LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acqg On : 27 Jan 2023 22:50
Operator : CG/JU

Sample : 01221-03

Misc :

ALS Vvial : 14 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 P\Methods\8270E-BP012623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO13631.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.223 3 6 15 rVB 5605338 6688142 37.98% 7.318%
2 3.428 37 41 55 rVB 294721 401657 2.28% 0.439%
3 4.593 232 239 245 rVB 612538 846559 4.81% 0.926%
4 5.234 335 348 353 rBV 9514921 17611080 100.00% 19.269%
5 5.622 406 414 419 rBV 1013191 1451258 8.24% 1.588%
6 5.687 419 425 432 rW 700184 1104919 6.27% 1.209%
7 5.781 432 441 447 rVB 709170 1287207 7.31% 1.408%
8 6.134 493 501 507 rBV 954342 1418331 8.05% 1.552%
9 6.617 578 583 589 rBvV 171966 279610 1.59% 0.306%
106 7.116 662 668 679 rBV 411152 649133 3.69% 0.710%
11 7.228 681 687 692 rBV 244815 365956 2.08%  0.400%
12 7.293 692 698 707 rBV3 797434 1458415 8.28% 1.596%
13 7.534 732 739 747 rBV 935967 1428187 8.11% 1.563%
14 7.681 758 764 769 rBV 372404 549150 3.12% ©0.601%
15 7.734 769 773 777 rW 275880 399724 2.27% 0.437%
16 7.793 777 783 792 rVB 2237422 3423668 19.44% 3.746%
17 7.922 793 805 814 rBV 548999 918886 5.22% 1.005%
18 8.152 835 844 849 rBV 801508 1331994 7.56% 1.457%
19 8.269 858 864 869 rBvV 509850 810700 4.60% 0.887%
20 8.534 902 909 915 rVB 516013 826882 4.70%  ©.905%
21 8.646 922 928 933 rBV 280633 419693  2.38% 0.459%
22 8.705 933 938 944 rVB 176471 270785 1.54% 0.296%
23 8.799 948 954 959 rVV3 290250 499380 2.84% 0.546%
24 8.963 970 982 991 rBV3 169970 423400 2.40% 0.463%
25 9.110 1001 1007 1012 rBV 331823 506926 2.88% ©.555%
26 9.163 1012 1016 1023 rVB 193627 301568 1.71% ©0.330%
27  9.269 1026 1034 1038 rBV2 690364 1139941 6.47% 1.247%
28 9.328 1038 1044 1054 rVB2 1391955 2862150 16.25% 3.132%
29 9.605 1085 1091 1096 rBV2 119233 197881 1.12% 0.217%
30 9.793 1107 1123 1128 rBV 457882 931161 5.29% 1.019%
31 9.852 1128 1133 1146 rVB 427383 723649 4.11% 0.792%
32 10.222 1190 1196 1199 rVWV 396367 626101 3.56% 0.685%
33 10.263 1199 1203 1210 rVB 577790 894391 5.08% 0.979%
34 10.375 1215 1222 1230 rVV2 736449 1446701 8.21% 1.583%
35 10.887 1303 1309 1314 rBV3 153167 292364 1.66% 0.320%

36 10.981 1318 1325 1330 rVV 936182 1797143 10.20% 1.966%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acqg On : 27 Jan 2023 22:50
Operator : CG/JU

Sample : 01221-03

Misc :

