-2-methyl- R R
117.0 7.60 7.80 8.00 8.20
m/z 91.00 22.55%
132.0
5000
91.0
39.0 65.0 ‘ ‘
ol rdbdl b Wl
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20

8270-BF120822.M Tue Dec 13 12:05:06 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acq On : 12 Dec 2022 17:35

Operator : CG\JU

Sample : N6001-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 1-Methylindan-2-one Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
8992  4.67ng 113595  Naphthalene-d8 8.181
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 l-Methylindan-2-one 146 CleHieo 035587-60-1 95

017496-14-9 91
006072-57-7 91
002809-64-5 70
001896-62-4 68

2 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100
3 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14

5 3-Buten-2-one, 4-phenyl-, (E)- 146 C1eH1e0

Abundance Scan 1174 (8.992 min): BF131597.D\data.ms (-1171) (-) | | m/z 131.00 100.00%
131.0
103.0
5000 ﬂ
77.0 )\
51.0 b ol e
“ ‘ ‘ 147.0 8.60 8.80 9.00 9.20 9.40
L ‘ - \u“““‘ i w“ - . I 5 TR(AnS m/z 146.08  61.45%
miz--> 20 80 100 120 140
Abundance #24910.l-Methyhndan-Z-one
131.0
5000 ‘HH‘HH‘HH‘H/\\‘T‘H
103.0 8.60 8.80 9.00 9.20 9.40
51.0 770 m/z 103.00 52.50%
‘ ‘ 147.0
O\\\\‘2\6\0\\“\\‘\\“\‘\\ ‘\\“\\’H‘\\‘ ‘!\‘\‘\\\
m/z--> 20 80 100 120 140
Abundance #24958:1H4nden4:0ne,ZS—mhydn}24neﬂwL
131.0
8.60 8.80 9.00 9.20 9.40
5000 m/z 117.00 36.71%
103.0
39' 5.0 ‘ ‘ 147.0
) SN e u\\w w R e i
m/z--> 20 4 100 120 140
Abundance #24957.1H4nden4:0ne,23—mhydn»34neﬁwh R S e
131.0 8.60 8.80 9.00 9.20 9.40
m/z 77.00 33.53%
5000
510 770 115.0
27.0 & \M 7o
0’ M‘uw‘,““q‘wl“““ RRERRTEEEE SR S
m/z--> 20 40 60 80 100 120 140 8.60 8.80 9.00 9.20 9.40

8270-BF120822.M Tue Dec 13 12:05:07 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acq On : 12 Dec 2022 17:35

Operator : CG\JU

Sample : N6001-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Benzoic acid, 2,5-dimethyl- Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
9.039 14.18 ng 344727  Naphthalene-d8 8.181
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 2,5-dimethyl- 150 C9H1e02 000610-72-0 97
2 Benzoic acid, 2,3-dimethyl- 150 C9H1002 000603-79-2 83
3 Benzoic acid, 2,6-dimethyl- 150 C9H1002 000632-46-2 76
4 para-Methylbenzyl formate 150 C9H1e02 1000368-93-7 64
5 Formic acid, 1-phenylethyl ester 150 C9H1e02 1000368-94-1 64
Abundance Scan 1182 (9.039 min): BF131597.D\data.ms (-1176) (-) m/z 104.00 100.00%
104.0
132.0 1500
77.0
5000
51.0
‘ ‘ ‘ L” 8.80 9.00 9.20 9.40
0 ““““yﬂ‘w“WM‘Mi‘ﬂw“‘M““‘ «‘\HM\‘ m/z 105.00 92.69%
miz--> 20 40 60 80 100 120 140
Abundance #28331: Benzoic acid, 2,5-dimethyl-
104.0 132.0 150.0
5000 770 LA B B I R I L
51.0 8.80 9.00 9.20 9.40
' m/z 150.00 82.61%
270 |
O\\\‘\‘\\\“‘\‘\ \“H‘\\Ni\\‘{‘\““\\\‘\\“\‘\\‘\\‘
miz—-> 20 40 80 100 120 140
Abundance #28332: Benzoic acid, 2,3-dimethyl-
132.0 150.0
105.0 8.80 9.00 9.20 9.40
5000 m/z 132.00 78.95%
77.0
51.0 ‘
1NN VI /N R | N T
m/z--> 20 40 60 80 100 120 140
Abundance #28337: Benzoic acid, 2,6-dimethyl-
132.0 150.0 8.80 9.00 9.20 9.40
' m/z 77.00 58.71%
104.0
5000
77.0
I \
o) I ‘ - “‘UM - & ; ‘ - m el P [
m/z--> 20 100 120 140 8.80 9.00 9.20 9.40

8270-BF120822.M Tue Dec 13 12:05:08 2022

Page:

