LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126498.D

Acqg On : 5 Jan 2022 16:00
Operator : JU/CG

Sample : M5251-06

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-BF122921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126498.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.169 106 14 23 rVvB2 386139 665121 1.88% 0.324%
2 2.428 51 58 66 rVvVB5 160114 462817 1.31% 0.226%
3  3.463 218 234 238 rBV2 276938 599508 1.70% 0.292%
4 3,510 238 242 248 rVW 397315 640487 1.81% 0.312%
5 3.593 248 256 265 rVB4 249990 461076 1.30% 0.225%
6 3.851 283 300 304 rBV 5821736 13792333 39.03% 6.722%
7 5.051 500 504 512 rVB3 174958 366336 1.04% 0.179%
8 5.298 532 546 549 rBV 7753181 18273802 51.71% 8.906%
9 5.434 555 569 572 rBV3 8447162 35339148 100.00% 17.224%
10 5.681 599 611 614 rVB 8148472 20009614 56.62% 9.752%
11 5.957 654 658 662 rVB 1449892 1222068 3.46% 0.596%
12 6.251 704 708 711 rVB 3233886 3053121 8.64% 1.488%
13 6.328 714 721 723 rBV 6502765 9323457 26.38% 4.544%
14 6.357 723 726 729 rVW 5157715 4475365 12.66% 2.181%
15 6.398 729 733 736 rVV 5050188 5864006 16.59% 2.858%
16 6.422 736 737 742 rVB 1020366 897650 2.54%  0.438%
17 6.481 742 747 750 rBV 4963353 4977358 14.08%  2.426%
18 6.640 764 774 777 rBV 7712429 14284488 40.42% 6.962%
19 6.787 795 799 802 rBV 845718 728459 2.06% 0.355%
20 6.851 806 810 813 rVB 4933458 5598827 15.84% 2.729%
21 6.934 821 824 826 rBV 471540 405744  1.15% ©.198%
22 6.975 826 831 834 rVB 4912778 5040710 14.26% 2.457%
23 7.040 834 842 844 rBV2 1358432 1614729 4.57% 0.787%
24 7.063 844 846 850 rVB 1250600 988402 2.80% 0.482%
25 7.110 850 854 856 rBV 2083953 2065028 5.84% 1.006%
26 7.181 862 866 871 rBV3 658962 838299 2.37% 0.409%
27 7.251 871 878 880 rVV 1213428 1299329 3.68% 0.633%
28 7.275 880 882 886 rVB 1041231 925519 2.62% 0.451%
29 7.328 886 891 892 rBV2 2151193 2262083 6.40% 1.103%
30 7.351 892 895 900 rVB2 2570523 2974910 8.42% 1.450%
31  7.469 912 915 918 rBV 700320 594776 1.68%  0.290%
32 7.557 926 930 932 rBV 1260210 1112275 3.15% 0.542%
33 7.581 932 934 937 rVB 1595020 1452286 4.11% 0.708%
34 7.634 937 943 947 rBV 865694 853963 2.42% 0.416%
35 7.739 955 961 966 rVB 2227974 2435887 6.89% 1.187%

36 7.810 967 973 976 rVV2 2379103 2801032 7.93% 1.365%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126498.D