ALS Vvial : 14 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 P\Methods\8270E-BP012623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.034 1330 1334 1340 rVV 592919 1011983 5.75% 1.107%
38 11.093 1340 1344 1350 rVB 127290 199380 1.13% 0.218%
39 12.240 1535 1539 1545 rVB2 133173 216519 1.23% 0.237%
40 12.357 1553 1559 1567 rVB8 115890 314655 1.79%  ©.344%
41 12.628 1596 1605 1611 rVB2 88798 200371 1.14% 0.219%
42 12.846 1636 1642 1647 rBV 202062 305082 1.73% 0.334%
43 13.228 1700 1707 1720 rBV 617259 1409750 8.00% 1.542%
44 13.416 1732 1739 1745 rVB 4911813 7180758 40.77% 7.857%
45 13.675 1778 1783 1789 rVB 107762 180069 1.02% 0.197%
46 14.787 1966 1972 1981 rVB 1375325 2063513 11.72% 2.258%
47 15.987 2168 2176 2191 rBV 1041168 1916652 10.88% 2.097%
48 16.140 2197 2202 2209 rVB 446188 619563 3.52% 0.678%
49 16.275 2220 2225 2236 rBV 482197 761600 4.32% 0.833%
50 17.545 2432 2441 2451 rVB 1643730 2510288 14.25% 2.747%
51 20.075 2866 2871 2880 rVB 7553353 9806162 55.68% 10.729%
52 21.298 3076 3079 3087 rBv2 228529 277933 1.58% 0.304%
53 21.627 3130 3135 3140 rBvV2 1918591 2714546 15.41% 2.970%
54 24.216 3568 3575 3585 rVB 1427851 3121812 17.73% 3.416%

Sum of corrected areas: 91395328
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acq On : 27 Jan 2023 22:50
Operator : CG/JU

Sample : 01221-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP013631.D\data.ms
5.234
8000000
6000000023
4000000
7.793
2000000 ] 9328
6.134 4
4.593 Eam1 - 7.296°3 9 269 8821:6\;'
Jloaze LT eer e ﬁ&& iy 1081053
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\ \\\\‘\\\\ LI T T T UL \\\‘\\\\‘\\\\ \\\\‘\\\
Time--> 350 400 450 500 550 6.00 6.50 700 7.50 800 850 900 950 10.00 10.50 1100 11.50
Abundance TIC: BP013631.D\data.ms
8000000 20.075
6000000
13.416
4000000
2000000 14.787 17.545
15.987
13.22 6154275
12124852 628846 13.675 M
O L e B e e e B B e B e e e e e e B e A A
Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP013631.D\data.ms
8000000
6000000
4000000
21.627 04216
2000000 4.21
21.298
0\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acq On : 27 Jan 2023 22:50
Operator : CG/JU

Sample : 01221-03

Misc

ALS vial : 14

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2

R.T EstConc Area Relative to ISTD R.T.
3.223 100.42 ng 6688140 1,4-Dichlorobenzene-d4 8.152
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance Scan 6 (3.223 min): BP013631.D\data.ms (-3) (-) m/z 73.05 100.00%
3.0
5000 j\\
RN AREEEREEEES S
‘ ‘ ’ 3.303.40 3.50 3.60
b dlhl 14862070 2820 371.34281487.95461 ./, 43,95 30.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 U N R R R
3.303.403.50 3.60
m/z 87.10 25.92%
O\\"\\U“M\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
ST
3.303.403.503.60
5000 m/z 55.10 22.68%
OW,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- ST
73.0 3.303.403.50 3.60
m/z 71.10 10.81%
5000 jk
0\WJNfu‘H\w\H\_\H‘\u\_\u,u\w\u\_\u‘u\w\ ST
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.303.403.50 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acq On : 27 Jan 2023 22:50
Operator : CG/JU

Sample : 01221-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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 3-Penten-2-one, 4-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
4.593 12.71 ng 846559 1,4-Dichlorobenzene-d4 8.152

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 86
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
Abundance Scan 239 (4.593 min): BP013631.D\data.ms (-232) (-) m/z 83.00 100.00%
83.0
5000

l 4.20 4.40 4.60 4.80 5.00
oL M A | 149.0207.0 2810 354.9417.4479.05405 1/, s55.05  83.04%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3653: 3-Penten-2-one, 4-methyl-
83.0
5000 [T T[T T[T rrrr

4.20 4.40 4.60 4.80 5.00
m/z 98.10 35.93%

|

O‘\\\’\\‘\\“\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3553: 3-Hexen-2-one
55.0
Ramas R R
4.20 4.40 4.60 4.80 5.00
5000 m/z 43.00 32.65%
0
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- T T
83.0 4.20 4.40 4.60 4.80 5.00
m/z 39.00 22.86%
5000

15%
0 l J ”\

RRRAN T 1 I 1 I \ I \ I I

"—Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_F
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acq On : 27 Jan 2023 22:50
Operator : CG/JU

Sample : 01221-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.234 264.43 ng 17611160 1,4-Dichlorobenzene-d4 8.152

