LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@13122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N1303-01

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-BP011422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8972.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.752 125 130 148 rVB 2659366 3630761 4.83% 1.387%
2 4.399 222 240 244 rBV 21448955 75095470 100.00% 28.694%
3  4.969 326 337 344 rBV 8710837 16564388 22.06% 6.329%
4 5.475 417 423 442 rVB 1461334 2864140 3.81% 1.094%
5 5.846 480 486 495 rVB2 1098751 1827278 2.43% 0.698%
6 6.105 522 530 538 rBV3 412399 968088 1.29% 0.370%
7 6.322 561 567 574 rBv4 464777 1007771 1.34% 0.385%
8 6.393 574 579 583 rVWW 762925 1145249 1.53% 0.438%
9 6.469 583 592 595 rVW3 689991 1679645 2.24% 0.642%
106 6.499 595 597 605 rVW 553148 878106 1.17% 0.336%
11 6.728 628 636 642 rVB3 457871 1057295 1.41% 0.404%
12 6.822 642 652 658 rBV3 1140435 2730771 3.64% 1.043%
13 6.922 664 669 673 rVV 2164720 3457943 4.60% 1.321%
14 6.975 673 678 686 rVV3 1747937 3814248 5.08% 1.457%
15 7.052 686 691 697 rVB 1899096 2952017 3.93% 1.128%
16 7.216 714 719 723 rBV2 1006994 1610693 2.14% 0.615%
17 7.316 728 736 741 rVW 776207 1780304 2.37% 0.680%
18 7.393 745 749 755 rW2 476767 989943 1.32% 0.378%
19 7.481 755 764 772 rVV2 6042315 12725184 16.95% 4.862%
20 7.663 787 795 800 rBv4 362125 974064 1.30% 0.372%
21 7.752 802 810 815 rVWv4 667727 1916503 2.55% 0.732%
22 7.816 815 821 827 rVV2 3048587 5533653 7.37% 2.114%
23 7.899 827 835 839 rVWW2 653230 1755621 2.34% 0.671%
24 7.946 839 843 851 rVV2 2330936 4226636 5.63% 1.615%
25 8.022 851 856 860 rVv2 883552 1375068 1.83% 0.525%
26 8.116 864 872 879 rVV3 1284019 2987954 3.98% 1.142%
27 8.199 879 886 894 rVB2 920656 1919529 2.56% 0.733%
28 8.322 903 907 910 rBV 694995 1133210 1.51% 0.433%
29 8.369 910 915 921 rVV3 1758167 3832207 5.10% 1.464%
30 8.422 921 924 928 rVB 670795 844135 1.12% 0.323%
31 8.475 928 933 947 rVB3 4358452 9608489 12.80% 3.671%
32 8.599 949 954 957 rBV 775011 1212534 1.61% 0.463%
33 8.658 957 964 969 rVB2 766390 1723787 2.30% 0.659%
34 8.787 981 986 990 rBV 700002 1186833 1.58% 0.453%
35 8.834 990 994 1000 rVB 952856 1577364 2.10% 0.603%

36 8.940 1001 1012 1016 rBV2 2404716 5085509 6.77% 1.943%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@13122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N1303-01