Acqg On : 5 Jan 2022 16:00
Operator : JU/CG

Sample : M5251-06

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-BF122921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.851 976 980 984 rVV2 432947 850007 2.41% 0.414%
38 7.910 984 990 994 rvv3 369561 802243  2.27% 0.391%
39 8.098 1013 1022 1025 rVvV2 5527891 8975758 25.40% 4.375%
40 8.139 1026 1029 1034 rVB 756404 678691 1.92% 0.331%
41  8.334 1058 1062 1072 rVV2 966739 1521853 4.31% 0.742%
42 8.534 1093 1096 1100 rVV3 308418 455630 1.29% 0.222%
43  8.663 1108 1118 1121 rVB 1935101 1866936 5.28% 0.910%
44  8.734 1121 1130 1133 rBV5 217993 377205 1.07% 0.184%
45 8.781 1133 1138 1141 rVV 2688761 2676018 7.57% 1.304%
46 8.881 1149 1155 1157 rVV2 1930158 1928918 5.46% 0.940%
47  8.957 1157 1168 1170 rVV 660078 1804967 5.11% ©0.880%
48 8.992 1170 1174 1176 rVV 685283 801564 2.27%  0.391%
49 9.039 1176 1182 1185 rVV4 236067 459061 1.30% 0.224%
50 9.145 1194 1200 1203 rVB 3368612 3402841 9.63% 1.659%
51 9.245 1210 1217 1225 rBV6 445606 1013635 2.87% 0.494%
52 9.351 1230 1235 1238 rBV3 309540 368339 1.04% 0.180%
53 9.386 1238 1241 1243 rBV 528899 441638 1.25% 0.215%
54 9.822 1310 1315 1319 rVB 1157262 1040242 2.94% 0.507%
55 10.610 1444 1449 1452 rBV 2070098 2056964 5.82% 1.003%
56 11.304 1563 1567 1570 rBV 1076599 889406 2.52% 0.433%
57 12.898 1833 1838 1841 rBV 2905445 2917102 8.25% 1.422%
58 13.939 2011 2015 2019 rBV 713692 660926 1.87% 0.322%
59 15.380 2254 2260 2264 rBV 410638 485247 1.37% 0.237%

Sum of corrected areas: 205175204
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126498.D

Acqg On : 5 Jan 2022 16:00
Operator : JU/CG

Sample : M5251-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF126498.D\data.ms
34 5.681
8000000 5.2 6.640

7000000 6.328

6000000 3.851

663
5000000 891 6.860075

4000000
6.2
3000000

2000000
5.957

1000000

2.169 , 4oq 3% 3 5.051

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\W—TY_T\\‘\\\\‘\\\\‘\\\\‘/\TM\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF126498.D\data.ms
8000000

7000000
6000000 8.098
5000000

4000000

3000000 ? 12.898

10.610
2000000

11.304
1000000

U \\J\‘ T

P
Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF126498.D\data.ms

8000000

0

7000000
6000000
5000000
4000000
3000000
2000000
1000000 13.939

15.380

A
0 T ‘ T T ‘ T T ‘ T T ‘ T T T ‘ T T ‘ T T T T T T T T T T ‘ 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\BF010522\
Data File : BF126498.D

Acqg On : 5 Jan 2022 16:00
Operator : JU/CG

Sample : M5251-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
2.169 18.26 ng 665121 1,4-Dichlorobenzene-d4 6.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 90
2 2,3-Butanedione 86 C4H602 000431-03-8 47
3 Ethanone, 1-oxiranyl- 86 C4H602 004401-11-0 40
4 Allyl acetate 100 C5H802 000591-87-7 28
5 Butane 58 C4H10 000106-97-8 9
Abundance  Scan 14 (2.169 min): BF126498.D\data.ms (-10) (-) m/z 43.00 100.00%
3.0
5000
R A RRERRREREILEEE
58.0 71.0 86.0 2.202.302.402.502.60
Obrrrrrer e e 991wz 86.05  16.06%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1922: 2-Pentanone
43.0
5000 T[T T T T T T T T[T T[Tt
2.202.302.402.502.60
86.0 m/z 41.05 10.84%
15"0 27‘.0 | “ 58‘.0 71‘.0
O\\\‘\\\\‘\\\\“\\\\‘\{\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1865: 2,3-Butanedione
43.0
AR AR A
2.202.302.402.502.60
5000 m/z 58.00 9.19%
15.0 86.0
0 ‘ 28.0 | 57.0 69.0
R AR L
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1873: Ethanone, 1-oxiranyl- R REREREEREEEE S
43.0 2.202.302.402.502.60
m/z 71.00 8.09%
5000
71.0 86.0
29.0 55.0
0 ‘H““w“Hm““M1M‘_‘M‘iu“mu““w“‘u““u “W“Hfﬁ(\‘u‘_“W‘u
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126498.D