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Acetone 58 C3H60 000067-64-1 10
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance Scan 348 (5.234 min): BP013631.D\data.ms (-335) (-) m/z 43.00 100.00%

3.0
5000

5.00 5.20 5.40 5.60

ol Ak 0RO 192.9251.9  3583417.6479.75408 ./, 53 95  61.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LU B B I LN L

5.00 5.20 5.40 5.60

m/z 101.00 25.27%
O ‘\L“T‘q“\]\-‘\0“\.\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR R B R RA
5.00 5.20 5.40 5.60
5000 ITI/Z 58.00 17 .46%
126.0
oL e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #237: Acetone R EEEREEES R
43.0 5.00 5.20 5.40 5.60
m/z 41.05 8.88%
5000
0 "'H SRMSENES i VEN—————
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acq On : 27 Jan 2023 22:50
Operator : CG/JU

Sample : 01221-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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, 1,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.781 19.33 ng 1287210 1,4-Dichlorobenzene-d4 8.152

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-dimethyl- 106 C8H1e@ 000108-38-3 97
2 p-Xylene 106 C8H1e 000106-42-3 97
3 o-Xylene 106 C8H1e 000095-47-6 97
4 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H1@ 002175-91-9 86
5 Ethylbenzene 106 C8H10 000100-41-4 83
Abundance Scan 441 (5.781 min): BP013631.D\data.ms (-432) (-) m/z 91.00 100.00%
91.0

—
—

5000
T e
5.40 5.60 5.80 6.00 6.20
O tiidld 1510 2328 3094 4150 5000 /5 106.10  46,79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
5000 T T T T [T T[T T T T
5.40 5.60 5.80 6.00 6.20
m/z 105.05 22.21%
O‘\Z\?\.\p’h\‘“\lh\ ‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5724 p-Xylene
91.0
T e
5.40 5.60 5.80 6.00 6.20
5000 m/z 77.00 12.59%

27.
| PL | .‘l

—
—

O B I O R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5719: o-Xylene EEARRNEERES S aaE
91.0 5.40 5.60 5.80 6.00 6.20
m/z 50.95 8.68%
- M fL

27.

o_u‘P,L«“uh‘Hhm_mWH‘mWm_m_uwm_m_ R aaRrALVML S E

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acq On : 27 Jan 2023 22:50
Operator : CG/JU

Sample : 01221-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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, propyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.116 9.75 ng 649133 1,4-Dichlorobenzene-d4 8.152

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 93
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
3 N-Butylbenzylamine 163 C11H17N 002403-22-7 72
4 Phenethylamine, N-benzyl-p-chloro- 245 C15H16C1N 013622-43-0 72
5 Benzyl(2-chloroethyl)amine 169 CO9H12CIN 042074-16-8 64
Abundance Scan 668 (7.116 min): BP013631.D\data.ms (-662) (-) m/z 91.00 100.00%
91.0
5000 AM
R B
6.80 7.00 7.20 7.40

obbphidod 1909  282.9341.1 406246585258 ./, 179,05  21.85%

m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #10702: Benzene, propyl-

91.0
5000 \,w,
6.80 7.00 7.20 7.40
m/z 92.00 10.34%
2?91 1‘ I
O \\\‘\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #88776: N-Benzyl-2-phenethylamine
91.0
ARREEEEE RS
6.80 7.00 7.20 7.40
5000 m/z 65.00 10.33%
0330, .|, 1580
R e R A o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #38714: N-Butylbenzylamine T
91.0 6.80 7.00 7.20 7.40
m/z 77.95 5.76%
5000
bl || 1630
e L M e B  aa RN S e R
m/z--> 50 100 150 200 250 300 350 400 450 500 6.80 7.00 7.20 7.40
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acq On : 27 Jan 2023 22:50

Operator : CG/JU

Sample : 01221-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Benzene, 1-ethyl-2-methyl- Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
7.534 21.44 ng 1428190 1,4-Dichlorobenzene-d4 8.152
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 739 (7.534 min): BP013631.D\data.ms (-732) (-) m/z 105.05 100.00%
1