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-BP011422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.987 1016 1020 1024 rVV 1473999 2795197 3.72% 1.068%
38 9.028 1025 1027 1029 rVV 912435 1189294 1.58% 0.454%
39 9.063 1029 1033 1043 rVB 3307155 5599684 7.46% 2.140%
40  9.152 1043 1048 1049 rBV2 625748 868456 1.16% 0.332%
41  9.187 1050 1054 1060 rVB3 1197196 2372650 3.16% 0.907%
42 9.269 1060 1068 1071 rBV3 966409 1977081 2.63% 0.755%
43 9.322 1074 1077 1084 rVB4 701069 1189201 1.58% 0.454%
44  9.463 1096 1101 1107 rVV2 700707 1906144 2.54% 0.728%
45  9.522 1107 1111 1114 rVV 960127 1808031 2.41% 0.691%
46 9.552 1114 1116 1122 rVB2 781375 1039499 1.38% 0.397%
47  9.763 1147 1152 1156 rVV2 635663 1198744 1.60% ©0.458%
48 9.816 1156 1161 1169 rVB5 704572 1802536 2.40% 0.689%
49 10.034 1193 1198 1206 rVV3 1031680 2419937 3.22% 0.925%
50 10.616 1289 1297 1303 rBV2 1468232 3415607 4.55% 1.305%
51 10.675 1303 1307 1315 rVV 2011101 3536192 4.71% 1.351%
52 12.287 1569 1581 1590 rVB 420386 788962 1.05% 0.301%
53 13.087 1710 1717 1727 rBV 3554077 5652206 7.53% 2.160%
54 14.469 1941 1952 1959 rBV 1213695 2014934 2.68% 0.770%
55 17.222 2414 2420 2424 rBV 1369896 2079078 2.77% 0.794%
56 17.263 2424 2427 2435 rVV 1473625 2236283 2.98% 0.854%
57 18.810 2684 2690 2696 rBV 2813313 3558362 4.74% 1.360%
58 18.933 2706 2711 2716 rBV 500303 807087 1.07% 0.308%
59 19.239 2758 2763 2768 rBV 1798859 2488825 3.31% 0.951%
60 19.292 2768 2772 2776 rVB 1275066 1593675 2.12% 0.609%
61 19.592 2814 2823 2831 rBV 1637560 2761025 3.68% 1.055%
62 19.786 2851 2856 2861 rVB 5856791 7153200 9.53% 2.733%
63 21.316 3110 3116 3120 rBV2 2559937 4442341 5.92% 1.697%
64 21.351 3120 3122 3132 rVB 1048366 1264783 1.68% 0.483%
65 21.927 3217 3220 3230 rVB2 482528 915925 1.22% 0.350%
66 22.992 3396 3401 3406 rBV 855673 1863699 2.48% 0.712%
67 23.510 3486 3489 3498 rVB 510494 951216 1.27% 0.363%
68 23.621 3503 3508 3515 rVB 733932 1461099 1.95% ©.558%
69 23.721 3520 3525 3532 rVB2 1568926 2884535 3.84% 1.102%

Sum of corrected areas: 261707878
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N13e3-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP008972.D\data.ms

»
©
©

2e+07

1.5e+07

le+07

4.969

5000000

3.752

0 IZASNVYA A AV SN

71 17T ‘ T 1T T 7T ’ 1 17T ‘ 1 T 7T ’ 1 T 7 ‘ T 1T ‘ T T ‘ T T T ‘ T T T ‘ L ‘ T T T ‘ L ‘ T T T ’ L ‘ L ‘ L ‘ T T T T ‘ T T
Time--> 3.00 350 400 450 500 5.50 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP008972.D\data.ms

2e+07
1.5e+07

1e+07

19.786

5000000
13.087

14.469

12.287
e e T B T e T e T B R e e e e AR

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP008972.D\data.ms

2e+07
1.5e+07
1e+07

5000000
21.316

23.721
21/351 21.927 22.992 228M21

0 \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 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\BP013122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N13e3-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 4-Penten-2-one, 4-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
3.752 13.12 ng 3630760 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 86
2 5-Hexen-2-one 98 C6H100 000109-49-9 50
3 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 47
4 2-Propanone, 1l-cyclopropyl- 98 C6H100 004160-75-2 38
5 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 23
Abundance Scan 130 (3.752 min): BP008972.D\data.ms (-125) (-) m/z 43.00 100.00%

43.0
5000

3.40 3.60 3.80 4.00

ol hi | 148221282730 ss3iass2sosr 0 gs o5 1513y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3628: 4-Penten-2-one, 4-methyl-
43.0
5000 U L R R R B I

3.40 3.60 3.80 4.00
m/z 39.00 11.22%

O‘\\H\J\I‘\\\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3549: 5-Hexen-2-one
43.0
R R RRREEE
3.40 3.60 3.80 4.00
5000 m/z 55.00 7.03%
o‘ﬂﬂw‘yuu\‘H"H“V“‘_"w“u“u“‘u“u“_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3626 4-Penten-2-one, 3-methyl- T
43.0 3.40 3.60 3.80 4.00

m/z 41.05 4.80%

5000
ol Al

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 340 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N13e3-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 3-Penten-2-one, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.399 271.41 ng 75095500  1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
3 Cyclohexane, methyl- 98 C7H14 000108-87-2 80
4 Furan, 2-methoxy- 98 C5H602 025414-22-6 78
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 72
Abundance Scan 240 (4.399 min): BP008972.D\data.ms (-222) (-) m/z 83.05 100.00%