Acqg On : 5 Jan 2022 16:00
Operator : JU/CG

Sample : M5251-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 3-methyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
3.516 17.58 ng 640487 1,4-Dichlorobenzene-d4 6.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 53
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 38
3 1-Methylallyl acetate 114 C6H1002 006737-11-7 32
4 2-Butanone 72 C4H80 000078-93-3 32
5 Butanal, 2-ethyl- 100 C6H120 000097-96-1 28
Abundance Scan 242 (3.510 min): BF126498.D\data.ms (-238) (-) m/z 43.00 100.00%
43.0
5000
81.1
57.0
‘ (L ‘ 96.0 3.20 3.40 3.60 3.80
Obrprrerrerrerrerdib il 890 LI nyz al.ee  34.31%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4344: 2-Pentanone, 3-methyl-
43.0
5000 L I R B B
20.0 570 3.20 3.40 3.60 3.80
720 m/z 81.10  28.20%
RIS Y=Y
\\‘\\\\‘\\\1‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #786: Propanal, 2-methyl-
43.0
R REARRRAS
3.20 3.40 3.60 3.80
5000 m/z 72.00 27.03%
27.0 720
Lol s
Ot e e e ey
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8141: 1-Methylallyl acetate  RRAmaEEE
43.0 3.20 3.40 3.60 3.80
m/z 57.05 20.08%
5000 720
55.0
27.0
obrr 20 el 889 200 A LU
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126498.D

Acqg On : 5 Jan 2022 16:00
Operator : JU/CG

Sample : M5251-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Benzene, propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.251 83.82 ng 3053120 1,4-Dichlorobenzene-d4 6.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
3 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 64
4 N-Isobutyl(phenyl)methanesulfona... 227 C11H17NO2S 144615-94-1 59
5 Benzene, (ethenyloxy)- 120 C8H80 000766-94-9 49
Abundance Scan 708 (6.251 min): BF126498.D\data.ms (-704) (-) m/z 91.05 100.00%
91.0
5000
120.1
390 65.0 6.00 6.20 6.40 6.60

0“‘_“w‘ﬂu‘ﬁ‘NMu!WJ‘HV‘H“H“_“W“H“H‘ m/z 120.05  23.55%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #10702: Benzene, propyl-

91.0 /M
6.00 6.20 6.40 6.60
120.0 m/z 92.05 10.80%
O\\\‘\‘\\\“‘\\“1\“\‘\\\“‘\\‘!\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #88775: N-Benzyl-2-phenethylamine

e T

6.00 6.20 6.40 6.60

5000 120.0 m/z 65.00  10.62%
65.0
0.15.0 39.0 o 209.0
R A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #123891: 1,2-Ethanediamine, N,N'-bis(phenylmethyl)-
91.0 6.00 6.20 6.40 6.60

m/z 78.10 6.25%

5000 120.0

65.0

90 | a0 |
O o b B et TR e e

m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126498.D

Acqg On : 5 Jan 2022 16:00
Operator : JU/CG

Sample : M5251-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Benzene, 1-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.328 255.98 ng 9323460 1,4-Dichlorobenzene-d4 6.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 721 (6.328 min): BF126498.D\data.ms (-714) (-) m/z 105.10 100.00%
105.1
5000
120.1 A
471 910 R ARmEEE e ARRAS
39.0 a0 6.00 6.20 6.40 6.60
Ottt e e m/z 120.10  34.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 /Wl
1200 6.00 6.20 6.40 6.60

m/z 91.05 13.54%

77.0 91.0
\\’]\_5\\0’\\\\’\\3\%‘\0\\\“\\\\?%\‘\O\‘\\\‘\“\\\\“\\\\‘\‘}1\‘\\\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10720: Benzene, 1-ethyl-3-methyl
105.0