16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acq On : 12 Dec 2022 17:35
Operator : CG\JU

Sample : N6001-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Benzoic acid, 2,4-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.069 3.38 ng 90676  Acenaphthene-d1e 9.945

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 2,4-dimethyl- 150 C9H1e02 000611-01-8 64
2 Benzoic acid, 2,6-dimethyl- 150 C9H1e02 000632-46-2 58
3 Benzenemethanol, .alpha.-ethynyl- 132 C9H80 004187-87-5 49
4 Benzoic acid, 2,5-dimethyl- 150 C9H1e02 000610-72-0 46
5 Isoquinoline, 1,2,3,4-tetrahydro- 133 C9H11N 000091-21-4 43
Abundance Scan 1187 (9.069 min): BF131597.D\data.ms (-1184) (-)| | m/z 132.00 100.00%
132.0
150.0
105.0
5000 77.0
51.0
‘ ‘ ‘ 8.80 9.00 9.20 9.40
S wlu Al sl e m/z 150.00 68.07%
miz--> 20 40 60 80 100 120 140
Abundance #28330: Benzoic acid, 2,4-dimethyl-
132.0 150.0
105.0
5000
8.80 9.00 9.20 9.40
o m/z 105.00  58.75%
O H\‘\\‘\\‘
m/z--> 20 80 100 120 140
Abundance #28336. Benzoic acid, 2,6-dimethyl-
132.0
O BNARARRN TS
104.0 150.0 8.80 9.00 9.20 9.40
5000 m/z 104.00 47 .55%
51.0 77.0
R R W TR -
m/z--> 20 40 60 80 100 120 140
Abundance #16686: Benzenemethanol, .alpha.-ethynyl-
132.0 8.80 9.00 9.20 9.40
m/z 77.00 45.94%
77.0
5000 530 103.0
27.0 ‘ ‘
m/z--> 20 40 80 100 120 140 8.80 9.00 9.20 9.40

8270-BF120822.M Tue Dec 13 12:05:08 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acq On : 12 Dec 2022 17:35
Operator : CG\JU

Sample : N6001-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.457 7.77 ng 208150  Acenaphthene-di0 9.945
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 90
2 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 47
3 Imidazo[1,2-a]pyridine-3-carbald... 146 C8H6N20 006188-43-8 35
4 2-Propenamide, 3-phenyl- 147 C9HONO 000621-79-4 35
5 3-Bromo-1H-pyrazole 146 C3H3BrN2 014521-80-3 35
Abundance Scan 1253 (9.457 min): BF131597.D\data.ms (-1249) (-) m/z 146.00 100.00%
146.0
164.0
5000
91.0 118.0
39.0 65.0 ‘ ‘ ‘ 9.20 9.40 9.60 9.80
[ 17| R “1‘\ Al m/z 164.60  59.28%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39287: Benzoic acid, 2,4,6-trimethyl-
146.0
164.0
5000 119.0 HH‘HH‘J\V\??HH‘H\
9.20 9.40 9.60 9.80
91.0 m/z 118.00 36.79%
51.0
[ ‘2\7‘\.(\)\““\ \“1‘ \“‘ ‘\‘\7%.8“\ \‘V\ ‘M\ \‘1 T \U'\J\ T “‘\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #39291: Benzoic acid, 2,4,5-trimethyl-
146.01640
119.0
9.20 9.40 9.60 9.80
5000 m/z 119.00 36.18%
91.0
51.0 ‘
H‘ ‘2‘7‘"9““‘ w‘m““u“?%'ﬂ S ) — ‘ “1“ ; ““ ;
m/z--> 20 40 60 80 100 120 140 160
Abundance #25679: Imidazo[1,2-a]pyridine-3-carbaldehyde Wﬁ/\/‘\‘  ARREARESE
146.0 9.20 9.40 9.60 9.80
m/z 117.05 35.95%
5000
900 117.0
mo L L
0ttt e e s  RAEEEEEIEES e
m/z--> 20 40 60 80 100 120 140 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acq On : 12 Dec 2022 17:35

Operator : CG\JU

Sample : N6001-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 16 unknown9.516 Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
o516 5.58ng 149579  Acenaphthene-die 5.945
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 l-Methylindan-2-one 146 CleHieo 035587-60-1 50

2 trans-Isoeugenol 164 C10H1202 005932-68-3 46
3 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 43
4 1,3-Benzenediamine, N,N'-diethyl- 164 C10H16N2 005857-99-8 38
5 2,3,4,5,6-Pentamethylphenol 164 C11H160 002819-86-5 38