83.0
5000

SR N G
H 4.00 4.20 4.40 4.60 4.80
Ol ok b 176,9237.5 308.7368.3432.7492.1 /7 55,85  63.95%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3648: 3-Penten-2-one, 4-methyl-
53.0
5000

4.00 4.20 4.40 4.60 4.80
‘ m/z 98.18 43.35%
L

O ‘\\\1‘\\\\1\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)-
83.0
A RRREammnsaEE
4.00 4.20 4.40 4.60 4.80
5000 m/z 43.05 24.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3753: Cyclohexane, methyl- Ramas R RARE
83.0 4.00 4.20 4.40 4.60 4.80

m/z 39.05 18.91%

g ||| ﬂ

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60 4.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N13e3-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.969 59.87 ng 16564400 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 337 (4.969 min): BP008972.D\data.ms (-326) (-) m/z 43.00 100.00%
43.0
5000
101.1
T
J 4.60 4.80 5.00 5.20
ol Ad .| 165122522838 35004186 4854549, 1/, 59 05  67.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L LI LA BN R B

4.60 4.80 5.00 5.20
‘1010 m/z 101.10  30.49%
I
I

O‘\\”\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0

4.60 4.80 5.00 5.20

m/z 58.00 17.70%
5000 101.0

.Ih.”lll

ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4529: 2,3-Butanedione, monooxime T
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.32%
5000
101.0
L -

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N13e3-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 5 Nonane, 4-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.822 9.87 ng 2730770  1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 76
2 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 53
3 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 50
4 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 50
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 47
Abundance Scan 652 (6.822 min): BP008972.D\data.ms (-642) (-) m/z 57.05 100.00%
57.0
R e R
‘ “ %20-1 6.40 6.60 6.80 7.00 7.20
ob dddal.l 1800 281934094008 47435330 /) 43.05 67.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22083: Nonane, 4-methyl-
57.0
5000 L L L R R
6.40 6.60 6.80 7.00 7.20
m/z 90.95 50.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22092: Octane, 3,5-dimethyl-
57.0
R e
6.40 6.60 6.80 7.00 7.20
5000 m/z 71.10 42.19%
o L1 a2
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22118: Heptane, 2,3,4-trimethyl- RamEEEaaE RS e A
57.0 6.40 6.60 6.80 7.00 7.20
m/z 41.00 35.71%
B M\\/W
owﬂl““ S S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N13e3-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 6 Benzene, 1-ethyl-2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.922 12.50 ng 3457940  1,4-Dichlorobenzene-d4 7.828

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, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
Abundance Scan 669 (6.922 min): BP008972.D\data.ms (-664) (-) m/z 105.05 100.00%
105.1

=

5000
39.0 6.60 6.80 7.00 7.20
Orotiulbly 2070 2819 393345145096 ./, 176.10  32.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
6.60 6.80 7.00 7.20
m/z 91.00 12.46%
39.0 mn
O‘\\‘\g“\“\\\‘\“\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
6.60 6.80 7.00 7.20
5000 m/z 77.e0  11.71%
39.0 L
O R B R R R Ha e R n T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10715: Benzene, 1,2,3-trimethyl- T T T
105.0 6.60 6.80 7.00 7.20
m/z 79.00 9.18%
5000
39.0
Y SN R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N13e3-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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, 1-ethyl-4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.975 13.79 ng 3814250 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 81
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 81
5 Mesitylene 120 CS9H12 000108-67-8 81
Abundance Scan 678 (6.975 min): BP008972.D\data.ms (-673) (-) m/z 105.00 100.00%
105.0