600620640660

o

120.0
77.0 91.0
0 v18v0v390630
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 6.00 6.20 6.40 6.60

m/z 79.05 10.90%

5000 120.0

39.0 . .
X Y WA N ] O S S YA 0] W
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126498.D

Acqg On : 5 Jan 2022 16:00
Operator : JU/CG

Sample : M5251-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Benzene, 1-ethyl-4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.357 122.87 ng 4475370 1,4-Dichlorobenzene-d4 6.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 726 (6.357 min): BF126498.D\data.ms (-723) (-) m/z 105.10 100.00%
106.1
5000
120.1 j\
N ARARREaEEEE R
77.0 91.1 6.00 6.20 6.40 6.60
37 >0 Ll
O vy D bl W e m/z 120.10 31.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.00 6.20 6.40 6.60
m/z 77.05 12.16%
77.0 91.0
OH‘]\_\5\.9‘H\‘\‘\??‘.(\)\H“\H?%\.‘9‘\Hm‘HHHH\‘\H\‘H‘\‘\“‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.00 6.20 6.40 6.60
5000 m/z 91.10 12.16%
790 120.0
39.0 65.0
o) SIS SO R R NS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10694: Mesitylene
105.0 6.00 6.20 6.40 6.60
m/z 79.05 10.29%
120.0
5000
77.0
39.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126498.D

Acqg On : 5 Jan 2022 16:00
Operator : JU/CG

Sample : M5251-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Benzene, 1,2,4-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.481 136.65 ng 4977360 1,4-Dichlorobenzene-d4 6.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 747 (6.481 min): BF126498.D\data.ms (-742) (-) m/z 105.10 100.00%
106.1
5000
120.1
R e
51.0 77.0 91.1 6.20 6.40 6.60 6.80
38,0 640 | [ 1l
Oy v vl eIl b e m/z 120.10 32.09%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-

T

5000 e
120.0 6.20 6.40 6.60 6.80

m/z 77.05 13.15%

39.0 77.0 91.0
\\’\\\\’\Zﬁho’\\\\“\\\\i‘\\\\6‘:\3‘\‘\()\‘\\\‘\“\\\\“\\\\‘\\1\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10727: Benzene, 1-ethyl-4-methyl
105.0

620640660680

o

120.0
79.0
39.0 65.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 6.20 6.40 6.60 6.80

m/z 79.10 11.58%
5000 120.0

28.0 77.0 910

0 140 \‘ ‘\ \‘u 64,0 M ‘ Il m‘\
T e e e e e e e I RARNEEE DR

m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.20 6.40 6.60 6.80

8270-BF122921.M Thu Jan 06 16:17:40 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126498.D

Acqg On : 5 Jan 2022 16:00
Operator : JU/CG

Sample : M5251-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Mesitylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.640 392.18 ng 14284500 1,4-Dichlorobenzene-d4 6.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 774 (6.640 min): BF126498.D\data.ms (-764) (-) m/z 105.10 100.00%
105.1
5000 120.1
510 77.0 91.0 6.40 6.60 6.80 7.00
381>y 64l |l L
Ol rprrrrrrrr et e e e e e e m/z 120,10 49.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10692: Mesitylene
105.0 /Wl
6.40 6.60 6.80 7.00
770 m/z 119.10 13.23%
51.0 "~ 91.0
O\\‘\\\\‘\2\\7\.‘0\\H"\\Hi‘}‘\\‘\‘?ﬁho\‘\\\‘“‘\H\“HH‘\M1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 6.40 6.60 6.80 7.00
5000 m/z 77.05 13.11%
39.0 77.0 91.0
e R S P  OYARS Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 91.05 11.76%
120.0
5000
77.0 91.0
o150 38010640 " "7 |
R R R e aaa
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.40 6.60 6.80 7.00

8270-BF122921.M Thu Jan 06 16:17:41 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126498.D