05.1

5000
30.0 7.20 7.40 7.60 7.80
Oortpb Ll 207026613251 399.9460.2519.7 /7 120.05 29.92%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 M\Fﬁum‘uu’um‘
7.20 7.40 7.60 7.80
m/z 76.95 12.25%
39.0
O‘\\LL’“\“\“\\‘lwm\\\‘\H\‘\H\‘HH‘HH‘\\H‘\\H‘\H\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #10692: Mesitylene
105.0
7.20 7.40 7.60 7.80
5000 m/z 91.00 12.19%
Wit
0 ekl e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 7.20 7.40 7.60 7.80
m/z 79.00 10.05%
5000
39.0H ‘
N 1 SSUATS R N S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80

8270E-BP012623.M Mon Jan 30 11:41:44 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acq On : 27 Jan 2023 22:50
Operator : CG/JU

Sample : 01221-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.681 8.25 ng 549150 1,4-Dichlorobenzene-d4 8.152

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 83
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
3 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 59
4 Ethyl 2,5,8,11,14,17,20-heptaoxa... 382 C17H3409 1000366-80-5 56
5 Ethyl 2,5,8,11,14-pentaoxahexade... 294 C13H2607 1000366-80-7 56

Abundance Scan 764 (7.681 min): BP013631.D\data.ms (-758) (-) m/z 59.00 100.00%

59.0

o

5000
R RRE RRARRLERLES St
h ’ 7.40 7.60 7.80 8.00
ob i) 2310 207.0267.0 340.94060 5005 m/z 45.00 49.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 TI T [T T T[T T T i T[Tt
7.40 7.60 7.80 8.00
m/z 103.00 38.30%
O‘\‘\“\“Jl“ \\\]-‘\?.\(\)‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
7.40 7.60 7.80 8.00
5000 m/z 73.05 34.61%
OJJ\,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #67421: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(ox P T
59.0 7.40 7.60 7.80 8.00

m/z 41.00 24.40%

5000

|| uro
o“wﬂ“JH‘pﬂ“‘m“w“w“H“‘H“H“H“‘H“_“w‘ e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acq On : 27 Jan 2023 22:50
Operator : CG/JU

Sample : 01221-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.793 51.41 ng 3423670 1,4-Dichlorobenzene-d4 8.152

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 783 (7.793 min): BP013631.D\data.ms (-777) (-) m/z 105.00 100.00%
105.0
5000

7.40 7.60 7.80 8.00 8.20
207.0 281.0 354.9414.5474.8533.6 m/z 120.10 41.97%

o

O b e S e T e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
7.40 7.60 7.80 8.00 8.20
m/z 77.00 12.56%
39.0‘ ‘
O‘\\J\k“h\“\‘\\t“\u\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10692: Mesitylene
105.0
‘V—Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_F
7.40 7.60 7.80 8.00 8.20
5000 m/z 119.05 11.34%
39.0‘
o_"k{"‘“‘H,HJWHWHH‘w_mwH_m_m_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10705: Benzene, 1,2,4-trimethyl- e R N R
105.0 7.40 7.60 7.80 8.00 8.20
m/z 91.00 10.91%
5000
28.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acq On : 27 Jan 2023 22:50
Operator : CG/JU

Sample : 01221-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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 2-Propanol, 1-(2-methoxypro... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.922 13.80 ng 918886 1,4-Dichlorobenzene-d4 8.152

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 83
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64
3 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 56
4 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 50
5 2-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 50
Abundance Scan 805 (7.922 min): BP013631.D\data.ms (-793) (-) m/z 59.00 100.00%
59.0

-

5000
e e e
‘ 7.60 7.80 8.00 8.20
ol Al 4300190.82498 3407404.4 5147 1/, 45.00  14.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26713: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
5000 T T T[T T [T T
7.60 7.80 8.00 8.20
m/z 73.05 10.76%
O‘\‘\\\I\I" \J\\‘\\\\.‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17331: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
B L RARRREELE SR
7.60 7.80 8.00 8.20
5000 m/z 43.00 10.55%
O‘ka‘, T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)- RARARERRRERREEEEEE
59.0 7.60 7.80 8.00 8.20

m/z 41.05 8.91%

5000

=

I H .“ 146.0
(oL R e O

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acq On : 27 Jan 2023 22:50
Operator : CG/JU