F

5000
41-0J ’ 6.60 6.80 7.00 7.20
o | ,“hw‘!*“e'aw W 2069 2809 3524412547058320 1/, 179.10  30.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
6.60 6.80 7.00 7.20
m/z 69.00 23.54%
39.0 {
O‘\\‘\g"\“\“\\‘um\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
R ARG aRREEE
6.60 6.80 7.00 7.20
5000 ITI/Z 41.05 14.32%
20 |11
0‘\H\‘c,‘\“\u‘quu‘\\u‘\u\‘\uWu\,\m,\m,\m,\m,\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10720: Benzene, 1-ethyl-3-methyl- R ARaaEEaa e RARRAR
105.0 6.60 6.80 7.00 7.20
m/z 55.00 14.00%
5000
39.0 L
0‘\M‘,‘\*H‘uMu‘\\u‘\u\‘\uWu\‘\m‘\m‘\m‘uu‘\ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20

8270E-BP011422.M Tue Feb 01 13:04:41 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N13e3-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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, 1,2,3-trimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.052 10.67 ng 2952020 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# 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 CO9H12 000095-63-6 94

4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90

Abundance Scan 691 (7.052 min): BP008972.D\data.ms (-686) (-) m/z 105.00 100.00%

105.0

P

5000
39.0 ) 6.80 7.00 7.20 7.40
ob ok || 164.9224.6 20513538 42914874547 /7156 05 46.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
5000
6.80 7.00 7.20 7.40
m/z 77.00 12.60%
39.0 ¥ ‘
O‘\\\1\\"1‘\“\‘\\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10692: Mesitylene
105.0
6.80 7.00 7.20 7.40
5000 m/z 119.10 12.42%
Al
0 ekl e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 6.80 7.00 7.20 7.40
m/z 91.00 10.78%
5000
27.0 1
O‘H“J,‘“\“““JWHWm_m‘mWm‘mwm‘uu‘mw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40

8270E-BP011422.M Tue Feb 01 13:04:42 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N13e3-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 Mesitylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.481 45.99 ng 12725200 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# 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 95
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90
Abundance Scan 764 (7.481 min): BP0O08972.D\data.ms (-755) (-) m/z 105.05 100.00%
105.1

-

5000
39.0 7.20 7.40 7.60 7.80
obpudlld  192.92526  36534267489.0548. [/, 159.05 44.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
5000
7.20 7.40 7.60 7.80
m/z 77.00 12.03%
39.0 ‘ { ‘
0‘\\Hb’h\m\‘\\‘\u\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 119.10  11.94%
il
0 el e e e
m/z> 0 50 100 150 200 250 300 350 400 450 500 550 Jk
Abundance #10717: Benzene, 1,2,4-trimethyl- R R RARRRERRE
105.0 7.20 7.40 7.60 7.80
m/z 91.00 10.51%
5000
27.0 ‘
O‘H\thhhﬂu“u“_‘u“H“H‘w“u‘u“_“w‘u“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80

8270E-BP011422.M Tue Feb 01 13:04:43 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N13e3-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 7
R.T. EstConc Area Relative to ISTD R.T.
7.946  15.28 ng 4226640 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# 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 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 843 (7.946 min): BP008972.D\data.ms (-839) (-) m/z 105.05 100.00%
106.1
5000
390 7.60 7.80 8.00 8.20
oboipel il 16282223 3269391245265125 17 139,10 42.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
5000 L L NN B L

7.60 7.80 8.00 8.20
m/z 77.00  12.28%

39.0 ]
O‘\\J\\\“L‘\“\\\‘J\“\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10692: Mesitylene
105.0
7.60 7.80 8.00 8.20
5000 m/z 119.10  11.77%
39.0 “
L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10705: Benzene, 1,2,4-trimethyl- N RARARRREANETE S
105.0 7.60 7.80 8.00 8.20
m/z 91.00 10.57%
5000
28.0
o‘u“MMM"w‘HH_H‘wwwwwwm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20

8270E-BP011422.M Tue Feb 01 13:04:44 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N13e3-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 Cyclohexane, butyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.116 10.80 ng 2987950 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 93
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 90
3 Cyclohexane, octyl- 196 C14H28 001795-15-9 72
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
5 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 72
Abundance Scan 872 (8.116 min): BP008972.D\data.ms (-864) (-) m/z 83.10 100.00%
83.1
- /\JM\A/
T
‘ v 14h 0 7.80 8.00 8.20 8.40
ob ki, B4L0207.0 206.1386.2417.1 8317 ./, 5500  65.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20675: Cyclohexane, butyl-
83.0
5000 L L L R B B
7.80 8.00 8.20 8.40
m/z 82.05 59.03%
OI‘-\S\-P\\’“\M \1‘1%\41b-‘.9\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31429: Cyclohexane, pentyl-
83.0 J
o ARERRGEE Ry n
7.80 8.00 8.20 8.40
5000 m/z 41.00 27.15%
154.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71754: Cyclohexane, octyl- e EEAEEREEE S
83.0 7.80 8.00 8.20 8.40
m/z 69.00  18.45%
- W\N\M
ol Bt et e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40