Acqg On : 5 Jan 2022 16:00
Operator : JU/CG

Sample : M5251-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Benzene, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.851 153.72 ng 5598830 1,4-Dichlorobenzene-d4 6.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 810 (6.851 min): BF126498.D\data.ms (-806) (-) m/z 105.10 100.00%
105.1
77.0 91.0 6.60 6.80 7.00 7.20
37 51.0
O S et b b m/z 120010 41.04%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000
6.60 6.80 7.00 7.20
m/z 77.00 12.46%
39.0 77.0 91.0
O \\‘H\-\’\H‘\‘HH"‘\H\i“\‘\\\e‘%\"e‘\H‘H‘HH“\H\‘\Ml\‘\\‘\‘\“\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
6.60 6.80 7.00 7.20
5000 120.0 m/z 91.05 9.51%
28.0 77.0 91.0
1. i
o | |
o) Al A T WSO NSO SO S | Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 6.60 6.80 7.00 7.20
m/z 106.05 9.47%
5000
120.0
39.0 77.0 91.0
0 H‘““,“5"“0‘HH‘,HH‘H\mﬁ%‘-“o‘_H‘l“uu“:m‘“;!‘“m“‘uu‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20

8270-BF122921.M Thu Jan 06 16:17:42 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126498.D

Acqg On : 5 Jan 2022 16:00
Operator : JU/CG

Sample : M5251-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 1Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.975 138.39 ng 5040710 1,4-Dichlorobenzene-d4 6.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Deltacyclene 118 C9H10 007785-10-6 64
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 60
4 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
5 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 53
Abundance Scan 831 (6.975 min): BF126498.D\data.ms (-826) (-) m/z 117.10 100.00%
117.1
5000
91.0
39.0 63.0 .- ¢ 6.60 6.80 7.00 7.20
Ot pterpell e m/z 118,05 56.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10179: Indane
117.0
5000 LI L L L LN BN R B
6.60 6.80 7.00 7.20
390 cgg 91.0 m/z 115.05 34.33%
L e
O \H‘H-H‘HM‘\HHHHM\H‘MH’\H‘HHH“H\\‘\‘H\’HH“HH‘HH
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
5000 m/z 91.05 17.10%
390 91.0
65.0 ‘
Obrrrprrreprrrrprrelbrerelbee bbbl e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0 6.60 6.80 7.00 7.20
m/z 63.00 7.94%
5000
91.0
39.0 5gp 77.0
0 m‘m\‘m‘\‘\m“uu}‘h\‘!‘1‘\‘”,\1‘1‘1‘\M‘UH\‘1‘\”,”!\“””‘””
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20

8270-BF122921.M Thu Jan 06 16:17:43 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126498.D

Acqg On : 5 Jan 2022 16:00
Operator : JU/CG

Sample : M5251-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 1-Propyne, 3-phenyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.040 44.33 ng 1614730  1,4-Dichlorobenzene-d4 6.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propyne, 3-phenyl- 116 CSH8 010147-11-2 92
2 Indene 116 C9H8 000095-13-6 70
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 70
4 Benzene, l-ethynyl-4-methyl- 116 CO9H8 000766-97-2 70
5 3-Methylphenylacetylene 116 CSH8 000766-82-5 70
Abundance Scan 842 (7.040 min): BF126498.D\data.ms (-834) (-) m/z 115.05 100.00%
115.1

=

5000
134.1
39.0 670 9‘1‘0 | 6.80 7.00 7.20 7.40
Oprrerprrerretsereicd el sl Lz 11610 90.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9545: 1-Propyne, 3-phenyl-
115.0
5000
6.80 7.00 7.20 7.40
89.0 m/z 119.10 60.64%
O’\\\\‘H\\‘\H\‘HH}H\‘\M\‘\\‘HH’HH‘HH‘HH‘H \‘HH’HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9543: Indene
116.0
6.80 7.00 7.20 7.40
5000 ITI/Z 105.10 60.50%

39.0 67-0 89.0 |
i TR KR o |

Ottt e e et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9544: Benzene, 1-propynyl- HHWHWH,MWH
115.0 6.80 7.00 7.20 7.40
m/z 134.05 30.01%
5000
63.0 89.0
L e o A R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF122921.M Thu Jan 06 16:17:44 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126498.D