Sample : 01221-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Mesitylene Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
8.269 12.17 ng 810700 1,4-Dichlorobenzene-d4 8.152
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 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90

Abundance Scan 864 (8.269 min): BP013631.D\data.ms (-858) (-) m/z 105.00 100.00%
1

05.0

5000
R A REREE R RS A
39.0 8.00 8.20 8.40 8.60
. C
o_Hk{un““Huum_"?,1‘?3:5“,2‘5‘1;93‘49-9‘495-9‘ﬁ??;??ﬂ?v m/z 120.05  40.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10692: Mesitylene
105.0
5000 LI L B B B
8.00 8.20 8.40 8.60
m/z 76.95 12.96%
390‘
O‘\\\1\‘Ll\ﬂ\t\\‘h“\‘\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
8.00 8.20 8.40 8.60
5000 m/z 91.00 10.51%
39.0H
N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 8.00 8.20 8.40 8.60
m/z 119.05 9.87%
5000
28.0
o"A‘J"L“LJM“"JMM‘_‘H,Hu,mmeH_m_m_m_ SEMED AV NIV, ANS VS

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60

8270E-BP012623.M Mon Jan 30 11:41:50 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acq On : 27 Jan 2023 22:50
Operator : CG/JU

Sample : 01221-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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 1Indane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.534 12.42 ng 826882 1,4-Dichlorobenzene-d4 8.152

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Deltacyclene 118 C9H1e 007785-10-6 72
3 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 53
5 Benzeneethanol, .beta.-ethenyl-.... 162 C11H140 040596-14-3 50
Abundance Scan 909 (8.534 min): BP013631.D\data.ms (-902) (-) m/z 117.10 100.00%
117.1

-

5000
578 8.20 8.40 8.60 8.80
Obrrrblhadpd 2070 2810341.2403.3462.05198  1/7 118.10  54.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10181: Indane
117.0
5000 T T T I T[T T T [T T TTTT]
8.20 8.40 8.60 8.80
m/z 115.00 32.96%
39.0
O‘\\l\J\’H\‘u\l\J\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10184: Deltacyclene
117.0
8.20 8.40 8.60 8.80
5000 m/z 90.95 16.36%
39.0
om'l‘l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis- R R A RARRA SRS
117.0 8.20 8.40 8.60 8.80

m/z 116.00 7.84%

5000

390 | 2s0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80

-~
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acq On : 27 Jan 2023 22:50
Operator : CG/JU

Sample : 01221-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.269 17.12 ng 1139940 1,4-Dichlorobenzene-d4 8.152
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 94
2 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 91
3 Benzene, 1,2,3,4-tetramethyl- 134 CleHi4 000488-23-3 87
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 CloH14 076089-59-3 87
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 87

Abundance Scan 1034 (9.269 min): BP013631.D\data.ms (-1026) (-) m/z 119.05 100.00%
119.1

;
-

5000
e e ha st e
- l 9.00 9.20 9.40 9.60
Ol bl i i) 18912519 3548 4291489.8549. ./, 134,05 29.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
9.00 9.20 9.40 9.60
m/z 117.05 26.08%
=0
O‘\\\\[\\\\‘[l\ f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
A
9.00 9.20 9.40 9.60
5000 m/z 91.00 22.51%
51.0 \ U ‘
R S A S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- T R
119.0 9.00 9.20 9.40 9.60
m/z 115.00 12.68%
5000
39.0 l
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acq On : 27 Jan 2023 22:50
Operator : CG/JU

Sample : 01221-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 15 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
9.793 10.36 ng 931161  Naphthalene-d8 10.981
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 96
3 Benzene, 1,2,3,5-tetramethyl- 134 CleH14 000527-53-7 95
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 94
5 o-Cymene 134 CleH14 000527-84-4 91

Abundance Scan 1123 (9.793 min): BP013631.D\data.ms (-1107) (-) | m/z 119.05 100.00%

119.1
5000
57.0 _ 9.50 10.00
bbbyl L 20782668 355.1417.54754 549. 1/ 134.00  43.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 T T T T T T
9.50 10.00
m/z 91.00 17.74%
39.0
O‘\\“h%‘\“\k\"“\v 1‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
P =
9.50 10.00
5000 ITI/Z 120.05 9.69%
O s e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0 9.50 10.00
m/z 133.05 8.63%
5000
41.0 l
) SWANS wal
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00