8270E-BP011422.M Tue Feb 01 13:04:44 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N13e3-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 unknown8.369 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.369 13.85 ng 3832210 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 42
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 42
3 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 42
4 2-Tolyloxirane 134 C9H100 002783-26-8 38
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 38
Abundance Scan 915 (8.369 min): BP008972.D\data.ms (-910) (-) m/z 105.00 100.00%
105.0

?

500071 43
‘ | “ ‘ 8.00 8.20 8.40 8.60
ol Mlilhlll.ie5:2 2341 34004007 47705362 W1y 5710 71.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 L L NN B LR B
8.00 8.20 8.40 8.60
m/z 43.10 41.08%
39.0 V‘
O‘\\\%ff“\\f‘\\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17048: Benzene, 1-methyl-3-propyl-
105.0
R R
8.00 8.20 8.40 8.60
5000 m/z 115.00 27.26%
39.0 L
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17626: Benzeneacetaldehyde, .alpha.-methyl-

105.0 8.00 8.20 8.40 8.60
m/z 85.10 26.68%

5000

-

o"m_‘v‘J"H“,"H‘w‘H"_Hwwwwww A
miz--> 0 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60

8270E-BP011422.M Tue Feb 01 13:04:45 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N13e3-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.475 34.73 ng 9608490 1,4-Dichlorobenzene-d4 7.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one, 3-methyl- 110 C7H1e0 001193-18-6 55
2 o-Cymene 134 C10H14 000527-84-4 43
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 38
4 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 38
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 38
Abundance Scan 933 (8.475 min): BP008972.D\data.ms (-928) (-) m/z 82.00 100.00%
82.0
5000
l 1 } \ 8.20 8.40 8.60 8.80
oL ilAlLI44LT 22112821 354.8415047705369 1/, 119.05  56.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6618: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000
8.20 8.40 8.60 8.80
m/z 110.10 38.26%
O pl!‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16998: o-Cymene
119.0
‘Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_V
8.20 8.40 8.60 8.80
5000 m/z 105.00 28.89%
41.0 \
ol e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl- A RARE e
119.0 8.20 8.40 8.60 8.80
m/z 39.00 28.59%
5000
39.0 \ l
ob bbb e e e Aaaa
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80

8270E-BP011422.M Tue Feb 01 13:04:46 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N13e3-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.063  20.24 ng 5599680 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Undecane 156 C11H24 001120-21-4 87
4 Hexatriacontane 507 C36H74 000630-06-8 78
5 Tridecane 184 C13H28 000629-50-5 78

Abundance Scan 1033 (9.063 min): BP008972.D\data.ms (-1029) (-) m/z 57.10 100.00%
57.1

-

5000
S ABBRRNEmR AR S
156.2 B} 8.80 9.00 9.20 9.40
obdilly, 15622208 2635341.7 424448505432 1/, 43.10  82.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
5000 L B L B L R R
8.80 9.00 9.20 9.40
m/z 71.10 53.68%
ol tLiif 270 1980
‘\\\\"\\‘\\“\\I\f‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107217: Hexadecane
57.0
R AaEasnEE s
8.80 9.00 9.20 9.40
5000 m/z 41.05 36.41%
0 \‘ JLi "1‘\2.7'.0 226.0
-
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33078: Undecane S EAEE R
43.0 8.80 9.00 9.20 9.40
m/z 85.10 32.49%
5000
d ‘ ’ 156.0
o B REEEEE L R RRAN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40

8270E-BP011422.M Tue Feb 01 13:04:47 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N13e3-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 15 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
9.269 11.58 ng 1977080  Naphthalene-d8 10.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 89
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 62
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 60
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 52
5 o-Cymene 134 C1oH14 000527-84-4 46