Acqg On : 5 Jan 2022 16:00
Operator : JU/CG

Sample : M5251-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Benzene, 1-methyl-2-propyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.063 27.14 ng 988402 1,4-Dichlorobenzene-d4 6.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 91
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 91
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 91

4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
5 2-Indanol 134 C9H100 004254-29-9 72

Abundance Scan 846 (7.063 min): BF126498.D\data.ms (-844) (-) m/z 105.10 100.00%

105.1
5000
e L
9.0 77.0 ‘ 6.80 7.00 7.20 7.40
Obrrrerrprriree et bere b m/z 134,05 26.19%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
5000

6.80 7.00 7.20 7.40

134.0 m/z 106.10 13.12%
77.0
O\\‘:LHS\'\O‘H\‘\‘\ﬁ?‘.‘\()\\\“\\\?‘2\‘-\\\‘\Hm‘\H\‘MH\‘\H!\‘HH“HH‘H‘H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0 A}\
A 11/ -
6.80 7.00 7.20 7.40
5000 m/z 91.00 10.26%
134.0
39.0 77.0
Olrrrereprbe ki Be2r e prrMrerelberr bbb
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0 6.80 7.00 7.20 7.40
m/z 77.00 10.23%
5000
134.0
77.0
Ol 200 e e eefeere Ml
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF122921.M Thu Jan 06 16:17:44 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126498.D

Acqg On : 5 Jan 2022 16:00
Operator : JU/CG

Sample : M5251-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
7.110 56.70 ng 2065030 1,4-Dichlorobenzene-d4 6.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 93
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 90
3 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 90
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 90
5 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 90
Abundance Scan 854 (7.110 min): BF126498.D\data.ms (-850) (-) m/z 119.05 100.00%
119.1
5000
91.0
390 650 135.1 6.80 7.00 7.20 7.40
o ‘Wﬂ‘ﬁw‘pﬂ““H‘nL‘VUM‘Ww“wM“ m/z 134.00 41.02%
miz--> 0 20 40 60 80 100 120 140
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
6.80 7.00 7.20 7.40
910 m/z 105.10  35.83%
O T ‘ T \]-\5‘\-(‘) T ‘\ \3\9".‘()\ T H‘ T ‘6‘{5“.\0\ \‘H‘ T \‘\'\ "1“\ \w‘l T \].:\3‘?.‘0\
m/z--> 0O 20 40 60 80 100 120 140
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
A ey
6.80 7.00 7.20 7.40
5000 m/z 91.05 33.96%
91.0
MU I il R AT - )
miz--> 0 20 40 60 80 100 120 140
Abundance #17063: Benzene, 1,2,3,4-tetramethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.00 11.74%
5000
91.0
39.0 650 | 135.0
R 4 Y W R AT “M R
m/z--> 0 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40

8270-BF122921.M Thu Jan 06 16:17:45 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126498.D

Acqg On : 5 Jan 2022 16:00
Operator : JU/CG

Sample : M5251-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
7.251 35.67 ng 1299330 1,4-Dichlorobenzene-d4 6.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1leH14 000934-80-5 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 p-Cymene 134 C1oH14 000099-87-6 93
Abundance Scan 878 (7.251 min): BF126498.D\data.ms (-871) (-) m/z 119.05 100.00%
119.1
5000
134.1
91.0
51.0 g6.0 ‘ ‘ 7.00 7.20 7.40 7.60
o 2R el WL myz 134,05 33.36%
miz--> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
134.0 7.00 7.20 7.40 7.60
910 m/z 91.e0 17.13%
150 390 65.0 ‘ |
O\\\‘\ T \‘\ T \““\ \“”\ ‘H‘\ T \‘H‘ T “1‘\ \N ——ih T
miz-> 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
119.0
7.00 7.20 7.40 7.60
5000 m/z 105.05 14.35%
134.0
91.0
41.0 65.0
o180 b L
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- A
119.0 7.00 7.20 7.40 7.60
m/z 77.00 9.29%
5000
39.0 65.0 ‘
ol 180 L SIS el L
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

8270-BF122921.M Thu Jan 06 16:17:46 2022 Page: 16



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\

BF126498.D
5 Jan 2022 16:00
Ju/CaG

: M5251-06

: 10 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Benzene, 1-methyl-3-(1-meth...