8270E-BP012623.M Mon Jan 30 11:41:53 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acq On : 27 Jan 2023 22:50
Operator : CG/JU

Sample : 01221-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
9.852 8.05 ng 723649  Naphthalene-d8 10.981
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 CleHi4 000527-53-7 95
4 o-Cymene 134 CleHi4 000527-84-4 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 94

Abundance Scan 1133 (9.852 min): BP013631.D\data.ms (-1128) (-) m/z 119.05 100.00%

119.1
5000

39.0 9.50 10.00
Ot bbbt 2338 3271 414.8472.9 5470 /7 134.00  40.70%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 e ——
9.50 10.00

m/z 91.00 16.22%

39.0 l
‘\\L\u‘hfﬂ\h\f‘\I\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0

o

9.50 10.00
5000 m/z 120.05 9.94%
41.0
O i brk+ *Jw*w*HwH*w*HWH!HH!HH!HH!*
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17065: Benzene, 1,2,3,5-tetramethyl-
119.0 9.50 10.00

m/z 116.95 8.45%

5000
39.0
0 J“hﬂtlu

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acq On : 27 Jan 2023 22:50
Operator : CG/JU

Sample : 01221-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 1,3-Pentanediol, 2,2,4-trim... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.263 9.95 ng 894391 Naphthalene-d8 10.981
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 83
2 2,3-Pentanediol, 2,4-dimethyl- 132 C7H1602 066225-53-4 53
3 2,5-Dimethyl-5-hexen-3-o0l 128 C8H160 067760-91-2 42
4 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 35
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 25

Abundance Scan 1203 (10.263 min): BP013631.D\data.ms (-1199) (- m/z 56.10 100.00%

56.1
5000
— —
‘ “’ 10.00 10.50
obr kil 146020812608 35504158 5167 /. 4300  53.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25581: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0
5000 == e
10.00 10.50

m/z 55.05 45.02%

I
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16567: 2,3-Pentanediol, 2,4-dimethyl-
56.0

o

10.00 10.50
5000 m/z 57.10 41.25%
OLZQ.0 \wxﬁwmvavkw¢w~wf
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14433: 2,5-Dimethyl-5-hexen-3-ol o T
56.0 10.00 10.50

m/z 41.05 39.30%

0 e e .
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acq On : 27 Jan 2023 22:50
Operator : CG/JU

Sample : 01221-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.375 16.10 ng 1446700  Naphthalene-d8 10.981
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 89
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 87

Abundance Scan 1222 (10.375 min): BP013631.D\data.ms (-1215) (- m/z 117.00 100.00%
117.0

5000
— =
51.0 \ ‘ 10.00 10.50
o bblhbs i 1929 266.9326.7 42894917 /7 132.05 38.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11v.0
5000 — —
10.00 10.50
51.0 ‘ m/z 119.05 31.99%
O‘\\J!‘LJIJ!“\JI\¥[”\WJL\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
10.00 10.50
5000 ITI/Z 115.00 30.92%
51.0
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16107: 1-Phenyl-1-butene = T
117.0 10.00 10.50
m/z 91.00 18.94%
5000
51.0
S SAVIASZRIVEY
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acq On : 27 Jan 2023 22:50
Operator : CG/JU

Sample : 01221-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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 Phenol, 2,4-dibromo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.228 13.66 ng 1409750  Acenaphthene-d10 14.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2,4-dibromo- 250 C6H4Br20 000615-58-7 99
2 Phenol, 2,6-dibromo- 250 C6H4Br20 000608-33-3 98
3 Phenol, 2,5-dibromo- 250 C6H4Br20 028165-52-8 94
4 3,4-Dibromophenol 250 C6H4Br20 1010487-11-5 91
5 Phenol, 2,3-dibromo- 250 C6H4Br20 057383-80-9 90

Abundance Scan 1707 (13.228 m|n) BP013631.D\data.ms (-1700) (- m/z 251.90 100.00%
51.9