Abundance Scan 1068 (9.269 min): BP008972.D\data.ms (-1060) (-) m/z 119.10 100.00%

119.1
5000
55.0
M‘\l 9.00 9.20 9.40 9.60
ol b, 2081 2831 3551 42894923 ., 123,10  79.21%
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 L B L B I B R
9.00 9.20 9.40 9.60
m/z 134.00 31.37%
51.0 \ ’
O ‘\\‘\l\‘ih\“\\\‘\“ﬂ\u1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
9.00 9.20 9.40 9.60
5000 ITI/Z 83.00 30.55%
39.0
0 _uH“\uMp\JH_m_m_m_m,w,wwWm_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl- R e AR ARAR
119.0 9.00 9.20 9.40 9.60
m/z 55.00 30.06%
5000
39.0 } \ \
S B R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60

8270E-BP011422.M Tue Feb 01 13:04:47 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N13e3-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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, 1,2,4,5-tetramethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.463 11.16 ng 1906140  Naphthalene-d8 10.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 94
2 Benzene, 1,2,3,4-tetramethyl- 134 C1oH14 000488-23-3 91
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 91
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91

Abundance Scan 1101 (9.463 min): BP008972.D\data.ms (-1096) (-) m/z 119.10 100.00%

119.1
5000
57.0 9.20 9.40 9.60 9.80
ob il 01 177.6242.13001363.1 4200 84S /0134 05 as.7e%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
9.20 9.40 9.60 9.80
m/z 91.00 18.84%
39.0 l ‘
O‘\\‘\u‘hf“\t\W‘“\\ f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
SR T
9.20 9.40 9.60 9.80
5000 m/z 120.10 9.88%
Yool
ol vdeda el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 9.20 9.40 9.60 9.80
m/z 133.05 8.63%
5000
39.0 \
O bl e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N13e3-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 17 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
9.522 10.59 ng 1808030  Naphthalene-d8 10.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 94
3 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 91
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91

Abundance Scan 1111 (9.522 min): BP008972.D\data.ms (-1107) ()  m/z 119.10 100.00%

119.1
5000
51.0 9.50
Otk Ll 224.1282.63408 4253 5183 /7 134.05  43.55%
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
9.50
m/z 91.00 16.09%
39.0
O‘\\J\L\%‘!A\J‘\W[“\U !‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
T
9.50
5000 ITI/Z 120.10 9.32%
Ot el e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0 9.50
m/z 133.05 8.77%
5000
39.0
oM‘L‘{uﬂ“m\"m* s —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N13e3-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 18 Benzene, (2-methyl-1-butenyl)- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
9.816 10.55 ng 1802540  Naphthalene-d8 10.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 58
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 45
3 Benzene, 1-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 45
4 Ethanone, 1-(2,4-dimethylphenyl)- 148 C10H120 000089-74-7 44
5 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 30
Abundance Scan 1161 (9.816 min): BP008972.D\data.ms (-1156) (-) m/z 133.05 100.00%
133.1
67.0
5000
“ 9.50 10.00
0 i1 205.1 2809 3563 4288 5199  m/z 131.00  93.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 = M
9.50 10.00
m/z 152.05 77.28%
it
O‘\\h\l\l“J\h\l\l\‘“\\‘ \}’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
- P
9.50 10.00
5000 m/z 95.05 71.03%
51.0
oAbl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26394: Benzene, 1-ethyl-4-(1-methylethyl)- — ——
133.0 9.50 10.00
m/z 67.00 65.81%
5000
650, N
0‘H%VHWJHm:W‘H“H‘W‘H‘_“W‘H‘_“W‘H‘_‘H“ — —
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\BP013122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N13e3-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 19 o-Cymene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.034 14.17 ng 2419940  Naphthalene-d8 10.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 87
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 83
3 p-Cymene 134 C10H14 000099-87-6 83
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 CloH14 076089-59-3 81
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 81

Abundance Scan 1198 (10.034 min): BP008972.D\data.ms (-1193) (- m/z 119.10 100.00%