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
7.275  25.41 ng 925519  1,4-Dichlorobenzene-d4 6.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 p-Cymene 134 C10H14 000099-87-6 91
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 91

Abundance Scan 882 (7.275 min): BF126498.D\data.ms (-880) (-)
119.1

5000

91.0
3?.0 65.0 ‘

1341

m/z-->
Abundance

5000

o

O Frrrrrrprrrr e i b e
10 20 30 40 50 60 70 80 90 100110120130140

#17105: Benzene, 1-methyl-3-(1-methyl
11

15.0

91.0
41.0 65.0

ethyl)-
5.0

134.0

m/z-->
Abundance

5000

10 20 30 40 50 60 70 80 90 100110120130140

#16997: 0-Cymene

91.0
41.0 65.0

119.0

134.0

m/z-->
Abundance

5000

O brrprrrrprrtrprrrprrreltrbp iy
10 20 30 40 50 60 70 80 90 100110120130140

15.0 li

#16994: p-Cymene

91.0

39.0 65.0 ‘
Ll Ly it

119.0

134.0

o

m/z-->

8270-BF122921.M Thu Jan 06 16:17:47 2022

10 20 30 40 50 60 70 80 90 100110120130140

m/z 119.10 100.00%

=

7.00 7.20 7.40 7.60
m/z 134.05 25.10%

=

7.00 7.20 7.40 7.60
m/z 91.00 14.66%

3

7.00 7.20 7.40 7.60
m/z 120.10 10.03%

B

7.00 7.20 7.40 7.60
m/z 77.00 7.26%

3

7.00 7.20 7.40 7.60

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126498.D

Acqg On 5 Jan 2022 16:00

Operator Ju/caG

Sample : M5251-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 Benzoic acid, 2,5-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
8.957 34.70 ng 1804970  Acenaphthene-d10 9.822
Hit# of 5 Tentative ID MW MolForm CASH# 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 para-Methylbenzyl formate 150 C9H1e02 1000368-93-7 64
4 Benzamide, 2-(methylamino)- 150 C8H1ON20 007505-81-9 62
5 Benzoic acid, 3,4-dimethyl- 150 C9H1002 000619-04-5 62

Abundance Scan 1168 (8.957 min): BF126498.D\data.ms (-1157) () m/z 105.10 100.00%
1

05.1
150.0
132.0
5000 770
51.0 e e
‘ H ‘ ‘ ‘ 8.60 8.80 9.00 9.20
ol b il e myz 150.00  74.16%
m/z--> 20 40 60 80 100 120 140
Abundance #28331: Benzoic acid, 2,5-dimethyl-
104.0 132.0 150.0
5000 770 RN N RN N
510 8.60 8.80 9.00 9.20
' m/z 132.00  64.54%
27.0 ‘ ‘ ‘
Ot T \‘r\\“‘“\‘\‘”\ ‘M\ \‘ i\\“\ T “ “\ T “\ T \‘\ ™
m/z--> 20 40 60 80 100 120 140
Abundance #28342: Benzoic acid, 2,3-dimethyl-
105.0 132.0 150.0
R A RARRRARE
8.60 8.80 9.00 9.20
5000 51.0 77.0 m/z 104.10 63.15%
0
m/z--> 20 40 60 80 100 120 140
Abundance #28308: para-Methylbenzyl formate SRERAS ‘/‘\/,Lm TR
105.0 150.0 8.60 8.80 9.00 9.20
m/z 77.00 37.94%
5000
77.0
39,0 ‘ ‘ 122.0
O \“-\ H‘c?i"‘ﬁq)\ retll— \“‘\‘\ r ‘\ ; \“”\ o A, - R R RRR I S AR
m/z--> 20 40 60 80 100 120 140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126498.D