-

5000 63.0
——
| 1‘Tg 13.00 13.50
ol ek A 8550 46105283 4 7 249.80  51.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #136175: Phenol, 2,4-dibromo-
252.0
63.0
5000 —— ——
13.00 13.50
253.80 49.13%
143.0 n/z
O‘\\!l‘Wf‘\‘!l\lj’\u\l\\“’\\"\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #136177: Phenol, 2,6-dibromo-
252.0
— —
13.00 13.50
5000 63.0 m/z 63.00 45.40%
145.0
0_H|\chu,‘“‘h‘“,H“HWH R A R A RAR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #136174: Phenol, 2,5-dibromo- — ——
252.0 13.00 13.50
m/z 61.95 16.46%
63.0
5000
143.0
o'ﬂ{ﬂ“,'“,“ R ESSAEE. — A
m/z--> 50 100 150 200 250 300 350 400 450 500 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acq On : 27 Jan 2023 22:50
Operator : CG/JU

Sample : 01221-03

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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 Tributyl phosphate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.987 18.58 ng 1916650  Acenaphthene-d10 14.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tributyl phosphate 266 C12H2704P 000126-73-8 91
2 Triisobutyl phosphate 266 C12H2704P 000126-71-6 72
3 Phosphoric acid, dibutyl 3-trifl... 348 C14H28F304P 1000298-93-8 43
4 Phosphoric acid, trioctyl ester 434 C24H5104P 001806-54-8 42
5 Phosphoric acid, tris(2-ethylhex... 434 C24H5104P 000078-42-2 42

Abundance Scan 2176 (15.987 min): BP013631.D\data.ms (-2168) (- m/z 99.00 100.00%

99.0
5000

41.0 ’ 211.1 1600
(S ‘-M‘m‘_H“2‘7‘5‘?‘“355”9““1‘47“‘4‘39_1‘5‘4?" m/z 155.00  16.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #154906: Tributyl phosphate
99.0
5000 T
16.00

m/z 41.00 13.27%

4. ’ 211.0
O‘\\‘L‘!’i\f\1.\\‘\‘\‘\\\\‘J\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #154911: Triisobutyl phosphate
99.0

o

1600
5000 ITI z 57.05 11.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #257007: Phosphoric acid, dibutyl 3-trifluoromethyl-3-pen
99.0 16.00

m/z 125.00 7.71%

5000
41.0 JJ\L
211.0
n”Jn \H\l‘ | 293.0 T

Oberebpbechept b I 280
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13631.D

Acqg On : 27 Jan 2023 22:50
Operator : CG/JU

Sample : 01221-03

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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... 3.223 100.4 ng 6688140 1 8.152 1331990 20.0
3-Penten-2-one,... 4.593 12.7 ng 846559 1  8.152 1331990 20.0
2-Pentanone, 4-... 5.234 264.4 ng 17611100 1 8.152 1331990 20.0
Benzene, 1,3-di... 5.781 19.3 ng 1287210 1 8.152 1331990 20.0
Benzene, propyl- 7.116 9.8 ng 649133 1 8.152 1331990 20.0
Benzene, 1l-ethy... 7.534 21.4 ng 1428190 1  8.152 1331990 20.0
2-Propanol, 1-(... 7.681 8.3 ng 549150 1 8.152 1331990 20.0
Benzene, 1,2,3-... 7.793 51.4 ng 3423670 1  8.152 1331990 20.0
2-Propanol, 1-(... 7.922 13.8 ng 918886 1  8.152 1331990 20.0
Mesitylene 8.269 12.2 ng 8107060 1  8.152 1331990 20.0
Indane 8.534 12.4 ng 826882 1 8.152 1331990 20.0
Benzene, 4-ethy... 9.269 17.1 ng 1139940 1 8.152 1331990 20.0
Benzene, 1,2,4,... 9.793 10.4 ng 931161 2 10.981 1797140 20.0
Benzene, 1,2,3,... 9.852 8.1 ng 723649 2 10.981 1797140 20.0
1,3-Pentanediol... 10.263 9.9 ng 894391 2 10.981 1797140 20.0
Benzene, 2-ethe... 10.375 16.1 ng 1446700 2 10.981 1797140 20.0
Phenol, 2,4-dib... 13.228 13.7 ng 1409750 3 14.787 2063510 20.0
Tributyl phosphate 15.987 18.6 ng 1916650 3 14.787 2063510 20.0
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