119.1
5000
39.0 10.00
bbb . 20692676 3691 454.2512.6 sz 134.05  41.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16991: o-Cymene
119.0
5000 — :
10.00
m/z 117.05 24.49%
39.0 ‘
O‘\‘\J\hi\“fd\\‘\‘fl"h\“\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
10.00
5000 ITI/Z 91.00 17.52%
39.0 ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16993: p-Cymene T ‘
119.0 10.00
m/z 115.00 13.02%
5000
39.0 ‘
o‘MJ;\u”‘\w,"hdm_m‘HH‘mww‘m_m_m_m_ AN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00

8270E-BP011422.M Tue Feb 01 13:04:50 2022 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N13e3-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.810 34.23 ng 3558360 Phenanthrene-d10 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4b,8-Dimethyl-2-isopropylphenant... 256 C19H28 1000197-14-1 97
2 s-Indacen-1(2H)-one, 3,5,6,7-tet... 256 C18H240 038754-94-8 52
3 Benzene, 1,1'-(1-methylethyliden... 256 C17H2002 001568-83-8 25
4 Isoxazole, 5-methyl-4-phenyl- 159 C1OH9NO 023253-49-8 25
5 3-Formyl-10-methylphenothiazine 241 C14H11NOS 004997-36-8 25
Abundance Scan 2690 (18.810 min): BP008972.D\data.ms (-2684) (- m/z 159.05 100.00%
159.1
241.2
5000
43.0 l ‘ “ ‘ ‘ 18.50 19.00
ol bk kbl Ll L1 355.0 43224985 ;041,05 79.72%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143709: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6
.0

241
159.0
5000 sl —A
18.50 19.00
m/z 185.10 39.34%
43.0 L ‘ ‘
O‘HH“‘l\‘\l\l\‘l“\\\\”\“““\‘\”\\l‘\‘\\“\\H\‘HH‘\H\‘HH‘\H\‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143695: s-Indacen-1(2H)-one, 3,5,6,7-tetrahydro-3,3,4,

241.0
Al
18.50 19.00
5000 m/z 117.00 19.63%

29.0 142.0 \ |

e T R I
L e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143630: Benzene, 1,1'-(1-methylethylidene)bis[4-metho; i P
241.0 18.50 19.00

m/z 143.00  19.16%

o

5000

133.0
39.0 ‘
O e b bl pree et e e e s e
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 1850 19.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013122\
Data File : BP0@8972.D

Acqg On : 31 Jan 2022 19:10
Operator : CG/JU

Sample : N1303-01

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP011422.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|
4-Penten-2-one,... 3.752 13.1 ng 3630760 1  7.828 5533650 20.0
3-Penten-2-one,... 4.399 271.4 ng 75095500 1  7.828 5533650 20.0
2-Pentanone, 4-... 4.969 59.9 ng 16564400 1 7.828 5533650 20.0
Nonane, 4-methyl- 6.822 9.9 ng 2730770 1  7.828 5533650 20.0
Benzene, 1-ethy... 6.922 12.5 ng 3457940 1  7.828 5533650 20.0
Benzene, 1l-ethy... 6.975 13.8 ng 3814250 1 7.828 5533650 20.0
Benzene, 1,2,3-... 7.052 10.7 ng 2952020 1 7.828 5533650 20.0
Mesitylene 7.481 46.0 ng 12725200 1 7.828 5533650 20.0
Benzene, 1,2,4-... 7.946 15.3 ng 4226640 1  7.828 5533650 20.0
Cyclohexane, bu... 8.116 10.8 ng 2987950 1  7.828 5533650 20.0
unknown8.369 8.369 13.9 ng 3832210 1 7.828 5533650 20.0
2-Cyclohexen-1-... 8.475 34.7 ng 9608490 1  7.828 5533650 20.0
Tetradecane 9.063 20.2 ng 5599680 1  7.828 5533650 20.0
Benzene, 4-ethy... 9.269 11.6 ng 1977080 2 10.628 3415610 20.0
Benzene, 1,2,4,... 9.463 11.2 ng 1906140 2 10.628 3415610 20.0
Benzene, 1,2,3,. 9.522 10.6 ng 1808030 2 10.628 3415610 20.0
Benzene, (2-met... 9.816 10.6 ng 1802540 2 10.628 3415610 20.0
o-Cymene 10.034 14.2 ng 2419940 2 10.628 3415610 20.0
4b,8-Dimethyl-2... 18.810 34.2 ng 3558360 4 17.222 2079080 20.0
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