Acqg On : 5 Jan 2022 16:00
Operator : JU/CG

Sample : M5251-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 4-Hydroxy-2-methylacetophenone Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.245 19.49 ng 1013640  Acenaphthene-d10 9.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Hydroxy-2-methylacetophenone 150 CSH1e02 000875-59-2 93
2 p-Cymen-7-0l 150 C1eH140 000536-60-7 87
3 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 81
4 3-Methoxyacetophenone 150 C9H1002 000586-37-8 81
5 Phenol, 2-(1,1-dimethylethyl)- 156 C1eH140 000088-18-6 76
Abundance Scan 1217 (9.245 min): BF126498.D\data.ms (-1210) (-) m/z 135.00 100.00%
135.0
105.1
5000
77.0
154.1
51‘-0 ‘ 9.00 9.20 9.40 9.60
0 ““H“«M‘W\anwwi‘Mi“1‘uw‘uw - m/z 105.05 71.26%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28358: 4-Hydroxy-2-methylacetophenone
135.0
5000 LB LA B I B B
770 107.0 9.00 9.20 9.40 9.60
’ m/z 150.00  48.53%
43.0
0 \1\5\.0‘\‘\ T \H‘\ HWH “‘\‘\ \‘\H‘ L L B 1 T T T
miz--> 20 40 60 80 100 120 140 160
Abundance #27439: p-Cymen-7-ol
135.0
e RNREREREEREY
9.00 9.20 9.40 9.60
5000 105.0 m/z 107.00 40.12%
79.0 '
270 510 ‘
0 “u‘NN‘JM‘«uiﬂﬁ“H‘Nl“mi‘m;“wl“ﬁ““‘
miz--> 20 40 60 80 100 120 140 160
Abundance #27474: Phenol, p-tert-butyl- R R REERNEEE R
135.0 9.00 9.20 9.40 9.60
m/z 91.00 32.46%
5000
107.0
41.0 0
o‘1‘5‘-9‘%\‘\‘ﬁg‘-m‘_MMH‘_H!_‘\m_w
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010522\
Data File : BF126498.D

Acqg On : 5 Jan 2022 16:00
Operator : JU/CG

Sample : M5251-06

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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|
2-Pentanone 2.169 18.3 ng 665121 1 6.787 728459 20.0
2-Pentanone, 3-... 3.510 17.6 ng 640487 1 6.787 728459 20.0
Benzene, propyl- 6.251 83.8 ng 3053120 1 6.787 728459 20.0
Benzene, 1-ethy... 6.328 256.0 ng 9323460 1 6.787 728459 20.0
Benzene, 1-ethy... 6.357 122.9 ng 4475370 1 6.787 728459 20.0
Benzene, 1,2,4-... 6.481 136.7 ng 4977360 1 6.787 728459 20.0
Mesitylene 6.640 392.2 ng 14284500 1 6.787 728459 20.0
Benzene, 1,2,3-... 6.851 153.7 ng 5598830 1 6.787 728459 20.0
Indane 6.975 138.4 ng 5040710 1 6.787 728459 20.0
1-Propyne, 3-ph... 7.040 44.3 ng 1614730 1 6.787 728459 20.0
Benzene, 1-meth... 7.063 27.1 ng 988402 1 6.787 728459 20.0
Benzene, 4-ethy... 7.110 56.7 ng 2065030 1 6.787 728459 20.0
Benzene, 2-ethy... 7.251 35.7 ng 1299330 1 6.787 728459 20.0
Benzene, 1-meth... 7.275 25.4 ng 925519 1 6.787 728459 20.0
Benzoic acid, 2... 8.957 34.7 ng 1804970 3 9.822 1040240 20.0
4-Hydroxy-2-met... 9.245 19.5 ng 1013640 3 9.822 1040240 20.0
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