Abundance Scan 1263 (9.516 min): BF131597.D\data.ms (-1258) (-) m/z 149.00 100.00%
130.9149.0
77.0 103.0
5000 A
D )
9.50
0 el myz 136095 86.75%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24910: 1-Methylindan-2-one
131.0
5000 A A s oot i
103.0 9.50
51.0 77.0 m/z 164.00  85.14%
O\\\‘2\6\9\"\\“\\‘\\\&&“\\\\‘H‘\\‘\}‘!\‘\“\\\‘\\\
m/z--> 20 40 80 100 120 140 160
Abundance #39178.Uanstoeugen0
164.0
HMA%
9.50
5000 ITI/Z 119.05 70.73%
550 770 103.0 1310
27.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #39291: Benzoic acid, 2,4,5-trimethyl- “’VWJ\A T ]
146.0164.0 9.50
119.0 m/z 102.95 53.66%
5000
91.0
50 750 |
m/z--> 20 40 60 80 100 120 140 160 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acq On : 12 Dec 2022 17:35
Operator : CG\JU

Sample : N6001-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 17 Benzoic acid, 2,4,5-trimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.598 2.29 ng 61473  Acenaphthene-d10 9.945
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 76
2 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 58
3 1H-Indole, 2,3-dihydro-5-nitro- 164 C8H8N202 032692-19-6 38
4 Benzene, l-ethenyl-4-methyl- 118 C9H1e 000622-97-9 35
5 p-Coumaric acid 164 C9H803 007400-08-0 25
Abundance Scan 1277 (9.598 min): BF131597.D\data.ms (-1274) (-) m/z 146.00 100.00%
146.0
117.0 164.0
5000 91.0
390 630 9.50 10.00
0! m/z 164.00 71.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39300: Benzoic acid, 2,4,6-trimethyl-
146.0164.0
Ap,
5000 1 j
119.0 9.50 10.00
m/z 117.00 65.72%
510 73 ‘
O\\\‘2\7\0\\““\\‘w\““\“\\?‘\\}‘\‘M\\‘\ \\\\‘\w\\“\\\
miz--> 20 40 100 120 140 160
Abundance #39291. Benzoic acid, 2,4,5-trimethyl-
146.01640 n
119.0 A Aot =5 e
9.50 10.00
5000 m/z 118.00 54.27%
91.0
51.0
27.0 73.0 ‘ ‘
m/z--> 20 40 60 80 lOO 120 140 160 )U\
Abundance #40248: 1H-Indole, 2,3-dihydro-5-nitro- L, P /\‘M
164.0 9.50 10.00
m/z 91.00 45.18%
5000 117.0
91.0
63 0
o160 390 7T | 60|
“‘_“““‘w“““‘“““‘H“““““‘ — 7
m/z--> 20 40 60 100 120 140 160 9.50 10.00

8270-BF120822.M Tue Dec 13 12:05:11 2022 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acq On : 12 Dec 2022 17:35
Operator : CG\JU

Sample : N6001-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 unknown9.757 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.757 2.81 ng 75332  Acenaphthene-d1e 9.945

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 95
2 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 49
3 Ethyl o-methylbenzoate 164 C10H1202 000087-24-1 46
4 1-Propanamine, N-(phenylmethylene)- 147 C10H13N 006852-55-7 46
5 3,5-Dimethylphenylacetic acid 164 C10H1202 042288-46-0 43
Abundance Scan 1304 (9.757 min): BF131597.D\data.ms (-1299) (-) m/z 164.00 100.00%
119.0 164.0
91.0
5000
51.0
14%|0 T/\‘/\’\/\\ [
1 9.50 10.00
(o} ‘Nm“ﬂ“ﬂk‘ﬂq“ m/z 119.00 96.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39291: Benzoic acid, 2,4,5-trimethyl-
164.0
119.0
5000 i — P
9.50 10.00
91.0 m/z 146.00 90.84%
0’2705172 ‘M‘\\\\‘\ \\“\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39303: Benzoic acid, 2,4,6-trimethyl-
164.0
9.50 10.00
5000 ITI/Z 118.00 86.42%
119.0
91.0
0 ‘“,27‘94“mu%"‘w‘u\‘““1&5”9‘_\”‘_‘
m/z--> 20 40 60 80 100 120 140 160 180 JL
Abundance #39224: Ethyl o-methylbenzoate /U““
119.0 10 00
m/z 91.60 68.68%
91.0
5000 164.0
65.0
Ll ] ke
o T S T - o
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00

8270-BF120822.M Tue Dec 13 12:05:13 2022 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acq On : 12 Dec 2022 17:35
Operator : CG\JU

Sample : N6001-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Carbonic acid, hexadecyl 2,... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.998 4.03 ng 63914  Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35C1303 1000314-56-2 87
2 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 81
3 Chloroacetic acid, pentadecyl ester 304 C17H33C102 070301-47-2 74
4 1-Heptadecene 238 C17H34 006765-39-5 74
5 1-Hexacosene 364 C26H52 018835-33-1 70

Abundance Scan 2025 (13.998 min): BF131597.D\data.ms (-2020) (- m/z 43.00 100.00%

43.0, 83.1
5000 111.1
\

| O i
ol ) L wiz 8310 96.73%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #311137: Carbonic acid, hexadecyl 2,2,2-trichloroethyl es
55.0 83.0
5000 111.0
14.00

m/z 55.00  94.20%

700 fosemotponse
O ‘\“\\\\M\\‘\\‘\\“}\\\“\\\H\‘\}\\‘\\\\“\\\\‘1\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #271371: Bromoacetic acid, hexadecyl ester
43.0
\

83.0 \
14.00
5000 ITI/Z 69.00 85.88%
111.0
ok b b LG 2200 zseo
m/z--> 20 40 60 80 100120140160180200220240260280 meyﬂ
Abundance #204471: Chloroacetic acid, pentadecyl ester TRE —
83.0 .
550 14.00 ]
m/z 57.00 81.50%
5000
111.0
182.0
NI UL i T ST Vi
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acq On : 12 Dec 2022 17:35
Operator : CG\JU

Sample : N6001-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Triphenylphosphine oxide Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.192 3.83 ng 60800  Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 83
3 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15NO2 299962-12-2 43
4 Furo[3,2-c]quinoline, 8-bromo-2,... 277 C13H12BrNO 1000310-92-7 32
5 3-(3,4-Dichlorophenyl)-2-thioxo-... 277 C9H5C12NOS2 017046-34-3 25
Abundance Scan 2058 (14.192 min): BF131597.D\data.ms (-2054) (- m/z 277.05 100.00%
277.1
5000
77.0 201.0
—— —
a6lo 1070 15‘21 ‘ ‘ 14.00 14.50
Olrrprrrr oottt ek m/z 278.10 31.04%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 — —
152.0 14.00 14.50
m/z 76.95  29.64%
18.0 95.0
O \\\“HH‘\\M\"‘\\‘\HH’H\‘\‘\‘\\‘\‘Ml‘\‘\“\HH\‘\\“\‘\’1‘\\\}‘H\%\ﬁe\\\\‘\\\\"\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14.00 14.50
5000 m/z 201.00 26.22%
77.0
15201830
4710 ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #169872: Carbazol-1-one, 1,2,3,4-tetrahydro-6-phenoxy- —— ey
277.0 14.00 14.50
m/z 199.00  25.04%
5000
77.0 221.0
390 1150 1650 ‘ ‘
om‘H‘w‘,w,‘JHm‘mwu‘pwu‘w‘Jm,"H_wa‘uwl,u —4 ——
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131597.D

Acqg On : 12 Dec 2022 17:35
Operator : CG\JU

Sample : N6001-01

Misc :

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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... 2.157 110.9 ng 2053080 1 6.892 370354 20.0
2-Butanol, 2,3-... 3.210 10.9 ng 201607 1 6.892 370354 20.0
2-Pentanone, 4-... 5.098 6.3 ng 116821 1 6.892 370354 20.0
Benzene, 1,2,3-. 6.569 3.7 ng 68869 1 6.892 370354 20.0
Benzene, cyclop... 7.069 8.8 ng 162982 1 6.892 370354 20.0
unknown?7.134 7.134 19.7 ng 365189 1 6.892 370354 20.0
unknown?7.157 7.157 8.1 ng 149182 1 6.892 370354 20.0
o-Cymene 7.686 2.9 ng 69470 2 8.181 486382 20.0
Isopropylcyclob... 7.728 2.2 ng 53641 2 8.181 486382 20.0
1-Pentene, 3,4-... 7.745 2.2 ng 52469 2 8.181 486382 20.0
1-Phenyl-1-butene 7.910 4.5 ng 109139 2 8.181 486382 20.0
1-Methylindan-2... 8.992 4.7 ng 113595 2 8.181 486382 20.0
Benzoic acid, 2... 9.039 14.2 ng 344727 2 8.181 486382 20.0
Benzoic acid, 2... 9.069 3.4 ng 90676 3 9.945 535940 20.0
Benzoic acid, 2... 9.457 7.8 ng 208150 3 9.945 535940 20.0
unknown9.516 9.516 5.6 ng 149579 3 9.945 535940 20.0
Benzoic acid, 2... 9.598 2.3 ng 61473 3 9.945 535940 20.0
unknown9.757 9.757 2.8 ng 75332 3 9.945 535940 20.0
Carbonic acid, ... 13.998 4.0 ng 63914 5 14.098 317225 120.0
Triphenylphosph... 14.192 3.8 ng 60800 5 14.098 317225 20.0
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